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Abstract

The data have been obtained from FABP4 inhibitor molecules previously published. The 120
compounds were used to build a 3D-QSAR model. The development of the QSAR model has been
undertaken with the use of Forge software using the PM3 optimized structure and the
experimental ICso of each compound. The QSAR model was also employed to predict the activity
of 3000 new isosteric derivatives of BMS309403. The isosteric replacement was also validated
by the synthesis and the biological screening of three new compounds reported in the related
research article “3D-QSAR assisted identification of FABP4 inhibitors: An effective scaffold
hopping analysis/QSAR evaluation”[1].

Specifications Table

‘ Subject area ‘ Computational Chemistry
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More specific subject area | Three-Dimensional Quantitative Structure-Activity Relationship (3D-QSAR)

modeling

Type of data Tables, figures

How data was acquired Statistical modeling and online databases

Data format Raw and analyzed

Experimental factors The whole dataset consists of 120 FABP4 ligands and 3000 isosteric
derivatives of BMS309403

Experimental features The 3D-QSAR model has been developed using Forge as software. Chemical

structure descriptors and plCsy were used as variables. Spark was used for
the isosteric replacement

Data source location Department of Drug Sciences, University of Catania, Italy
Data accessibility Data is with this article
Related research article G. Floresta, A. Cilibrizzi, V. Abbate, A. Spampinato, C. Zagni, A. Rescifina,

3D-QSAR assisted identification of FABP4 inhibitors: An effective scaffold
hopping analysis/QSAR evaluation, Bioorganic Chemistry, 84 (2019) 276-
284 [1].

Value of the data

e FABP4 recently demonstrated an interesting molecular target for the treatment of type 2
diabetes, other metabolic diseases and some type of cancers.

e QSAR modeling data was generated to provide a method useful in finding or repurposing novel
FABP4 ligands.

e The model has also been used to predict the activity of 3000 isosteric derivatives of BMS309403.

e The data can be used by others to build their own model.

e The data can be used for the synthesis of some potent suggested compounds.

Data

FABP4 recently demonstrated an interesting molecular target for the treatment of type 2 diabetes,
other metabolic diseases and some type of cancers [2-10]. Recently, a variety of effective FABP4
inhibitors have been developed [11], but unfortunately, none of them is currently in the clinical research
phases. CAMD shows a promising and effective tool for the identification of FABP4 inhibitors [12-15]. In
line with our recent interest in the development of QSAR models and related applications [16-24], in
order to identify novel hit compounds, herein we report the dataset and the parameter used to build a
3D-QSAR model for FABP4. This dataset is reported in Tables 2 and 3, were the molecules used in the
training set (96) and in the test set (24) are reported, respectively. Information for the building of the
3D-QSAR model is reported in Figures 1-9. Moreover, the 3D-QSAR model was also used to predict the
biological activity of 3000 new isosteric derivatives of BMS309403 derived from a scaffold-hopping
analysis, the analyzed areas of the selected compounds and the Spark’s parameters used for the
isosteric replacement are reported in Figures 8 and 9. The results of the isosteric replacement of
different portion of BMS309403 are reported in Tables 4-9.

Experimental Design, Materials and Methods
Compounds alignments




With the aim to generate a plausible and consistent set of alignment molecules, before running the
regression analysis, we evaluated two different types of alignment (Fig. 1).

First, we evaluated a structure-based alignment, based on the docking of the different ligands on the
active site of the protein. All 120 structures, optimized at the PM3 level of theory [25-27], have been
converted into pdbqt format using Babel,[28] and subsequently docked in the active site of FABP4.
Molecular docking was performed using the three-dimensional crystal structures of substrate-free fatty
acid binding protein 4 in complex with BMS309403 (PDB ID: 2NNQ) obtained from the Protein Data Bank
(PDB, http://www.rcsb.org/pdb). AutoDock Vina (version 1.1.2)[29], was used for all docking
experiments. The default values of the docking parameters in AutoDock Vina were all maintained,
except for “exhaustiveness” that was set to 15. A grid box of 18 A x 18 A x 18 A was used, encompassing
the inhibitor binding cavity of FABP4 and centered on the ligand. The binding modes were clustered
through the root mean square deviation among the Cartesian coordinates of the ligand atoms. The
docking results were ranked based on the binding free energy. After the calculations with AutoDock
Vina, all the generated structures were manually checked, in order to ensure a correct positioning within
the binding site. Then the generated structures were imported into Forge [30] to build the Structure-
based 3D-QSAR model. A classic ligand-based alignment is the second type of alighnment that was
evaluated. This was carried out with the same software used for the building of the model. All the
optimized structures, together with their respective 1C5, values, were imported into Forge (10.4.2,
Cresset, Litlington, Cambridgeshire, UK, http://www.cresset-group.com/forge) [30-34] for setting-up the
field-based 3D-QSAR model. Eight different molecules were chosen as a template for the calculations of
field points and as a template for the alignment. These eight molecules were selected since they are
present in crystallized forms with FABP4 (PDB IDs: 2NNQ, 3FR2, 3FR4, 3FR5, 4NNS, 4NNT, 1TOU and
1TOW, Table 1) [35-38]. The structures, small protein, and inhibitors, were first downloaded from the
Protein Data Bank (PDB); the amino acid sequence was then superposed and aligned with YASARA
(version 17.8.15) to get also the ligands in the binding site aligned and superposed, thus the eight
molecules were imported on Forge (Fig. 2 and 3).

The XED (eXtended Electron Distribution) force field was used to generate the field point .The
compounds in the training set were aligned to the reference compound by maximum common
substructure using a customized set-up for the conformation hunt:

o Max number of conformations: 500.

e RMS cut-off for duplicate conformers: 0.5 A.

e Gradient cut-off for conformer minimization: 0.1 kcal/mol.
e Energy window: 2.5 kcal/mol.

The RMS cut-off for duplicate conformers parameter controls the similarity threshold below which two
conformers are assumed identical. Conformations that gave a minimized energy outside the energy
window were discarded.

All the alignments were manually checked to ensure the best possible model. All the field points of the
training set were used to derive a gauge invariant set of sampling points, which reduced the number of
descriptors that needed to be taken into account, with a distance of 1 A between the sample points.
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Sample values were calculated, ensuring that all areas around the molecule (and possibly contributing to
the activity) are properly described.

Statistical analysis

For the validation of the QSAR model, the leave-one-out method was used. 20 was the maximum
number of components to extract from the PLS regression. 50 was the number of Y scrambles to use The
threshold of the sample point minimum distance was set to 1 A. The Leave-one-out method was used
during the validation of the QSAR model.. The regression method used in Forge was PLS (SIMPLS
algorithm) [39-43]. All the parameters for the QSAR model are resumed in Figures 4—6.

The predictive ability of the generated QSAR model was confirmed by several statistical tests. The cross-
validation regression coefficient (q°) was calculated based on the PRESS (Prediction error sum of
squares) and SSY (Sum of squares of deviation of the experimental values from their mean):

, . PRESS 1(Yexp — Ypred)?

=1 =1-
1 SSY ™ ,(Yexp — Ymean)?

Yexp = experimental activity of training set compound
Ypred = predicted activity of training set compound
Ymean = mean values of the activity of training set compound

The derived ligand-based approach results to be more reliable (r* = 0.92, g = 0.64) than the structure-
based alignment (r* = 0.90, g* = 0.38). The ligand-based 3D-QSAR align model was further validated with
a set of external compounds (i.e. test set). Out of 120 molecules, we randomly choose 96 molecules
(covering the whole range of activities of the compounds) as a training set to build the model, while the
remaining 24 compounds served as a test set to evaluate the model.
The statistical reliability of this model was also validated by the determination of the r’test, using the
following equation:
™, (Ypredtest — Ytest)?

*,(Ytest — Ymean)?
Ypredtest = predicted activity of test set compound by QSAR equation

ri’test =1—

Ytest = experimental activity of test set compound
Ymean = mean values of the activity of training set compound

The 11-components model (Fig. 7) shows both good predictive and descriptive capability as it is shown
by the good r? (0.99) and g’ (0.69) [44] values for the training and the cross-validated training sets. The
plot of experimental vs. predicted activity for the compounds, in both the training set and the cross-
validated training set (g” = 0.69), shows a reasonable distribution of the values. The plot of experimental
vs. predicted activity for the compounds in the test set is still reasonably good with only few outliers and
a good cross-validated r* of 0.73.



Isosteric replacement

The isosteric replacement was performed using Spark as a software (10.4.0, Cresset, Litlington,
Cambridgeshire, UK, http://www.cresset-group.com/forge) [30-34]. As reported in Fig. 8, Different
portions of the BMS309403 were replaced. Then, the newly designed molecules were aligned with the
3D-QSAR model and evaluated. The replacement was performed through the same 178,558 fragments
for each part, which derive from ChEMBL and Zinc databases (Fig. 9) [45, 46]. Five hundred compounds
were generated for each substitution producing 3,000 hits (reported in Tables 4-9). There of the
suggested molecules were synthesized and tested as reported in the related research article [1].
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Preferred alignment protocols

Structure-based Ligand-based
Autodock Vina Docking Forge
e AutoDock Vina 1.1.2 e Substructure alignment, protein present, no
. Retain 8 poses per ligand constraints
¢ Manually select preferred poses ®  Use most accurate conformation hunt
¢ Tweak and refine inconsistent poses e Tweak and refine inconsistent groups

e Use 8different references to align ligands

Fig. 1. Comparison of alignhment methods.

* Download
Ste p 1 from PDB

Stepz *Superpose

and align

L/

.| rtt
Step3 ‘e

Fig. 2. Schematic representation of the process adopted to obtain the template compounds for the
ligand-based alignment.

Table 1

PDB codes and molecules used as reference compounds for ligand-based alighnment.

PDB code 2D structure PDB code 2D structure

2NNQ N-N ANNT HZ
o
HOOC




ACCEPTED MANUSCRIPT

(?H
3FR5 NVQ\r 4NNS o=%
NH, o
[¢]
fiz \; > o)
3FR4 HO o ;\E@ 1TOW \))LOH

OH

/
=N

3FR2 N Oim 1TOU o A /)\S/WO

F (0]

Fig. 3. A) Protein and inhibitors aligned. B) Aligned inhibitors imported to Forge for ligand-based
alignment.

Conformation Hunt  Alignment  Build Model

Calculation Method: | [Custom] h Save As.. Delete

[C] Delete existing conformations
Perform Conformation Hunt

Maximum number of conformations |500 |%|
No. of high-T dynamics runs for flexible rings |20 [%|
Gradient cutoff for conformer minimization |U,1UU keal/mol/A [%|
Filter duplicate conformers at RMS [os0A 2]
Energy window |25l] keal/mol l:|
Acyclic secondary amide handling [Use input amide geometry -

Turn off Coulombic and attractive vdW forces

Use external tool for conformation generation

Fig. 4. Forge’s parameters used for conformation hunt.
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Conformation Hunt Alignment Build Model

Calculation Method: ' [Custom] s Save As...

[] Delete existing alignments
Perform Alignment

Invert achiral imported confs
Take shortcuts in alignments ]

Maximum-common-substructure conformers and alignment

Matching rules Normal (element + hybridisation)

Allow conformations to move

Perform Scoring
Score method for multiple references 'Weighted Average
Reference weights

Reference 1 2 3 4 5 6 7

Delete

8

weignt  [10 % [10 [ [0 [F] [0 o ] 1o E] e # o ]

Fig. 5. Forge’s parameters used for alignment.

Weight% 12.5% 12.5% 12.5% 12.5% 12.5% 12.5% 12.5% 12.5%
Fraction of score from shape similarity |0.50 <
Reference into db fieldpoints weight |D.50 =
Hardness of protein excluded volume |Soft <
Add/fremove field constraints Mark field points

Conformation Hunt Alignment Build Model
Calculation Method: Field QSAR Normal = Save As... Delete
Activity: [Jicsoum - Activity Manager

Field QSAR model

Maximum number of components ‘20

Sample point minimum distance ‘ 10A

Generate samples from references O

Number of ¥ scrambles ‘50

Fields to use Electrostatic Volume
] Weight molecules by similarity

Weight ramp type |Linear
Minimum similarity |0.00

Maximum similarity | 1.00

Cross-validation

Cross-validation type Leave-one-out
Training set to use as validation data  20%

Repeats 1000

Fig. 6. Forge’s parameters used to build the QSAR model.

4

11



Model statistics:

Comps R™2 Qr2 Test R*2Z RMSE RMSEpred Tau Tau-pred
0 -0.044 -0.023 -0.001 1.083 1.0%6 0.494 -0.210
1 0.620 0.508 0.641 0.666 0.767 0.587 0.492
2 0.781 0.541 0.623 0.501 0.740 0.675 0.514
3 0.897 0.585 0.718 0.347 0.711 0.787 0.573
4 0.948 0.€18 0.745 0.244 0.e81 0.855 0.568
5 0.9¢8 0.636 0.743 0.1%2 0.663 0.895 0.598
& 0.983 0.651 0.772 0.142 0.651 0.520 0.594
7 0.988 0.671 0.74¢6 0.118 0.631 0.525 0.621
8 0.993 0.673 0.757 0.088 0.625 0.947 0.621
9 0.9%6 0.683 0.744 0.0e8 0.615 0.958 0.633
10 0.997 0.€87 0.733 0.058 0.€616 0.957 0.626
11+ 0.998 0.e88 0.731 0.044 0.e15 0.965 0.626
12 0.995% 0.683 0.729 0.037 0.€615 0.965 0.618
13 0.995 0.680 0.726 0.030 0.e22 0.576 0.61le
14 1.000 0.675 0.731 0.0z22 0.623 0.983 0.613
15 1.000 0.675 0.730 0.018 0.623 0.985 0.615
1e 1.000 0.€78 0.728 0.015 0.624 0.988 0.616
17 1.000 0.€78 0.728 0.011 0.625 0.988 0.615
18 1.000 0.e77 0.730 0.008 0.625 0.991 0.613
15 1.000 0.€78 0.728 0.006 0.625 0.993 0.616
20 1.000 0.e77 0.728 0.003 0.6e25 0.995 0.6le

Preferred number of components: 11

Fig. 7. Model statistics for FABP4 model.
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Fig. 8. The studied position for the bioisosteric replacement of BMS309403 are highlighted in bold.



Calculation Method: Accurate but Slow -
Select one or more databases to search.

Name Fragments Description Created On
v [m] Cresset
v [m] ChEMBL
ChEMBL_common 101156 ChEMBL_21 (http://www.e... 2016-03-14 18:30:48
[[J ChEMBL _rare 156128 ChEMBL_21 (http://www.e... 2016-03-14 18:41:25

v [m] Zinc
VeryCommon 24894 Zinc 15 very common frag... 2016-03-24 16:58:54
Common 52508 Zinc 15 common fragment... 2016-03-24 16:59:50

[[] LessCommon 115525 Zinc 15 less common frag...  2016-03-24 17:00:55
[[] Cresset Reagents
[J VEHICLe

Fig. 9. Spark’s parameters used for bio-isosteric replacement.

Table 2

SMILES, experimental and predicted plCs, values of the molecules in the training set.

pICso
N° SMILES Exp. Pred.
1 FC(F)(F)[C@H]1CCc2c(C1)c(c(c(n2)C3CCCC3)C=4[N-]N=NN4)-c5ccnc(c5)C 8.0 8.0
2 CC1(CCCC1)c2c(c(c3c(n2)CCCCC3)-chcenc(c4)C)C=5[N-]N=NN5 8.0 8.0
3 Clc1c(F)cc2c(c(c(c(N(CC)CC)n2)C=3[N-IN=NN3)-c4cccccd)cl 7.9 7.9
4 Clclc(F)cc2c(c(c(c(n2)C(CC)CC)C=3[N-]N=NN3)-c4cccccd)cl 7.8 7.8
5 OCC1(CCCC1)c2c(c(e3c(n2)CCCCC3)-c4ccnc(cd)C)C=5[N-]N=NN5 7.7 7.7
6 CCCCC[C@H]1CCc2c(C1)c(c(c(n2)C3(CCCC3)COC)C=4[N-]N=NN4)-c5cccees 7.7 7.7
7 FC(F)(F)clccc2c(c(c(c(N3CCCCC3)n2)C=4[N-]IN=NN4)-c5ccccc5)cl 7.5 7.5
8 Clclcec2c(c(c(c(n2)C3CC3)C([0-])=0)-caccceccd)cl 7.4 7.4
9 Clclcec2c(c(c(c(N(CC)C)n2)C=3[N-]IN=NN3)-c4cccccd)cl 7.3 7.4
10 Clclcc(Cl)ec(NC(=0)NC2(CCCC2)C([0-])=0)c1-c3cceec3 7.3 7.3
11 Clc1c(F)cc(c(NC(=0)NC2(CCCC2)C([0-])=0)c1)-c3ccccc3 7.0 7.0
12 0O=C(N)clcccecclCn2c3c(cccc3c4CCCCCc42)C([0-])=0 7.0 7.0
13 n1c2c(CCCCC2)c(c(c1C3CCCCC3)C=4[N-]N=NN4)-c5ccncc5 7.0 6.9
14 Clclccc(c(NC(=0)NC2(CCCC2)C([0-])=0)c1)-c3ccc(F)cc3 6.9 6.9
15 FC(F)(F)clccccclCn2c3c(ccecec3c4CCCCe42)C([0-])=0 6.4 6.5
16 Fclccc(-c2¢(c(n(n2)-c3cccece3-cdeccc(OCC([0-])=0)c4)CC)-c5cceec5)ccl 6.5 6.5
17 [O-]C(=0)clccecc2c3CCCCCe3n(c12)Cclceccccd 6.2 6.3
18 Fclcccec1Cn2c3c(ceccec3c4CCCCc42)C([0-])=0 6.4 6.3
19 Fclccec(Cn2c3c(ceccc3c4CCCCc42)C([0-])=0)c1 6.4 6.3
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20
21
22
23
24
25
26
27
28
29
30
31
32
33
34
35
36
37
38
39
40
41
42
43
44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
61
62
63
64

FC(F)(F)clccccclCn2c3c(ccecec3c4CCCCCc42)C([0-])=0
[O-]C(=0)CCCnlc2cccec2c3ccccc3l
FC(F)(F)clccc(c(NC(=0)NC2(CCCC2)C([0-])=0)c1)-c3cceec3
[O-]C(=0)clccecc2c3CCCCe3n(c12)Celeccc(0C)ca
Fclccec(Cn2c3c(cccc3c4CCCCCc42)C([0-])=0)cl
FC(F)(F)clcc(O)nc(SCc2cec(0C)cc2)nl
[O-]C(=0)clccc2e(n(c3CCCCc23)Cclcccecd)cl
[O-]C(=0)clccecc2c3CCCe3n(c12)Ccdceccecd
[O-]C(=0)clccecc2c3CCCCe3n(c12)Celeccccd0C
[O-]C(=0)clccecc2c3CCCCe3n(c12)Cclccc(C)eccd
Fclcccec1Cn2c3c(cececc3c4CCCCCc42)C([0-])=0
Fclcce(Cn2c3c(cceec3c4CCCCCc42)C([0-])=0)ccl
[O-]C(=0)CcCCCnlc2cccec2c3ccccc3l
FC(F)(F)clccce(Cn2c3c(ccce3c4CCCCCc42)C([0-])=0)cl
FC(F)(F)clcc(O)nc(SCC(=0)N2CCCCC2)nl
0=5(=0)(n1ccc2cec(cc21)C)c3cesc3C([0-])=0
Brclccc2c(cen2S(=0)(=0)c3ccsc3C([0-])=0)cl
FC(F)(F)clcccec(Cn2c3c(ccece3c4CCCCc42)C([0-])=0)cl
FC(F)(F)clccc(Cn2c3c(ccce3c4CCCCc42)C([0-])=0)ccl
FC(F)(F)clccc(Cn2c3c(ccce3c4CCCCCc42)C([0-])=0)ccl
0=5(=0)(nl1cc(c2cccecec21)C)c3cesc3C([0-])=0
[O-]C(=0)clccecc2c3CCCCe3n(c12)Celecc(OC)cch

[O-]C(=0)[C@H](Oclcccc(-c2cceceec2-n3c(c(c(n3)-cdccceed)-c5ceceec5)CC)cl)C

0=5(=0)(n1ccc2ccec(0C)c21)c3cesc3C([0-])=0
O/N=C/1CCCc2c1c3ccec(c3n2Cclcccecd)C([0-])=0
Clclccec(-n2c(-c3ccecee3)cc(n2)-c4cceec40OCCCC([0-])=0)cl

[O-]C(=0)[C@H](Oc1cccc(-c2ceecee2-n3c(c(c(n3)-cdccceed)-c5cecec5)CC)cl)CC

Fclccc2c(cen2S(=0)(=0)c3cesc3C([0-])=0)cl
[0-]C(=0)c1cceec2ce(c(n(c12)Ce3cccece3)C)C
Clclccc(-n2c¢(-c3ccece3)ce(n2)-cdccccc40CCCC([0-])=0)ccl
Clclccececl-n2c(-c3cecee3)cc(n2)-cdccccc4OCCCC([0-])=0
[0-]C(=0)c1c(C(C)C)cc(C(C)C)cc1C(C)C
0=5(=0)(n1c2ccccc2c3ccccec31)cdeccecdC([0-])=0
Fclccc2cen(S(=0)(=0)c3cesc3C([0-])=0)c2cl
FC(F)(F)clcc(O)nc(NCc2ccc(OC)cc2)nl
[O-]C(=0)CCCOclcceccl-c2cc(n(n2)-c3cccece3)-cdcec(ccd)C
Brclccc(-n2c(-c3cceec3)cc(n2)-cdccccc4OCCCC([0-])=0)ccl
Fclccc(-c2¢(nn(c2CC)-c3cccec3-c4ccec(OCC([0-])=0)c4d)-c5cceec5)ccl
[O-]C(=0)CCCCOclcceecl-c2cc(n(n2)-c3cccecc3)-c4ccececd
0=5(=0)(n1ccc2cc(ccec21)C)c3cesc3C([0-])=0
0=5(=0)(n1ccc2ccc(0C)cc21)c3ccecc3C([0-])=0
Brclccc(-c2cc(nn2-c3ccece3)-cdccccc4OCCCC([0-])=0)ccl
Fclccc(-n2c¢(-c3cceee3)cc(n2)-cdccccc4OCCCC([0-])=0)ccl
[O-]C(=0)CcCcCOcicceccl-c2cc(n(n2)-c3cec(C(C)C)ce3)-c4cececch
[O-]C(=0)CCn1c2cccec2c3cccec3l

6.2
6.2
6.3
6.3
6.1
6.2
6.1
6.1
6.2
6.0
6.2
6.1
6.1
6.0
6.0
5.9
5.9
5.8
5.6
5.7
5.8
5.6
5.6
5.6
5.5
5.6
5.5
5.5
5.4
5.4
5.4
5.4
5.4
5.4
5.4
5.3
5.3
5.3
5.2
5.2
5.2
5.0
5.0
5.0
5.0

6.3
6.3
6.2
6.2
6.2
6.2
6.1
6.1
6.1
6.1
6.1
6.1
6.1
6.0
6.0
5.9
5.9
5.7
5.7
5.7
5.7
5.6
5.6
5.6
5.5
5.5
5.5
5.5
5.4
5.4
5.4
5.4
5.4
5.4
5.4
5.3
5.3
5.3
5.2
5.2
5.2
5.0
5.0
5.0
5.0
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65 0=5(=0)(n1ccc2c(ccecc21)C)c3cesc3C([0-])=0 5.1 5.0
66 0=5(=0)(n1ccc2cc(0C)ccc21)c3cesc3C([0-])=0 5.1 5.0
67 0=5(=0)(nlcc(c2ccecec21)C)c3cccec3C([0-])=0 5.1 5.0
68 0=5(=0)(n1ccc2c(ccecc21)C)c3cccecc3C([0-])=0 4.9 4.9
69 Brclccc2c(ccn2S(=0)(=0)c3ccccc3C([0-])=0)cl 4.9 4.9
70 [O-]C(=0)CCCOclcceccl-c2cc(n(n2)-c3ccc(OC)cc3)-cdeccecd 4.9 4.8
71 [O-]C(=0)CCCOclcceccl-c2cc(n(n2)C3CCCCCC3)-c4cceech 4.8 4.8
72 Brclccc2c(n(S(=0)(=0)c3c(C(C)C)cc(C(C)C)cc3C(C)C)en2)cl 4.8 4.8
73 Clclcec2c(nc(n2S(=0)(=0)c3c(C(C)C)cc(C(C)C)cec3C(C)C)C)cl 4.8 4.8
74 0=5(=0)(n1cnccl)c2c(C(C)C)cc(C(C)C)cc2C(C)C 4.7 4.8
75 Clclccccc1CNe2nce(O)cc(n2)C(F)(F)F 4.6 4.7
76 FC(F)(F)clcc(O)nc(n1)CCc2ccc(0C)cc2 4.6 4.7
77 0=C1CCCc2clc3ccec(c3n2Cclcccccd)C([0-])=0 4.6 4.6
78 [O-]C(=0)CCCOclcceccl-c2cc(n(n2)C3CCCCC3)-c4cceech 4.6 4.6
79 0=5(=0)(n1ccc2cc(ccec21)C)c3ccccec3C([0-])=0 4.5 4.6
80 FC(F)(F)clcc(O)nc(n1)N(Cc2ccccc2)C 4.6 4.6
81 Clclccc(-c2cc(nn2-c3cceee3)-c4cccccdOCCCCCCC([O-])=0)ccl 4.5 4.5
82  FC(F)(F)clec(O)nc(NCC(=0)N2CCCCC2)nl 4.4 4.4
83 Clclccec(CNe2nc(O)cc(n2)C(F)(F)F)cl 4.5 4.4
84 FC(F)(F)clcc(O)nc(NCc2ccc(C)ec2)nl 4.5 4.4
85 Clclccc(-c2cc(nn2-c3cceee3)-c4cccccdOCCCCC([0-])=0)ecl 4.1 4.2
86 Brclccc(-c2cc(nn2-c3ccece3)-cdcccccdOCCCCC([0-])=0)ccl 4.1 4.1
87 0=5(=0)(n1ccc2c(0C)cccec21)c3ccecc3C([0-])=0 4.1 4.1
88  0=5(=0)(N)clc(C(C)C)ee(C(C)C)eclC(C)C 4.0 4.0
89 [O-]C(=0)Cn1c2cccec2c3cccecc3l 4.0 4.0
90 FC(F)(F)clcc(O)nc(n1)NCc2ccc(-c3cceec3)cec2 4.0 4.0
91 FC(F)(F)clcc(O)nc(NCc2ccnec2)nd 4.0 4.0
92 FC(F)(F)clcc(O)nc(n1)CCc2cccec2 4.0 4.0
93 FC(F)(F)clcc(O)nc(NCCc2cceee2)nl 4.0 3.9
94 [O-]C(=0)CCCCOcicceecl-c2cc(n(n2)-c3cccec3)-c4cec(ccd)C 3.6 3.6
95 Clclccc(CNe2nc(O)ec(n2)C(F)(F)F)ccl 5.5 3.5
96 Clclccc(-c2cc(nn2-c3cceec3)-cdccccc4OCC([0-])=0)ccl 2.0 2.0
Table 3
SMILES, experimental, and predicted plCs values of the molecules in the test set.

pICso
N° SMILES Exp. Pred.
1 FC(F)(F)clccc2c(c(c(c(N(CC)CC)n2)C=3[N-]N=NN3)-c4cccccd)cl 7.6 7.8
2 Clc1c(F)cc2c(c(c(c(N3CCCCC3)n2)C=4[N-]N=NN4)-c5cccec5)cl 7.9 7.3
3 Clclccc(c(NC(=0)NC2(CCCC2)C([0-])=0)c1)-c3ccecc3 6.8 6.5
4 0O=C(N)clcccc(Cn2c3c(cccc3c4CCCCCc42)C([0-])=0)cl 7.2 6.2
5 [O-]C(=0)clcecc2c(c3CCCCc3n2Cclcccecd)cl 4.6 6.1
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6 Fclcee(Cn2c3c(ccece3c4CCCCc42)C([0-])=0)ccl 6.1 6.1

7 [O-]C(=0)clccecc2c3CCCCe3n(c12)Cclceccecd 6.2 5.9

8 Fclccee(c1Cn2c3c(cccc3c4CCCCc42)C([0O-])=0)C(F)(F)F 5.7 5.9

9 0=S(=0)(n1c2ccccc2c3ccccc31)cdecscaC([0-])=0 6.0 5.9

10  [0-]C(=0)clccec2¢3CCCCCe3n(CCC)c12 6.4 5.7

11 [0-]5(=0)(=0)c1c(C(C)C)cc(C(C)C)ceclC(C)C 5.1 5.7

12 0=5(=0)(n1ccc2ccc(0C)cc21)c3cesc3C([0-])=0 5.6 5.7

13 [O-]C(=0)clccecc2c3CCCCe3n(CCC)c12 6.1 5.6

14 Fclccec2een(S(=0)(=0)c3cesc3C([0-])=0)c12 5.4 5.4

15 [O-]C(=0)CCCOclcceccl-c2cc(n(n2)-c3cccce3)-c4cceecd 5.5 5.3

16 Clclccc(-c2cc(nn2-c3ccccce3)-cdcccccdOCCCC([0-])=0)ccl 5.2 5.2

17 Fclccec2cleen2S(=0)(=0)c3ccecec3C([0-])=0 5.0 5.2

18 Clclcec(CN(c2nc(0)cc(n2)C(F)(F)F)C)ccl 5.4 5.1

19 FC(F)(F)clcc(O)nc(Nc2ceeee2)nl 4.0 4.8

20 Brclccc2c(n(S(=0)(=0)c3c(C(C)C)cc(C(C)C)cc3C(C)C)c(n2)C)cl 4.1 4.7

21 0=5(=0)(n1c(nc2ccccc21)C)c3c¢(C(C)C)ec(C(C)C)cc3C(C)C 4.0 4.6

22 [O-]C(=0)CCCOclcceccl-c2cc(n(n2)C3CCCC3)-c4ccecch 4.8 4.5

23 0=5(=0)(n1ccc2c(0C)ccecc21)c3cesc3C([0-])=0 4.9 4.3

24 FC(F)(F)clcc(O)nc(n1)NCc2cccec2 4.5 4.2
Table 4

SMILE and predicted plCs, values for Series 1 derivatives.

N° SMILES preaPICso
1 [0-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-cac(c(c(s4)C)C)C)-c5cceec5)CC)cl 6.1
2 [O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)C4CCCCCCA)-c5cceec5)CC)cl 6.0
3 [0-]C(=0)COc1ccec(-c2ceecc2-n3c(c(c(n3)-c4cn(c(cd)C)C)-c5ceecec5)CC)cl 6.0
4 Clclccc(O)ccl-c2c(c(n(n2)-c3ccecc3-c4cccc(OCC([0-])=0)c4)CC)-c5cccecs 6.0
5 [O-]C(=0)COc1ccce(-c2eccec2-n3c(c(c(n3)-c4cc5c(s4)ces5)-cbeececec6)CC)cl 5.9
6 [0-]C(=0)COciccee(-c2cccec2-n3c(c(c(n3)-c4ccc5c(occ5C)cd)-c6cecccct)CC)cl 5.9
7 [0-]C(=0)COc1ceec(-c2cccecc2-n3c(c(c(n3)-cdcec(c(CC)cd)C)-c5ceecc5)CC)cl 5.9
8 [O-]C(=0)COc1ccec(-c2ccecec2-n3c(c(c(n3)-c4ccc(NC)ccd)-c5ceecec5)CC)cl 5.9
9 Clclcec(-c2¢(c(n(n2)-c3ccecece3-cdecce(OCC([0-])=0)ca)CC)-c5cceec5)cclO 5.9
10 [0-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(n3)-c4c(cc(s4)C)C)-c5cceec5)CC)cl 5.9
11 [O-]C(=0)COc1ccec(-c2ccecec2-n3c(c(c(n3)-c4cc5cc[nH]c5s4)-c6cececcct)CC)cl 5.9
12 [0-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4cc5COCCc5s4)-cbeceecct)CC)cl 5.9
13 [0-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(n3)-c4ccc5c(c(c[nH]5)C)cd)-cbcececcct)CC)cl 5.8
14 [O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4ccc(s4)NC)-c5ceeec5)CC)cl 5.8
15 [O-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(n3)-c4ccec(N)caN)-c5cceee5)CC)cl 5.8
16 [0-]C(=0)COc1ccec(-c2cceecc2-n3c(c(c(n3)-c4ccc([nH]4)C)-c5ccecec5)CC)cl 5.8
17 Oclc(cc(ccl-c2c(c(n(n2)-c3ccecee3-c4ccec(OCC([0-])=0)ca)CC)-c5ceece5)C)C 5.8
18 [O-]C(=0)COc1ccec(-c2ccecec2-n3c(c(c(n3)-c4cnc(OC)c(c4)C)-c5ceeec5)CC)cl 5.8
19 [O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4ccec(N)cd)-c5ceeec5)CC)cl 5.8
20 [0-]C(=0)COc1ccec(-c2cccecc2-n3c(c(c(n3)-c4cc(oc4)C)-c5ceceec5)CC)cl 5.8
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21
22
23
24
25
26
27
28
29
30
31
32
33
34
35
36
37
38
39
40
41
42
43
44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
61
62
63
64

Clclccc(-c2c(c(n(n2)-c3ccecee3-cdecec(OCC([0-])=0)cd)CC)-c5cccee5)ccdN
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-cdccec(c4N)C)-c5ceeec5)CC)cl
[O-]C(=0)COc1ccec(-c2cceecc2-n3c(c(c(n3)-cdccec(C5CC5)cd)-cbececec6)CC)cl
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-c4ccc(N)c(N)cd)-c5cccec5)CC)cl
[O-]C(=0)COc1ccec(-c2cccecc2-n3c(c(c(n3)-cdcc([nH]c4)C)-c5cceec5)CC)cl
Clclcc(F)c(-c2c¢(c(n(n2)-c3cccece3-cdeccc(OCC([0-]1)=0)c4)CC)-c5cceec5)cclO
Clclcc(OC)cc(-c2c¢(c(n(n2)-c3ccceec3-cdeccc(OCC([0-])=0)c4)CC)-c5cceec5)cl
Fclcee(N)c(-c2¢(c(n(n2)-c3cccee3-cdecec(OCC([0-])=0)cd)CC)-c5cccee5)cl
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-c4ccec(SC)cd)-c5ceeec5)CC)cl
[O-]C(=0)COc1ccec(-c2ccccc2-n3c(c(c(n3)-c4cc(sc4N)C)-c5ceeec5)CC)cl
[O-]C(=0)COc1ccec(-c2ccccc2-n3c(c(c(n3)-c4cc5c([nH]4)ccs5)-c6ceecc6)CC)cl
[O-]C(=0)COc1ccec(-c2ccccc2-n3c(c(c(n3)-c4cc5ccoc5s4)-c6ceeccct)CC)cl
[O-]C(=0)COc1ccec(-c2cceecc2-n3c(c(c(n3)-cdccc(N)c(OC)cd)-c5ccecec5)CC)cl
[O-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(n3)-c4ccc5c(n[nH]N5)c4)-c6eececee6)CC)cl
[O-]C(=0)COc1ccec(-c2ccecec2-n3c(c(c(N4CCC(CC4)C)n3)-c5ccecec5)CC)cl
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4ccc5cc[nH]c5¢c4)-c6cececec6)CC)cl
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-cdcec(c(c4)C)C)-c5ceece5)CC)el
[O-]C(=0)COc1ccec(-c2cceecc2-n3c(c(c(n3)C4=CCc5cccecc54)-cbeceeech)CC)cl
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4ccc(NCC)ccd)-c5cceee5)CC)cl
Ocl1c(CC)ccecl-c2c(c(n(n2)-c3cccee3-c4ecec(OCC([0-])=0)cd)CC)-c5cceeccs
[0-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4ccc5¢(0OCC5)cd)-c6cecccc)CC)cl
[0-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(n3)-c4cec(NC)c(c4)C)-c5ccecec5)CC)cl
[0-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4ceccc5edccs5)-cbeeccch)CC)cl
[0-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-cdccc5¢c(CCCC5)cd)-cbecccech)CC)cl
[0-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4c5¢(0OCCO5)cs4)-cbeccece6)CC)cl
[O-]C(=0)COc1ccec(-c2cceecc2-n3c(c(c(n3)-c4cc(N)c[nH]4)-c5cceee5)CC)cl
[0-]C(=0)COc1ccec(-c2cccee2-n3c(c(c(n3)-c4ccc(ccd)C)-c5ceeec5)CC)cl
[0-]C(=0)COc1ccec(-c2ceeeec2-n3c(c(c(n3)-c4ccc(ccaN)C)-c5ceecec5)CC)cl
[O-]C(=0)COc1ccec(-c2ceceecc2-n3c(c(c(n3)-c4csc(N)cd)-c5ceeec5)CC)cl
[O-]C(=0)COc1cece(-c2ecccc2-n3c(c(c(n3)-c4ccc5c(ocn5)cd)-c6eececcct)CC)cl
[0-]C(=0)COc1ccce(-c2cceec2-n3c(c(c(n3)-c4ccc(NN)ccd)-c5cceec5)CC)cl
Oclccc(0)ccl-c2c(c(n(n2)-c3ccceec3-cdeccc(OCC([0-])=0)c4)CC)-c5cceecs
[0-]C(=0)COc1ccec(-c2cccecc2-n3c(c(c(n3)-c4ccc5¢(CCN5)c4)-cbeccech)CC)cl
[0-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4cc(N)cs4)-c5ceeec5)CC)cl
[0-]C(=0)COc1ccec(-c2ccccc2-n3c(c(c(n3)-c4ccnsd)-c5ceecc5)CC)cl
[0-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4cc(OC)cc(OC)cd)-c5ceecc5)CC)cl
[0-]C(=0)COc1ccec(-c2cceecc2-n3c(c(c(n3)-c4cc5CCCc5s4)-cbeeecee6)CC)cl
[0-]C(=0)COc1ccec(-c2cceecc2-n3c(c(c(n3)-clcec(c(c4C)C)C)-c5cceec5)CC)cl
Fclcc(N)c(F)ccl-c2c¢(c(n(n2)-c3ccecc3-c4cccc(OCC([0-])=0)c4)CC)-c5cccecs
Oclccec(-c2¢(c(n(n2)-c3cccec3-c4cecec(OCC([0-])=0)c4)CC)-c5ccecec5)cIN
[O-]C(=0)COc1cecec(-c2cceec2-n3c(c(c(n3)-c4cec(s4)SC)-c5ceeec5)CC)cl
[0-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(n3)-c4ccc5C[C@@H](Oc5¢4)C)-cbeeccee6)CC)cl
[0-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(n3)-c4cccecd)-c5ceeec5)CC)cl
Fclec(cc(-c2¢(c(n(n2)-c3cccec3-c4cccc(OCC([0-])=0)c4)CC)-c5cceec5)cl)C

5.8
5.8
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5.8
5.8
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5.8
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5.8
5.8
5.8
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5.7
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5.7
5.7
5.7
5.7
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5.7
5.7
5.7
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5.7
5.7
5.7
5.7
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65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81
82
83
84
85
86
87
88
89
90
91
92
93
94
95
96
97
98
99
100
101
102
103
104
105
106
107
108

[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4cccccdN)-c5ceeec5)CC)cl
Oclccc2c(0C02)cl-c3c(c(n(n3)-c4cceccca-c5cccc(OCC([0-])=0)c5)CC)-cbeeccecch
[O-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(n3)-c4cn5cesc5cd)-cb6eeecc6)CC)cl
Sclccc(F)ccl-c2c(c(n(n2)-c3cccece3-cdecec(OCC([0-])=0)ca)CC)-c5cceecs
OCclc(-c2c(c(n(n2)-c3cceeec3-cdcccc(OCC([0-])=0)c4)CC)-c5cceec5)cesl
Fclccc(-c2¢(c(n(n2)-c3ccecee3-cdecec(OCC([0-])=0)cl)CC)-c5cceecc5)cclO
[O-]C(=0)COc1ccec(-c2cccecc2-n3c(c(c(n3)-cdccec5cdec[nH]5)-c6cececcc6)CC)cl
[O-]C(=0)COc1ccec(-c2cceecc2-n3c(c(c(-ndcc(cc4C)C)n3)-c5ceeec5)CC)cl
[O-]C(=0)COc1ccec(-c2cccecc2-n3c(c(c(n3)-cdcec(c5c4nsn5)C)-cb6eeccc6)CC)cl
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-cdcsccdC)-c5ceecc5)CC)cl
[O-]C(=0)COc1ccec(-c2cceccc2-n3c(c(c(n3)-c4ccecccdOC)-c5cccec5)CC)cl
[0-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(n3)-cdcec(ccd)/C=C\C)-c5cccec5)CC)cl
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-cdccc5c(cd)cns5)-cbecccec6)CC)cl
[0-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4csc5eccee54)-cbeeccch)CC)cl
[O-]C(=0)COc1ccec(-c2ccecec2-n3c(c(c(N4CCSCC4)n3)-c5cceec5)CC)cl
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(NACC[C@H]5C[C@H]54)n3)-c6ccecct)CC)cl
[O-]C(=0)COc1ccec(-c2ccecec2-n3c(c(c(NACCOCC4A)n3)-c5cceec5)CC)cl
OCclccee(-c2c(c(n(n2)-c3ccecec3-c4ccec(OCC([0-])=0)c4)CC)-c5ceeec5)cl
[0-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4cces4)-c5cecee5)CC)el
Clclccc(-c2¢(c(n(n2)-c3ccecee3-cdecce(OCC([0-])=0)cd)CC)-c5cceec5)cclC
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4cccc5¢4NCC5)-c6cecccct)CC)cl
Fclc(0)c(O)ce(-c2c(c(n(n2)-c3ccecec3-c4ccec(OCC([0-])=0)c4)CC)-c5cceec5)cl
Oclc(c(ceccl-c2c(c(n(n2)-c3ccecee3-c4ccec(OCC([O-])=0)ca)CC)-c5ccecec5)C)C
Oclcc(cc(c1-c2c(c(n(n2)-c3ccecee3-cdecec(OCC([0-])=0)ca)CC)-c5ccecec5)C)C
[O-]C(=0)COc1ccec(-c2ccececc2-n3c(c(c(n3)-c4cccc5c4[nH]cc5C)-c6eececec6)CC)cl
[O-]C(=0)COc1ccec(-c2ccecec2-n3c(c(c(n3)-c4c(N)ccsd)-c5ceeec5)CC)cl
Fclccc(O)ccl-c2c¢(c(n(n2)-c3cceec3-cdcccc(OCC([0-])=0)c4)CC)-c5ccececs

Oclccec(-c2¢(c(n(n2)-c3cceec3-c4ccec(OCC([0-])=0)c4)CC)-c5ccecec5)c1[N+]([0-])=0

FC(F)(F)clcccc(-c2c(e(n(n2)-c3cccece3-cdecec(OCC([0-])=0)cd)CC)-c5ceeecs5)cl
Ocl1c(0O)cc(-c2c¢(c(n(n2)-c3cccee3-c4cccc(OCC([0-])=0)c4)CC)-c5cceec5)ccl0
[0-]C(=0)COciccce(-c2ccecec2-n3c(c(c(n3)-c4cccc(NC)cd)-c5ceecec5)CC)cl
[O-]C(=0)COciccec(-c2cceccc2-n3c(c(c(n3)-c4ccecc5ccoc54)-cbececec6)CC)cl
Clc1c(F)cc(-c2¢(c(n(n2)-c3cccece3-cdecce(OCC([0-])=0)c4)CC)-c5ccecc5)ccl
[0-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4ccocaC)-c5ceecec5)CC)cl
Oclcce(-c2c(c(n(n2)-c3cccee3-cdecec(OCC([0-])=0)cd)CC)-c5cccee5)cc1COC
Oclcc(CC)cecl-c2c(c(n(n2)-c3cccee3-c4ecec(OCC([0-])=0)ca)CC)-c5ceeecs
O[C@H](c1ccee(-c2c(c(n(n2)-c3cceec3-c4cccc(OCC([0-])=0)c4)CC)-c5cccec5)cl)C
Fc1c(SC)ccc(-c2¢(c(n(n2)-c3cceece3-cdecec(OCC([0-])=0)c4)CC)-c5cceec5)cl
[O-]C(=0)COc1ccec(-c2ccecec2-n3c(c(c(n3)-c4ccc5COCCc5¢4)-cbeeccees)CC)cl
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4cccccdNC)-c5ccecec5)CC)cl
[0-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(n3)-c4cccc5¢c40C0O5)-cbeccecech)CC)cl
[0-]C(=0)COc1ccec(-c2cccecc2-n3c(c(c(n3)-c4ccec5ec[nH]c54)-c6ccecc)CC)cl
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-clcec(s4)CC)-c5ccecc5)CC)cl
Sclc(N)cece(-c2¢(c(n(n2)-c3cccee3-c4ecec(OCC([0-])=0)c4)CC)-c5ceeec5)cl
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5.6
5.6
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109
110
111
112
113
114
115
116
117
118
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121
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123
124
125
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127
128
129
130
131
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134
135
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138
139
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149
150
151
152

Fclec(-c2c¢(c(n(n2)-c3cceee3-cdecec(OCC([0-])=0)c4)CC)-c5cceec5)cecclC
Fclccc(-c2¢(c(n(n2)-c3ccecece3-cdecec(OCC([0-]1)=0)cd)CC)-c5ccece5)c(N)cl

[O-][N+](=0)c1ccee(-c2c(c(n(n2)-c3ccecec3-cdcecec(OCC([0-])=0)cd)CC)-c5cceec5)cIN

OCclccc(-c2¢(c(n(n2)-c3ccecee3-cdecec(OCC([0-])=0)cd)CC)-c5cceec5)ccl
[O-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(n3)-cdccec(c4C)C)-c5ceeec5)CC)cl
Clclcc(-c2c¢(c(n(n2)-c3cccece3-cdcccc(OCC([0-])=0)cd)CC)-c5cceec5)c(N)cclC
ONclcec(-c2c¢(c(n(n2)-c3ccceec3-cdeccc(OCC([0-])=0)c4)CC)-c5cceec5)ccl
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-cdcec(ccd)C=C)-c5ccecec5)CC)cl
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-cdccec5eccec54)-cbceccec6)CC)cl
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(-ndcc(c5cceeec54)C)n3)-c6eeccct)CC)cl
[O-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(n3)-c4cc5c(s4)CCCC5)-cbececec6)CC)cl

Fclec(-c2c¢(c(n(n2)-c3cccce3-cdccec(OCC([0-])=0)c4)CC)-c5cceec5)ccbec[nH]cl6

[O-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(-ndcec5ccecc54)n3)-cbeececec6)CC)cl
Clclccc(F)cecl-c2¢(c(n(n2)-c3ccecece3-cdeccc(OCC([0-])=0)cd)CC)-c5cceecs
Oclc(N)ccecl-c2¢(c(n(n2)-c3cccece3-cdecec(OCC([0-])=0)cd)CC)-c5ccecch
Clclccc(-c2¢(c(n(n2)-c3ccecee3-cdecec(OCC([0-])=0)ca)CC)-c5cecece5)c(N)cl
Oclc2ccoc2cecl-c3c(c(n(n3)-cdccceecd-c5ccec(OCC([0-])=0)c5)CC)-cbeececech
FC(F)clccec(-c2c(c(n(n2)-c3ccecece3-cdecec(OCC([0-])=0)c4)CC)-c5cecec5)cl
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4ccec(CC)cd)-c5ccece5)CC)cl
[0-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4cccc(OCCHC)ca)-c5cceec5)CC)cl
Fclc(NC)c(F)cc(-c2c(c(n(n2)-c3ccceec3-cdccec(OCC([0-])=0)c4)CC)-c5cceec5)cl
Ocl1c(0)ccecl-c2c(c(n(n2)-c3ccecec3-cdeccc(OCC([0-])=0)c4)CC)-c5cceecs
[O-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(n3)-c4cccccdNN)-c5cccec5)CC)cl
Fclcc(F)c(F)ccl-c2c(c(n(n2)-c3cccece3-cdecce(OCC([0-])=0)c4)CC)-c5cceech
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-c4ccec(SCC)cd)-c5ceecec5)CC)cl
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(N4CCCCC4)n3)-c5cceec5)CC)cl
[O-]C(=0)COc1ccec(-c2ccceec2-n3c(c(c(n3)-c4cccc(NN)c4)-c5cceee5)CC)cl
Ocl1c(N)ccce(-c2c(c(n(n2)-c3cccee3-c4ccec(OCC([0-])=0)cd)CC)-c5cccee5)cl
[O-]C(=0)COc1cccc(-c2ccecc2-n3c(c(c(n3)-cdcc(scaC)C)-c5cceec5)CC)cl
[0-]C(=0)COc1cece(-c2ccccc2-n3c(c(c(n3)-cdcc(c(s4)C)C)-c5cceec5)CC)cl
Oclnc2cec(-c3c(c(n(n3)-c4cccecd-c5cecc(OCC([0-])=0)c5)CC)-cbeccecb)cc2ol
[0-]C(=0)COciccec(-c2cccecc2-n3c(c(c(n3)C4=Cc5ccccc50C4)-c6ececee6)CC)cl
Clc1c(0)c(O)ce(-c2c(c(n(n2)-c3ccecee3-c4ccec(OCC([0-])=0)ca)CC)-c5ccecec5)cl
Sclcee(-c2c(c(n(n2)-c3cccee3-cdecec(OCC([0-])=0)c4)CC)-c5cecee5)ccl
[0-]C(=0)COc1ccec(-c2cceecc2-n3c(c(c(n3)-c4ccc(C5CC5)ccd)-cbeccee6)CC)cl
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4ccc(CC)ccd)-c5ceeec5)CC)cl
Oclcc(N)ccel-c2¢(c(n(n2)-c3cceece3-cdecec(OCC([0-])=0)c4)CC)-c5cceech
Fclcec2c(c(-c3c(c(n(n3)-cdccceced-c5ccec(OCC([0-])=0)c5)CC)-cbeecceh)cs2)cl
[0-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4cccc5c4nco5)-cbeccee6)CC)cl
Clclccc(-c2¢(c(n(n2)-c3ccecee3-cdecee(OCC([0-])=0)c4)CC)-c5ceecc5)ccl
Oclcc(O)cc(-c2¢(c(n(n2)-c3cceece3-c4eccc(OCC([0-])=0)c4)CC)-c5cceec5)cl
[O-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(n3)-c4ccec(c4)C)-c5ceeec5)CC)cl
[O-]C(=0)COc1ccec(-c2cceecc2-n3c(c(c(n3)-c4ccec(c4)CC=C)-c5cceec5)CC)cl
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-clcc(cs4)C)-c5ceeec5)CC)cl
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153
154
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170
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177
178
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180
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187
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195
196

Oclccec(N)cl-c2¢(c(n(n2)-c3cccee3-cdecec(OCC([0O-])=0)cd)CC)-c5cceech
Oclccec(-c2¢(c(n(n2)-c3cccee3-c4cecec(OCC([0-])=0)cd)CC)-c5ccecec5)cl
[O-]C(=0)COc1ccec(-c2ccccc2-n3c(c(c(n3)-c4cc(c(s4)CC)C)-c5cceec5)CC)cl
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(N4CCCCA)n3)-c5cceec5)CC)cl
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-c4ccnccdN)-c5cccec5)CC)cl
FC(F)clccc(-c2c(c(n(n2)-c3cccee3-cdccec(OCC([0-])=0)c4)CC)-c5cceec5)ccl
Clclcc(Cl)cecl-c2c(c(n(n2)-c3cccec3-cdccec(OCC([0-])=0)c4)CC)-c5cccecs
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-cdccc(ccaC)C)-c5ceeec5)CC)cl
[O-]C(=0)COc1ccec(-c2cccecc2-n3c(c(c(n3)-c4ccc5¢(NCC5)cd)-cbeccech)CC)cl
Oclccec(-c2¢(c(n(n2)-c3cccee3-c4ccec(OCC([0-])=0)cd)CC)-c5ccecec5)clC
Clclccc(s1)-c2c(c(n(n2)-c3cccec3-c4ccec(OCC([0-])=0)c4)CC)-c5cceec5
OCclccc(-c2c(c(n(n2)-c3ccecee3-cdecec(OCC([0-])=0)cd)CC)-c5cceec5)cclO
[O-]C(=0)COc1ccec(-c2cceecc2-n3c(c(c(n3)-cdccc(C(C)C)ced)-c5ceecc5)CC)cl
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-cdccc(ccd)CHCC)-c5cecece5)CC)cl
[O-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(n3)-c4ccec(CCC)cd)-c5cceec5)CC)cl
[O-]C(=0)COc1ccec(-c2ccecec2-n3c(c(c(n3)-c4cccc5cdesn5)-cbceccc6)CC)el
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4cccc5cdocn5)-c6eccece6)CC)el
[0-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)[C@ @H](C4CC4)CC)-c5cccee5)CC)cl
Clc1c(N)ccecl-c2c(c(n(n2)-c3cccce3-cdecec(OCC([0-])=0)c4)CC)-c5cceecs
[0-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4ccecc5eesc54)-c6cccech)CC)cl
[O-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(n3)-c4ccc(CCC)ccd)-c5cceec5)CC)cl
[O-]C(=0)COc1ccec(-c2ccecec2-n3c(c(c(n3)-c4ceec5cdcco5)-cbececec6)CC)cl
[0-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-cdcccc5ednc[nH]5)-c6ceecec6)CC)cl
Fclc(cec(-c2c¢(c(n(n2)-c3ccceec3-cdcecc(OCC([O-])=0)c4)CC)-c5cceec5)c1C)C
Fclec(cccl-c2c(c(n(n2)-c3cccce3-c4cccc(OCC([0-])=0)c4)CC)-c5cccec5)CHC
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4ccc(SC)ccd)-c5ceecec5)CC)cl
[O-]C(=0)COc1ccec(-c2ccceec2-n3c(c(c(n3)-c4coccd)-c5ceecec5)CC)cl
Fclc(NC)cce(-c2¢(c(n(n2)-c3cceec3-cdecec(OCC([0-])=0)c4)CC)-c5cceec5)cl
[0-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-c4ccsc4N)-c5cececc5)CC)cl
[0-]C(=0)COc1cece(-c2ccccc2-n3c(c(c(n3)-c4cccc(OCOC)cd)-c5ccecc5)CC)cl
[O-]C(=0)COciccee(-c2cccec2-n3c(c(c(n3)-c4cccc5¢4CCNS5)-c6ceccct)CC)cl
[0-]C(=0)COc1ccec(-c2ccececc2-n3c(c(c(n3)-cdccc(c(OC)cd)C)-c5cceec5)CC)cl
[0-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(n3)-c4ccc5ccoc5c4)-cbececec6)CC)cl
Fclc(ccccl-c2c¢(c(n(n2)-c3ccece3-c4cccc(OCC([0-])=0)c4)CC)-c5cceec5)C
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4ccsc4C)-c5ceeec5)CC)cl
[O-]C(=0)COc1ccec(-c2ccecec2-n3c(c(c(n3)-c4cce5c(cd)cc(o5)C)-cbeeccch)CC)cl
[0-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4ccec(OC)caN)-c5ceeec5)CC)cl
Clclcec(-c2¢(c(n(n2)-c3cceece3-cdceccc(OCC([0-])=0)c4)CC)-c5cceecc5)c(F)clC
Oclcc2c(0CC2)cc1-c3c(c(n(n3)-cdccceed-c5ccec(OCC([0-])=0)c5)CC)-cbeececch
[0-]C(=0)COc1ccec(-c2cccecc2-n3c(c(c(n3)-c4ccec(C(C)C)cd)-c5ccecc5)CC)cl
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4ccc5c(cd)cc[nH]5)-c6ccece)CC)cl
[O-]C(=0)COc1ccec(-c2ccecec2-n3c(c(c(n3)-c4ccc(s4)N)-c5ceeec5)CC)cl
[0-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4c5¢(0OCO5)cs4)-cbeccee6)CC)cl
FC(F)Oclccee(-c2c(c(n(n2)-c3cceee3-c4cccc(OCC([0-])=0)c4)CC)-c5cccec5)cl

—_— — — —
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198
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[O-]C(=0)COc1ccec(-c2cceecc2-n3c(c(c(n3)C4=CCCCCCC4)-c5cceec5)CC)cl
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-c4ccec(cd)CSC)-c5cceec5)CC)cl
Fclc2cc[nH]c2cccl-c3c(c(n(n3)-c4cccccd-c5cccc(OCC([0-])=0)c5)CC)-cb6eeccch
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-c4cccc5cdocc5C)-cbeceee6)CC)cl
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-c4ccec(C(C)=C)c4)-c5cceec5)CC)cl
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-c4ccc(OC)ccd)-c5cecec5)CC)cl
[O-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(n3)-cdcc(cc(OC)cd)C)-c5ceeec5)CC)cl
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c( C4=Cc5ccccc5C4)-cbeececch)CC)cl
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-c4cccc5¢c40CC5)-cbeececec6)CC)cl
(c(

)

)

)

c(c(n3)

)-
[O-]C(=0)COc1ccec(-c2cceccc2-n3c(c(c(n3)-c4cccc5cdnces5)-cb6ceccc6)CC)cl
[O-]C(=0)COc1ccec(-c2ccccc2-n3c(c(c(n3)-c4cc5c(s4)cc[nH]5)-c6ceecc6)CC)cl
Clc1c(OC)ceecl-c2c(c(n(n2)-c3ccecc3-cdccec(OCC([0-])=0)c4)CC)-c5cccecs
O=[S@@](clccc(-c2c(c(n(n2)-c3ccece3-cdcccc(OCC([0-])=0)c4)CC)-c5cceec5)cecl)C
Fclccee(N)cl-c2c¢(c(n(n2)-c3ccece3-cdcecec(OCC([0-])=0)c4)CC)-c5cceecs
[0-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4cnscdC)-c5ceecc5)CC)cl
Clclcc(cccl-c2c¢(c(n(n2)-c3ccecc3-c4cccc(OCC([0-])=0)c4)CC)-c5cccec5)C
Clclccc(-c2¢(c(n(n2)-c3ccecece3-cdecec(OCC([0-])=0)ca)CC)-c5ccece5)c(F)cl
Clc1c(0)ccecl-c2c(c(n(n2)-c3cceec3-c4ccec(OCC([0-])=0)c4)CC)-c5cceecs
Fclccece(-c2c(c(n(n2)-c3cccee3-cdecec(OCC([0-])=0)cd)CC)-c5cceec5)cl
Fclc(N)cceecl-c2c(c(n(n2)-c3ccecec3-cdecec(OCC([0O-])=0)c4)CC)-c5cceecs
Clc1c(Cl)ce(-c2c(c(n(n2)-c3cccee3-c4ccec(OCC([0-])=0)c4)CC)-c5ccecec5)ecd
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-c4ceec(cd)CHC)-c5cceec5)CC)cl
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-clcccc(cd)C=C)-c5cceec5)CC)cl
Clclcc(O)cc(-c2c(c(n(n2)-c3ccceec3-cdccec(OCC([0-])=0)c4)CC)-c5cceec5)cl
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4cc[nH]c4C)-c5cceec5)CC)cl
Oclcce(-c2c(c(n(n2)-c3cccee3-cdeccc(OCC([0-])=0)c4)CC)-c5cecee5)ccIN
[0-]C(=0)COc1ccec(-c2ccceec2-n3c(c(c(n3)-c4cnc(s4)C)-c5ceeec5)CC)cl
[O-]C(=0)COc1ccec(-c2ceeee2-n3c(c(c(n3)-c4ccc5cccce5ce4)-cbeeccch)CC)cl
Clc1c(0)c(0O)cecl-c2¢(c(n(n2)-c3ccecee3-c4ccec(OCC([O-])=0)ca)CC)-c5ccececs
Clclccec(-c2c(c(n(n2)-c3ccecece3-c4ccec(OCC([0-])=0)cd)CC)-c5¢ccecec5)c10
Clc1c(0)ccc(-c2c¢(c(n(n2)-c3ccceec3-cdeccc(OCC([0-])=0)c4)CC)-c5cceec5)cl
Clclccec(-c2c(c(n(n2)-c3cccee3-c4ccec(OCC([0-])=0)cd)CC)-c5ccecec5)clF
Fclec(-c2c¢(c(n(n2)-c3ccceec3-c4ccec(OCC([0-])=0)c4)CC)-c5cceec5)c(F)eclC
[0-]C(=0)COc1ccec(-c2cceecc2-n3c(c(c(n3)-c4cccccdC=C)-c5cceec5)CC)cl
[0-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(n3)-c4cccc5¢4COCO5)-cbeeceech)CC)cl
[0-]C(=0)COc1ccec(-c2cceecc2-n3c(c(c(n3)-c4csc(CCC)cd)-c5cceec5)CC)cl
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4ccc5c(nco5)cd)-c6eececect)CC)cl
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4cec(s4)OC)-c5cceec5)CC)cl
Oc1c(0)c(0)ceci-c2c(c(n(n2)-c3cceee3-c4ccec(OCC([0-])=0)cd)CC)-c5cccees
Clclcc(-c2c¢(c(n(n2)-c3cccece3-c4cccc(OCC([0-])=0)c4)CC)-c5ccecc5)col
[O-]C(=0)COc1ccec(-c2ccececc2-n3c(c(c(n3)-c4csc(CC)cd)-c5cceec5)CC)cl
Oc1c(0)c(0C)cecl-c2c(c(n(n2)-c3ccecec3-c4cecec(OCC([O-])=0)cd)CC)-c5ceecees
Oclccc([N+]([0-])=0)c(-c2c(c(n(n2)-c3cccce3-c4cecec(OCC([0-])=0)c4)CC)-c5cccec5)cl
[O-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(n3)-c4ccc5CCCc5c4)-cbeeccech)CC)cl
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Oclcc(-c2¢(c(n(n2)-c3cccece3-cdecec(OCC([0-])=0)cd)CC)-c5ccecc5)ceclC
Ocl1c(0O)ccc(-c2¢(c(n(n2)-c3cceece3-cdeccc(OCC([0-])=0)c4)CC)-c5ccecc5)cl
[O-]C(=0)COc1ccec(-c2ccececc2-n3c(c(c(n3)-cdcc(sca)C)-c5ceceec5)CC)cl
Clclccec(O)cl-c2c(c(n(n2)-c3cccec3-cdccec(OCC([0-])=0)c4)CC)-c5cccecs
Fclec(cccl-c2c(c(n(n2)-c3ccccc3-cdcccc(OCC([0-])=0)c4)CC)-c5cceec5)C
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-c4cc(sc4C)N)-c5ceeec5)CC)cl
Sclccec(-c2c¢(c(n(n2)-c3cccee3-c4ccec(OCC([0-])=0)c4)CC)-c5cccec5)cl
Oclcc(cc(0)cl-c2c(c(n(n2)-c3cccec3-cdccec(OCC([0-])=0)cd)CC)-c5cccec5)C
Fclcenccl-c2c¢(c(n(n2)-c3cccce3-cdeccc(OCC([0-])=0)c4)CC)-c5cceecs
Oclcc(ceecl-c2c(c(n(n2)-c3cccee3-cdcccc(OCC([0-])=0)c4)CC)-c5cceec5)C
Fclccc(-c2¢(c(n(n2)-c3ccecee3-cdecec(OCC([0-])=0)cl)CC)-c5cceec5)cclC
[O-]C(=0)COc1ccec(-c2cceecc2-n3c(c(c(n3)-cdccec(c4)COC)-c5cccec5)CC)cl
SCclccc(-c2c(c(n(n2)-c3ccecee3-cdecec(OCC([0-])=0)cd)CC)-c5cccec5)ccl
[0-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(n3)/C=C/C(C)=C)-c4cccccd)CC)cl
Sclcccecl-c2c(c(n(n2)-c3ccecee3-cdccec(OCC([0-])=0)cd)CC)-c5cceecs
[0-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(n3)-c4ccc5c(CCS5)c4)-cbceccc6)CC)cl
Fclcc(NC)cecl-c2c(c(n(n2)-c3ccccec3-cdeccc(OCC([0-])=0)c4)CC)-c5cceecs
Clc1c(0)c(-c2c(c(n(n2)-c3cccee3-c4cecec(OCC([O-])=0)cd)CC)-c5ceecec5)ccclC
[0-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(n3)-c4ccc5c(cd)ces5)-cbeeceec6)CC)cl
FCCclccc(-c2c(c(n(n2)-c3cccee3-cdecec(OCC([0-])=0)c4)CC)-c5ceecc5)ccl
Clclcescl-c2c(c(n(n2)-c3cccec3-c4ccec(OCC([0-])=0)cd)CC)-c5cccees
FC(F)(c1cce(-c2c(c(n(n2)-c3ccecee3-c4ccec(OCC([O-])=0)cd)CC)-c5cceec5)ccl)C
[0-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4ccc5¢(CCO5)cd)-c6cecccc)CC)cl
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)C4=CSCCO4)-c5cccec5)CC)cl
[O-]C(=0)COc1ccec(-c2ccccc2-n3c(c(c(n3)-c4ccc(OC)c(N)cd)-c5cceee5)CC)cl
[O-]C(=0)COc1ccec(-c2ccececc2-n3c(c(c(n3)C4=COCCCA)-c5cceec5)CC)cl
Oclccc(-c2c(c(n(n2)-c3cccee3-cdecec(OCC([0-])=0)cl)CC)-c5cccece5)cc1CC
[O-]C(=0)COc1ccec(-c2ceceec2-n3c(c(c(n3)-c4csc5CCCCc54)-cbeececeh)CC)cl
[0-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-c4cccc5edec(o5)C)-c6ececcct)CC)cl
Fclccc(s1)-c2c(c(n(n2)-c3cccee3-c4cecec(OCC([0-])=0)cd)CC)-c5ccececs
[O-]C(=0)COc1ccce(-c2cceecc2-n3c(c(c(n3)-c4ccc(ccd)CC=C)-c5cceec5)CC)cl
FC(clc(c(n(nl)-c2cccec2-c3ccec(OCC([0-])=0)c3)CC)-cdcccecd)=C(C)C
Oclcce(-c2c(c(n(n2)-c3cccee3-cdecec(OCC([0-])=0)cd)CC)-c5cccece5)cclC
[0-]C(=0)COc1cecec(-c2cccec2-n3c(c(c(n3)-c4cc5cesc5s4)-cbeeccee6)CC)cl
Fclcc(N)cececl-c2c¢(c(n(n2)-c3ccceec3-cdecec(OCC([0-])=0)c4)CC)-c5cceecs
Fclcceceel-c2c(c(n(n2)-c3ccecee3-cdecec(OCC([0-])=0)c4)CC)-c5ceeeccs
Clc1c(F)cc(-c2¢(c(n(n2)-c3cccece3-cdeccc(OCC([0-])=0)c4)CC)-c5cceec5)c(F)cl
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4ccc5c(cd)cco5)-cbeecececet)CC)cl
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4cc(CC)c(s4)C)-c5ceeec5)CC)cl
Clclc(ccecl-c2c¢(c(n(n2)-c3ccece3-c4cccc(OCC([0-])=0)c4)CC)-c5cccec5)C
Fc1c(OC)c(F)cc(-c2c(c(n(n2)-c3ccece3-c4cccc(OCC([0-])=0)c4)CC)-c5cceec5)cl
Clclcc(-c2c¢(c(n(n2)-c3cccece3-c4eccc(OCC([0-])=0)c4)CC)-c5cceec5)csd
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(-ndccccdCC)n3)-c5ceecec5)CC)cl
Oclcc(O)cccl-c2c(c(n(n2)-c3cccec3-c4ecec(OCC([0-])=0)c4)CC)-c5cceecs
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Fclccc(-c2¢(c(n(n2)-c3cccece3-cdeccc(OCC([0-])=0)c4)CC)-c5cceec5)ccl
Clclccc(-c2c(c(n(n2)-c3cccee3-cdecec(OCC([0-])=0)cd)CC)-c5cceece5)c(cl)C
Clclccec(-c2c(c(n(n2)-c3ccecee3-cdecec(OCC([0-])=0)cd)CC)-c5cceec5)clC
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-cdc(cc[nH]4)C)-c5cceec5)CC)cl
OCclccc(s1)-c2c(c(n(n2)-c3cccec3-c4cccc(OCC([0-])=0)c4)CC)-c5cccecs
Oclcc(cc(-c2c¢(c(n(n2)-c3cccece3-cdeccc(OCC([0-])=0)c4)CC)-c5ceeec5)cl)C
Clclesc(-c2c(c(n(n2)-c3cccec3-cdccec(OCC([0-])=0)c4)CC)-c5cccec5)cl
Clclccc(F)c(-c2c(c(n(n2)-c3cccee3-cdecec(OCC([0-])=0)cd)CC)-c5cceec5)cl
Clclccc(O)c(-c2c(c(n(n2)-c3cccece3-cdcccc(OCC([0-])=0)c4)CC)-c5cceec5)cl
Clclcc(F)cececl-c2¢(c(n(n2)-c3ccecece3-cdecec(OCC([0-])=0)cd)CC)-c5cceecs
Fclc(O)cec(-c2c¢(c(n(n2)-c3cccee3-cdcccc(OCC([0-])=0)c4)CC)-c5cceec5)cl
Oc1c(0C)ccecl-c2c(c(n(n2)-c3ccecc3-cdcccc(OCC([0-])=0)c4)CC)-c5cccecs
[O-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(n3)C4=CCCCCC4)-c5cceec5)CC)cl
[0-]C(=0)COc1ccec(-c2ccececc2-n3c(c(c(n3)-cdcc(cc(c4)C)C)-c5cceec5)CC)cl
Clc1c(F)cceecl-c2¢(c(n(n2)-c3cccece3-cdecec(OCC([0-])=0)cd)CC)-c5cceecs
[O-]C(=0)COc1ccec(-c2ccecec2-n3c(c(c(n3)-c4cc(C(C)C)csd)-c5ceecc5)CC)cl
[0-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-cdcc[nH+]c(N)cd)-c5cceec5)CC)cl
[0-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4csccdN)-c5ceeec5)CC)cl
[0-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-cdccc5c(ncs5)cd)-cbceecch)CC)cl
O=[S@](clcccececl-c2c¢(c(n(n2)-c3cccec3-cdcccc(OCC([0-])=0)c4)CC)-c5cccec5)C
[0-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(n3)-c4cccccdCC=C)-c5cceec5)CC)cl
[0-]C(=0)COc1ccec(-c2cccecc2-n3c(c(c(n3)C=C(C)C)-c4cccccd)CC)cl
Oclcce(-c2c(c(n(n2)-c3ccecee3-cdecec(OCC([0-])=0)ca)CC)-c5cceecc5)ccl
Oclc(ccecl-c2c(c(n(n2)-c3ccceec3-cdeccc(OCC([0O-])=0)c4)CC)-c5cceec5)COo

[O-]C(=0)COc1ccec(-c2ccecec2-n3c(c(c(n3)-c4ccc([C@@H]5C0O5)ccd)-cbececeeh)CC)cl

[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4cccc(OCC)c4)-c5cceec5)CC)cl
[0-]C(=0)COc1ccec(-c2cccee2-n3c(c(c(n3)-c4csced)-c5cecec5)CC)cl
CIC=1CCCCC1c2c(c(n(n2)-c3cccec3-c4ccec(OCC([0-])=0)cd)CC)-c5ccececs
Clclcccccl-c2c(c(n(n2)-c3cccece3-cdeccc(OCC([0-])=0)c4)CC)-c5cceccs
Clc1c(F)ccc(-c2c(c(n(n2)-c3cccece3-cdecec(OCC([0-])=0)c4)CC)-c5cceec5)cl
Oclccec(0)cl-c2c(c(n(n2)-c3ccceec3-cdeccc(OCC([0-])=0)c4)CC)-c5cceecs
[O-]C(=0)COc1ccec(-c2cccecc2-n3c(c(c(n3)-c4ccc(N#C)cecd)-c5ceece5)CC)cl
Fclec(F)cccl-c2c(c(n(n2)-c3cceece3-cdecec(OCC([0-])=0)c4)CC)-c5ceeecs
Clclcec(N)c(-c2¢(c(n(n2)-c3cccee3-cdecec(OCC([0-])=0)c4)CC)-c5cceec5)cl
O=[S@@](clcccc(-c2c(c(n(n2)-c3ccceec3-cdeccc(OCC([0-])=0)c4)CC)-c5cceec5)cl)C
Fclec(OC)c(F)ccl-c2c(c(n(n2)-c3ccece3-c4cccc(OCC([0-])=0)c4)CC)-c5cceecs
Fclccc(-c2¢(c(n(n2)-c3ccecee3-cdecec(OCC([0-])=0)c4)CC)-c5¢cceec5)cc1CO
OCc1c(0)ccc(-c2c¢(c(n(n2)-c3cceec3-c4ccec(OCC([0-])=0)c4)CC)-c5cceec5)cl
[0-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4ccecc5¢c4n[nH]n5)-c6eccce6)CC)cl
Clclccc(Cl)ec1-c2c(c(n(n2)-c3cccec3-c4cccc(OCC([0-])=0)c4)CC)-c5cccecs
Fclc(OC)ccecl-c2c¢(c(n(n2)-c3ccece3-c4cccc(OCC([0-])=0)c4)CC)-c5cceecs
Fclcc(F)cc(-c2c(c(n(n2)-c3ccecee3-c4ccec(OCC([0-])=0)c4)CC)-c5cceec5)c10
Oc1c(OC)ccc(-c2c¢(c(n(n2)-c3cceeec3-c4cccc(OCC([0-])=0)c4)CC)-c5cceec5)cl
Fclccc(-c2¢(c(n(n2)-c3cccece3-cdeccc(OCC([0-])=0)c4)CC)-c5ccecc5)cclN
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[O-]C(=0)COc1ccec(-c2cccecc2-n3c(c(c(n3)-cdcccc(OCC=C)ca)-c5cceec5)CC)cl
[O-]C(=0)COc1ccec(-c2cceecc2-n3c(c(c(n3)-cdccc(s4)C)-c5cccec5)CC)cl
Fclccc(F)ccl-c2c(c(n(n2)-c3cccece3-cdecec(OCC([0-])=0)c4)CC)-c5cceecs
Fclccece(-c2c(c(n(n2)-c3ccecec3-c4ccec(OCC([0-])=0)cd)CC)-c5cccec5)c10
[O-][N+](=0)c1cccecl-c2c(c(n(n2)-c3ccecec3-c4cecec(OCC([O-])=0)cd)CC)-c5cceecs
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-c4ccc5cnsc5cd)-cbceccc6)CC)cl
Clclccc(-c2¢(c(n(n2)-c3cccee3-cdecec(OCC([0-])=0)cd)CC)-c5cceee5)c(0C)cl
Oclc(cceecl-c2c(c(n(n2)-c3cccee3-cdcccc(OCC([0-])=0)c4)CC)-c5cceec5)C
Fclcc(OC)cc(-c2c¢(c(n(n2)-c3cccce3-cdcccc(OCC([0-])=0)c4)CC)-c5cceec5)cl
[O-]C(=0)COc1ccec(-c2ccccc2-n3c(c(c(n3)-c4ccc[nH+]c4N)-c5cceec5)CC)cl
Fclccc(-c2¢(c(n(n2)-c3ccecece3-cdecec(OCC([0-])=0)ca)CC)-c5ccecc5)cclF
Fclc(0)c(O)cccl-c2c(c(n(n2)-c3ccecee3-c4ccec(OCC([O-])=0)ca)CC)-c5cccecs
Fclec(-c2c¢(c(n(n2)-c3cccee3-c4cecec(OCC([0-])=0)cd)CC)-c5cceec5)ccclCC
Oclnc2ccc(-c3c(c(n(n3)-c4ccceca-c5cecc(OCC([0-])=0)c5)CC)-cbecceeb)cc2sl
Fclc(F)c(O)cccl-c2c(c(n(n2)-c3ccecce3-cdcccc(OCC([0-])=0)c4)CC)-c5cceec5
Fclc(OC)c(F)cccl-c2c(c(n(n2)-c3ccece3-cdcccc(OCC([0-])=0)c4)CC)-c5cceec5
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4ccnccd)-c5ceeec5)CC)el
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)C4=CC[C@ @H](CC4)C)-c5cceec5)CC)cl
Clc1c(N)ccc(-c2¢(c(n(n2)-c3cccece3-cdecec(OCC([0-])=0)c4)CC)-c5cceec5)cl
Oclcc(c(ccl-c2c(c(n(n2)-c3ccecee3-c4ccec(OCC([0-])=0)cl)CC)-c5cccec5)C)C
[0-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-c4c[nH+]c(N)cecd)-c5cceec5)CC)cl
Fclc(F)c(-c2c(c(n(n2)-c3cccee3-cdcccc(OCC([0-])=0)c4)CC)-c5cceec5)ccclC
Fclcncccl-c2c¢(c(n(n2)-c3ccccec3-cdcccc(OCC([0-])=0)c4)CC)-c5ceeecs
Oclcce(-c2c(c(n(n2)-c3cccee3-cdecee(OCC([0-])=0)cd)CC)-c5cceee5)c([N+]([0-])=0)cl
[0-]C(=0)COc1ccec(-c2ccecec2-n3c(c(c(n3)-c4c(c(c[nH]4)C)C)-c5ccecec5)CC)cl
Fclc(N)ccc(-c2¢(c(n(n2)-c3cccece3-cdecec(OCC([0-])=0)ca)CC)-c5ceeec5)cl
[O-]C(=0)COc1ccec(-c2ccceec2-n3c(c(c(n3)-c4cccc5¢4CCO5)-cbeececect)CC)cl
Clclccec(-c2c(c(n(n2)-c3ceccec3-c4ccec(OCC([0-])=0)cd)CC)-c5cceee5)cIN
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)C4=CCCCO4)-c5cceec5)CC)cl
Fclcccce(-c2c(c(n(n2)-c3cccec3-c4ccec(OCC([0-])=0)ca)CC)-c5cecece5)cIN
I/C=C/cl1c(c(n(n1)-c2cccec2-c3cccc(OCC([0-])=0)c3)CC)-c4cceccd
[O-]C(=0)COc1ccec(-c2ccecec2-n3c(c(c(n3)-c4ccc5c(nsc5c4)C)-cbeccech)CC)cl
Fclece(eel-c2c¢(c(n(n2)-c3ccece3-c4cccc(OCC([0-])=0)c4)CC)-c5cceec5)C
Oclcec(-c2c(c(n(n2)-c3cccee3-cdecec(OCC([0-])=0)cd)CC)-c5cccee5)cc10C
[0-]C(=0)COc1ccec(-c2ccecec2-n3c(c(c(n3)CCCC=C)-c4cccecd)CC)cl
[0-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4ccc(SC)c(c4)C)-c5ceeec5)CC)cl
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)C4=CCOCCA)-c5cceec5)CC)cl
Fclccc(-c2¢(c(n(n2)-c3ccecece3-cdeccc(OCC([0-])=0)c4)CC)-c5ccecc5)c(0)cl
Clclccc(-c2¢(c(n(n2)-c3cccee3-cdecec(OCC([0-])=0)c4)CC)-c5ceeecc5)c(0)cl
Fclc(F)cc(F)ccl-c2c(c(n(n2)-c3cccce3-cdeccc(OCC([0-])=0)c4)CC)-c5cceecs
[O-][N+](OCclcce(-c2c(c(n(n2)-c3cccee3-c4ccec(OCC([O-])=0)cl)CC)-c5cceece5)ccl)=0
[0-]C(=0)COc1ccec(-c2cccecc2-n3c(c(c(n3)-c4cenc(c4)C)-c5cecec5)CC)cl
[O-][N+](=0)ci1c(ccecc1-c2c(c(n(n2)-c3ccceec3-cdccec(OCC([0-])=0)c4)CC)-c5cceec5)C
Fc1c(OC)cec(-c2c¢(c(n(n2)-c3cccce3-c4cccc(OCC([0-])=0)c4)CC)-c5cceec5)cl
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ONclcccce(-c2¢(c(n(n2)-c3cccee3-cdecec(OCC([0-]1)=0)c4)CC)-c5cceecc5)cl
Fclccec(F)cl-c2¢(c(n(n2)-c3ccecee3-cdecec(OCC([0-])=0)c4)CC)-c5cceecs
Clclcc(F)cc(-c2c(c(n(n2)-c3ccecee3-cdecec(OCC([0-])=0)cd)CC)-c5cceee5)cl
Clclcc(-c2c¢(c(n(n2)-c3ccece3-cdcccc(OCC([0-])=0)c4)CC)-c5cceec5)ccclC
Clclccc(c(-c2c¢(c(n(n2)-c3ccceec3-cdeccc(OCC([0-])=0)c4)CC)-c5ceeec5)cl)C
[O-]C(=0)COc1ccec(-c2cceecc2-n3c(c(c(n3)-c4ccc5¢(0CO5)cd)-cbececec6)CC)cl
FC(F)(F)clccc(s1)-c2c(c(n(n2)-c3cccece3-cdecec(OCC([0-])=0)c4)CC)-c5cceecs
[O-]C(=0)COc1ccec(-c2cceecc2-n3c(c(c(n3)C4=CCCC4)-c5ccecec5)CC)cl
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-cdccc(ccd)CHC)-c5cccec5)CC)cl
OCCclcccc(-c2c(c(n(n2)-c3ccecee3-cdecec(OCC([0-])=0)cl)CC)-c5cecee5)cl
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4cec(s4)C(C)C)-c5cceec5)CC)cl
Fclccc(-c2¢(c(n(n2)-c3ccecee3-cdecec(OCC([0-])=0)cd)CC)-c5ccece5)cc10CC
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)[C@@]4(CO4)C)-c5ccecec5)CC)cl
Fclcc(O)cccl-c2c(c(n(n2)-c3cccec3-cdccec(OCC([0-])=0)c4)CC)-c5cceecs
Fclcec(OC)ccl-c2c¢(c(n(n2)-c3ccecc3-cdcccc(OCC([0-])=0)c4)CC)-c5cceec5
[O-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(n3)-c4c(cns4)C)-c5ceeec5)CC)cl
Fclc(N)c(F)cc(-c2c¢(c(n(n2)-c3ccceec3-cdeccc(OCC([0-])=0)c4)CC)-c5¢cceec5)cl
Oclccec(0C)cl-c2c(c(n(n2)-c3ccecc3-cdcccc(OCC([0-])=0)c4)CC)-c5cccecs
[0-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)C4=CCC=CC4)-c5cccec5)CC)cl
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4cc(CCC)c(s4)C)-c5cceec5)CC)cl
Fclec(F)cc(-c2¢(c(n(n2)-c3ccecece3-cdecec(OCC([0-])=0)c4)CC)-c5ccecc5)cl
Clclc(cc(-c2c(c(n(n2)-c3cccec3-c4ccec(OCC([0-])=0)c4)CC)-c5cceec5)cclC)C
Fclccc(NC)ecl-c2c(c(n(n2)-c3ccece3-cdcccc(OCC([0-])=0)c4)CC)-c5cceecs
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-cdcccc(OC)n4)-c5cccec5)CC)cl
Clclccec(-c2c(c(n(n2)-c3ccecee3-c4ccec(OCC([0-])=0)ca)CC)-c5ccecec5)cl
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)[C@H](OC)CC)-c4cceecd)CC)cl
Fclccece(-c2c(c(n(n2)-c3cccee3-c4ccec(OCC([0-])=0)cd)CC)-c5ccecee5)cl1C
[O-]C(=0)COc1ccec(-c2ceceec2-n3c(c(c(N(C4CC4)CC)n3)-c5cccec5)CC)cl
[0-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-c4ccc(OC)c(c4)C)-c5cceec5)CC)cl
Fclc(F)cceecl-c2¢(c(n(n2)-c3cceece3-cdecec(OCC([0O-])=0)c4)CC)-c5ceeecs
[0-]C(=0)COc1ccce(-c2cccecc2-n3c(c(c(n3)-c4cccod)-c5ceecec5)CC)cl
FCCCclc(c(n(nl)-c2cccecc2-c3ccec(OCC([0-])=0)c3)CC)-c4cccecd
[0-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-c4ccec(cd)/C=C/C)-c5cccec5)CC)cl
Clc1c(Cl)cececl-c2c(c(n(n2)-c3cceec3-cdccec(OCC([0-])=0)c4)CC)-c5cccecs
[O-]C(=0)COc1ccec(-c2ccecec2-n3c(c(c(n3)-c4ccec(cd)CCHN)-c5ceecc5)CC)cl
[0-]C(=0)COc1ccec(-c2cceecc2-n3c(c(c(n3)-c4cnc(OC)ccd)-c5cecec5)CC)cl
Fclc(F)cc(-c2c¢(c(n(n2)-c3cceece3-cdecec(OCC([0-])=0)cl)CC)-c5ceeecc5)cclO
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-clcesc(caC)C)-c5ccecc5)CC)cl
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)C4=CC=CCC4)-c5cccec5)CC)cl
Fclec(F)c(N)ccl-c2c¢(c(n(n2)-c3ccecc3-c4cccc(OCC([0-])=0)c4)CC)-c5cccecs
[0-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)C=4C=COCC4)-c5cceec5)CC)cl
Fc1c(0)c(OC)cc(-c2¢(c(n(n2)-c3cccec3-c4ccec(OCC([0-])=0)cl)CC)-c5ccecec5)cl
[0-]C(=0)COc1ccec(-c2cceccc2-n3c(c(c(n3)-cdc[nH+]c(N)c(c4)C)-c5cceec5)CC)cl
Oclccc(-c2c(c(n(n2)-c3ccecee3-cdecec(OCC([0-])=0)ca)CC)-c5ceeec5)c(c1C)C

5.2
5.2
5.2
5.2
5.2
5.2
5.2
5.2
5.2
5.2
5.2
5.2
5.2
5.2
5.2
5.2
5.2
5.2
5.2
5.2
5.2
5.2
5.1
5.1
5.1
5.1
5.1
5.1
5.1
5.1
5.1
5.1
5.1
5.1
5.1
5.1
5.1
5.1
5.1
5.1
5.1
5.1
5.1
5.1
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417
418
419
420
421
422
423
424
425
426
427
428
429
430
431
432
433
434
435
436
437
438
439
440
441
442
443
444
445
446
447
448
449
450
451
452
453
454
455
456
457
458
459
460

Oclc(0O)cc(ccl-c2c(c(n(n2)-c3ccecec3-c4ccec(OCC([0-])=0)cd)CC)-c5ccecec5)C
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-cdcc(cccd4N)C)-c5ceeec5)CC)cl
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-cdccc5c(scn5)cd)-c6eccec6)CC)cl
Clclcec(0C)ccl-c2c¢(c(n(n2)-c3ccecc3-cdccec(OCC([0-])=0)c4)CC)-c5cccecs
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)C4=CCCCC4)-c5ccecec5)CC)cl
[O-]C(=0)COc1ccec(-c2cceecc2-n3c(c(c(n3)-cdccec(c40C)C)-c5ccecec5)CC)cl
Fclc(O)ccecl-c2c(c(n(n2)-c3cccec3-cdcccc(OCC([0-])=0)c4)CC)-c5cceecs
Oclcc(-c2¢(c(n(n2)-c3cccee3-cdeccc(OCC([0-])=0)cd)CC)-c5cceec5)c(0)cclC
O[C@@H](/C=C/clc(c(n(n1)-c2cccec2-c3ccec(OCC([0-])=0)c3)CC)-c4cceccd)C
[0-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(n3)/C(CC)=C/C)-c4cccccd)CC)cl
[O-]C(=0)COc1ccec(-c2ccecec2-n3c(c(c(n3)C(CC)=C)-c4cccecd)CC)cl
[O-]C(=0)COc1ccec(-c2cceecc2-n3c(c(c(n3)C(CCC)=C)-c4cccccd)CC)cl
Oclcc(0)c(0)cci-c2c(c(n(n2)-c3ccecec3-c4ccec(OCC([0-])=0)cd)CC)-c5cccecs
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4ccc(N)c(C[N+])cd)-c5cceec5)CC)cl
Clclccc(o1)-c2c(c(n(n2)-c3ccceec3-cdeccc(OCC([0-])=0)c4)CC)-c5cceech
Fclc(cc(-c2c(c(n(n2)-c3ccece3-c4ccec(OCC([0-])=0)c4)CC)-c5cccec5)cclC)C
Fclccc(-c2¢(c(n(n2)-c3cccece3-cdeccc(OCC([0-])=0)c4)CC)-c5ccece5)c(cl)C
[0-]C(=0)COc1ccec(-c2cccecc2-n3c(c(c(n3)-c4ncesd)-c5ceecc5)CC)ecl
Clclcc(cc(-c2c¢(c(n(n2)-c3ccceec3-cdcccc(OCC([0-])=0)c4)CC)-c5ceecc5)cl)C
[O-]C(=0)COc1ccec(-c2ccecec2-n3c(c(c(n3)CCC=C)-c4cccccd)CC)cl
[O-]C(=0)COc1ccec(-c2cccecc2-n3c(c(c(n3)-cdccec(cd)CHN)-c5ceecec5)CC)cl
[O-]C(=0)COc1ccec(-c2ccecec2-n3c(c(c(n3)-c4cececc5c4nn[nH]5)-c6ccceec6)CC)cl
[0-]C(=0)COc1ccec(-c2ccecec2-n3c(c(c(n3)-c4ec(cc(cdN)C)C)-c5ccecec5)CC)cl
Clclcc(-c2c(c(n(n2)-c3cceeec3-cdccce(OCC([0-])=0)c4)CC)-c5cceec5)ccbelec[nH]6
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(-[n+]4cccccdN)n3)-c5ceecec5)CC)cl
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)[C@H](OC)C)-c4cccecd)CC)cl
Oclcc(0C)cecl-c2c(c(n(n2)-c3ccecc3-c4ccecc(OCC([0-])=0)c4)CC)-c5cccecs
Clclnc2cec(-c3c(c(n(n3)-c4cccecd-c5cecc(OCC([0-])=0)c5)CC)-cbeccecb)cc2ol
Clclcc(Cl)ec(-c2c¢(c(n(n2)-c3cccec3-c4ccec(OCC([0-])=0)c4)CC)-c5cceec5)cl
Clclcc(F)cc(-c2c(c(n(n2)-c3cccece3-cdecec(OCC([0-])=0)ca)CC)-c5ceeec5)c10
Clclc(-c2c¢(c(n(n2)-c3ccecc3-cdcccc(OCC([0-])=0)c4)CC)-c5cceec5)cesd
[0-]C(=0)COciccec(-c2cccec2-n3c(c(c(n3)-c4cccc5enoc54)-c6eccee6)CC)cl
[0-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4cccc5en[nH]c54)-c6eeecec6)CC)cl
[0-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(-ndccccd)n3)-c5ceeec5)CC)cl
Clclc(-c2c¢(c(n(n2)-c3cccee3-c4cecec(OCC([0-])=0)c4)CC)-c5cccec5)ec(s1)C
S=C1C=C(S51)c2c(c(n(n2)-c3cccce3-c4ccec(OCC([0-])=0)c4)CC)-c5cceecs
[O-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(n3)-c4ccc5COCC5¢c4)-cbececect)CC)cl
[O-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(n3)-c4cc(cccaC)C)-c5ceeec5)CC)cl
Clc1c(OC)cec(-c2c¢(c(n(n2)-c3cceec3-c4ccec(OCC([0-])=0)c4)CC)-c5cceec5)cl
Fclccece(cl-c2c¢(c(n(n2)-c3cceec3-c4cccc(OCC([0-])=0)c4)CC)-c5cceec5)C
[0-]C(=0)COc1ccec(-c2cceecc2-n3c(c(c(n3)C4=CC=CC4)-c5cccec5)CC)cl
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4cnceccd)-c5ceeec5)CC)cl
0OC/C=C(/c1c(c(n(n1)-c2cceecc2-c3ceec(OCC([0-])=0)c3)CC)-c4cccecd)C
Clclcncc(-c2¢(c(n(n2)-c3ccecece3-c4ccec(OCC([0-])=0)ca)CC)-c5cccec5)cl

5.1
5.1
5.1
5.1
5.1
5.1
5.1
5.1
5.1
5.1
5.1
5.1
5.0
5.0
5.0
5.0
5.0
5.0
5.0
5.0
5.0
5.0
5.0
5.0
5.0
5.0
5.0
5.0
5.0
5.0
5.0
5.0
5.0
5.0
5.0
5.0
5.0
5.0
5.0
5.0
5.0
5.0
5.0
4.9
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461 [O-][n+]1cceecl-c2c(c(n(n2)-c3ccece3-cdccecc(OCC([0-])=0)c4)CC)-c5cceec5 4.9
462 [O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)C4=C(OCCC4)C)-c5cceec5)CC)cl 4.9
463 [O-]C(=0)COc1ccec(-c2ccccc2-n3c(c(c(N4CSCCA)n3)-c5cceec5)CC)cl 4.9
464 [O-]C(=0)COc1ccec(-c2cceecc2-n3c(c(c(n3)C(C)=C)-c4cccccd)CC)cl 4.9
465 Oc1c(0C)cc(-c2c¢(c(n(n2)-c3cccec3-cdcccc(OCC([0-])=0)c4)CC)-c5cccec5)cclN 4.9
466 Fclc(F)cc(-c2c¢(c(n(n2)-c3cceece3-cdecec(OCC([0-])=0)cd)CC)-c5ccecc5)cc10C 4.9
467 Clclccen1-c2c(c(n(n2)-c3cccce3-cdeccc(OCC([0-])=0)c4)CC)-c5ceeecs 4.9
468 Fcleccc(c(-c2¢(c(n(n2)-c3cccec3-cdcccc(OCC([0-])=0)c4)CC)-c5cceec5)cl)C 4.9
469 Fclcc(F)c(-c2c¢(c(n(n2)-c3cccee3-cdecec(OCC([0-])=0)cd)CC)-c5cceecc5)cclC 4.9
470 Fclecc(O)cec(-c2c¢(c(n(n2)-c3cccee3-cdccec(OCC([0-])=0)c4)CC)-c5cceec5)cl 4.9
471 Clclccec(cl-c2c¢(c(n(n2)-c3ccccc3-cdcccc(OCC([0-])=0)c4)CC)-c5cccec5)C 4.9
472 [0-]C(=0)COc1ccec(-c2ccecec2-n3c(c(c(n3)-cdec(c[nH+]c4N)C)-c5cceec5)CC)cl 4.9
473 Oclnc(-c2c(c(n(n2)-c3cccece3-cdeccc(OCC([0-])=0)c4)CC)-c5ccecc5)csl 4.9
474 [O-]C(=0)COc1ccec(-c2ccecec2-n3c(c(c(n3)C4=CCC=C4)-c5cccec5)CC)cl 4.9
475 S=C1C(c2c(c(n(n2)-c3cccece3-cdecec(OCC([0-])=0)cd)CC)-c5cceec5)=CSS1 4.9
476 [O-]C(=0)COc1ccec(-c2ccececc2-n3c(c(c(n3)C4=CCCOCA)-c5cceec5)CC)cl 4.9
477 Fclcc(F)cc(-c2c(c(n(n2)-c3ccecece3-cdecec(OCC([0-])=0)ca)CC)-c5ccecc5)cIN 4.9
478 Fclccec(O)cl-c2c¢(c(n(n2)-c3cccec3-cdcccc(OCC([0-])=0)c4)CC)-c5cceecs 4.8
479 OCclcccecl-c2c(c(n(n2)-c3ccecee3-cdecec(OCC([0-])=0)ca)CC)-c5cccecs 4.8
480 CIC(c1c(c(n(n1)-c2ccecec2-c3ccec(OCC([0-])=0)c3)CC)-cdcccecd)=C 4.8
481 Fclccc(-c2¢(c(n(n2)-c3ccecece3-cdeccc(OCC([0-])=0)c4)CC)-c5ccecc5)cclSC 4.8
482 Clclccc(ccl-c2c¢(c(n(n2)-c3ccecc3-c4cccc(OCC([O-])=0)c4)CC)-c5cccec5)C 4.8
483 0OC/C(c1c(c(n(n1)-c2ccecc2-c3ccec(OCC([0-])=0)c3)CC)-c4ccceced)=C\C 4.8
484 SCC1(CC1)c2c(c(n(n2)-c3cccec3-c4ccec(OCC([O-])=0)c4)CC)-c5cceec5 4.8
485 Clclccec(N)c1-c2c(c(n(n2)-c3cccece3-cdeecc(OCC([0-])=0)c4)CC)-c5cceech 4.8
486 Oclcccecl-c2c(c(n(n2)-c3ccecec3-c4ceec(OCC([0-])=0)cd)CC)-c5cccecs 4.7
487 [O-]C(=0)COc1ccec(-c2cccee2-n3c(c(c(n3)-c4ccc5c(c(co5)C)cd)-cbececcch)CC)cl 4.7
488 [O-]C(=0)COc1cccc(-c2ccecee2-n3c(c(c(-[n+]4ccececd)n3)-c5cceec5)CC)cl 4.7
489 [O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-c4cccccdCHC)-c5cccec5)CC)cl 4.7
490 Fclcc(F)cc(O)cl-c2¢(c(n(n2)-c3ccece3-c4cccc(OCC([0-])=0)c4)CC)-c5cceecs 4.7
491 [0-]C(=0)COciccee(-c2ccecec2-n3c(c(c(n3)-c4cc(c(ccdN)C)C)-c5ccecec5)CC)cl 4.7
492 [0-]C(=0)COciccec(-c2ccececc2-n3c(c(c(n3)C4=COCCA)-c5cceec5)CC)cl 4.7
493 [0-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(-[n+]4ccecc(N)cd)n3)-c5ceecc5)CC)cl 4.6
494 BrC(clc(c(n(n1)-c2ccccc2-c3ccec(OCC([0-])=0)c3)CC)-cdcccecd)=C 4.6
495 Oclccc(CC)ccl-c2c(c(n(n2)-c3cccee3-c4ecec(OCC([0-])=0)ca)CC)-c5ceeecs 4.6
496 Clclcc(O)c(-c2c(c(n(n2)-c3ccecee3-c4cccc(OCC([0-])=0)c4)CC)-c5cccec5)cclC 4.6
497 Fclcec(O)c(-c2c¢(c(n(n2)-c3cccee3-c4cccc(OCC([0-])=0)c4)CC)-c5cceec5)cl 4.5
498 Oclccec(cl-c2c¢(c(n(n2)-c3ccceec3-c4cccc(OCC([0-])=0)c4)CC)-c5cceec5)C 4.5
499 Oclccc(ccl-c2c¢(c(n(n2)-c3cccee3-c4cccc(OCC([0-])=0)c4)CC)-c5cceec5)C 4.5
500 [O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4cccccdCC)-c5cccec5)CC)cl 4.5
Table 5

SMILE and predicted plCs, values for Series 2 derivatives.
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N° SMILES predPICso
1 Oc1c(0C)ceecl-c2c¢(nn(c2CC)-c3ccecece3-cdececc(OCC([0-])=0)cd)-c5cceecs 6.0
2 [0-1C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-cdcccecd)-c5¢[nH]cc5)CC)cl 5.9
3 [0-1C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-cdcccecd)-c5cec[nH]5)CC)cl 5.9
4 Ocl1c(N)cec(-c2¢(nn(c2CC)-c3cccee3-c4ccec(OCC([0-])=0)c4)-c5cceec5)cl 5.9
5 Oclc(sc(n1)N)-c2c(nn(c2CC)-c3cccece3-c4ccec(OCC([0-])=0)c4d)-c5cceccs 5.9
6 [0-]C(=0)COc1ccec(-c2ccecec2-n3c(c(c(n3)-cdcccccd)-c5cec(c(NC)c5)C)CC)cl 5.8
7 [0-]C(=0)COc1ccec(-c2ccecec2-n3c(c(-cdccec(NCC)cd)c(n3)-c5cececec5)CC)cl 5.8
8 Fclccec(O)cl-c2¢(nn(c2CC)-c3ccece3-cdeccc(OCC([0-])=0)c4)-c5cccecs 5.8
9 [0-]C(=0)COc1ccec(-c2ccecec2-n3c(c(-cdenc5c(cd)cc[nH]5)c(n3)-c6ccecect)CC)cl 5.8
10 [0-1C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-cdcccecd)-c5coc(N)c5)CC)cl 5.8
11 Clc1c(N)cceecl-c2c(nn(c2CC)-c3cccece3-cdececc(OCC([0-])=0)c4)-c5cccecs 5.8
12 Oclcc(0)c(0)cci-c2¢c(nn(c2CC)-c3ccecc3-cdcccc(OCC([0-])=0)c4)-c5ceeeces 5.8
13 [O-]C(=0)COc1ccec(-c2ccccc2-n3c(c(c(n3)-c4cccecd)-c5cec(s5)N)CC)cl 5.8
14 Sc1c(N)cee(-c2c(nn(c2CC)-c3ccecc3-cdcccc(OCC([0-])=0)c4)-c5cceec5)cl 5.8
15 Ocl1c(0)cc(ccl-c2¢c(nn(c2CC)-c3ccecc3-c4ccec(OCC([0-])=0)c4)-c5cecec5)C 5.7
16 Oclccc(-c2¢(nn(c2CC)-c3cccec3-c4ccec(OCC([O-])=0)c4)-c5cceec5)ecc10C 5.7
17 [O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(-cdcec5c(cd)cc[nH]5)c(n3)-c6eccecect)CC)cl 5.7
18 FC(F)clcceececl-c2c¢(nn(c2CC)-c3cccee3-c4ccec(OCC([0-])=0)c4d)-c5cceecs 5.7
19 Oclcc(nccl-c2c(nn(c2CC)-c3cccce3-cdeccc(OCC([0-])=0)cd)-c5cccec5)C 5.7
20 [O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4cccecd)-c5ccccc5NN)CC)el 5.7
21 Brclcc(-c2¢(nn(c2CC)-c3cccce3-c4ccec(OCC([0-])=0)c4d)-c5cceec5)col 5.7
22 Brclccc([nH]1)-c2¢(nn(c2CC)-c3cccece3-cdcccec(OCC([0-])=0)cd)-c5cceecs 5.7
23 Ocl1c(0O)cecec1-c2c¢(nn(c2CC)-c3ccecece3-cdccce(OCC([0-])=0)c4d)-c5cceecs 5.7
24 Clclcccc(-c2¢(nn(c2CC)-c3ccece3-c4cccc(OCC([0-])=0)c4)-c5ceeec5)c10 5.7
25 [O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4cccecd)-c5¢(0C)ces5)CC)cl 5.7
26 Clc1c(N)ccc(-c2¢(nn(c2CC)-c3cccee3-c4ccec(OCC([O-])=0)c4d)-c5cceecs)cl 5.7
27 Fclec(-c2c(nn(c2CC)-c3ccecec3-cdecec(OCC([0-])=0)c4d)-c5cccec5)ccbec[nH]cl6 5.7
28 Oclcencel-c2¢(nn(c2CC)-c3cccee3-c4ccec(OCC([O-])=0)c4)-c5cceeccs 5.7
29 Oclccc([N+]([0-])=0)c(-c2c(nn(c2CC)-c3cccec3-cdcccc(OCC([0-])=0)c4)-c5cceec5)cl 5.7
30 [O-]C(=0)COc1ccee(-c2ccccc2-n3c(c(-c4cccc5CCNe54)c(n3)-c6ccecc)CC)cl 5.7
31 [O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-cdccceccd)-c5cec(N)cc5)CC)cl 5.7
32 Fclc(N)ecccl-c2c(nn(c2CC)-c3ccecee3-c4ccec(OCC([0-])=0)c4d)-c5cceecs 5.7
33 Oclcc(O)cccl-c2c(nn(c2CC)-c3ccecee3-cdccec(OCC([0-])=0)c4)-c5cceecs 5.7
34 [0-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(n3)-cdcceecd)-c5ceec(NC)e5)CC)cl 5.7
35 [O0-]1C(=0)COc1cccc(-c2cceec2-n3c(c(c(n3)-cdcccecd)-c5cec(NN)ce5)CC)cl 5.7
36 [O-]1C(=0)COc1cccc(-c2ccecec2-n3c(c(-cdccecc5c4nn[nH]5)c(n3)-c6cceceec6)CC)cl 5.7
37 [O-]C(=0)COc1cccc(-c2cceec2-n3c(c(c(n3)-cdcccecd)-c5ceceec5CHC)CC)cl 5.7
38 Clclccenl-c2c(nn(c2CC)-c3cccec3-c4ccec(OCC([0-])=0)cd)-c5cceecs 5.7
39 [O-]C(=0)COc1cccc(-c2ccceec2-n3c(c(c(n3)-cdcccecd)-c5cc(N)c[nH]5)CC)cl 5.7
40 [O-]1C(=0)COc1cccc(-c2cceeec2-n3c(c(-cdencc(cd)C)c(n3)-c5ceeec5)CC)cl 5.7
41 [O-]C(=0)COc1cccc(-c2cceec2-n3c(c(c(n3)-cdcccecd)-c5¢6c(0CO6)cs5)CC)cl 5.7
42 [O-]1C(=0)COc1cccc(-c2cceceec2-n3c(c(-c4cec(N)c(cd4)C)c(n3)-c5cceec5)CC) el 5.7
43 Oclcec(O)ccl-c2¢(nn(c2CC)-c3ccecec3-cdcccc(OCC([0-])=0)c4)-c5cccech 5.7
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44
45
46
47
48
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51
52
53
54
55
56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81
82
83
84
85
86
87

Clclc(N)cc(O)c(-c2c(nn(c2CC)-c3cccece3-cdecec(OCC([0-]1)=0)c4)-c5cceec5)cl
Oclc(-c2c(nn(c2CC)-c3cccce3-cdecec(OCC([0-])=0)cd)-c5ceecec5)ccenl
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-cdcceeccd)-c5ceecbe(n[nHIN6)c5)CC)cl
[0-]C(=0)COc1ccec(-c2cceec2-n3c(c(-cdccec(cd)/C=C/C)c(n3)-c5cceec5)CC)cl
[O-]C(=0)COc1ccec(-c2ccccc2-n3c(c(c(n3)-cdcccecd)-c5cc(N)c(s5)C)CC)cl
Fclccc(NC)ccl-c2c(nn(c2CC)-c3ccecec3-cdecec(OCC([0-])=0)cd)-c5cceecs
[O-]C(=0)COc1ccec(-c2cccecc2-n3c(c(c(n3)-cdccccecd)-c5¢cnsc5C)CC)cl
[O-]C(=0)COc1ccec(-c2ccccc2-n3c(c(-cdccec5ccoc54)c(n3)-cbeececec6)CC)cl
[O-]C(=0)COc1ccec(-c2cceccc2-n3c(c(C4=CCCCC4A)c(n3)-c5ccecec5)CC)cl
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-cdcccecd)-c5cocc5)CC)cl
Oclcc2c(0CC2)ccl-c3c(nn(c3CC)-c4cceecd-c5cecc(OCC([0-])=0)c5)-cbeccecch
[O-]C(=0)COc1ccec(-c2cccecc2-n3c(c(-cdccec5cdcc[nH]5)c(n3)-c6cececcc6)CC)cl
Fclc(0)c(O)ce(-c2c(nn(c2CC)-c3ccccec3-cdcccc(OCC([0-])=0)c4)-c5ccecec5)cl
[O-]C(=0)COc1ccec(-c2cceecc2-n3c(c(-c4ccec(C(C)C)cd)c(n3)-c5ceeec5)CC)cl
Fclcc(N)cececl-c2c¢(nn(c2CC)-c3ccecee3-c4ccec(OCC([0-])=0)cl)-c5cceecs
Oclccc(-c2c¢(nn(c2CC)-c3cceec3-c4ccec(OCC([0-])=0)c4)-c5cceec5)enl
[0-]C(=0)COc1ccec(-c2ccecec2-n3c(c(c(n3)-c4cceccd)-c5cceec5/C=C/C)CC)cl
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(-cdccce5c40CC5)c(n3)-cbeceect)CC)cl
[0-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4cceecd)-c5cebe([nH]5)ncs6)CC)cl
Oclc(N)ccecl-c2¢(nn(c2CC)-c3cccec3-c4ccec(OCC([0-])=0)c4d)-c5cceecs
[O-]C(=0)COc1ccec(-c2cceecc2-n3c(c(c(n3)-cdccceced)-c5cec(s5)C)CC)cl
[0-]C(=0)COc1ccec(-c2ccecec2-n3c(c(-ndcceccd)c(n3)-c5cceec5)CC)cl
Clclcencc(-c2¢(nn(c2CC)-c3cccee3-c4ccec(OCC([O-])=0)c4d)-c5cceec5)cl
Sclccec(-c2c(nn(c2CC)-c3ccecc3-cdeecc(OCC([0O-])=0)c4)-c5cccec5)cl
Oclcc(-c2¢(nn(c2CC)-c3cccec3-c4ccec(0OCC([0-])=0)cl)-c5cceec5)cenl
Clc1c(0)c(-c2c(nn(c2CC)-c3cccee3-c4cccc(OCC([0-])=0)c4)-c5cccee5)ceclC
Fclc(NC)ccc(-c2¢(nn(c2CC)-c3cececee3-c4ccec(OCC([0-])=0)cl)-c5cceec5)cl
Fclccc(F)ccl-c2¢(nn(c2CC)-c3cccee3-c4ccec(OCC([0-])=0)cd)-c5cceecs
[0-]C(=0)COc1cccc(-c2ccecc2-n3c(c(c(n3)-c4ccceccd)-c5ceec6c(0OCCO6)c5)CC)cl
Oclccc(-c2¢(nn(c2CC)-c3cccec3-c4ccec(OCC([0-])=0)c4)-c5ccecc5)cclCC
[0-]C(=0)COclccec(-c2ccecec2-n3c(c(c(n3)-c4cccecd)-c5ccccc5NCC)CC)cl
Clclccc(O)c(-c2c(nn(c2CC)-c3cccece3-c4ecec(OCC([0-])=0)cl)-c5cceec5)cl
Oclccee(-c2c(nn(c2CC)-c3cccce3-c4cccc(OCC([0-])=0)c4)-c5cceece5)c10C
[0-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4cccecd)-c5c(cc(s5)N)C)CC)cl
Oclccocl-c2c¢(nn(c2CC)-c3cccee3-c4ccec(OCC([O-])=0)c4d)-c5cceech
[O-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(n3)-c4ccececd)-c5ceec(C(C)=C)c5)CC)cl
Fclcc(N)c(F)ccl-c2c(nn(c2CC)-c3cccece3-cdecec(OCC([0-])=0)cd)-c5cceecs
Fclcc(O)cc(-c2c(nn(c2CC)-c3cccce3-c4ccec(OCC([0-])=0)cd)-c5cceec5)cl
Fclc(N)c(F)cc(-c2c(nn(c2CC)-c3cccee3-cdecec(OCC([0-])=0)c4)-c5cccec5)cl
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4cccecd)-c5cc(sc5C)N)CC)cl
Fclcncc(-c2¢(nn(c2CC)-c3cccee3-c4ccec(OCC([0-])=0)c4)-c5ceeec5)cl
[O-]C(=0)COc1ccec(-c2cceecc2-n3c(c(c(n3)-c4cccecd)-c5cec(CCC)ec5)CC)cl
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4cccecd)C=5C=CCC5)CC)cl
[O-]C(=0)COc1ccec(-c2cceec2-n3c(c(-c4c(CC)cesd)c(n3)-c5cceec5)CC)cl
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88

89

90
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100
101
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103
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130
131

[O-]C(=0)COc1ccec(-c2cceccc2-n3c(c(c(n3)-c4cccecd)-c5ceec(N)c5CEN)CC)cl
Fclcenccl-c2¢(nn(c2CC)-c3cccce3-c4cecec(OCC([0-])=0)cd)-c5cceech
Oclcc(-c2¢(nn(c2CC)-c3ccccc3-c4cecec(OCC([0-])=0)c4d)-c5cceec5)ccclC
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(-cdccec5¢4n[nH]n5)c(n3)-c6ccceec6)CC)cl
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-c4cceecd)-c5cec(cc50C)C)CC)cl
Clclcc(-c2c(nn(c2CC)-c3cccec3-cdecec(OCC([0-])=0)cd)-c5cccec5)col
Oclccc(CC)ccl-c2c(nn(c2CC)-c3ccecc3-cdcccc(OCC([0-])=0)c4)-c5cccecs
Oclc(cceecl-c2c(nn(c2CC)-c3ccecece3-cdecec(OCC([0-])=0)cd)-c5cccec5)C
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4cccecd)-c5cecec5)CC)cl
Clclccc(-c2¢(nn(c2CC)-c3cccec3-c4ccec(OCC([0-])=0)cd)-c5cceec5)ccl
[O-]C(=0)COc1ccec(-c2ccccc2-n3c(c(c(n3)-c4cceecd)-c5cec(s5)NC)CC)cl
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(-c4cc(scdC)C)c(n3)-c5cceec5)CC)cl
Clclccec(-c2¢(nn(c2CC)-c3ccece3-c4cccc(OCC([0-])=0)c4)-c5cceee5)clC
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(-c4ccc(c(cd)C)C)c(n3)-c5cceec5)CC)cl
Fclccc(ccl-c2c(nn(c2CC)-c3cccece3-cdeccc(OCC([0-])=0)c4)-c5cceec5)C
[O-]C(=0)COc1ccec(-c2cceec2-n3c(c(-cdec(cccaC)C)c(n3)-c5ceeec5)CC)ecl
Clclncc(s1)-c2c(nn(c2CC)-c3cceec3-cdcccc(OCC([0-])=0)c4)-c5cceecs
[0-]C(=0)COc1ccec(-c2ccecc2-n3c(c(-cdec(c[nH]4)C)c(n3)-c5cecee5)CC)cl
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4cccecd)-c5cneec5)CC)cl
[O-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(n3)-c4cccecd)-c5ccbec[nH]c6s5)CC)cl
FC(F)Oclcccecl-c2c(nn(c2CC)-c3ccccec3-cdcccc(OCC([0-])=0)c4)-c5cceecs
Clclccc(-c2¢(nn(c2CC)-c3cccec3-c4ccec(OCC([0-])=0)c4)-c5ccecc5)cclO
Clclccec(F)c1-c2¢(nn(c2CC)-c3cccec3-c4ccec(OCC([O-])=0)cd)-c5cceech
[O-]C(=0)COc1ccec(-c2cceecc2-n3c(c(c(n3)-cdeccecd)-c5cec(cc5)CC=C)CC)cl
[0-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-cdccceecd)-c5cens5)CC)cl
[0-]C(=0)COc1ccec(-c2cceecc2-n3c(c(c(n3)-c4cccecd)-c5cec(cc5)CHCC)CC)cl
FC(F)Oclccc(-c2c(nn(c2CC)-c3ccecec3-c4cccc(OCC([0-])=0)c4)-c5cceece5)ccl
Clclccec(-c2¢(nn(c2CC)-c3cccec3-c4ccec(OCC([0-])=0)c4d)-c5ceecc5)cl
Oc1c(0C)cc(ccl-c2¢(nn(c2CC)-c3ccccec3-cdcccc(OCC([0-])=0)c4)-c5ccecec5)C
[0-]C(=0)COc1cece(-c2ccccc2-n3c(c(c(n3)-cdcceeccd)-c5cec([C@H]6C0O6)cc5)CC)cl
[O-]C(=0)COciccee(-c2cccec2-n3c(c(-cdcccec4C5CC5)c(n3)-cbeeceech)CC)cl
Clclcc(ce(-c2¢(nn(c2CC)-c3ccecece3-cdececc(OCC([0-])=0)cd)-c5cccec5)cl)C
FC(F)(F)clcccc(-c2c(nn(c2CC)-c3cccee3-c4ecec(OCC([0-])=0)cd)-c5cceec5)cl
Oclc(c(ceccl-c2c(nn(c2CC)-c3ccecc3-cdcccc(OCC([0-])=0)c4)-c5cceec5)C)C
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(-cden(c(c4)C)C)c(n3)-c5ceecec5)CC)cl
Clclcsc(-c2c(nn(c2CC)-c3ccece3-c4cccc(OCC([0-])=0)c4)-c5cceec5)cl
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(-c4cc([nH]c4)C)c(n3)-c5ccecec5)CC)cl
Oclccc(c(-c2¢(nn(c2CC)-c3cccee3-c4ccec(OCC([0-])=0)c4l)-c5cceec5)cl)C
[0-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(n3)-c4cceecd)-c5cees5)CC)cl
Clclcc(-c2¢(nn(c2CC)-c3cccee3-c4ccec(OCC([0-])=0)c4d)-c5cceec5)ceclC
OCclcc(-c2¢(nn(c2CC)-c3cccee3-c4ccec(OCC([0-])=0)c4l)-c5cceec5)csl
Fclc(N)ccc(-c2¢(nn(c2CC)-c3cccee3-c4ccec(OCC([0-])=0)c4d)-c5cceec5)cl
[0-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(n3)-c4cccecd)-c5ceec(N(C)C)c5)CC)cl
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4cccecd)-c5cec(N)c(0C)c5)CC)cl
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132
133
134
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140
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Clclcccecl-c2¢(nn(c2CC)-c3cccec3-cdccec(OCC([0-])=0)c4d)-c5cceeccs
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-cdccccecd)-c5cecec5N(C)C)CC)cl
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-c4cccccd)-c5cec(C(C)=C)cc5)CC)cl
[O-]C(=0)COc1ccec(-c2ccccc2-n3c(c(c(n3)-cdcccecd)-c5¢(SC)ces5)CC)cl
Oclcc(-c2¢(nn(c2CC)-c3ccccc3-c4cecec(0OCC([0-])=0)cd)-c5cceec5)ccclCC
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(-cdccc(NC)c(c4)C)c(n3)-c5ccecec5)CC)cl
[O-]C(=0)COc1ccec(-c2cceecc2-n3c(c(-cdcec(c(CC)cd)C)c(n3)-c5ceeec5)CC)cl
Oclc2c(cccl-c3¢(nn(c3CC)-cdcccecd-c5ceec(OCC([0-])=0)c5)-cbeecceb)ccen
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-cdcccccd)-c5cec(CC)ec5)CC)cl
Fclec(cccl-c2c(nn(c2CC)-c3cccece3-cdeccc(OCC([0-]1)=0)c4)-c5cceec5)C
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4ccececd)-c5ceec6c5nco6)CC)cl
Oclc(cc(ccl-c2c(nn(c2CC)-c3ccecc3-cdcccc(OCC([0-])=0)cd)-c5cceec5)C)C
Fclccc(O)c(-c2c(nn(c2CC)-c3ccecece3-cdecec(OCC([0-])=0)cd)-c5cceec5)cl
Fclcceceecl-c2¢(nn(c2CC)-c3cccce3-c4ccec(OCC([0-])=0)c4d)-c5cceech
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(-cdccec(cdN)C)c(n3)-c5ceecec5)CC)cl
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-cdccceccd)-c5cecbe(c(co6)C)ec5)CC)ecl
FC(F)Oclccscl-c2c(nn(c2CC)-c3cccecec3-cdcccc(OCC([0-])=0)c4)-c5eccees
[O-]C(=0)COc1ccec(-c2ccecec2-n3c(c(c(n3)-c4cceeced)-c5¢cnc(0C)ce5)CC)cl
[O-]C(=0)COc1ccec(-c2ccccc2-n3c(c(-cdcec(N)c(N)cd)c(n3)-c5cceec5)CC)cl
[O-]C(=0)COc1ccec(-c2ccccc2-n3c(c(-cdcc(N)c(s4)CC)c(n3)-c5cceec5)CC)cl
[O-]C(=0)COc1ccec(-c2ccecec2-n3c(c(C4=CC=CC4)c(n3)-c5cccec5)CC)cl
[O-]C(=0)COc1ccec(-c2cceec2-n3c(c(-cdccececdSC)c(n3)-c5ceeec5)CC)cl
Fclccec(cl-c2c(nn(c2CC)-c3cccece3-cdecec(OCC([0-])=0)c4)-c5cccec5)C
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(-c4cn5CCCc5¢4)c(n3)-c6cececcct)CC)cl
[O-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(n3)-c4cccecd)-c5¢[nH]cc5C)CC)cl
FCCclccc(-c2c(nn(c2CC)-c3cccee3-c4ccec(OCC([0-])=0)c4d)-c5cceec5)ccl
[0-]C(=0)COc1ccec(-c2ccceec2-n3c(c(c(n3)-cdcccecd)-c5csnc5)CC)cl
[O-]C(=0)COc1ccec(-c2ccceec2-n3c(c(-cdec(c(cc4N)C)C)c(n3)-c5ccecec5)CC)cl
[0-]C(=0)COc1ccec(-c2ccecec2-n3c(c(-c4ccc(C(C)C)ecd)c(n3)-c5ceecc5)CC)cl
[O-]C(=0)COc1cecce(-c2cccec2-n3c(c(-c4ccc5CCCe5¢4)c(n3)-cbeeccech)CC)cl
[O-]C(=0)COciccec(-c2ccecec2-n3c(c(c(n3)-c4cccecd)-c5ceebecocbe5)CC)cl
[O-]C(=0)COciccec(-c2cccec2-n3c(c(c(n3)-c4cccecd)-c5ccbe(s5)ces6)CC)cl
Clclce(O)cc(-c2c(nn(c2CC)-c3ccecece3-c4ecec(OCC([0-])=0)cd)-c5cceec5)cl
OCclcsc(-c2c(nn(c2CC)-c3ccecec3-cdccec(OCC([0-])=0)c4)-c5cceee5)cl
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4cccecd)-c5cececc5NC)CC)cl
[0-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-c4cccced)-c5cec(N#C)cc5)CC)cl
Clclccc(-c2¢(nn(c2CC)-c3cccec3-c4ccec(OCC([0-])=0)cd)-c5cceec5)c(F)cl
Fclecc(cccl-c2c(nn(c2CC)-c3cceecc3-cdecec(OCC([0-])=0)c4)-c5ccecec5)CHC
Oclccec(0)c1-c2¢(nn(c2CC)-c3cccee3-cdecec(OCC([0-])=0)cd)-c5cceecs
[O-]C(=0)COc1ccec(-c2cceecc2-n3c(c(-c4en(ccd)C)c(n3)-c5ceceec5)CC)cl
[0-]C(=0)COc1ccec(-c2cceecc2-n3c(c(-c4ccc(C5CC5)ccd)c(n3)-cbecceeh)CC)cl
Fclc(ccccl-c2c(nn(c2CC)-c3cceecc3-cdeccc(OCC([0-])=0)c4)-c5cccec5)C
[0-]C(=0)COc1ccec(-c2cceec2-n3c(c(-c4cn5¢c(OCCC5)cd)c(n3)-cbeceece6)CC)cl
[0-]C(=0)COc1ccec(-c2ccecec2-n3c(c(c(n3)-cdcceccd)-c5ecc(ce5)/C=C\C)CC)cl
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176
177
178
179
180
181
182
183
184
185
186
187
188
189
190
191
192
193
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Oclccece(cl-c2c(nn(c2CC)-c3ccecece3-cdecec(OCC([0-])=0)cd)-c5cceec5)C
FC(F)Oclccee(-c2c(nn(c2CC)-c3cccece3-cdeccc(OCC([0-])=0)c4)-c5ccecec5)cl
Clclcc(cccl-c2c(nn(c2CC)-c3cccece3-cdecec(OCC([0-])=0)cd)-c5cccec5)C
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-cdcccecd)-c5cebe(s5)cc[nH]6)CC)cl
[O-]C(=0)COc1ccec(-c2cccecc2-n3c(c(c(n3)-cdccceed)-c5cnec(c5)CHC)CC)cl
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-cdcccccd)-c5cec(s5)N(C)C)CC)cl
[O-]C(=0)COc1ccec(-c2ccccc2-n3c(c(-cdccc(N(C)C)eccd)c(n3)-c5ccecec5)CC)cl
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-c4cccecd)-c5ceec(OCC)c5)CC)cl
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-c4cccecd)-c5¢cc(0C)cs5)CC)cl
[O-]C(=0)COc1ccec(-c2cceecc2-n3c(c(c(n3)-cdcccececd)-c5cecbe(ncob)c5)CC)cl
[O-]C(=0)COc1ccec(-c2ccccc2-n3c(c(-cdecec(SC)c(cd)C)c(n3)-c5ceeec5)CC)cl
Clc1c(O)ccc(-c2c(nn(c2CC)-c3ccecec3-cdecec(OCC([0-])=0)cd)-c5cceec5)cl
[O-]C(=0)COc1ccec(-c2cceec2-n3c(c(-cdccec(caC)C)c(n3)-c5ceeec5)CC)cl
[O-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(n3)-c4cccecd)-c5csc(N)c5)CC)cl
[O-]C(=0)COc1ccec(-c2cccecc2-n3c(c(-c4cce5¢(CCN5)cd)c(n3)-cbecceech)CC)cl
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-cdcceecd)-c5cecbeccecte5)CC)cl
Clclcc(c(O)c(-c2c(nn(c2CC)-c3ccecc3-cdcccc(OCC([0-])=0)c4)-c5cecce5)cl)C
[0-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(n3)-c4cceeed)-c5ceec6c(0CO6)c5)CC)cl
FC(clc(nn(c1CC)-c2cceecc2-c3ccec(OCC([0-])=0)c3)-c4ccceced)=C(C)C
Clclcenccl-c2¢(nn(c2CC)-c3cccee3-c4ccec(OCC([0-])=0)c4d)-c5cceeccs
Fc1c(OCC)cec(-c2c(nn(c2CC)-c3cccee3-cdecec(OCC([0-])=0)cl)-c5cceec5)cl
Clclccc(-c2¢(nn(c2CC)-c3cccec3-c4ccec(OCC([0-])=0)c4d)-c5cceec5)c(N)cl
Oclcc(cc(cl-c2c(nn(c2CC)-c3ccecc3-cdcccc(OCC([0-])=0)c4)-c5cceec5)C)C
Fclccc(c(-c2c(nn(c2CC)-c3cccce3-cdecec(OCC([0-])=0)cd)-c5cceec5)cl)C
Clclcc(-c2c(nn(c2CC)-c3cccee3-cdececc(OCC([0-])=0)cd)-c5cccec5)c(N)cclC
Oclccc(-c2¢(nn(c2CC)-c3cceec3-c4ccec(OCC([0-])=0)c4)-c5cceec5)cclC
Oc1c(CC)ccecl-c2c(nn(c2CC)-c3ccecc3-c4cccc(OCC([0-])=0)c4)-c5ccececes
Clc1c(F)ccc(-c2¢(nn(c2CC)-c3ccecc3-c4ccec(OCC([0-])=0)c4)-c5cceec5)cl
[O-]C(=0)COc1ccec(-c2ccecec2-n3c(c(-cdec(cc(c4N)C)C)c(n3)-c5ccecec5)CC)cl
Clclc(ccecl-c2c(nn(c2CC)-c3cccece3-cdececc(OCC([0-])=0)c4d)-c5cccec5)C
Fclccec(-c2c(nn(c2CC)-c3cccce3-c4ccec(OCC([0-])=0)c4)-c5ceeec5)c10
Fclccc(-c2¢(nn(c2CC)-c3cccec3-c4ccec(OCC([0-])=0)c4d)-c5cceec5)cclO
Sclccee(nl)-c2¢(nn(c2CC)-c3cccec3-c4ccec(OCC([0-])=0)c4d)-c5cceecs
[0-]C(=0)COc1cecec(-c2cccec2-n3c(c(c(n3)-cdcceecd)-c5cec(0C)cc5)CC)cl
Clclc(-c2c(nn(c2CC)-c3ccecce3-cdeccc(OCC([0-])=0)c4d)-c5cceec5)eesl
Fclccc(-c2¢(nn(c2CC)-c3cccec3-c4ccec(OCC([0-])=0)c4)-c5ccecc5)enl
[0-]C(=0)COc1ccec(-c2cceec2-n3c(c(-c4ccec5¢(CCCC5)cd)c(n3)-cbeccceh)CC)cl
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(-cdec(scdN)C)c(n3)-c5ceeec5)CC)cl
[0-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(n3)-c4cccecd)-c5cec(OCCHC)cc5)CC)cl
Oclc(cc(-c2c(nn(c2CC)-c3ccccc3-c4ecec(OCC([0-])=0)c4l)-c5cceec5)cclC)C
Oclc(ccecl-c2c(nn(c2CC)-c3ccecece3-cdecec(OCC([0-])=0)cd)-c5cceec5)COo
[0-]C(=0)COc1ccec(-c2cceec2-n3c(c(-c4ccc5C0OCc5c4)c(n3)-cbeececect)CC)cl
[0-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(n3)-c4cccecd)-c5ceec(OCCHC)c5)CC)cl
[O-]C(=0)COc1ccec(-c2cceec2-n3c(c(-cdesc(C(C)C)cd)c(n3)-c5cceec5)CC)cl
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Oclccc(ccl-c2c(nn(c2CC)-c3ccecece3-cdeccc(OCC([0-])=0)cd)-c5cceec5)C
Clclccc(s1)-c2c(nn(c2CC)-c3cccec3-cdcccc(OCC([0-])=0)c4)-c5cceecs
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(-cdec(c(s4)C)C)c(n3)-c5cceec5)CC)cl
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-cdccceed)-c5ceec(c5)C=C)CC)cl
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-c4cceceecd)-c5c(cc(s5)C)C)CC)cl

[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(-cdcece5c(cd)cc(05)C)c(n3)-cbeeccec6)CC)cl

Oclccec(-c2c(nn(c2CC)-c3ccece3-cdcccc(OCC([0-])=0)c4)-c5cccec5)cl
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4cccecd)-c5ceecbc(SCC6)c5)CC)cl
Clclccc(-c2¢(nn(c2CC)-c3cccec3-c4ccec(OCC([0-])=0)c4d)-c5cceec5)cclC
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(-cdcccc5c40CCO5)c(n3)-cbeeeceec6)CC)cl
[O-]C(=0)COc1ccec(-c2cceecc2-n3c(c(c(n3)-cdccceced)-c5cc(cs5)C)CC)cl
Sclccce(-c2c(nn(c2CC)-c3cccec3-c4ccec(OCC([0-])=0)c4d)-c5cceec5)ccl
[O-]C(=0)COc1ccec(-c2cceecc2-n3c(c(c(n3)-cdcceeced)-c5¢(ces5)C)CC)cl
OCclc(cc(s1)-c2¢(nn(c2CC)-c3cccec3-c4cecec(OCC([O-])=0)cd)-c5ccecc5)C
Fclccc(-c2¢(nn(c2CC)-c3cccec3-c4ccec(OCC([0-])=0)c4d)-c5cceec5)cclC
[O-]C(=0)COc1ccec(-c2cceecc2-n3c(c(-c4cec(c(c4C)C)C)c(n3)-c5ceeec5)CC)cl
Oclc2cc[nH]c2cccl-c3c(nn(c3CC)-c4cccecd-c5ceec(OCC([0-])=0)c5)-cbeeccch
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(-c4ccec(N)cd)c(n3)-c5ceeec5)CC)cl
[0-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4cccccd)-c5ceeee5N)CC) el
[O-]C(=0)COc1ccec(-c2cceecc2-n3c(c(C4=CCC=CC4)c(n3)-c5cccec5)CC)cl
[O-]C(=0)COc1ccec(-c2ccccc2-n3c(c(-cdccec(cd)C)e(n3)-c5cceec5)CC)cl
Clclccc(F)cecl-c2¢(nn(c2CC)-c3cccec3-c4ccec(OCC([0-])=0)cd)-c5ceeecs
[O-]C(=0)COc1ccec(-c2cceec2-n3c(c(-cdec(c(c(cd)C)C)C)c(n3)-c5cccec5)CC)cl
Oclcccecl-c2¢(nn(c2CC)-c3cccec3-c4ccec(OCC([0-])=0)c4d)-c5cceeccs
Clclcescl-c2c(nn(c2CC)-c3cccec3-c4ccec(OCC([0-])=0)c4)-c5ceeecs
[0-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4cccecd)-c5ceec6e(0OCC6)c5)CC)cl
[0-]C(=0)COc1ccec(-c2ccceec2-n3c(c(c(n3)-cdccceecd)-c5cec(NC)ec5)CC)cl
Clclccec(cl-c2¢(nn(c2CC)-c3cecce3-cdecec(OCC([0-])=0)cd)-c5cccec5)C
Fclcc(F)cc(-c2c(nn(c2CC)-c3cccec3-c4ccec(OCC([0-])=0)c4d)-c5cececs5)cl
[O-]C(=0)COc1cecce(-c2ccecec2-n3c(c(-cdec(cc(N)cd)C)e(n3)-c5ceecec5)CC)cl
Clc1c(F)cc(-c2¢(nn(c2CC)-c3cccee3-c4cecec(OCC([0-])=0)c4d)-c5ceeec5)ccl
[O-]C(=0)COciccec(-c2ccececc2-n3c(c(c(n3)-cdcceeced)-c5cec(s5)CC)CC)cl
[0-]C(=0)COc1cecec(-c2cccec2-n3c(c(c(n3)-cdcccecd)-c5ceec(0C)c5)CC)cl
[0-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4cceecd)-c5cec(cec5)C)CC)cl
Fclcc(-c2c(nn(c2CC)-c3cccec3-cdecec(OCC([0-])=0)c4d)-c5cceec5)ceclC
[O-]C(=0)COc1ccec(-c2cceecc2-n3c(c(c(n3)-c4cceecd)-c5coce5C)CC)cl
[O-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(n3)-c4cceecd)-c5cec(SC)o5)CC)cl
[O-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(n3)-c4cccecd)-c5cc(C(C)C)es5)CC)cl
[O-]C(=0)COc1ccec(-c2cceec2-n3c(c(-cdccccc40CC)c(n3)-c5cceec5)CC)cl
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4cccecd)-c5ceeec5C)CC)cl
Clc1c(0)cc(0)c(-c2c(nn(c2CC)-c3cccecec3-c4ccec(OCC([0-])=0)c4)-c5cceec5)cl
[O-]C(=0)COc1ccec(-c2cceec2-n3c(c(-c4cccc5CCCe45)c(n3)-cbeeccech)CC)cl
Clclcc(-c2c(nn(c2CC)-c3cccee3-cdecec(OCC([0-])=0)cd)-c5cccec5)c(cclC)C
[0-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(n3)-c4cceecd)-c5cebeescos5)CC)cl
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Fclccc(-c2¢(nn(c2CC)-c3ccccc3-c4ccecc(OCC([0-])=0)c4d)-c5cceec5)ccl
Oclnc2ccc(-c3c(nn(c3CC)-cdcccececd-c5ceec(0OCC([0-])=0)c5)-cbecceeb)cc2sl
Clclcc(-c2c(nn(c2CC)-c3cccee3-cdecec(OCC([0-])=0)cd)-c5cccec5)c(0)cclC
[O-]C(=0)COc1ccec(-c2cceecc2-n3c(c(c(n3)-cdcceeccd)-c5cec(c(0C)c5)C)CC)cl
Clclccec(O)cl-c2c(nn(c2CC)-c3ccecec3-cdecec(OCC([0-])=0)cd)-c5cceec5
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(-c4cc5CCCc5s4)c(n3)-c6eeecee6)CC)cl
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-c4cccccd)-c5cc(N)cs5)CC)cl
Oc1c(0OCC)ceccl-c2c(nn(c2CC)-c3ccececc3-cdecec(OCC([0-]1)=0)cd)-c5cceecs
[O-]C(=0)COc1ccec(-c2cceecc2-n3c(c(C4=COCC4)c(n3)-c5cceec5)CC)cl
[O-]C(=0)COc1ccec(-c2cceec2-n3c(c(-cdccec(CC)cd)c(n3)-c5ceeec5)CC)cl
Oc1c(0C)cec(-c2c(nn(c2CC)-c3ccececc3-c4ecec(0OCC([0-])=0)cl)-c5cccec5)cl
S=C(SC)clc(nn(c1CC)-c2cccec2-c3ccec(OCC([0-])=0)c3)-cdccceccd
Clclccec(-c2¢(nn(c2CC)-c3ccccc3-cdccec(OCC([0-])=0)c4)-c5ccecc5)clF
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(-cdcee5c(cd)cco5)c(n3)-c6eeecece6)CC)cl
Oclcc(CC)cecl-c2c(nn(c2CC)-c3ccecc3-cdcccc(OCC([0-])=0)c4)-c5cccecs
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(-cdcece5¢(N(CC5)C)cd)c(n3)-cb6ceece6)CC)cl
Clclccc(-c2¢(nn(c2CC)-c3cccec3-c4ccec(OCC([0-])=0)c4d)-c5cceec5)c(0)cl
[O-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(n3)-c4cccecd)-c5cec(NCC)ec5)CC)cl
Clclccc(F)c(-c2¢(nn(c2CC)-c3cccec3-c4ccec(OCC([0-])=0)c4d)-c5cecec5)cl
[O-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(n3)-c4cccecd)-c5cc(oc5)C)CC)cl
Clclc(-c2c(nn(c2CC)-c3ccecce3-cdecec(OCC([0-])=0)cl)-c5cccec5)ec(s1)C
Oclccc(N)ccl-c2¢(nn(c2CC)-c3cccec3-c4ccec(OCC([O-])=0)c4d)-c5cceecs
Oclc(CC=C)ccecl-c2c(nn(c2CC)-c3cccece3-cdecec(OCC([0-]1)=0)cd)-c5cccecs
Fclccc(-c2¢(nn(c2CC)-c3cccec3-c4cecec(OCC([O-])=0)c4d)-c5ccecc5)c(cl)C
Oclcc2c(0C02)ccl-c3c(nn(c3CC)-chccececd-c5ceec(0OCC([0-])=0)c5)-cbeccech
Oclccec(nl)-c2¢(nn(c2CC)-c3cceee3-c4ccec(OCC([0-])=0)c4d)-c5cceecs
[O-][N+](=0)c1c(N)cce(-c2¢(nn(c2CC)-c3ccccc3-c4ccec(OCC([0-])=0)c4)-c5cceec5)cl
[0-]C(=0)COc1ccec(-c2cceece2-n3c(c(-c4cc(cc(OC)c4)C)c(n3)-c5cceec5)CC)cl
Clclccec(-c2¢(nn(c2CC)-c3ccccc3-c4ccec(OCC([0-])=0)c4)-c5ccecc5)cIN
Fclc(O)ccecl-c2c(nn(c2CC)-c3cccece3-cdecec(OCC([0-])=0)cd)-c5cccecs
[O-]C(=0)COciccee(-c2ccecc2-n3c(c(-cdcc5c(s4)SCC5)c(n3)-cbeeccech)CC)cl
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4cccecd)-c5c(cc[nH]5)C)CC)cl
[0-]C(=0)COc1ccec(-c2cceecc2-n3c(c(-c4ccec(C5CC5)cd)c(n3)-cbeccee6)CC)cl
[0-]C(=0)COc1ccec(-c2cceecc2-n3c(c(c(n3)-cdcccecd)-c5cscc5C)CC)cl
[O-]C(=0)COc1ccec(-c2ccecec2-n3c(c(-cdccece5¢(c[nH]c54)C)c(n3)-c6eececec6)CC)cl
Clclcc(-c2c(nn(c2CC)-c3cccee3-c4ecec(OCC([0-])=0)c4l)-c5cceec5)csl
[0-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(n3)-c4cccecd)-c5cebecochs5)CC)cl
Clc1c(Cl)cececl-c2c(nn(c2CC)-c3cccece3-cdeccc(OCC([0-])=0)c4)-c5ccececs
Clclccc(N)c(-c2¢(nn(c2CC)-c3cccee3-c4ccec(OCC([0-])=0)c4d)-c5cceec5)cl
[0-]C(=0)COc1ccec(-c2cceecc2-n3c(c(-c4ccee5¢en[nH]c54)c(n3)-c6eeecec6)CC)cl
[0-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(n3)-c4cceeccd)-c5cecbe(scn6)c5)CC)cl
Oclcc(cecl-c2c¢(nn(c2CC)-c3ccecce3-cdeccc(OCC([0-])=0)cd)-c5cceec5)C
[O-]C(=0)COc1ccec(-c2cceecc2-n3c(c(c(n3)-c4cceecd)-c5cece(s5)SC)CC)cl
[O-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(n3)-c4cccecd)-c5cece(s5)C(C)C)CC)cl
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331
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341
342
343
344
345
346
347
348
349
350
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Oclnc(-c2c(nn(c2CC)-c3ccccc3-cdecec(OCC([0-])=0)cl)-c5cceec5)csl
Oclccc(-c2¢(nn(c2CC)-c3ccccc3-c4ccec(OCC([0-])=0)cd)-c5cceec5)cclN
[O-]C(=0)COc1ccec(-c2ccececc2-n3c(c(c(n3)-cdccceced)-c5cc(sc5)C)CC)cl
FC(F)(c1cce(-c2c(nn(c2CC)-c3cceeec3-cdcccc(OCC([0-])=0)c4)-c5cceec5)ccl)C
Clclc(F)ccecl-c2¢(nn(c2CC)-c3cccec3-c4ccec(OCC([O-])=0)cd)-c5cceecs
Oclcce(-c2¢(nn(c2CC)-c3ccecc3-c4ccec(OCC([0-])=0)c4)-c5cceec5)ccl
Fclc(NC)c(F)cc(-c2c(nn(c2CC)-c3ccecece3-cdecec(OCC([0-])=0)c4)-c5cceec5)cl
Fclc(cc(-c2c(nn(c2CC)-c3ccecec3-cdecec(OCC([0-])=0)cl)-c5cccec5)cclC)C
Clclccc(c(-c2c(nn(c2CC)-c3cccece3-cdecec(OCC([0-])=0)cd)-c5ceeec5)cl)C
Clclccec(N)cl-c2c(nn(c2CC)-c3ccecee3-cdecec(OCC([0-])=0)c4)-c5cceecs
[O-]C(=0)COc1ccec(-c2cccecc2-n3c(c(-cdccec(N)cdN)c(n3)-c5ccecec5)CC)cl
FC(F)clccc(-c2c(nn(c2CC)-c3cccee3-c4ccec(OCC([0-])=0)cd)-c5ceeec5)ccl
Oc1c(0)c(0C)cecl-c2c(nn(c2CC)-c3cccee3-cdcccc(OCC([0-])=0)c4)-c5ccececs
Oclcc2CCCc2ccl-c3c(nn(c3CC)-c4cceccl-c5cccc(OCC([0-])=0)c5)-cbeccecch
Clclcc(Cl)ec(-c2c(nn(c2CC)-c3ccecece3-cdeccc(OCC([0-])=0)cd)-c5cceec5)cl
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(CCC=C)c(n3)-c4cccccd)CC)cl
Clc1c(0)c(O)ce(-c2c(nn(c2CC)-c3cccecec3-cdeccc(OCC([0-])=0)c4)-c5eceec5)cl
OCcl1c(0)ccc(-c2c(nn(c2CC)-c3ccecee3-c4ecec(OCC([0-])=0)cl)-c5cccec5)cl

[O-][N+](OCclccec(-c2c(nn(c2CC)-c3ccecec3-cdcccc(OCC([0-])=0)c4)-c5cceec5)cl)=0

Fclccc(-c2¢(nn(c2CC)-c3cccec3-c4ccec(OCC([0-])=0)cd)-c5cccec5)c(0C)cl
[O-]C(=0)COc1ccec(-c2cccecc2-n3c(c(-c4cce5¢(NCC5)cd)c(n3)-cbecceech)CC)cl
0O=C(N)clcc(-c2¢(nn(c2CC)-c3cccec3-c4cecec(OCC([0-])=0)cd)-c5ccecc5)csl
[O-]C(=0)COc1ccec(-c2ccececc2-n3c(c(c(n3)-c4cccecd)-c5cesc5C)CC)cl
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(-cdccec(CCC)cd)c(n3)-c5cceec5)CC)cl
[O-]C(=0)COc1ccec(-c2cccecc2-n3c(c(c(n3)-c4ccceccd)-c5cecbe(ocn6)c5)CC)cl
Oclccc2c(0C02)c1-c3c(nn(c3CC)-clccecced-c5ceec(0OCC([0-])=0)c5)-cbeeccech
[O-]C(=0)COc1ccec(-c2ccceec2-n3c(c(c(n3)-cdcccecd)-c5ceec(c5)CHC)CC)cl
[O-]C(=0)COc1ccec(-c2cecceec2-n3c(c(-cdcccc5C0Cc54)c(n3)-cbeececect)CC)cl
[O-]C(=0)COc1ccec(-c2ccecec2-n3c(c(-cdec(c(s4)CC)C)c(n3)-c5cceec5)CC)cl
[0-]C(=0)COc1cece(-c2ccccc2-n3c(c(c(n3)-c4ccceecd)-c5ccoc5N)CC)cl
[0-]C(=0)COciccee(-c2ccecec2-n3c(c(-cdccee5cdcec(05)C)c(n3)-c6ececcct)CC)cl
[0-]C(=0)COciccec(-c2cceccc2-n3c(c(c(n3)-c4cccecd)-c5ceebeescbe5)CC)cl
[0-]C(=0)COc1ccec(-c2ccccc2-n3c(c(c(n3)-c4cccecd)-c5ccbecceebs5)CC)cl
[0-]C(=0)COc1cccc(-c2cccecc2-n3c(c(c(n3)-cdcceeced)-c5cc(CC)es5)CC)cl
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(-cdec(CC)c(s4)C)c(n3)-c5ceecc5)CC)cl
Clclcc(F)ccecl-c2¢(nn(c2CC)-c3cccec3-c4ccec(OCC([0-])=0)c4d)-c5cceecs
[0-]C(=0)COc1ccec(-c2cccec2-n3c(c(-cdccece5¢4ocn5)c(n3)-cbeecee6)CC)cl
[0-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4cceeccd)-c5ceec(OC)c5N)CC)cl
ONclcce(-c2¢(nn(c2CC)-c3cccee3-c4ccec(OCC([0-])=0)c4l)-c5cceec5)ccl
Oclc2ccecc2scl-c3c(nn(c3CC)-cl4cccccd-c5cccc(OCC([0-])=0)c5)-cbeccecch
[O-]C(=0)COc1ccec(-c2cceecc2-n3c(c(-c4csc(CC)cd)c(n3)-c5cceec5)CC)cl
Fclec(cc(-c2c(nn(c2CC)-c3cccce3-c4ccec(OCC([0-])=0)c4d)-c5cceec5)cl)C
Fclc(F)cceecl-c2¢(nn(c2CC)-c3cccee3-c4ccec(OCC([0-])=0)c4d)-c5cceecs
[0-]C(=0)COc1ccec(-c2cceecc2-n3c(c(-c4cc(cc(cd)C)C)c(n3)-c5cceec5)CC)cl
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369
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Fclccec(-c2c¢(nn(c2CC)-c3ccccc3-c4ccec(OCC([O-])=0)c4d)-c5cceec5)cIN
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-c4cccecd)-c5cec(cc5)COC)CC)cl
Clclc(cc(-c2c(nn(c2CC)-c3cccece3-cdeccc(OCC([0-])=0)c4)-c5cceec5)cclC)C
[O-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(n3)-c4cceecd)-c5cebecc(ccs5)C)CC)cl
OCclccc(-c2¢(nn(c2CC)-c3cccec3-c4ccec(OCC([0-])=0)c4)-c5ccecc5)ccl
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-cdcccecd)-c5cscec5)CC)cl
FC(F)(F)clcsc(-c2c(nn(c2CC)-c3cccec3-c4ccec(OCC([0-])=0)c4d)-c5cceec5)cl
[O-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(n3)-c4cccecd)-c5cec(SC)ec5)CC)cl
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(-cdc(c(c(s4)C)C)C)c(n3)-c5cceec5)CC)cl
O[C@@H](c1cce(s1)-c2c(nn(c2CC)-c3cccece3-cdeccc(OCC([0-])=0)c4)-c5cceec5)C
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-cdccceed)-c5cec(cec5)C=C)CC)cl
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(-c4ccc5COCCc5c4)c(n3)-cbeececec6)CC)cl
Fclccec(-c2c(nn(c2CC)-c3cccec3-c4ccec(OCC([0-])=0)c4d)-c5ccecc5)cINN
[O-]C(=0)COc1ccec(-c2cccecc2-n3c(c(c(n3)-cdcccecd)-c5cec(cc5)CHC)CC)cl
Fclccc(-c2¢(nn(c2CC)-c3ccccc3-c4ccec(OCC([0-])=0)c4d)-c5cceec5)cclN
FC(F)(F)clcc(-c2c(nn(c2CC)-c3cccecec3-cdeccc(OCC([0-])=0)c4)-c5ccecec5)esl
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4cccecd)-c5ceeen5)CC)el
[O-]C(=0)COc1ccec(-c2cceec2-n3c(c(-ndcc(ccaC)C)c(n3)-c5ceecec5)CC)cl
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(-c4cecc(0C)c(c4)C)c(n3)-c5cececc5)CC)cl
Clclcc(F)cc(-c2¢(nn(c2CC)-c3cccec3-c4ccec(OCC([0-])=0)c4d)-c5cceec5)cl
O=[S@](clccecc(-c2c(nn(c2CC)-c3cccec3-cdecec(OCC([0-])=0)cd)-c5cceec5)cl)C
SCclccc(-c2¢(nn(c2CC)-c3cccec3-c4cecec(OCC([0-])=0)cd)-c5ccecc5)ccl
Sclccc(F)cecl-c2c(nn(c2CC)-c3cccee3-c4cccc(OCC([0-])=0)c4d)-c5ccecch
Fclc(F)cc(-c2c(nn(c2CC)-c3cccee3-cdececc(OCC([0-])=0)cd)-c5cceec5)ccl
Brclc[nH]c(-c2¢c(nn(c2CC)-c3cccece3-c4eeecc(OCC([0-])=0)cd)-c5cceec5)cl
[O-]C(=0)COc1ccec(-c2cceec2-n3c(c(-c4cccc5c40C05)c(n3)-cbecceech)CC)cl
Fclccc(s1)-c2c(nn(c2CC)-c3cccee3-c4cccc(OCC([0-])=0)c4)-c5cccecs
[O-]C(=0)COc1ccec(-c2ccece2-n3c(c(c(n3)-cdcceeced)-c5¢(N)cc[nH]5)CC)cl
Fclcccce(-c2c(nn(c2CC)-c3cccce3-c4ccec(OCC([0-])=0)c4)-c5cceec5)cINC
Oc1c(0)cc(-c2¢c(nn(c2CC)-c3ccecece3-cdecec(OCC([0-])=0)c4)-c5ccecec5)cc10
Oclc(c(O)cecl-c2¢c(nn(c2CC)-c3ccecec3-cdcccc(OCC([0-])=0)c4)-c5ccecec5)C
[0-]C(=0)COciccec(-c2ccccc2-n3c(c(-cdccece5c4cces5)c(n3)-c6ceccech)CC)cl
Fclcce(-c2¢(nn(c2CC)-c3cccec3-c4ccec(OCC([0-])=0)c4d)-c5cceec5)cc1CO
[0-]C(=0)COc1ccec(-c2cccec2-n3c(c(-c4ccec(CCCHN)cd)c(n3)-c5ceeec5)CC)cl
Clclcc(OC)cc(-c2¢(nn(c2CC)-c3ccecece3-cdecec(OCC([0-])=0)c4)-c5cccec5)cl
Fclcc(F)c(ccl-c2c(nn(c2CC)-c3cccecec3-cdeccc(OCC([0-])=0)c4)-c5ccecec5)C
[O-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(n3)-c4cccecd)-c5cenec5)CC)cl
[O-]C(=0)COc1ccec(-c2ccccc2-n3c(c(-c4cecc(OC)c(N)cd)c(n3)-c5cceecc5)CC)cl
Oclccec(-c2¢(nn(c2CC)-c3ccece3-c4cecc(OCC([0-])=0)c4)-c5cceec5)c1[N+]([0-])=0
Fclcc(F)cc(-c2¢(nn(c2CC)-c3cccee3-c4ccec(OCC([0-])=0)c4d)-c5cceec5)c10
[O-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(n3)-c4ccececd)-c5ceebenscoc5)CC)cl
Fclcc(OC)cc(-c2c(nn(c2CC)-c3ccecee3-c4ecec(OCC([0-])=0)c4)-c5cceec5)cl
FC(F)(F)clccc(-c2c(nn(c2CC)-c3ccecece3-cdeccc(OCC([0-])=0)c4)-c5cccec5)ccl
[0-]C(=0)COc1ccec(-c2ccecec2-n3c(c(-cdcc(ocdN)C)c(n3)-c5cceec5)CC)cl
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Fclecc(-c2c(nn(c2CC)-c3cccec3-cdecec(OCC([0-])=0)cd)-c5cceec5)ccclCC
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(-cdec(cccdN)C)c(n3)-c5ceeec5)CC)cl
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-cdcccccd)-c5csc(SCC)c5)CC)cl
Clclccec(-c2c(nn(c2CC)-c3ccecc3-c4cccc(OCC([0-])=0)c4)-c5cceee5)c10C
[O-]C(=0)COc1ccec(-c2cccecc2-n3c(c(-cdcecec5cec[nH]c5¢4)c(n3)-c6cececcc6)CC)cl
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(-c4cc(cn4C)C)c(n3)-c5ceeec5)CC)cl
OCclccc(-c2¢(nn(c2CC)-c3cccec3-c4ccec(OCC([0-])=0)c4)-c5cceec5)cclO
Oclcc(cc(0)cl-c2c(nn(c2CC)-c3ccecec3-cdcccc(OCC([0-])=0)c4)-c5cccec5)C
OCclcc(scl1C)-c2c(nn(c2CC)-c3ccecec3-cdcccc(OCC([0-])=0)c4)-c5cceecs
Fclc(OC)cec(-c2c(nn(c2CC)-c3ccececc3-cdecec(OCC([0-])=0)c4)-c5cceec5)cl
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(-cdecec(cd)CSC)c(n3)-c5ceecec5)CC)cl
Oclcc(-c2¢(nn(c2CC)-c3cccec3-cdccec(OCC([0-])=0)c4d)-c5cceec5)cc(0)clC
[0-]C(=0)COc1ccec(-c2cccec2-n3c(c(-c4cn5cesc5¢4)c(n3)-cb6cececc)CC)cl
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4cccecd)-c5cecbe(c5)c(ns6)C)CC)cl
[O-]C(=0)COc1ccec(-c2cccecc2-n3c(c(-cdcece5c(cd)cns5)c(n3)-cbecceech)CC)cl
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-cdcccecd)-c5cesc5N)CC)cl
OCclcccecl-c2¢(nn(c2CC)-c3cccec3-c4ccec(OCC([0-])=0)c4d)-c5cceecs
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(-cdcceec5¢c4cco5)c(n3)-cbeccec6)CC)cl
Fclccc(-c2¢(nn(c2CC)-c3cccec3-c4ccec(OCC([0-])=0)c4)-c5cecce5)c(0)cl
Oclccc([N+]([0-])=0)ccl-c2c(nn(c2CC)-c3ccccc3-cdccec(OCC([0-])=0)c4d)-c5cceecch
ONclccec(-c2¢(nn(c2CC)-c3cccec3-c4ccec(OCC([0-])=0)c4)-c5cceecs5)cl
[O-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(n3)-c4ceeeccd)-c5cec(s5)SCC)CC)cl
0O=Cclcsccl-c2c(nn(c2CC)-c3cccece3-cdececc(OCC([0-])=0)cd)-c5cceecs
Clclccc(-c2¢(nn(c2CC)-c3cccec3-c4cccc(OCC([O-])=0)c4d)-c5ccecc5)cclCC
O=[S@@](clccc(-c2c(nn(c2CC)-c3cccce3-cdcccc(OCC([0-])=0)c4)-c5cceee5)ccl)C
FC(F)clcccc(-c2¢(nn(c2CC)-c3cceee3-c4ccec(OCC([0-])=0)c4d)-c5cceccs)cl
Clclcc(-c2c(nn(c2CC)-c3cccec3-c4ececc(OCC([0-])=0)c4d)-c5cceec5)c(s1)C
OCCclccce(-c2c(nn(c2CC)-c3ccecc3-c4cccc(OCC([0-])=0)c4)-c5cceec5)cl
[O-]C(=0)COc1ccec(-c2ccecec2-n3c(c(c(n3)-c4cccecd)-c5¢(N)ces5)CC)cl
Fclecc(-c2c(nn(c2CC)-c3cccec3-cdccec(OCC([0-])=0)c4d)-c5cceec5)cccl1CO
[O-]C(=0)COciccec(-c2ccecec2-n3c(c(c(n3)-c4cccecd)-c5cec(c(N)c5)C)CC)cl
[O-][N+](=0)edcccecl-c2c(nn(c2CC)-c3ccccc3-c4ccec(OCC([O-])=0)c4d)-c5cceecch
OCclcc(N)cc(-c2¢(nn(c2CC)-c3cccec3-c4ccec(OCC([0-])=0)c4l)-c5cceec5)cl
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(-cdceec5¢(CCS5)cd)c(n3)-cbeeccch)CC)cl
Ocl1c([N+]([0-])=0)cceccl-c2c(nn(c2CC)-c3ccece3-c4ccec(OCC([0-])=0)c4d)-c5ceeeccs
Fclccec(-c2¢(nn(c2CC)-c3cccce3-c4ccec(OCC([0-])=0)c4)-c5ceeec5)cl
OCclccee(-c2¢(nn(c2CC)-c3cccec3-cdcccc(OCC([0-])=0)c4)-c5ccecee5)cl
Clclcc(O)c(-c2c(nn(c2CC)-c3ccececec3-cdecec(OCC([0-])=0)c4)-c5ccecee5)cclC
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4cccecd)-c5cscc5N)CC)cl
[O-]C(=0)COc1ccec(-c2cceecc2-n3c(c(c(n3)-c4cccecd)C(CC)=C)CC)cl
Oc1c(0)c(0C)cc(-c2c(nn(c2CC)-c3cccec3-cdecec(OCC([0-])=0)c4)-c5cceec5)cl
[0-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-c4ccceced)-c5ceec(c5)CHN)CC)cl
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4cceecd)-c5ceeec5C=C)CC)cl
[0-]C(=0)COc1ccec(-c2ccecec2-n3c(c(c(n3)-c4cccecd)-c5cec(s5)COC)CC)cl
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471
472
473
474
475
476
477
478
479
480
481
482
483

[O-][N+](=0)c1c(cceccl-c2c(nn(c2CC)-c3ccecec3-cdecec(OCC([0-])=0)cd)-c5cceec5)C
Clc1c(OC)cec(-c2c(nn(c2CC)-c3ccecec3-cdecec(OCC([0-])=0)c4)-c5cceec5)cl
Fclcc(F)cc(-c2¢(nn(c2CC)-c3cccec3-c4ccec(OCC([0-])=0)c4)-c5cccec5)cIN
Oclccece(-c2c(nn(c2CC)-c3cccce3-cdcccc(OCC([0-])=0)c4)-c5ccecc5)cIN
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-c4cccecd)-c5cec(s5)0C)CC)cl
Clclcc(F)c(N)ccl-c2c(nn(c2CC)-c3ccecece3-cdeccc(OCC([0-])=0)c4)-c5ceeecs
Fclcc(F)ccecl-c2c(nn(c2CC)-c3cccec3-c4ccec(OCC([0-])=0)cd)-c5cceecs
Fclec(F)c(N)ccl-c2c(nn(c2CC)-c3ccecec3-cdecec(OCC([0-])=0)cd)-c5cceecs
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(-cdc[nH]c5c4ccs5)c(n3)-c6ceececct)CC)cl
Oclc2ccoc2cecl-c3¢(nn(c3CC)-cdcccecd-c5ceec(OCC([0-])=0)c5)-cbeececech
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-c4cccccd)-c5cec(ce5C)C)CC)cl
Clc1c(Cl)cc(-c2c(nn(c2CC)-c3cccecec3-cdecec(OCC([0-])=0)c4)-c5ccecec5)ccl
0OCc1c(0C)cec(-c2c(nn(c2CC)-c3ccecee3-cdecec(OCC([0-])=0)c4)-c5cceec5)cl
Fclc(F)c(-c2c(nn(c2CC)-c3ccecece3-cdececc(OCC([0-])=0)c4l)-c5ccecec5)ccclC
Fclc(SC)ccc(-c2¢(nn(c2CC)-c3cccec3-c4ccec(OCC([0-])=0)c4d)-c5cceccs5)cl
FC(F)(F)clccc(s1)-c2c(nn(c2CC)-c3cccec3-c4ccec(OCC([0-])=0)c4d)-c5ceeech
Fc1c(OC)c(F)cc(-c2c(nn(c2CC)-c3cccee3-cdecec(OCC([0-])=0)cd)-c5cceec5)cl
Clclccc(-c2¢(nn(c2CC)-c3cccec3-c4ccec(OCC([O-])=0)cd)-c5ccece5)ccIN
[0-]C(=0)COc1ccec(-c2cccec2-n3c(c(-c4cce5¢(CCO5)cd)c(n3)-c6ceccct)CC)cl
Fclccece(-c2c(nn(c2CC)-c3cccec3-c4ccec(OCC([0-])=0)c4)-c5ccecc5)clC
0Oc1c(0)c(0)c(N)ccl-c2c(nn(c2CC)-c3cceec3-c4cccc(OCC([O-])=0)c4)-c5cceecs
Fclc(O)c(F)cc(-c2c(nn(c2CC)-c3ccecee3-cdecec(OCC([O-])=0)cd)-c5cceec5)cl
[0-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-c4cecccd)-c5cenec5C)CC)cl
[0-]C(=0)COc1ccec(-c2cceec2-n3c(c(-cdcece5e(cd)ces5)c(n3)-c6eccee6)CC)cl
[O-]C(=0)COc1ccec(-c2ccecec2-n3c(c(c(n3)-c4cccecd)-c5ccbeencebs5)CC)cl
[O-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(n3)-c4cccecd)-c5cec(0CC=C)cc5)CC)cl
[O-]C(=0)COc1ccec(-c2cccec2-n3c(c(-c4ccc5¢(NCCC5)cd)c(n3)-cbceccec6)CC)cl
Fclcc(N)cc(-c2¢(nn(c2CC)-c3ceccce3-c4ccec(OCC([0-])=0)c4d)-c5cceec5)cl
[O-]C(=0)COc1ccec(-c2ccecec2-n3c(c(-cdc(sc(CC)cd)N)c(n3)-c5ceeec5)CC)cl
[0-]C(=0)COc1cece(-c2ccccc2-n3c(c(-c4cece5¢(c4)COCO5)c(n3)-cbeccec6)CC)cl
Oclcc(O)cc(-c2¢(nn(c2CC)-c3cccee3-c4ccec(OCC([0-])=0)cl)-c5cccec5)cl
Fclcc(-c2¢(nn(c2CC)-c3cccec3-c4ccec(OCC([0-])=0)cd)-c5cceec5)cc(N)clC
Oclcc2c(cc1-c3¢(nn(c3CC)-c4cccecd-c5cecec(OCC([0-])=0)c5)-cbcceceb)cco2
Oclccc(-c2¢(nn(c2CC)-c3ccecc3-c4ccec(OCC([0-])=0)c4)-c5cceec5)cclO
Fclccc(-c2¢(nn(c2CC)-c3cccec3-c4ccec(OCC([0-])=0)c4d)-c5cceec5)c(N)cl
S=C1C=C(S551)c2c(nn(c2CC)-c3cccce3-c4ecec(OCC([0-])=0)c4l)-c5cceecs
[O-][N+](=0)c1cc(-c2¢(nn(c2CC)-c3cccee3-c4ccec(OCC([0-])=0)c4d)-c5cceec5)ccclC
Oclcc(cc(-c2¢(nn(c2CC)-c3cccee3-c4ccec(OCC([0-])=0)c4l)-c5cceec5)cl)C
Fclcc2cc[nH]c2ccl-c3c¢(nn(c3CC)-cdcccecd-c5ceec(OCC([0-])=0)c5)-cbcccech
[0-]C(=0)COc1ccec(-c2cceecc2-n3c(c(-c4cecec5¢(nsc5¢4)C)c(n3)-c6ecceech)CC)cl
Fclcc(-c2c(nn(c2CC)-c3cccec3-c4ecec(OCC([0-])=0)c4d)-c5cceec5)c(0)cclCC
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-c4cccececd)C(C)=C)CC)cl
[0-1C(=0)COc1ccec(-c2ccecc2-n3c(c(-cdccc([nH+]c4)N)c(n3)-c5cceec5)CC)cl
[O-]C(=0)COc1ccec(-c2cceec2-n3c(c(-cdccc[n+](c4)C)c(n3)-c5cceec5)CC)cl
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5.1
5.1
5.1
5.1
5.1
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5.1
5.1
5.1
5.1
5.1
5.1
5.1
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5.1
5.1
5.1
5.1
5.1
5.1
5.1
5.1
5.1
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5.0
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484 Oclccec([N+]([0-])=0)c1-c2c(nn(c2CC)-c3ccccc3-cdccec(OCC([0-])=0)c4d)-c5ccecch 4.8
485 [O-][N+](=0)c1cce(-c2c(nn(c2CC)-c3cccec3-c4cccc(OCC([0-])=0)c4)-c5cceee5)ccIN 4.8
486 [O-]C(=0)COc1ccec(-c2ccccc2-n3c(c(-c4ccc([nH+]c4)NN)c(n3)-c5cceec5)CC)cl 4.7
487 Oclccc(ccl-c2c(nn(c2CC)-c3ccecece3-cdecec(OCC([0-])=0)ca)-c5cceec5)CHN 4.7
488 [O-]C(=0)COc1ccec(-c2ccccc2-n3c(c(-[n+]4ccc(ccd)C)c(n3)-c5cccee5)CC)cl 4.7
489 Oclc(ccc(O)cl-c2c(nn(c2CC)-c3ccecc3-cdeccc(OCC([0-])=0)c4)-c5cccec5)C=0 4.7
490 [O-]C(=0)COc1ccec(-c2ccccc2-n3c(c(-[n+]4ccceccdN)c(n3)-c5ceecec5)CC)cl 4.7
491 [0-]C(=0)COc1ccec(-c2ccecc2-n3c(c(-[n+]4ccee(c4)C)c(n3)-c5cceec5)CC)cl 4.7
492 [O-]C(=0)COc1ccec(-c2ccccc2-n3c(c(-[n+]4cceecd)c(n3)-c5cccec5)CC)cl 4.7
493 [O-]C(=0)COc1ccec(-c2cceccc2-n3c(c(-c4cc[nH+]c(N)cd)c(n3)-c5ceeec5)CC)cl 4.6
494 [O-]C(=0)COc1ccec(-c2ccccc2-n3c(c(-cdccc[nH+]c4NC)c(n3)-c5ceceec5)CC)cl 4.6
495 [O-]C(=0)COc1ccec(-c2ccccc2-n3c(c(-cdcec([nH+]c4N)C)c(n3)-c5cceec5)CC)cl 4.5
496 [O-]C(=0)COc1ccec(-c2cccec2-n3c(c(-c4c[nH+]cccdN)c(n3)-c5ceeec5)CC)cl 4.4
497 [0-]C(=0)COc1ccec(-c2cccec2-n3c(c(-cdccc[nH+]c4N)c(n3)-c5ceceec5)CC)cl 4.4
498 [O-]C(=0)COc1ccec(-c2cceecc2-n3c(c(c(n3)-cdcccecd)-c5ceec([nH+]5)N)CC)cl 4.3
499 [O-]C(=0)COc1ccec(-c2cceec2-n3c(c(c(n3)-cdcccecd)-c5ce[nH+]c(NC)c5)CC)cl 4.3
500 [O-]C(=0)COc1ccec(-c2cccec2-n3c(c(c(n3)-cdcceced)-c5ceec([nH+]5)NN)CC)cl 4.2
Table 6
SMILE and predicted plCs, values for Series 3 derivatives.

predPICs
N°  SMILES 0
1 [O-]C(=0)COc1ccec(-c2ccecc2-c3nc(c(s3)-c4cceccd)-c5ceeec5)cl 6.5
2 [O-]C(=0)COc1ccec(-c2ccece2-n3¢(N)c(c(c3C)-cdccceccd)-c5ceeec5)cl 6.3
3 Clclc(nc(ncl-c2cececec2-c3ccec(OCC([0-])=0)c3)-c4cccecd)-c5ceececs 6.3
4 [0-]C(=0)COc1ccec(-c2ceecc2-c3c(c(nc(n3)-cdcceeced)-c5ceeec5)CC)cl 6.3
5 Fclc(nc(ncl-c2cecce2-c3ccec(OCC([0-])=0)c3)-c4cccccd)-c5ceeech 6.2
6 [0-]C(=0)COc1ecce(-c2ccecec2/C(=N/Oc3cccce3)cdeccecdOc5cceec5)cl 6.1
7 OCCOclc(c(ne(nl)-c2cccec2-c3ceec(OCC([0-])=0)c3)-clcccccd)-c5ceeech 6.0
8 [0-]C(=0)COc1ccec(-c2ccccc2-n3cdc(c(n3)-c5ceeec5)c(n[nH]4)-c6cceecch)cl 6.0
9 [0-]C(=0)COc1cccc(-c2ccecc20C[C@ @H](Nc3ccece3)COc4cceecd)cl 6.0
10 [0-1C(=0)COc1ccec(-c2cceecc2-c3¢(CCC)c(c([nH]3)-c4cccecd)-c5cecec5)cl 6.0
11 [O-]1C(=0)COc1ccec(-c2cceecc2-c3cscde(c(nn34)-c5ceecee5)-cbecceeb)cl 6.0
12 [0-1C(=0)COc1ccec(-c2cceecc2-c3c(c(c([nH]3)-c4ccceccd)-c5ceeec5)CC)cl 6.0
13 [0-1C(=0)COc1ccec(-c2cceecc2-n3cc(c(c3CC)-c4ccceccd)-c5cccec5)cl 6.0
14 O=C(O[C@@H]([C@H](OC(=0)C)clcccccl)c2ccccc2)c3ccccc3-cdccec(OCC([O-])=0)c4 5.9
15 Clc1c(OC(=0)C)c(c(ncl-c2ccecc2-c3ccec(OCC([0-])=0)c3)-c4cccecd)-c5ceecech 5.9
16 [0-1C(=0)CCclc(nn(cl-c2cceec2)-c3cccec3)-cdeccecd-c5ceec(OCC([0-])=0)c5 5.9
17 [0-1C(=0)COc1ccec(-c2cceec2-n3cdc(c(c(od)-c5ceeec5)-cbeecceeh)c(n3)C)cl 5.9
18 [0-1C(=0)COc1ccec(-c2cceecc2-c3cc(c(n3C)-c4cccecd)-c5cecec5)cl 5.9
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20
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22
23
24
25
26
27
28
29
30
31
32
33
34
35
36
37
38
39
40
41
42
43
44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
61
62

0=5(=0)(Nclcc(c(ccl-c2ccececc2-c3ccec(OCC([0-])=0)c3)-cdccececd)-c5cccec5)C
Clc1c(-c2ccecec2)cc(ncl-c3cccee3-cdecec(OCC([0-])=0)cd)-c5ccececs
0=C(0C)clc(c(nnl-c2cccec2-c3cccc(OCC([0-])=0)c3)-clcccecd)-c5ceeecs
[O-]C(=0)COc1ccec(-c2ccecc2-c3cc(c(n3CC)-cdeccecd)-c5cccec5)cl
[O-]C(=0)COc1ccec(-c2cceec2-c3c(c(c([nH]3)-c4ccceccd)-c5cecec5)C)cl
[O-]C(=0)COclccec(-c2ccccc2[C@@H]3CN([C@](03)(c4cceecd)C)c5cccec5)cl
[O-]C(=0)COclccec(-c2ccecc2-c3cc(c([nH]3)-cdcccecd)-c5cceec5)cl
Brclec(c(ccl-c2ccecec2-c3ccec(OCC([0-])=0)c3)-c4cccecd)-c5ccececs
0O=C(N)clc(c(oc1-c2cccec2-c3ccec(OCC([0-])=0)c3)-c4cceccd)-c5cceecs
O=C([C@H](N(Cclcccecl)c2ceccecc2)CC)e3ccccc3-cdcccc(OCC([0-])=0)cs
[O-]C(=0)COc1ccec(-c2ccecc2-c3c(c(n(c3N)-c4cccecd)-c5ccecec5)C)cl
[O-]C(=0)COc1ccec(-c2ccccc2-c3c(c(c(s3)-c4cccecd)-c5ceeec5)CC)cl
Brclc(-c2cceecc2-c3ccec(OCC([0-])=0)c3)cc(n1-cdcccecd)-c5cccecs
[O-]C(=0)COciccec(-c2ccccc2-n3cc(c(c3C)-cdcccecd)-c5eccee5)cl
Clclc(c(oc1-c2cccec2-c3ccec(OCC([0-])=0)c3)-c4cccecd)-c5ccececs
[O-]C(=0)COc1ccec(-c2ccecc2-c3cc(c(s3)-c4cccecd)-c5cecec5)cl
[O-]C(=0)COclccec(-c2ccccc2-c3nc(c(c4ncecn43)-c5cceec5)-cbecceeh)cl
[O-]C(=0)C0Ociccec(-c2ccecc2-n3c(c(c(n3)-c4cceccd)-c5cceec5)-cbeec(ce6)C)cl
[O-]C(=0)COciccec(-c2cecccc20C[C@H](CNc3cccee3)Celceccecd)cl
O=C([C@H](N(clcccecl)C)COc2ccccc2-c3ccec(OCC([0-])=0)c3)cdccceca
[O-]C(=0)COc1ccec(-c2ccccc2-c3c(c(n(c3)-c4ccceced)-c5cccec5)C)cl
[O-]C(=0)C0Ociccec(-c2ccecc2-c3cc(c(n3CC=C)-c4cceecd)-c5ceecec5)cl
0O=C(clcc(c(ncl-c2ccecec2-c3ccec(OCC([0-])=0)c3)-c4cceccd)-c5cceec5)C
[O-]C(=0)COclccec(-c2ccccc2-c3cc(n(c3)-c4cccecd)-c5eccec5)cl
[O-]C(=0)COclccec(-c2ccecc2-n3c(c(c(n3)-c4cccecd)-c5ceceec5)CC)cl
[O-]C(=0)COciccec(-c2ccccc2-n3cdc(c(c(o4)N)-c5cceec5)c(n3)-cbeeeceh)cl
[O-]C(=0)COciccec(-c2ccecc2-c3cc(c(n3CCCC)-clccceced)-c5ceecc5)cl
O=Cclc(nc(nl1-c2cceec2)-c3cccee3)-cdcccccd-c5eccc(OCC([0-])=0)c5
[O-]C(=0)COciccec(-c2cecec2-n3c(c(c(n3)-c4cccecd)-c5ceecc5)-cbecceeb)cl
[O-]C(=0)COciccec(-c2ceccc2-n3c(c(c(c3C)-cdcceececd)-c5ceeec5)C)cl
0O=C(Oclcccccl)[C@@H](CC(=0)c2cccecc2-c3ccec(OCC([0-])=0)c3)Cclcccecd
Br/C(clcccecl-c2ccec(OCC([0-])=0)c2)=C(/Nc3cccce3)cdeccecd
0O=C(Oclcccccl)[C@@H]2C(=CCN(C2)c3ccece3-c4ccec(OCC([0-])=0)c4d)c5cccecs
[O-]C(=0)COc1ccec(-c2ccccc2-n3cdcnn(cdc(n3)-c5cceee5)-cb6ceecch)cl
[0-]C(=0)COc1ccee(-c2ccecec2/C=C(/C(c3cccec3)=C/c4cccccd)C)cl
0O=C(0CC)clc(oc(c1-c2cceccc2)-c3ccecc3)-c4cccccd-c5cecec(OCC([0-])=0)c5
[O-]C(=0)COciccec(-c2ccccc2-c3cc(c(n3C4CC4A)-c5ceecc5)-cbecceet)cl
0O=C(c1c(c(oc1-c2ccecec2-c3ccec(OCC([0-])=0)c3)-c4cccecd)-c5cccec5)C
[0-]C(=0)COc1ccee(-c2cccec2CS/C(c3cccec3)=C/c4cccccd)cl
Oclc(c(scl-c2cccec2-c3ccec(OCC([0-])=0)c3)-clccceced)-c5ceecch
0=C(0C)cl1c(oc(c1-c2ccecec2)-c3ccccc3)-cdcccecd-c5ceec(OCC([0-])=0)c5
[O-]C(=0)COciccec(-c2cccec2-c3¢(0C)c(c(s3)-c4cccecd)-c5cecec5)cl
0=C(0C)[C@ @H](c1ccceel)/C(=N\Nc2ccecee2-c3ccec(OCC([0-])=0)c3)cdccceca
[O-]C(=0)COciccec(-c2cccec2-c3c(c(c(s3)-c4cceecd)-c5cececec5)C)cl
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63
64
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0=5(=0)(c1c(-c2cccecc2)cc(ncl-c3cccee3-cdeccc(OCC([0-])=0)c4)-c5cceec5)C
Clc1c(-c2ccecec2-c3ccec(OCC([0-])=0)c3)cc(n1-c4cccecd)-c5ceececs
[O-]C(=0)COc1ccec(-c2ccecc2-c3c(N)c(c(n3C)-cdccceccd)-c5ceeec5)cl
[O-]C(=0)COc1ccec(-c2ccccc2-c3cc(n(c3CC)-cdeccecd)-c5cccec5)cl
Clclcc(c(ccl-c2cceec2-c3ccec(OCC([0-])=0)c3)-c4cceccd)-c5ceececs
[O-][n+]1c(c(nn1-c2ccecec2-c3ccec(OCC([0-])=0)c3)-c4cccecd)-c5cccecs
[O-]C(=0)COc1ccec(-c2ccecc2-n3cccdc3cc(nd-c5cccec5)-cbecccch)cl
[O-]C(=0)COc1ccec(-c2ccecc2-c3c(c(c(o03)-cdcccececd)-c5cceec5)CC)cl
[O-]C(=0)COc1ccec(-c2ccecc2-c3c(n(c(c3CC)-c4ccceccd)-c5cecec5)C)cl
Brclc(c(scl-c2cccec2-c3ccec(OCC([0-])=0)c3)-c4cccccd)-c5cececs
0=C(0CC)clc(c(nnl-c2cccec2-c3ccec(OCC([0-])=0)c3)-clccceccd)-c5ceeech

O=C([C@H]([C@@H](Sclcccecl)c2ccccc2)C(=0)C)c3cccec3-cdecec(OCC([0-])=0)ca

[O-]C(=0)COc1ccec(-c2ccecc2-c3cec(c(c30C)-cdccceccd)-c5ceeec5)cl
Oclc(c(cc(c1-c2cceec2)-c3cccce3)C)-cdeccecd-c5ccec(0CC([0-])=0)c5
0O=C(Oclccececl-c2ceec(OCC([0-])=0)c2)[C@H](Sc3cccec3)Cedccecca
[O-]C(=0)COciccec(-c2ccccc2-c3cc(n(c3C)-cdcccecd)-c5eccee5)cl
Clclc(nc(c(n1)-c2cccec2)-c3ccecce3)-cdcccccd-c5cccc(OCC([0-])=0)c5
Clclc(c(nn1-c2cceecc2-c3ccec(OCC([0-])=0)c3)-cdcccecd)-c5cecees
Brclc(c(n(cl-c2ccecc2-c3ccec(OCC([0-])=0)c3)C)-cdcccecd)-c5ceeces
Oclc(c(nc(nl)-c2ccecec2-c3ccec(OCC([0-])=0)c3)-cdccceccd)-c5ceecch
[O-]C(=0)COc1ccec(-c2ccecc2-c3c(N)c(n(c3C)-cdcceeccd)-c5cceec5)cl
[O-]C(=0)COc1ccec(-c2ccccc2-c3c(c(c(n3C)-cdcceeced)-c5ccecc5)C)cl
[O-]C(=0)COc1ccec(-c2ccccc2-c3cdccencéce(c(n3)-c5cccec5)-cbeccecb)cl
[O-]C(=0)COciccec(-c2ccccc2-c3c(c(n(n3)-c4cccecd)-c5ceceec5)CCHN)cl
[O-]C(=0)COciccec(-c2ccccc2-c3nc(OC)c(c(n3)-c4cceeced)-c5ceecc5)cl
Oclc(-c2ccecc2-c3ccec(0OCC([0-]1)=0)c3)ccc(c1-c4cccecd)-c5cceecs
[O-]C(=0)COciccec(-c2ccecc2-c3c(c(c(c(n3)-c4cccecd)-c5ceeec5)C)C)cl
[O-]C(=0)COciccec(-c2ccccc2-n3c(0OCC)c(c(n3)-c4cccecd)-c5cceec5)cl
[O-]C(=0)COciccec(-c2ceccc2-c3c(0OC)nc(c(n3)-cdcceeced)-c5ceecc5)cl
[O-]C(=0)COc1ccec(-c2ceccc2-c3c(nc(c(n3)-cdcceeced)-c5cecec5)C)cl
[O-]C(=0)COciccee(-c2ccccc20CC(Oc3ccccec3)Ocdcceccd)cl
[0-]C(=0)COciccee(-c2ccecc2-c3c(nc(c(n3)-c4cccecd)-c5ceecc5)C(C)C)cl
Clclcc(-c2cceec2-c3ccec(0OCC([0-])=0)c3)c(OC)c(c1-c4cccecd)-c5cccees
[O-]C(=0)COc1ccec(-c2ccecc2-c3c(N)c(n(c3)-cdccceced)-c5ceeec5)cl
0=S(=0)(N([C@H](COclccceccl-c2ccec(OCC([0-])=0)c2)C)c3cccee3)cdeccecd
[O-]C(=0)COciccec(-c2cceccc20C[C@H](Oc3cccce3)Celceccecd)cl
0O=C(Nc1c(c(nc(nl)-c2cccecec2-c3ccec(OCC([0-])=0)c3)-cdcccecd)-c5cecec5)C
[O-]C(=0)COciccec(-c2ccecc2-c3c(n(c(n3)-c4ccececd)-c5ceeec5)COC)cl
[O-]C(=0)COciccec(-c2cceec2-c3c(cc(c(n3)-cdccceed)-c5cecec5)C)cl
[O-]C(=0)COciccec(-c2cceec2-c3cc(c(03)-c4cccecd)-c5eceec5)cl
[O-]C(=0)COciccec(-c2ccccc2-n3c(SC)c(c(n3)-c4cceeced)-c5ceeec5)cl
Oclcc(c(ncl-c2cceec2-c3ccec(OCC([0-])=0)c3)-c4cceccd)-c5cececs
0O=C(NC)clc(nc(n1-c2cccec2)-c3ceccc3)-c4cccccd-c5eecc(OCC([0-])=0)c5
[O-]C(=0)COciccec(-c2ccccc20C[C@ @H](Nc3ccceec3)Cclceccecd)cl
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[O-]C(=0)COc1ccec(-c2ccecc2-n3c(C4CC4A)c(c(n3)-c5cceec5)-cbecceeb)cl
S=C(N(/N=C/clcccccl-c2ccec(OCC([0-])=0)c2)c3ccecc3)cdcccccd
Clclc(c(cc(c1C)-c2cccec2-c3ccec(OCC([0-])=0)c3)-cdccceccd)-c5ceeecs
[O-]C(=0)COc1ccec(-c2cceec2-c3cec(c(c3)-c4cccccd)-c5cceec5)cl
[O-]C(=0)COc1ccec(-c2ccccc2-c3nc(c(n3C4CC4A)-c5ccecc5)-cbecceeb)cl
OC1=C(C(O[C@](01)(c2cccec2-c3ccec(OCC([0-])=0)c3)C)clcccccd)c5eccecs
[O-]C(=0)C0Oc1ccec(-c2ccecc2-c3nc(SC)c(c(n3)-cdcccecd)-c5cceec5)cl
[O-]C(=0)COc1ccec(-c2ccecc2-c3nc(cdc(ncecn43)-c5ceceec5)-cbecceeh)cl
[O-]C
[O-]C(=0)COc1ccec(-c2cccecc2-c3cdc(nsnd)c(c(c3)-c5cceec5)-cbeecceh)cl
[O-]C(=0)COc1ccec(-c2ccccc2N3C[C@@H](C(=N3)cdcccccd)c5eccec5)cl
[O-]C(=0)COc1ccec(-c2ccccc2-c3nc(OCCC)c(c(n3)-c4cceeccd)-c5ceecc5)cl
ON([C@@H](Cclcceeecl)COc2cccec2-c3ccec(OCC([0-])=0)c3)clccceccd
0O=C(N)cl1c(nc(n1-c2cccec2)-c3cecce3)-cdcccccd-c5ceec(OCC([0-])=0)c5
[O-]C(=0)COclccec(-c2ccccc2N3CCC[C@](Ncdccceed)(CC3)c5ccecc5)cl
0O=C(N)cl1c(nn(c1-c2cccec2)-c3cecce3)-cdeccccd-c5ceec(OCC([0-])=0)c5
0O=C(c1c(nc(n1-c2cccec2)-c3ccece3)-cdcccecd-c5ceec(OCC([0-])=0)c5)C
OCclc(oc(c1-c2cccec2)-c3cecce3)-c4cccccd-c5cccc(OCC([0-])=0)c5
[O-]C(=0)COc1ccec(-c2ccccc2-c3nc(c(c(n3)-cdcceeced)-c5ceccc5)C)cl
0O=C(N)clc(c(nn1-c2cccec2-c3ccec(OCC([0-])=0)c3)-c4cccccd)-c5cccees
0O=C(0CC)Cclc(c(cn1-c2ccececc2-c3ccec(0OCC([0-])=0)c3)-c4cccecd)-c5cccees
Clclc(c(scl-c2ccecc2-c3cccc(OCC([0-])=0)c3)-clccececed)-c5cceech
[O-]C(=0)COc1ccec(-c2cccecc2-c3c4c(CCC4A)c(c(n3)-c5cceec5)-cbeecceh)cl
[O-]C(=0)COciccec(-c2ccecc2-c3c(nc(c(n3)-c4ccceecd)-c5ceeec5)CH#N)cl
[O-]C(=0)COciccec(-c2ccecc2-n3c(OCC=C)c(c(n3)-c4cccecd)-c5ceecc5)cl
[O-]C(=0)COclccec(-c2cececcc20C[C@@H](N(c3cccee3)C)clceccecd)cl
Sclcc(c(ccl-c2cccec2-c3cccc(OCC([0-])=0)c3)-c4ccceccd)-c5ceecch
S=C1C(=C(N=C(N1)c2ccccc2-c3cccc(OCC([0-])=0)c3)clccceccd)c5cccecs
[O-]C(=0)COclccec(-c2ceecc2C=3NN=C(N(N3)c4cccccd)c5cccec5)cl
[O-]C(=0)COciccec(-c2ceccec2-c3cc(c(n3CC(C)C)-cdcccecd)-c5cccee5)cl
[O-]C(=0)COciccee(-c2ccccc20[C@H]([C@@H](Cc3cceec3)cdcccccd)C)cl
[O-]C(=0)COciccee(-c2ccecc2-c3cc(c(n3CCC)-cdeccecd)-c5cccccs)cl
[O-]C(=0)COciccec(-c2ccccc2-c3c(N)cc(c(n3)-cdcceecd)-c5eccee5)cl
[O-]C(=0)COc1ccec(-c2ccecc2-c3c(c(c(o03)-c4cccccd)-c5ceeec5)C#N)cl
[O-]C(=0)COciccec(-c2ccccc2-c3c(cc(c(n3)-cdccceed)-c5cecec5)CC)cl
OCCclc(nn(cl-c2ccecec2)-c3ccecc3)-c4cccecd-c5ceec(OCC([0-])=0)c5
FIC@@]1([C@@H](O)[C@@H](O[C@@H]1c2ccccc2)c3cccee3-cdeccc(OCC([0-])=0)c4)c5cceccs
Clclcc(-c2ceceecc2-c3ccec(0OCC([0-])=0)c3)cc(cl-c4cccccd)-c5ceeecs
[O-]C(=0)COciccec(-c2ccccc2-n3c(Ocdcencecd)c(c(n3)-c5ceecec5)-cbeccech)cl
Clclc(c(nc(n1)-c2cceec2-c3ccec(OCC([0-])=0)c3)-c4cccecd)-c5cceecs
[0-]C(=0)COciccec(-c2ccecc2-n3cdcecceedn5c(c(ne35)-cbececeeb)-c7cccec7)cl
Clclcc(nc(c1-c2cceec2)-c3ccccce3)-c4cccccd-c5eccc(OCC([0-])=0)c5
[0-]C(=0)COc1ccee(-c2cccec2N/N=C(\[C@ @H](c3ccccc3)CH#N)clcccecd)cl
[O-]C(=0)COclccec(-c2ccccc2N3CC[C@](Ocdcccecd)(C3)c5cceec5)cl

0)COclcccc(-c2cceec2-n3c4c(n5c(c(ne35)-cbeeccee6)-c7cccec7)ceend)cl
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Clc1c(N)c(c(ncl-c2ccecec2-c3ccec(OCC([0-])=0)c3)-c4cccecd)-c5cceecs
[0-]C(=0)COc1ccee(-c2ccecec2/N=C/C(c3cccec3)=C/cdcccccd)cl
[O-]C(=0)COc1ccec(-c2ccecc2-c3cc(n(c3CCC)-cdeccecd)-c5cceec5)cl
0O=C(0C)clcc(c(ncl-c2ccecec2-c3ccec(OCC([0-])=0)c3)-c4cccecd)-c5cceecs
[O-]C(=0)COclccec(-c2ccccc2N3CC[C@](Ncdcccecd)(C3)c5ccccc5)cl
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(c(c(n3)-c4cceecd)-c5ceeec5)C)cl
[O-]C(=0)COc1ccec(-c2ccecc2-c3cc(c(cc3CCHN)-cdcccecd)-c5ccecec5)cl
[0-]C(=0)C0Oc1ccec(-c2ccecc2-c3c(n(c(n3)-c4cccecd)-c5ceceec5)C6CCo)cl
Fclc(c(cc(c1C)-c2ccecc2-c3cecec(OCC([0-])=0)c3)-c4cccccd)-c5cceecs
[O-]C(=0)COclccec(-c2ccccc2C3=NN([C@ @](S3)(c4cccecd)C)c5eccec5)cl
[O-]C(=0)COc1ccec(-c2ccecc2-c3nc(N)c(c(n3)-cdcccecd)-c5ceeec5)cl
O=Cclc(nn(cl-c2cccec2)-c3cccec3)-cdcccccd-c5eccc(OCC([0-])=0)c5
Oclc(c(c(ncl-c2ccecec2-c3ccec(OCC([0-])=0)c3)-c4cccecd)-c5cccec5)C=0
[O-]C(=0)COciccec(-c2ccccc2-c3ncc(c(n3)-c4cccecd)-c5eccee5)cl
[O-]C(=0)COclccec(-c2ccccc20C[C@ @H](Oc3ccccc3)CNedcccecd)cl
[O-]C(=0)COciccec(-c2ccccc20C[C@](Nc3cccce3)(cdcccccd)C)cl
0=C(0C)c1c(nc(n1-c2ccecec2)-c3ccece3)-cdeccecd-c5ceec(OCC([0-])=0)c5
Cl/C(clcccecl-c2ccec(OCC([0-])=0)c2)=C(/Nc3cccec3)clccceca
[O-]C(=0)COclccec(-c2ccccc2[C@H](N(Cc3cccce3)cdeccecd)c5ccco5)cl
Oclc(nn(c1-c2cccec2)-c3cecce3)-c4cccccd-c5cecec(OCC([0-])=0)c5
O=C([C@H](N(Cclcccecl)c2cecccc2)c3ccces3)cdeccccd-c5eeec(OCC([0-])=0)c5
[O-]C(=0)COciccec(-c2ccccc2-c3c(c(c(o03)-cdcceeced)-c5cecec5)C)cl
[O-]C(=0)COciccec(-c2ccccc2-c3cc(c(c(-cdcccecd)e3)-c5eccee5)CHC)cl
[O-]C(=0)C0Oc1ccec(-c2ccccc2-n3c(-ndcceed)c(c(n3)-c5cceec5)-cbeeceeh)cl
FC(F)(F)Oclcc(c(ccl-c2cceec2-c3cecec(OCC([0-])=0)c3)-c4cccccd)-c5cceecs
[O-]C(=0)COciccec(-c2cceccc2N[C@H]([C@@H](Oc3cccece3)cdeccecd)C)cl
[0-]C(=0)COc1ccee(-c2ccecec2/N=C/[C@ @H](Cc3cccce3)cdcccecd)cl
[O-]C(=0)COciccec(-c2ccecc2-c3c(c(c(s3)-c4cccecd)-c5cceee5)C(C)C)cl
0=C(0C)Cclc(nc(nl-c2ceecec2)-c3cccec3)-cdecceecd-c5ccec(0CC([0-])=0)c5
[O-]C(=0)COciccec(-c2ceccc2-n3c(-ndenccd)c(c(n3)-c5cceece5)-cbeecceh)cl
[O-]C(=0)COciccee(-c2ccccc2N3CCn4c(c(nc34)-c5cecec5)-cbeceect)cl
[O-]C(=0)COciccee(-c2ccccc2-c3cenc(c(n3)-c4cccecd)-c5eccee5)cl
[0-]C(=0)COciccec(-c2ccecc2-c3c(n(c(n3)-c4cccccd)-c5cceec5)C)cl
Sclc(c(nn1-c2ccecec2-c3ccec(OCC([0-])=0)c3)-c4cceccd)-c5cceecs
Oclc(c(nn1-c2cccec2-c3ccec(OCC([0-])=0)c3)-c4cccecd)-c5ccececs
Clc1c(c(c(c(n1)-c2cceecec2-c3ccec(OCC([0-])=0)c3)C)-c4cccecd)-c5cceecs
0=C(clcccecl-c2ccec(OCC([0-])=0)c2)/C(=C(\Nc3ccece3)cdcceccd)CHN
Oclcce(-c2c(c(nn2-c3cccec3-cdecec(OCC([0-])=0)c4d)-c5cceec5)-cbecceeb)ccl
[O-]C(=0)COciccec(-c2ccccc2-c3nc(c(n3CCCC)-clcccccd)-c5ceeec5)cl
0O=C1C(=C(N=C(N1)c2ccccc2-c3ccec(OCC([0-])=0)c3)chcccccd)c5cccecs
[O-]C(=0)COciccec(-c2ccecc2-n3c(NCC)c(c(n3)-c4cceecd)-c5cceec5)cl
[O-]C(=0)COciccec(-c2cccec2-c3nc(c(c(n3)CCC)-c4cceecd)-c5ccecec5)cl
Fclec(c(c(O)cl-c2ceecc2-c3ccec(OCC([0-])=0)c3)-clccceccd)-c5ceecch
Sclc(c(nc(n1)-c2cceec2-c3cecec(OCC([0-])=0)c3)-c4cceccd)-c5ceececs
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Oclc(-c2ccecec2-c3ccec(0OCC([0-])=0)c3)cc(O)c(cl-c4cccecd)-c5ceeecs
Clclcn2c(c(nc2n1-c3cccce3-cdeccc(OCC([0-]1)=0)cd)-c5ccecec5)-cbeecech
[O-]C(=0)COc1ccec(-c2ccecc2-c3c(nc(c(n3)-c4cccccd)-c5cecec5)N)cl
O[C@@]1(CN(C[C@@H]1c2ccecc2)c3cccec3-cdeccc(OCC([0O-])=0)c4)c5cceecs
Clclcc(c(ncl-c2ccecec2-c3cecec(OCC([0-])=0)c3)-c4cceccd)-c5ceececs
Clc1c(O)c(c(ncl-c2cccecec2-c3ccec(OCC([0-])=0)c3)-cdcccecd)-c5cccees
Oclcc(-c2ccecc2-c3ccec(0OCC([0-])=0)c3)cc(cl-c4cccccd)-c5ceeecs
[O-]C(=0)COclccec(-c2ccccc2NCC[C@H](Cc3cccee3)cdcccecd)cl
Fclc(c(c(F)c(N)cl-c2ccecc2-c3cccc(OCC([0-])=0)c3)-cdcccecd)-c5ceeccs
[O-]C(=0)COc1ccec(-c2ccecc2-n3nc(c(n3)-cdccceccd)-c5cecec5)cl
Fclc(nn(cl-c2cceec2)-c3cccec3)-cdcecceecd-c5ccec(OCC([0-])=0)c5
[O-]C(=0)COc1ccec(-c2ccccc2N3CC(=C(C3)cdcccecd)c5cccec5)cl
Clc1c(-c2ccecec2-c3ccec(OCC([0-])=0)c3)cenc(cl-c4cceccd)-c5ceececs
Clclc(nc(n1-c2ccecc2)-c3cccec3)-cdeccecd-c5ceec(OCC([0-])=0)c5
O=C(Nc1lccceccl-c2ccec(OCC([0-])=0)c2)[C@ @H](Nc3cccece3)cdcceccd
O=C(N(c1cccecl)c2c(Oc3cccec3-c4ccec(OCC([0-])=0)cd)cecen2)c5cccecs
Brclec(c(ncl-c2ccecec2-c3ccec(OCC([0-])=0)c3)-c4cccecd)-c5ecececs
Onlc(nc(c1-c2cccec2)-c3cecce3)-c4cccccd-c5ceec(OCC([0-])=0)c5
[O-]C(=0)COciccec(-c2cceccc20CC[C@H](Cc3cccce3)cdcccecd)cl
Oclc(c(c(ncl-c2cceecc2-c3ccec(OCC([0-])=0)c3)-cdcccecd)-c5cceec5)C
[O-]C(=0)COc1ccec(-c2ccccc2-c3nc(OCC)c(c(n3)-c4ccceced)-c5ceccc5)cl
Cl[C@H]1[C@@H](O[C@@H]([C@H]1c2ccccc2)c3cecce3)cdcccecd-c5ccec(OCC([0-])=0)c5
[O-]C(=0)COc1ccec(-c2ccecc2-c3c(n(c(n3)-c4cccecd)-c5ceeec5)CC)cl
[O-]C(=0)C0Oclccec(-c2ccecc2-c3nc(c([nH]3)-cdccececd)-c5cecec5)cl
[O-]C(=0)COciccec(-c2cccecc2-c3¢(CCC)c(c(s3)-c4cccecd)-c5cceec5)cl
FC(F)(F)clcc(nc(cl-c2cccecc2)-c3ccece3)-cdeccecd-c5ccec(0CC([0-])=0)c5
[O-]C(=0)COclccec(-c2ccecc2-n3c(CCCC)c(c(n3)-c4cceeccd)-c5ceecc5)cl
[O-]C(=0)COciccec(-c2ccccc2-c3cc(0C)c(c(n3)-cdcccecd)-c5cecec5)cl
Clclcc(c(c(0)c1-c2ccecec2-c3ccec(0OCC([0-])=0)c3)-cdcccecd)-c5cccees
Fclec(-c2ccccc2-c3ccec(OCC([0-])=0)c3)c(0)c(c1-c4ccceced)-c5cececs
[O-]C(=0)COciccee(-c2ccccc2-c3nc(c(n3CCC)-clccceccd)-c5ceece5)cl
O[C@H]1[C@@H](O[C@@]([C@H]1c2cccec2)(c3cccece3)CHC)cdccccecd-c5cccc(OCC([0-])=0)c5
[O-]C(=0)C0Ociccec(-c2ccecc2-c3c(c(c(s3)-c4ccececd)-c5cccec5)CHN) el
O[C@@H]1[C@@H]([C@H](O[C@]1(c2ccccc2-c3cccc(OCC([0-])=0)c3)C=C)clccceccd)c5cceecs
[O-]C(=0)COciccec(-c2ccecc2-c3c(0C)c(c(-c4ccceced)cec3C)-c5ceeec5)cl
Clclcc(c(c(F)c1-c2cceec2-c3ccec(OCC([0-])=0)c3)-c4cccecd)-c5cecececs
[O-]C(=0)COciccec(-c2cccec2-c3nc(c(n3C)-cdcccecd)-c5cccecs)cl

O=C(N[C@H]1[C@@H](O[C@ @H]([C@H]1c2cccecc2)c3cccce3)cdeccecd-c5cccc(OCC([0-])=0)c5)N

[0-]C(=0)COciccec(-c2ccecc2-c3¢(CCC(C)C)c(n(n3)-clccececed)-c5cecec5)cl
0=5(=0)(N)c1c(oc(c1-c2ccecec2)-c3ccccc3)-c4ccececd-c5ceec(OCC([0-])=0)c5
[O-]C(=0)COciccec(-c2cccec2-n3cc(c(n3)-cdccececd)-c5eccee5)cl
Brclc(nn(cl-c2cccec2)-c3ccccce3)-cdeccecd-c5ccec(0OCC([0-])=0)c5
[O-]C(=0)COciccec(-c2ccccc2-c3nc(c(n3CC=C)-c4cccecd)-c5ceecec5)cl
Fclc(-c2cceec2-c3ccec(OCC([0-])=0)c3)ccc(cl-c4cceccd)-c5ceececs
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239
240
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279
280
281
282

[O-]C(=0)COc1ccec(-c2ccecc2-c3cc(c(c4c30C04)-c5cccec5)-cbecceeh)cl
[O-]C(=0)COc1ccec(-c2ccccc2-c3nc(c(n3CC)-cdeccecd)-c5cecee5)cl
OCclc(nn(cl-c2cccec)-c3ccccc3)-cdcccecd-c5ceec(OCC([0-])=0)c5
[O-]C(=0)COc1ccec(-c2ccccc2-c3c(nc(c(n3)-cdcccecd)-c5cecec5)CC)cl
O=C(N[C@ @H](Cclccceecl)COc2ccecc2)c3cccce3-cdeccc(OCC([0-])=0)ca
Fclc(-c2cceec2-c3ccec(OCC([0-])=0)c3)cc([N+]([0-]1)=0)c(c1-c4cccccd)-c5cececs
ONC(=N)Cclc(nn(cl-c2cccec2)-c3cccec3)-cdeccecd-c5ceec(0OCC([0-])=0)c5

OlC@@]1([C@@H](0)[C@@H](O[C@H]1c2ccccc2)Oc3cccce3-c4ccec(OCC([O-])=0)cl)c5ccceces

[O-]C(=0)COc1ccec(-c2ccccc2[C@H](N(Cc3cccec3)cdeccecd)CC)cl
[O-]C(=0)COc1ccec(-c2ccccc20C[C@](Cc3cccee3)(cdcccecd)C)cl
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(NC)c(c(n3)-c4cccccd)-c5cecec5)cl
[O-]C(=0)COc1ccec(-c2ccecc2-c3cc(c(c(n3)-cdcccecd)-c5cecce5)COC)cl
[O-]C(=0)COciccec(-c2ccccc2-c3cc(n(n3)-cdccececd)-c5eccee5)cl
[0-]C(=0)COc1ccee(-c2ccecec2/C=C/C(c3ccecc3)=C/cdcccecd)cl
[O-]C(=0)COclccec(-c2ccccc2N3C(=NN(C(=N3)c4cceecd)c5cceec5)C)ecl
[O-]C(=0)COciccec(-c2ccecc2-c3nn(c(n3)-cdcccccd)-c5ceeec5)cl
[O-]C(=0)COciccec(-c2ccccc2-c3cc(N)c(c(c3)-c4cceecd)-c5ccecec5)cl
0O=C(0CC)clc(c(c(n1-c2cceccc2-c3ccecc(OCC([0-])=0)c3)C)-cdcccecd)-c5eccees
[O-]C(=0)COclccec(-c2ccecc2-c3c(n(c(n3)-c4cccccd)-c5ceeec5)N)cl
[0-]C(=0)COc1ccee(-c2cccec2N/C=C(\Nc3cccee3)cdcccecd)cl
[O-]C(=0)COclccec(-c2ccecc2-c3nc(OCCHC)c(c(n3)-cdcececed)-c5ceecc5)cl
[O-][N+](=0)c1cc(c(c(c1-c2ccecec2)-c3cccce3)C)-cdcecccd-c5ccec(OCC([0-])=0)c5
[O-]C(=0)C0Oclccec(-c2cceccc2-n3c(N)c(c(n3)-cdcceeed)-c5ceeec5)cl
0O=C(0CC)clc(nc(nl-c2cccec2)-c3cccec3)-cdceccecd-c5ccec(0CC([0-])=0)c5
[O-]C(=0)COciccec(-c2cccec2-c3nc(c(o3)-cdceccecd)-c5cccee5)cl
O=C(N(c1cccecl)CC(Oc2ccecc2-c3ccec(OCC([0-])=0)c3)=0)c4ccecca
Clc1c(OC)c(c(ncl-c2cccecc2-c3ccec(OCC([0-])=0)c3)-cdcccecd)-c5cececes
[O-]C(=0)COciccec(-c2cceccc20[C@@H](OC)[C@](Cc3cccec3)(cdcccecd)C)cl
[O-]C(=0)COciccec(-c2ceeccc2C=3C([C@ @H](N(N3)c4cccccd)c5ccecc5)(C)C)cl
Clclcc(-c2ccecc2-c3cecece(0OCC([0-])=0)c3)c(O)c(c1-c4ccececd)-c5ccececs
[O-]C(=0)COc1ccee(-c2ccccc2-c3c(cc(c(c3)-cdeccecd)-c5eccee5)C)cl
Fclcece(-c2c¢(c(nn2-c3ccceec3-cdcccc(OCC([0-])=0)c4)-c5ccecec5)-cbeecceh)ccl
Fclc(O)c(c(cecl-c2ceccc2-c3ccec(OCC([0-])=0)c3)-c4ccceccd)-c5ceecch
Oclcc(nc(el-c2cceec2)-c3ccccce3)-cdcccccd-c5eccc(OCC([0-])=0)c5
S=C1IN(N=C(N1c2ccccc2)c3cccce3)cdceccccd-c5eccc(OCC([0-])=0)c5
Oc1c(0C)c(nc(c1-c2cceec2)-c3ccecc3)-c4cccecd-c5ceec(OCC([0-])=0)c5
Clc1c(Cl)c(c(ncl-c2cccec2-c3ccec(OCC([0-])=0)c3)-clcccced)-c5ceeech
[O-]C(=0)COciccec(-c2cececcc2CCC(Oc3cccec3)Oclceccecd)cl
[O-]C(=0)COciccec(-c2cccec2-c3c(c(n(n3)-c4cccccd)-c5ceeec5)CN)cl
[O-]C(=0)COciccec(-c2ccecc2-c3cec(c(n3)-c4cceccd)-c5ceecec5)cl

[O-]IN+](=0)[C@@]1(C[C@H](O[C@H]([C@@H]1c2cccec2)c3ccccc3)clcccccd-c5cccc(OCC([O-

1)=0)c5)C
[O-]C(=0)COciccec(-c2ccccc2-c3cc(c(c(-c4ccececd)c3)-c5cccee5)CHN) el
Brclc(nc(nl-c2cccec2)-c3ccccce3)-cdeccecd-c5ccec(0OCC([0-])=0)c5
[O-]C(=0)COciccec(-c2ccccc2-n3c(c(c(n3)-c4cccecd)-c5cceec5)-cbenc(cc6)C)cl
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[O-]C(=0)COc1ccec(-c2ccccc2-n3c(0C)c(c(n3)-c4cccecd)-c5cecec5)cl
0O=C(Oclcccccl)N(CCOc2ccecc2)c3ccccc3-cdeccc(OCC([0-])=0)cs
Fclc(c(c(F)c(cl-c2ccecc2-c3ccec(OCC([0-])=0)c3)C)-c4cccecd)-c5ceececs
O=C(N(c1cccecl)C(C(=0)c2cccecc2-c3ccec(OCC([0-])=0)c3)=C)c4cccech
[0-]C(=0)COc1ccec(-c2ccecec2SS/C(=N/c3cccec3)cdeccecd)cl
[O-1/[N+](=N\C#N)c1c(nn(cl-c2cccecc2)-c3ccecc3)-cdeccecd-c5ccec(OCC([0-])=0)c5
OCclc(nc(n1-c2cccec)-c3ccccc3)-cdcccecd-c5ceec(OCC([0-])=0)c5
0=5(=0)(N(clcccccl)COc2cceccc2-c3cccc(OCC([0-])=0)c3)cdccecca
[O-]C(=0)COc1ccec(-c2ccccc2C=3[C@H]([C@H](N(N3)c4cccccd)c5ccecc5)CC)cl
[O-]C(=0)COc1ccec(-c2ccccc2 CHC[C@ @H](Oc3cccec3)cdeccecd)cl
[O-]C(=0)COclccec(-c2cceccc2[C@@]34CC[C@](04)([C@H](C3)c5ccecc5)cbeccech)cl
[O-]C(=0)COc1ccec(-c2ccecc2-c3c(c(n(n3)-c4cccecd)-c5ceeec5)CC)cl
[O-]C(=0)C0Ociccec(-c2ccccc2-c3c(n(c(n3)-c4cccecd)-c5ceeec5)CHN)cl
[O-]C(=0)C0Oclccec(-c2ccecc2-c3c(N)c(n(n3)-cdccceecd)-c5ceeec5)cl
Clclc(nn(c1-c2cceccc2)-c3cccec3)-cdeccecd-c5ceec(OCC([0-])=0)c5
[O-]C(=0)COclccec(-c2ccccc2N3CN([C@H](C3)c4cceccd)c5ccecc5)cl
[O-]C(=0)COclccec(-c2ccecc2[C@@H]3CC[C@H]([C@H](03)0Oc4cccecd)c5cecce5)cl
Fclc(c(cc(cl-c2ceeecc2)-c3cccce3)C)-c4cccccd-c5cccc(OCC([0-])=0)c5
[O-][N+](=0)clcc(c(ncl-c2ccecec2-c3ccec(OCC([O-])=0)c3)-c4cceecd)-c5cccecs
O[C@H]([C@@H](clccceecl)C(Oc2cccecc2-c3ccec(OCC([0-])=0)c3)=0)clcccccd
0=C(0CC)clc(nn(cl-c2cccec2)-c3cccec3)-cdeccecd-c5ceeec(OCC([0-])=0)c5
[O-]C(=0)COciccec(-c2ccccc2-c3¢c(0C)cc(c(n3)-cdcceecd)-c5cecec5)cl
FC(F)(F)clcc(c(ncl-c2ccccc2-c3cecc(OCC([0-])=0)c3)-clccceccd)-c5cececs
Fclc(-c2ccecc2-c3ccec(OCC([0-])=0)c3)c(F)cc(c1-c4ccececd)-c5cccecs
Fclcece(-c2c(nc(n2-c3ceccc3)-cdcccecd)-c5ceecec5-c6ecec(OCC([0-])=0)cb)ccl
[O-]C(=0)COciccec(-c2ccccc2-c3cc(c(c(n3)-c4ccceed)-c5cccec5)C)cl
S=C1N(C(c2ccccc2)=CN1c3ccccc3-cdecec(OCC([0-])=0)c4)c5ccecc5
O[C@H](Cnlc(nc(c1-c2cceec2)-c3ceccce3)-c4cccccd-c5cccc(OCC([0-])=0)c5)C
OC[C@@H](N(clcceeecl)C(=0)c2ccccc2)c3cccece3-cdeccc(OCC([0-])=0)c4
[O-]C(=0)COciccec(-c2cecce2-c3c(c(n(n3)-c4cceccd)-c5cceec5)C)cl
0O=C(0C)[C@H](Oclcccececl-c2ccec(OCC([0-])=0)c2)[C@ @H](Oc3cccec3)cdccecch
0O=C1C(=C(C(N1c2ccccc2-c3ccec(OCC([0-])=0)c3)=C)cdcccccd)c5cececs
[O-]C(=0)COciccec(-c2cceccc2C3=N[C@H]([C@ @](S3)(c4cccccd)C)c5eccee5)cl
[O-]C(=0)COc1ccec(-c2ccecc2-n3c(Ocdcccecd)c(c(n3)-c5cceec5)-cbecceeb)cl
[O-]C(=0)COciccec(-c2cccecc2-c3cen(c(n3)-cdccececd)-c5eccee5)cl
[O-]C(=0)COciccec(-c2ccccc20[C@H]3[C@@H]([C@@H]([C@H](O3)C[N+])c4cccecd)c5ccecc5)cl
Fclc(F)c(c(c(O)cl-c2ccecc2-c3ccec(OCC([0-])=0)c3)-clccceccd)-c5cececs
0O=C(Oclccececl-c2ccec(OCC([0-])=0)c2)N(Oc3cccee3)cdcccecd
[O-]C(=0)COciccec(-c2ccccc2-c3nc(c(n3CCHC)-c4cccecd)-c5cccec5)cl
[0-]C(=0)COc1ccec(-c2ccecc2-c3cc(c(cc3NC)-cdeccecd)-c5cceec5)cl
[O-]C(=0)COciccec(-c2ccccc2N3CC(=C(03)clccceced)c5cccec5)cl
FC(F)(F)c1c(c(nn1-c2cccec2-c3ccec(OCC([0-])=0)c3)-c4cceccd)-c5ceececs
[O-]C(=0)COciccec(-c2ccecc2-c3c(cc(c(n3)-cdccceced)-c5cecec5)C#N) el
OCCn1c(nc(cl-c2cceec2)-c3ccccc3)-c4eccecd-c5ceec(OCC([0-])=0)c5
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OC[C@H]1[C@@H](C(=NN1c2ccccec2-c3cccc(OCC([0-])=0)c3)c4cccecd)c5ccecch
[O-]C(=0)COc1ccec(-c2ccccc2-c3nc(c(n3N)-cdcccececd)-c5ceeec5)cl
[O-]C(=0)COc1ccec(-c2ccccc2C=3[C@H]([C@@H](N(N3)cdccceccd)c5cccec5)C)cl
O=C1N(C(c2ccccc2)=CN1c3cccece3-cdecec(OCC([0-]1)=0)cd)c5cceccs
[O-]C(=0)COc1ccec(-c2ccecc2-c3nc(c(-c4ccececd)c(n3)COC)-c5ccecc5)cl
0O=C(c1c(nn(cl-c2cccec2)-c3ccecc3)-cdccececd-c5ceecc(OCC([0-])=0)c5)C
[O-]C(=0)COc1ccec(-c2ccecc2-c3cc(c(c(n3)-cdcccecd)-c5ceecc5)C#N)cl
[0-]C(=0)COc1ccec(-c2ccecec2/N=C(/[C@ @H](Cc3ccccc3)cdcccced)C)cl
[O-]C(=0)COclccec(-c2cceccc2C=3C[C@H](N(N3)c4ccceced)c5cccec5)cl

(=
(=
[O-]C(=0)COclccec(-c2ccccc2-c3nc(c(s3)-c4cceccd)-c5cecec5)cl

(=

[O-]C(=0)COclccec(-c2ccccc2[C@H]3[C@H](OC(C)C)[C@@H]([C@H](03)c4cccecd)c5ccccc5)cl

[O-]C(=0)C0Oc1ccec(-c2ccecc2-c3nc(c(n3C(C)C)-cdcccecd)-c5ceecc5)cl
[O-]C(=0)COclccec(-c2cececcc2C3=NN([C@ @](03)(c4cccccd)C)c5ccecc5)cl
[O-]IN+](=0)c1c(c(c(ncl-c2cccec2-c3ccec(OCC([0-])=0)c3)-cdcccecd)-c5cceec5)C
Fclc(-c2ccecc2-c3ccec(OCC([0-])=0)c3)cc(F)c(c1-c4cccecd)-c5cccecs
[O-]C(=0)COciccec(-c2ccccc2NN[C@ @H](Cc3cccce3)cdcccecd)cl
[O-]C(=0)C0Ociccec(-c2ccccc2-c3nc(c(n3CCOC)-c4cceecd)-c5cccec5)cl
[O-]C(=0)COclccec(-c2ccccc2[C@@H]3CC(=C(03)caccceccd)c5eccee5)cl
[O-]C(=0)COc1ccec(-c2ccccc2-c3nc(c(n3C4CCCCCA)-c5cceec5)-cbecceeh)cl
Fclc(-c2ccecc2-c3ccec(OCC([0-])=0)c3)cc(c(c1-cdcccecd)-c5cccee5)C
Sclcc(-c2ccecc2-c3cecec(0OCC([0-])=0)c3)cc(cl-c4ccceccd)-c5ceeech
[O-]C(=0)COc1ccec(-c2ccccc2N3C=C[C@H](C(c4cccecd)=C3)c5cccec5)cl
[0-]C(=0)COc1ccee(-c2ccecec2/C=N/[C@ @H](Cc3ceece3)cdcccecd)cl
Oclc(nc(c(n1)-c2cceec2)-c3cccece3)-cdececcd-c5ccec(OCC([0-])=0)c5
[O-]C(=0)COc1ccec(-c2ccecc2-c3cc(c(cc3NCC)-cdceccecd)-c5cecec5)cl
FC1(F)[C@@H](O[C@@H]([C@H]1c2cccce2)c3cccee3)cdcccecd-c5ccec(0CC([0-])=0)c5
[O-]C(=0)COciccec(-c2cceccc2CS[C@@H](Cc3cccec3)cdcccecd)cl
0O=C(N)Cclc(nn(c1-c2cccec2)-c3cccee3)-cdcceccd-c5eecc(OCC([0-])=0)c5
[O-]C(=0)COciccec(-c2ceccc2-n3c(-ndenc(cd)C)c(c(n3)-c5cceee5)-cbeccech)cl
Oclc(-c2ccecc2-c3ccec(0CC([0-])=0)c3)cc(c(c1-c4cccecd)-c5eccee5)C
O=C(N([C@@H](COclcccccl-c2ccec(OCC([0-])=0)c2)C)c3cccece3)cdcccecd
[O-]C(=0)COciccee(-c2cecccc20CC[C@ @H](Oc3cccce3)cdcccccd)cl
O=C1C(=C([C@@H](N1c2ccccc2-c3ccec(OCC([0-])=0)c3)C)cdcceccd)c5eccecs
O=C1IN(C(=C(N1c2cccec2)c3cceec3)C)cdeccecd-c5ceec(0CC([0-])=0)c5
[O-]C(=0)COclccec(-c2ccecc2-c3cc(c(c(-cdceccecd)c3)-c5eccec5)C)cl
0=5(=0)(N1C[C@@H](CC[C@H]1c2ccccc2)c3cccece3-cdecec(OCC([0-])=0)c4)c5cccecs
[0-]C(=0)COciccec(-c2ccccc2-n3c(N(C)C)c(c(n3)-c4cceeccd)-c5ceeec5)cl
Fclec(c(ncl-c2ccecee2-c3ccec(OCC([0-])=0)c3)-c4cccecd)-c5cecees
Clc1c(c(c(ncl-c2cceec2-c3ccec(OCC([0-])=0)c3)-cdcccecd)-c5cecec5)C
[O-]C(=0)COciccec(-c2ccecc2-[n+]3cc(c(n3C)-c4cccecd)-c5cccec5)cl
[O-]C(=0)COciccec(-c2cceec2-c3nc(c(n3C(C)(C)C)-clccceed)-c5cececs)cl
Fclcec(-c2c(nn(c2-c3ccecec3)-c4cceecd)-c5cccee5-c6ecec(OCC([0-])=0)cb)ccl
[O-]C(=0)COciccec(-c2ccccc2-c3¢(SC)c(n(n3)-cdcceeced)-c5ceeec5)cl
0=C(0C)c1c(nn(cl-c2ccecec2)-c3ccece3)-cdeccecd-c5ceec(OCC([0-])=0)c5
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371
372
373
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375
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402
403
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408
409
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O=C(O[C@ @H](Cclccceel)c2ceececc2)c3cccce3-c4ecec(OCC([0-])=0)ca
Fclc(c(c(ncl-c2cceccc2-c3ccec(OCC([0-])=0)c3)-c4cccccd)-c5cccec5)C
Clclcc(-c2cceecc2-c3ccec(0OCC([0-])=0)c3)c(F)c(cl-c4cceccd)-c5ccececs
0O=C(Oclcccecl-c2ceec(OCC([0-])=0)c2)C3[C@H]([C@H]3c4ccceccd)c5cccec5
[O-]C(=0)COc1ccec(-c2ccecc2-c3c(c(n(n3)-c4cccecd)-c5ceeecec5)Cnbencnb)cl
[O-]C(=0)COc1ccec(-c2cceccc2[C@H](N(Cc3cecce3)cdeccecd)C(C)C)cl
[O-]C(=0)COc1ccec(-c2ccecc2-c3c(n(c(n3)-c4cccecd)-c5cecec5)C(C)C)cl
[O-]C(=0)COc1ccec(-c2ccccc20[C@@H](OC)[C@H](Oc3cccce3)cdeccecd)cl
O=C([C@@H](Oclcccecl)c2eccec2)Ce3cccec3-c4ccecc(OCC([0-])=0)ca
[O-]C(=0)COc1ccec(-c2ccecc2-c3c(c(n(n3)-c4cccccd)-c5ceeec5)Cebecceeb)cl
Fclcccecl-n2c¢(nc(c2-c3cccee3)-cdcccccd)-c5ceecec5-c6ceec(OCC([0-])=0)c6
[0-]C(=0)COc1ccee(-c2ccecec2-c3¢(C[N+]C)c(c(03)-c4ccceced)-c5ceecc5)cl
[O-]C(=0)C0Oclccec(-c2ccecc2-c3¢(C(C)C)c(n(n3)-cdcccecd)-c5cccee5)cl
[O-]C(=0)COciccec(-c2ccccc2-c3nc(c(n3Ncdccceccd)-c5ceecc5)-cbeccecb)cl
0=5(=0)(C([C@@H](clcccccl)C(=0)c2ccecc2)(C)C)c3cccec3-c4ccec(OCC([0-])=0)ca
O=C([C@](O)([C@@H](Nclccceccl)c2eccec)C)c3cccece3-cdeccc(OCC([0-])=0)ca
[O-]C(=0)COclccec(-c2ccccc2N3CCC(=C(C3)cdcccecd)c5ccecc5)cl
[O-]C(=0)COciccec(-c2ccccc20CN(c3cccee3)Cedeccecd)cl
0O=C(N)clcc(c(ncl-c2ccecc2-c3ccec(OCC([0-])=0)c3)-cdccceccd)-c5cececs
Oclcce(-n2c(nc(c2-c3cccec3)-cdccceced)-c5ceecc5-c6cecc(OCC([0-])=0)c6)ccl
[O-]C(=0)COc1ccec(-c2ccecc2-c3nc(c(n3CC(C)C)-cl4ccceced)-c5ceccc5)cl
Fclc[n+](-c2ccecec2-c3ccec(OCC([0-])=0)c3)cc(c1-c4ceccecd)-c5cceecs
0=C(0C)Cclc(nn(cl-c2cccec2)-c3cccec3)-cdeccecd-c5ceec(0OCC([0-])=0)c5
OC[C@@H]1[C@H](O[C@@H]([C@H]1c2cccec2)c3cccce3)cdcccccd-c5cecec(OCC([0-])=0)c5
[O-]C(=0)COciccec(-c2ccccc2-n3c(N4CCCCA)c(c(n3)-c5cccec5)-cbecceeh)cl
Fclc(-c2ccecc2-c3cccc(OCC([0-])=0)e3)c(F)c(O)c(c1-c4cccccd)-c5ceeccs
[O-]C(=0)COciccec(-c2ccccc2-[n+]3c(ne(c(c3)-cdccececd)-c5cecee5)C)cl
[O-]C(=0)COciccec(-c2ccccc2-c3c(c(c(nn3)-cdcceeced)-c5cecec5)C)cl
[O-]C(=0)COc1ccec(-c2ceecc2-c3nc(c(n3-c4cceccd)-c5ceceec5)-cbecceeh)cl
[O-]1[N+](=0)c1c(c(scl-c2ccecc2-c3cccc(OCC([0-])=0)c3)-cl4cccced)-c5ceeccs
[O-]C(=0)COciccee(-c2ccccc2-c3¢(C[N+]CC)c(c(03)-c4cccecd)-c5eceee5)cl
[O-]C(=0)COciccee(-c2ccccc2N3[C@H]([C@@H](C(=N3)cdcccecd)c5cccec5)cbecc(ce6)C)cl
0=5(=0)(N)c1c(nn(cl-c2cccecc2)-c3ccecc3)-cdccececd-c5ceec(OCC([0-])=0)c5
[O-]C(=0)COclccec(-c2cceccc2C3=NN([C@H](S3)c4cccecd)c5cccee5)cl
[O-]C(=0)COciccec(-c2ccecc2-c3c(c(n(n3)-c4cceccd)-c5ceeec5)CCC)cl
[O-]C(=0)COciccec(-c2cceccc2[C@H]3CC=C([C@H](0O3)c4cccecd)c5cccec5)cl
OlC@@]1([C@H](C[C@H]([C@H](O1)c2cccec2)c3cccee3)C)clcecceed-c5ecec(OCC([0-])=0)c5
[O-]C(=0)COciccec(-c2cceec2-c3c(c(c(03)-c4cccccd)-c5ceecc5)C[N+])cl
S=C(N)clc(nn(c1-c2cccee2)-c3ceccc3)-c4cccccd-c5cecc(OCC([0-])=0)c5
[O-][N+](=0)c1c(-c2cceecc2-c3ccec(OCC([0-])=0)c3)cc(c(c1-cdcccecd)-c5cccec5)C
[O-]C(=0)COciccec(-c2ccccc2-c3c(n(c([n+]3C)-clccceced)-c5ceeec5)C)el
[O-]C(=0)COciccec(-c2ccccc2CON(Ce3cccee3)cdeccecd)cl
[O-]C(=0)COciccec(-c2cceccc2-n3c(N4CCOCCA)c(c(n3)-c5ccecc5)-cbeceeet)cl
0=C(Oclccccel-c2ceec(OCC([0-])=0)c2)/C(c3cccec3)=C/c4cccccd
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415
416
417
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432
433
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438
439
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441
442
443
444
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448
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450
451
452
453
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456
457
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[O-]1[N+](=0)c1c(c(cc(c1-c2ccecec2)-c3ccece3)C)-cdccccecd-c5ccec(OCC([0-])=0)c5
[0-]C(=0)COc1ccee(-c2cccec2-[n+]3cec(c(c3)-c4ccceced)-c5ceeec5)cl
[O-][N+](=0)c1c(-c2cccecc2-c3ccec(OCC([0-])=0)c3)ccc(cl-c4cceccd)-c5ceeecs
0O=C1C(=C(N=C(SC)N1c2ccccc2-c3ccecc(OCC([0-])=0)c3)clcceccd)c5cccecs
[O-]C(=0)COc1ccec(-c2ccccc2-c3c(c(c(nn3)-cdcccecd)-c5cecec5)CC)cl
[O-]IN+]1=C(C[C@]([C@@H]1c2cccec2)(c3cccece3)C)cdeccecd-c5cccc(OCC([0-])=0)c5
[O-]C(=0)COc1ccec(-c2ccccc2-c3cec([n+](c3)-cdcccecd)-c5ceecc5)cl
[O-]C(=0)C0Oc1ccec(-c2ccccc20C[C@H](Nc3ccece3)cdceccecd)cl
Clclcc(c(c([N+]([0-]1)=0)cl-c2ccecc2-c3cccc(OCC([0-])=0)c3)-cdcccccd)-c5ceeecs
[O-]C(=0)COc1ccec(-c2cceccc20C[C@H](Cc3cccec3)cdeccecd)cl
[O-]C(=0)C0Oc1ccec(-c2ccecc2-n3c[n+](c(-c4cceecd)c3)-c5ccecec5)cl
[O-]C(=0)COc1ccec(-c2ccccc2N3C[C@H]([C@ @H](C3)c4cccecd)c5ccecc5)cl
[O-]C(=0)COclccec(-c2ccccc2C3=C[C@H]([C@@H]([C@H](03)c4ccceccd)c5cccec5)C)cl
0O=C1C(=C(c2ccccc2)C=NN1c3cccec3-c4ccec(OCC([0-])=0)cd)c5cccecs
[O-]C(=0)COciccec(-c2ccccc20[C@H]([C@H](Nc3cccee3)cdcccccd)C)cl
Fclcec([C@@H]2C(=NN([C@H]2c3cccee3)cdcccecd)c5ccccc5-c6ccec(OCC([0-])=0)c6)ccl
[O-][n+]1c(cc(c(c1-c2cccec2)-c3cccce3)C)-cdecceecd-c5ccec(OCC([0-])=0)c5
[0-]C(=0)COc1ccee(-c2cccec20C/C(=N/c3cccee3)cleccecd)cl
O=C(C([C@@H](Nclccceecl)c2ccecc2)=C)c3cccce3-cdcccc(OCC([0-])=0)ca
[O-]C(=0)COciccec(-c2ccccc2C[C@@H]([N+]C)[C@@H](Oc3cceec3)cdcccecd)cl
[O-][n+]1c(-c2ccecec2-c3ccec(0OCC([0-])=0)c3)ccc(c1-cdeccecd)-c5cecech
O[C@@](Cclceceecl)(c2cceec2)C(Oc3cccce3-c4ccec(OCC([0-])=0)c4)=0
[O-]C(=0)COc1ccec(-c2ccccc2-c3nc(c(n3Ccdcccced)-c5ccecc5)-cb6ceeceh)cl
FIC@@H]1[C@@H](O[C@@H]([C@H]([C@H]10)c2ccccc2)c3cccec3)cdeccecd-c5ceec(OCC([O-
1)=0)c5

[O-]C(=0)COciccec(-c2ccccc2[C@H]3C=C[C@ @H]([C@H](0O3)c4cccecd)c5ccecc5)cl
Fclcec(-n2c¢(nc(c2-c3ceccc3)-cdececcd)-c5cccee5-c6ecec(OCC([0-])=0)cb)ccl
O=C(N(C[C@@H](Oc1ccccel)c2cceec2)C)c3cccece3-cdeccc(OCC([0-])=0)ca
[0-]C(=0)COc1ccee(-c2ccecec2/C=C/[C@H](Cc3cccec3)clcccecd)cl
[O-]C(=0)COc1ccec(-c2ccecc2-c3nc(c(c[n+]3C)-c4cccecd)-c5ceeec5)cl
O=C(NC[C@](Oc1ceccccl)(c2cceec2)C)ec3cccec3-cdecce(OCC([0-])=0)ca
[0-]C(=0)COc1ccce(-c2ccecec2-[n+]3cec(c(n3)-c4ccceced)-cSceeec5)cl
S=C(c1cccecl-c2ccec(OCC([0-])=0)c2)CN(c3cccec3)C(=0)cdcccecd
[O-]C(=0)COclccec(-c2cceccc2C3=C[C@ @H](CACCA)[C@@H]([C@H](03)c5cccec5)cbeccech)cl
0=C1C(=C(c2c(scn2)N1c3ccccc3-cdcccc(OCC([0-])=0)c4)c5ccecc5)cbeccech
O[C@H]([C@@H](Nclcceecl)c2ceccc2)C(=0)c3ccccec3-c4cccc(OCC([0-])=0)ca
FIC@]1(C[C@H](O[C@H]1c2cccec2)c3cccce3-c4ccec(OCC([0-])=0)cd)c5ccceces
O=C(OC[C@H](Oclccececl)c2ccccc2)c3cccce3-cdeccc(OCC([0-])=0)c4
0=C(clcccecl-c2ccec(OCC([0-])=0)c2)C/C(=N/c3cccce3)cdcccccd
O[C@H]1[C@@H]([C@H](O[C@@]1(O)c2cccecc2-c3cccc(OCC([0-])=0)c3)c4cccecd)c5cccecs
O=C(C([C@H](Oclcceecl)c2ccccc2)=C)c3ccccc3-c4ccec(OCC([0-])=0)c4
[0-]C(=0)COciccec(-c2ccccc2-c3nc([n+](s3)-c4ccceccd)-c5ceeec5)cl
[O-]C(=0)COciccec(-c2ccccc2[C@@H]3[C@@H](OC)[C@H]([C@@H](03)cdcccecd)c5cceec5)cl
[0-]C(=0)COciccec(-c2ccecc2-c3¢(C[N+]C(C)(C)C)c(n(n3)-clcceceed)-c5cecee5)cl
BriC@@H]1[C@@H](O[C@H]([C@@H]1c2ccecc2)c3cccce3)cdecceecd-c5ccec(OCC([0-])=0)c5
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459 [0-]C(=0)COclcccc(-c2ccecec2-c3c(C[C@H]([N+])CC)c(n(n3)-c4cccecd)-c5cceec5)cl 4.6
460 [0-]C(=0)COclcccc(-c2ccecec2-c3¢(C[N+]CCC)c(n(n3)-c4cceccd)-c5cceec5)cl 4.6
461 [0-]C(=0)COclcccc(-c2ccecec2-c3¢(C[N+]C(C)C)c(n(n3)-c4cceccd)-c5cecec5)cl 4.6
462 [0-]C(=0)COclcccc(-c2cceccc2[C@@H]3C[C@H]([C@@H](03)c4cccecd)c5ccccc5)cl 4.6
463 0=C1C(=C(C(=CN1c2ccccc2-c3ccec(OCC([0-])=0)c3)C)clccceccd)c5cccecs 4.6
464  0O=C1C(=C(N=CN1c2ccccc2-c3cccc(OCC([0-])=0)c3)cdcceccd)c5eccecs 4.6
465 O=CIN(C[C@H](N1c2ccccc)c3ccccee3)cdeccccd-c5ceec(OCC([0-])=0)c5 4.6
466 [0-]C(=0)COclcccc(-c2ccecec2-c3n[n+](c(s3)-c4cceecd)-c5cecec5)cl 4.6
467 [0-]C(=0)COclcccc(-c2ccecec2-c3¢(CCIN+]C)c(n(n3)-c4cccecd)-c5cceec5)cl 4.6
468 O=C(N([C@H](Cclcccecl)c2ccccc2)C)e3ccccc3-cdccecc(OCC([O-])=0)ca 4.6
469 [0-]C(=0)COclcccc(-c2ccececc2[C@H]3CC[C@ @H]([C@H](03)c4cccccd)c5cccec5)cl 4.6
470 [0-]C(=0)COclcccc(-c2ccecec2-c3c(c(n(n3)-cdccececd)-c5ccceec5)CIN+]C)cl 4.6
471 O[C@@H]([C@H](Cclcceecl)c2cececc2)C(=0)c3cccce3-cdcccc(OCC([0-])=0)ca 4.5
472 [0-]C(=0)COclcccc(-c2ccecec2-c3c([C@ @H]([N+])C)c(n(n3)-c4cccecd)-c5ccecec5)el 4.5
473  [0-]C(=0)COclcccc(-c2ccecec2-c3¢(C[N+]C4CC4)c(n(n3)-c5ccecec5)-cbeccech)cl 4.5
474  [0-]C(=0)COc1cccc(-c2ccecec2-c3c(c(n(n3)-cdccececd)-c5cecec5)CIN+])cl 4.5
475  0O=C(NC/C(=N/clccceel)c2eccec2)c3ccecc3-cdecec(OCC([0-])=0)ca 4.5
476  [0-]C(=0)COclcccc(-c2ccecec2-c3¢(C[N+]CC)c(n(n3)-c4cccecd)-c5ccecc5)cl 4.5
477  [0-]C(=0)COc1cccc(-c2ccecec2-c3c(c(n(n3)-cdcccecd)-c5cccee5)C[C@H]([N+])C)cl 4.5
478 0=C1C(=C(c2ccccc2)C=CN1c3cccec3-c4cecec(OCC([0-])=0)cd)c5cccecs 4.5
479 O=C(C[C@H](Cclccceel)c2cccec2)c3ccccc3-c4ccec(OCC([0-])=0)ca 4.5
480 [0-]C(=0)COc1cccc(-c2ccecec2-c3cc([n+](c(n3)-c4cceececd)-c5cceec5)C)cl 4.5
481 O=C(C[C@H](Oclcccccl)c2ecccc2)c3cccec3-cdecec(OCC([0-])=0)ca 4.5
482 O=C(N[C@H]([C@H](Oclccceccl)c2eccec2)C)c3cceec3-cdcccc(OCC([0-])=0)ca 4.5
483 [0-]C(=0)COc1cccc(-c2ccecec2-c3c(c(n(n3)-cdeccecd)-c5cccec5)CCIN+])cl 4.5
484  [0-]C(=0)COc1cccc(-c2cceec2-c3c(c(n(n3)-cdcccecd)-c5cccee5)CC(N)=[N+])cl 4.5
485 O=Cl[C@@H](S[C@H](N1c2cccee2)c3cccee3)cdcccecd-c5ccec(OCC([0-])=0)c5 4.4
486 [0-]C(=0)COc1cccc(-c2cceec2-c3cce([n+](n3)-c4cccecd)-c5cccec5)cl 4.4
487 [0-]C(=0)COc1cccc(-c2ceceec2-c3cc(c([n+](n3)-c4ccceccd)-c5ceeec5)C)ecl 4.4
488 O=C([C@H]([C@H](Oclccccel)c2eceec2)C)ec3ceccece3-cdecec(OCC([0-])=0)c4 4.4
489 0=C1C(=C(N=C(N1c2ccccc2-c3ccec(OCC([0-])=0)c3)C)clccceccd)c5ceccecs 4.4
490 0=5(=0)(C/C(=N/c1cccececl)c2ccecc2)c3cecce3-c4cecc(OCC([0-])=0)ca 4.4
491 0=C1C(=C(c2ccccc2)C=C(N1c3cccce3-cdeccc(OCC([0-])=0)c4)C)c5ccececs 4.3
492 [0-]C(=0)COc1cccc(-c2cceec2-c3c(c(n(n3)-cdcccecd)-c5cccee5)C(N)=[N+])cl 4.3
493 O=C(C[C@H](Nclccccel)c2ecccc2)c3cccee3-c4ecec(OCC([0-])=0)ca 4.2
494  0=C(clcceecl-c2cecc(OCC([0-])=0)c2)/C=C\N(Oc3cccce3)cdcccecd 4.2
495 0OC1=CC(=C(C(=0)N1c2ccccc2-c3ccec(OCC([0-])=0)c3)c4cceccd)c5eccecs 4.2
496 [0-]C(=0)COclcccc(-c2cceec2-c3cc([n+](c(n3)-c4cccececd)-c5ceecc5)N)cl 4.2
497 0=C1C(=C(C[C@H](N1c2ccccc2)c3cccee3)C)cleccecd-c5ccec(OCC([0-])=0)c5 4.0
498 0O=C(N(Cclccceel)c2cceec2)[C@ @H](c3cccece3-c4cccc(OCC([0-])=0)c4)CCC 3.9
499 0=C1C(c2cccec2-c3ccec(0CC([0-])=0)c3)=CC=C(N1c4cccccd)c5cccecs 3.9
500 O=C(N(Cclcccecl)c2cecec2)[C@ @H](c3ccecee3-cdecec(OCC([0-])=0)ca)CC 3.8
Table 7
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SMILE and predicted plCs, values for Series 4 derivatives.

N° SMILES predPICso
1 [O-]C(=0)Cclcn(nnl)-c2ccccc2-n3c(c(c(n3)-c4cccecd)-c5ceeec5)CC 6.3
2 [O-]C(=0)Nclc2c(snl)cce(-c3ccecee3-ndc(c(c(nd)-c5cceec5)-cbeccee6)CC)c2 6.3
3 Fclccc(-c2cceec2-n3c(c(c(n3)-cdcccecd)-c5cecee5)CC)ecl[C@H](0)C([0-])=0 6.3
4 O=C(N1CCc2ccc(-c3cccece3-n4dc(c(c(nd)-c5ceeec5)-cbeeccc6)CC)ec21)CC([0-])=0 6.3
5 0O=C(0C)clccc(-c2cceec2-n3c(c(c(n3)-cdccececd)-c5eccec5)CC)ec10CC([0-])=0 6.3
6 0O=C(OCC([0-])=0)N1CCC[C@H]1Cc2ccccc2-n3c(c(c(n3)-c4cccecd)-c5ccecec5)CC 6.3
7 O=C(N1[C@H](CC[C@@H](C1)c2cccec2-n3c(c(c(n3)-cdcccecd)-c5ceccec5)CC)C)CC([0-])=0 6.2
8 0O=C(c1c(cc(c(-c2ccecec2-n3c(c(c(n3)-c4cccecd)-c5ccecec5)CC)cl1)C)C)CC([O-])=0 6.2
9 Fclcec(-c2cceec2-n3c(c(c(n3)-cdcceecd)-c5ceceec5)CC)ec1CC([0-])=0 6.1
10 0=5(=0)(NC([0O-])=0)c1ccc(s1)-c2cccec2-n3c(c(c(n3)-c4cccecd)-c5ceecec5)CC 6.1
11 Oclcc(c(-c2cceecec2-n3c(c(c(n3)-cdcceecd)-c5ceceec5)CC)ec1CC([0-])=0)C 6.1
12 [O-]C(=0)Cn1c2cc(-c3ccecece3-n4c(c(c(nd)-c5ceecee5)-cbeeccc6)CC)eccc2enl 6.1
13 0=5(=0)(CC([0-])=0)c1nc(-c2ccccc2-n3c(c(c(n3)-cdccceed)-c5ceecc5)CC)esl 6.1
14 Oclccce(S(=0)(=0)NC([0-])=0)ccl-c2cccec2-n3c(c(c(n3)-c4cccecd)-c5ceccc5)CC 6.1
15 0O=C(N)clccc(-c2cccec2-n3c(c(c(n3)-c4cccecd)-c5ceeec5)CC)eccINCC([0-])=0 6.1
16 Clclccec(-c2cccec2-n3c(c(c(n3)-cdcccecd)-c5ccceec5)CC)ecc10CC([0-])=0 6.1
17 0=5(=0)(NC([0-])=0)c1c(N)ccc(c1)-c2ccccc2-n3c(c(c(n3)-c4ccceecd)-c5ceecc5)CC 6.1
18 O=C(NCC([0O-])=0)CCNclcccececl-n2c(c(c(n2)-c3ccecec3)-cdcccecd)CC 6.1
19 O=C(N1C[C@H](S[C@@H](C1)C)c2ccccc2-n3c(c(c(n3)-c4cccecd)-c5cceec5)CC)CC([0-])=0 6.0
20 [O-]C(SSCCCclecceel-n2¢(c(c(n2)-c3cccee3)-cdeceecd)CC)=0 6.0
21 Oclcce(-c2cceec2-n3c(c(c(n3)-c4cceccd)-c5ceecee5)CC)eclCC([0-])=0 6.0
22 0O=C(SC([0-])=0)ciccecc(-c2ccecc2-n3c(c(c(n3)-c4cceecd)-c5ceecec5)CC)cl 6.0
23 Fclcee(-c2cceec2-n3c(c(c(n3)-cdcceeed)-c5ceeec5)CC)ecl/C=C\C([0-])=0 6.0
24 Fclcc(F)c(ccl-c2cececc2-n3c(c(c(n3)-c4cccccd)-c5cceec5)CC)CC([0-])=0 6.0
25 0=C1C0c2ccc(-c3cccee3-n4c(c(c(nd)-c5cceec5)-cbeccee6)CC)cc2N1CC([0-])=0 6.0
26 [O-]C(=0)[C@@H]1[C@@H](01)CCc2ccccc2-n3c(c(c(n3)-cdccceed)-c5cecec5)CC 6.0
27 [O-]C(=0)CC(Oc1cccc(-c2cececc2-n3c(c(c(n3)-cdcccecd)-c5cccec5)CC)el)(C)C 6.0
28 O=C(N1CCC[C@@H](C1)c2cccec2-n3c(c(c(n3)-c4cccecd)-c5cceec5)CC)CC([0-])=0 6.0
29 O=C(N1C[C@H](C[C@@H](C1)C)c2ccccc2-n3c(c(c(n3)-c4cccecd)-c5cceec5)CC)CC([0-])=0 6.0
30 [O-][N+](=0)c1ccc(-c2ccecec2-n3c(c(c(n3)-cdccececd)-c5cccec5)CC)ec10CC([0-])=0 6.0
31 0O=C1CCc2ccc(-c3cccecec3-ndc(c(c(n4)-c5cceee5)-c6ceecect)CC)cc2N1CC([0-])=0 6.0
32 Fclcce(-c2cceeec2-n3c(c(c(n3)-cdccceed)-c5cccec5)CC)ecc10CC([0-])=0 6.0
33 0=5(=0)(NC([0O-])=0)c1cccc(cl)-c2ccecec2-n3c(c(c(n3)-c4cccecd)-c5eceee5)CC 5.9
34 0O=C(c1cc(n(c1)C)-c2ccecec2-n3c(c(c(n3)-cdcceceed)-c5ceceec5)CC)CC([0-])=0 5.9
35 Clc1cec(SCC([0-])=0)cc1-c2ccececc2-n3c(c(c(n3)-c4cceeced)-c5ceecc5)CC 5.9
36 0=5(=0)(c1c(ccc(-c2cceccc2-n3c(c(c(n3)-c4cccecd)-c5ceecc5)CC)cl)C)CC([0-])=0 5.9
37 [0-]C(=0)Cclnnnni-c2cccc(-c3cceee3-n4c(c(c(nd)-c5cceec5)-cbeccee6)CC)c2 5.9
38 [O-]C(=0)CSc1c(cce(-c2ccecc2-n3c(c(c(n3)-c4cceecd)-c5ceceec5)CC)cl)C 5.9
39 Fclcee(S(=0)(=0)CC([0-])=0)ccl-c2ccecc2-n3c(c(c(n3)-c4cccecd)-c5ccecec5)CC 5.9
40 [0-]C(=0)/C=C\c1cccc(-c2ccecc2-n3c(c(c(n3)-c4cceeced)-c5ceecc5)CC)cl 5.9
41 [0-]C(=0)COcicc(-c2ccecec2-n3c(c(c(n3)-c4cceecd)-c5cccee5)CC)ecclC(C)(C)C 5.9
42 Fclec(c(-c2cceec2-n3c(c(c(n3)-c4cceccd)-c5ceecec5)CC)ecINC([0-])=0)C 5.9
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43
44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81
82
83
84
85
86

Fclccc(CNC([0-])=0)ccl-c2ccecc2-n3c(c(c(n3)-c4cccecd)-c5cecec5)CC
O[C@@H](CSclccceccl-n2c(c(c(n2)-c3cceee3)-cdcccecd)CC)CC([O-])=0
[O-]C(=0)CSc1nc(-c2cceec2-n3c(c(c(n3)-c4cccecd)-c5ccecec5)CC)esl
Fclcec(cclS(=0)(=0)CC([0-])=0)-c2cceccc2-n3c(c(c(n3)-c4cccecd)-c5ceecec5)CC
[O-]C(SSclccec(-c2ccecec2-n3c(c(c(n3)-c4cceecd)-c5ceeec5)CC)el)=0
[O-]C(=0)CSclcec(ol)-c2cceccc2-n3c(c(c(n3)-c4cccecd)-c5cecec5)CC

O=[S@ @](clccc(ol)-c2cceccc2-n3c(c(c(n3)-c4cceccd)-c5ceeec5)CC)CC([0-])=0
[O-]C(=0)COc1cc(cc(-c2ccecec2-n3c(c(c(n3)-cdccececd)-c5cecee5)CC)cl)C([0-])=0
0O=C1CSc2ccc(-c3ccecee3-ndc(c(c(n4d)-c5cceece5)-c6eceececct)CC)cc2N1CC([0-])=0
[O-]C(=0)COCclccc(ol)-c2ccecec2-n3c(c(c(n3)-cdcccecd)-c5cccee5)CC
Fclcec(-c2cceec2-n3c(c(c(n3)-cdcceeced)-c5ceecc5)CC)ecc1SCC([O-])=0
[O-]C(=0)CSclcc(cc(-c2ccecc2-n3c(c(c(n3)-c4cceecd)-c5ceeec5)CC)cl)C
[O-]C(=0)Cclcccc2ecc(-c3cccee3-ndc(c(c(n4)-c5cceec5)-cbeeccc6)CC)ec21
[O-]C(=0)CccoCC(clcecccl-n2c(c(c(n2)-c3cceecc3)-c4cceccd)CC)=C
[O-]C(=0)CcoCCHCclcceccl-n2c(c(c(n2)-c3cceec3)-cdeccecd)CC
Clclccec(-c2cccec2-n3c(c(c(n3)-cdcccecd)-c5ccceec5)CC)ecc1COC([0-])=0
[0-]C(=0)COc1cc(-c2ccecec2-n3c(c(c(n3)-cdcccecd)-c5eccec5)CC)ececl C(C)C
0O=C(c1c(ccc(-c2ccececec2-n3c(c(c(n3)-cdccececd)-c5ceceec5)CC)el)C)CC([0-])=0
[O-]C(Sclce(-c2cceec2-n3c(c(c(n3)-c4cccecd)-c5ccecec5)CC)eenl)=0
O=[S@](Cclcccececl-n2c(c(c(n2)-c3cccece3)-cdcececccd)CC)CCC([O-])=0
0=5(=0)([C@H](c1ccceccl-n2c(c(c(n2)-c3cccece3)-cdcceccd)CC)C)CCC([0-])=0
[0-]C(=0)C/C=C(/CCCclcccccl-n2c(c(c(n2)-c3ceecc3)-clcccccd)CC)C
[O-]C(=0)Cclnccc(nl)-c2cccecc2-n3c(c(c(n3)-c4ccceecd)-c5cecec5)CC
O=C(N(CC([0-])=0)C)c1csc(-c2cceccc2-n3c(c(c(n3)-c4cccccd)-c5ceecc5)CC)cl
Clcdc(cc(s1)-c2ccecec2-n3c(c(c(n3)-cdccececd)-c5cceec5)CC)C(=0)CC([0-])=0
0/C(c1ccen1CC([0-])=0)=C\c2ccceec2-n3c(c(c(n3)-cdcceccd)-c5eceec5)CC
0=5(=0)(NCC([0-])=0)Cclcccccl-n2c(c(c(n2)-c3ccecece3)-c4cceccd)CC
0=5(=0)(NC([0-])=0)c1ccc(ol)-c2ccccc2-n3c(c(c(n3)-c4cccecd)-c5ceeec5)CC
OCclccc(-c2cceec2-n3c(c(c(n3)-c4cceecd)-c5cccec5)CC)ec1CC([0-])=0
0O=C(n1c(cc(n1)-c2cccce2-n3c(c(c(n3)-c4cceccd)-c5ceecec5)CC)C)CC([0-])=0
Fclcc(OC)c(-c2cccec2-n3c(c(c(n3)-c4cceccd)-c5cceec5)CC)eclCC([0-])=0
[O-]C(=0)CO[C@@H]1C[C@@H](C=C(01)c2ccccc2-n3c(c(c(n3)-c4cccecd)-c5ceecec5)CC)C
O=C1[C@@H](Oc2ccc(-c3ccecee3-n4c(c(c(nd)-c5ceeec5)-cbeececee6)CC)cc2N1CC([0-])=0)C
Oclcec(cecl-c2cccec2-n3c(c(c(n3)-cdcceceed)-c5cecec5)CC)C(=0)CC([0-])=0
[O-]C(=0)Cc1c(cec(-c2ccccc2-n3c(c(c(n3)-c4cccecd)-c5ceeec5)CC)cl)C
[O-]C(=0)Cclcc(-c2cccecc2-n3c(c(c(n3)-c4cccecd)-c5ceecc5)CC)cccINC
Fclcc(N)c(-c2cccec2-n3c(c(c(n3)-c4ccceccd)-c5ceeec5)CC)cc10CC([0-])=0
Fclcc2c(N(CC([0-])=0)C(=0)C0O2)ccl-c3ccece3-n4c(c(c(nd)-c5cceec5)-cbeeccec)CC
[O-]C(=0)NCclcc(-c2cceec2-n3c(c(c(n3)-c4cceecd)-c5ceecec5)CC)eenl
0=C1C0Oc2cc(c(-c3cccece3-n4c(c(c(n4)-c5cceee5)-cbeeccct)CC)cc2N1CC([0-])=0)C
[O-]C(=0)[C@H](Oc1c(OC)cce(-c2ccecec2-n3c(c(c(n3)-c4cccecd)-c5ceeec5)CC)cl)C
Oc1c(CCC([0-])=0)ccecl-c2cceec2-n3c(c(c(n3)-c4cceecd)-c5cecec5)CC
[O-][N+](=0)c1ccc(-c2ccecec2-n3c(c(c(n3)-cdcccecd)-c5ccceec5)CC)ec1CNC([0-])=0
0=5(=0)(clcccc(cl)-c2ccecec2-n3c(c(c(n3)-cdcccecd)-c5cccec5)CC)CC([0-])=0
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87

88

89

90

91

92

93

94

95

96

97

98

99

100
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103
104
105
106
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108
109
110
111
112
113
114
115
116
117
118
119
120
121
122
123
124
125
126
127
128
129
130

O=[S@ @](C[C@H](C)C([O-])=0)Cclcccccl-n2c(c(c(n2)-c3cceece3)-cdcccecd)CC
[0-]C(=0)COC/C=C/Cclcccccl-n2c(c(c(n2)-c3ccecc3)-cdcccecd)CC
Clclcc(F)c(-c2cceceec2-n3c(c(c(n3)-cdccececd)-c5ccceec5)CC)ecc10CC([0-])=0
Clclcc(nc(OCC([0-])=0)n1)-c2cccec2-n3c(c(c(n3)-c4cccecd)-c5cecec5)CC
[O-]C(=0)COc1c(ccc(-c2cececec2-n3c(c(c(n3)-c4cccecd)-c5cccec5)CC)cl)CHN
[O-]C(=0)Cclc(sc(-c2cceecc2-n3c(c(c(n3)-cdccceccd)-c5cecec5)CC)cl)C
O[C@@H](clc(cce(-c2ceceec2-n3c(c(c(n3)-cdcccecd)-c5eccec5)CC)el)C)CC([0-])=0
[O-]C(=0)CN(c1cc(N)cc(-c2ccecec2-n3c(c(c(n3)-cdcccecd)-c5eccec5)CC)cl)C
[O-]C(=0)Cn1c2c(c(n1)-c3ccecce3-ndc(c(c(nd)-c5cceec5)-cbececee6)CC)eecen2
Fclcc(cc(-c2ccccc2-n3c(c(c(n3)-c4cceecd)-c5ceeec5)CC)cIN)CC([O-])=0
0O=C(c1c(sc(-c2ccecec2-n3c(c(c(n3)-cdccececd)-c5cceec5)CC)el)C)CC([0-])=0
O=C1N(c2cc(-c3ccecee3-ndc(c(c(n4)-c5cceec5)-cb6cecce6)CC)ccc201)CC([0-])=0
Fclcce(Oc2cccec2-n3c(c(c(n3)-cdcccecd)-c5ceceec5)CC)ecl1CC([0-])=0
0O=C(clcccecl-n2c(c(c(n2)-c3cccee3)-cdccceecd)CC)c5cenc(c5)CC([0-])=0
O=C1N(c2cc(-c3ccecee3-n4c(c(c(nd)-c5cceec5)-cb6eecce6)CC)eccc2S1)CC([0-])=0
Clclcc(cc(-c2cceceec2-n3c(c(c(n3)-cdcccecd)-c5ceceec5)CC)cIN)CC([0-])=0
0O=C(0CC([0-])=0)clccenl-c2ccccc2-n3c(c(c(n3)-c4cccecd)-c5ceece5)CC
[O-]C(Sc1cee(c(-c2ccecec2-n3c(c(c(n3)-cdcccecd)-c5cccec5)CC)el)C)=0
[O-]C(=0)C0Oc1cnce(n1)-c2ccecec2-n3c(c(c(n3)-c4ccececd)-c5eecec5)CC
[O-]C(=0)CSclcc(-c2cccec2-n3c(c(c(n3)-cdcccecd)-c5ceecc5)CC)eenl
[O-]C(=0)Cclcc(-c2cccecc2-n3c(c(c(n3)-cdccceccd)-c5ceecc5)CC)eenl
[O-]C(=0)Cclcc(Nc2ccececc2-n3c(c(c(n3)-cdcceeced)-c5ceecc5)CC)nenl
Clclccc(-c2cceec2-n3c(c(c(n3)-cdcccecd)-c5ccecec5)CC)eclSCC([0-])=0
[O-]C(=0)Cc1c2cc(-c3ccecee3-ndc(c(c(nd)-c5ccecc5)-cbecceec6)CC)ec(c2onl)C
[O-]C(=0)COCclccec(n1)-c2ccecec2-n3c(c(c(n3)-c4cceccd)-c5ceeec5)CC
O=C(N1CC[C@@H](C1)c2cccecc2-n3c(c(c(n3)-cdccececd)-c5ceeec5)CC)CC([0-])=0
0=5(=0)([C@@H](C)C([0-])=0)clcccc(cl)-c2ccecec2-n3c(c(c(n3)-c4cceecd)-c5cececec5)CC
[O-]1C(SSc1c(N)ccc(-c2cceec2-n3c(c(c(n3)-cdcccecd)-c5ecceec5)CC)cl)=0
O=C(N(CC([0-])=0)C)elcce(s1)-c2cceccc2-n3c(c(c(n3)-c4cccecd)-c5cceec5)CC
[O-]C(=0)CcocCCSciccececl-n2c(c(c(n2)-c3ccece3)-c4cccccd)CC
[O-]C(=0)CN(c1c(0OC)ccc(-c2cceecec2-n3c(c(c(n3)-cdcccecd)-c5cecec5)CC)cl)C
0=5(=0)(NCclcccccl-n2c(c(c(n2)-c3ccecc3)-cdeccecd)CC)NC([O-])=0
[O-]C(=0)COc1c(cc(c(-c2ccccec2-n3c(c(c(n3)-c4cccecd)-c5ceeec5)CC)cl)C)C
[O-]1C(Sc1ccec(-c2ceccc2-n3c(c(c(n3)-c4cccecd)-c5cecec5)CC)cl)=0
Clc1cc(OC)c(NCC([0-])=0)cc1-c2ccecc2-n3c(c(c(n3)-c4cceccd)-c5ceecec5)CC
Fclccec(-c2ccecec2-n3c(c(c(n3)-cdcccecd)-c5cecec5)CC)c1CSC([0-])=0
Clc1cec(SC([0-])=0)cc1-c2ccececc2-n3c(c(c(n3)-cdcccecd)-c5cecec5)CC
O=C(N(CC([0-])=0)C)ci1c(oc(-c2ccccc2-n3c(c(c(n3)-c4cceecd)-c5ceecec5)CC)cl)C
[O-]C(=0)C[C@ @H](OC)clcccc(cl)-c2ccecec2-n3c(c(c(n3)-cdccececd)-c5cccec5)CC
Clclcec(N(CC([0-])=0)C)cc1-c2ccecec2-n3c(c(c(n3)-c4cceeced)-c5cecec5)CC
[O-]C(=0)CCc1c(sc(-c2ccecc2-n3c(c(c(n3)-c4cceeced)-c5cecec5)CC)cl)C
0O=C(c1cccecl-n2c(c(c(n2)-c3cccee3)-cdcccccd)CC)c5cenc(SC([0-])=0)c5
Fclccc(-c2cceceec2-n3c(c(c(n3)-cd4ceccecd)-c5cccee5)CC)eclC(=0)C(=0)C([0-])=0
0=5(=0)(c1c(N)ccc(-c2cceccc2-n3c(c(c(n3)-c4cceeced)-c5cecec5)CC)el)C([0-])=0
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131
132
133
134
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174

[O-]C(=0)CN(c1c(ccc(-c2cceceec2-n3c(c(c(n3)-cdccceed)-c5ceeec5)CC)cl)CHN)C
O=C(N(CC([0-])=0)C)clcc(-c2cccec2-n3c(c(c(n3)-cdcccecd)-c5cecce5)CC)c[nH]1
Oclccc(ccl-c2ccecec2-n3c(c(c(n3)-cdccececd)-c5cccec5)CC)CC([0-])=0
[O-]C(=0)CCCC1(CC1)c2ccccc2-n3c(c(c(n3)-cdccececd)-c5cccec5)CC
S=C(SC([0-])=0)NCCc1lcccccl-n2c(c(c(n2)-c3cccee3)-cdcccecd)CC
[O-]C(=0)Cclcc2c(nenc2-c3cceece3-ndc(c(c(nd)-c5cceec5)-cbeecccc6)CC)enl
0O=C(OCOCCC([0-])=0)clcccecl-n2c(c(c(n2)-c3cccec3)-cdcccecd)CC
Fclccc(-c2cceec2-n3c(c(c(n3)-cdccececd)-c5cccec5)CC)eccl[C@@H](NC([O-])=0)C
Cll[C@@]1([C@@](C1)(C)C(OCC([O-])=0)=0)c2ccccc2-n3c(c(c(n3)-cdcccecd)-c5cccec5)CC
Oclcc(cc(-c2cecececc2-n3c(c(c(n3)-cdccececd)-c5eccec5)CC)el)CC([0-])=0
0=5(=0)(n1c2cc(-c3cccee3-ndc(c(c(nd)-c5cceec5)-cbeccec6)CC)ecc2enl)C([O-])=0
[O-]C(=0)CSC[C@ @H](Cclccececl-n2c(c(c(n2)-c3cceecc3)-cdcccecd)CC)C
[O-]C(=0)[C@H]1Cc2c(ccc(c201)-c3cccec3-ndc(c(c(nd)-c5cceec5)-cbececee6)CC)C
Clclcc(Cl)c(OCC([0-])=0)cc1-c2cccec2-n3c(c(c(n3)-cdcccecd)-c5cceec5)CC
Oclcc(nc(n1)CC([0-])=0)-c2cccec2-n3c(c(c(n3)-cdccececd)-c5cccee5)CC
[O-]C(=0)CCN1c2cc(-c3cccee3-ndc(c(c(n4)-c5cceec5)-cbeececect)CC)ecc2CCl
[O-]C(=0)Cclccc(SC)c(-c2cceceec2-n3c(c(c(n3)-cdccececd)-c5cccec5)CC)cl
Clclenc(ncl-c2ccccc2-n3c(c(c(n3)-c4cceccd)-c5ceecec5)CC)CC([0-])=0
[O-]C(=0)Cclc2c(onl)ccc(-c3cceece3-ndc(c(c(n4)-c5ccecec5)-cbeccee6)CC)c2
[O-]C(=0)Cclcc(cc(n1)C2CC2)-c3ccccc3-ndc(c(c(nd)-c5cccec5)-cbecceeh)CC
[O-]C(=0)Cclccc2c(c(-c3ccecee3-n4dc(c(c(nd)-c5ceceee5)-cbeecce6)CC)c([nH]2)C)cl
0O=C(c1ccce(-c2cceec2-n3c(c(c(n3)-c4cceccd)-c5ceeccec5)CC)cl)[C@ @H](C)C([O-])=0
Fclc(OCC([0-])=0)ccecl-c2ccecc2-n3c(c(c(n3)-c4cceecd)-c5cccec5)CC
Fclcc(-c2cccec2-n3c(c(c(n3)-c4cccecd)-c5ceeec5)CC)ec([C@H](0)CC([0-])=0)cl
O[C@H](clcee(s1)-c2cceecec2-n3c(c(c(n3)-cdccceed)-c5cecec5)CC)CC([0-])=0
[O-]C(=0)COCCCCclcccecl-n2c(c(c(n2)-c3cccece3)-cdcccecd)CC
[O-]C(=0)[C@@H]1C=C(Cc2ccccec2-n3c(c(c(n3)-c4ccecccd)-c5ceceec5)CC)CO1
0O=C(c1ccce(-c2cceec2-n3c(c(c(n3)-c4cceecd)-c5ceecec5)CC)cl)CC([0-])=0
Fclccc(cclCc2cccec2-n3c(c(c(n3)-cdcccecd)-c5cccec5)CC)CC([0-])=0
Fclccc(-c2cceeec2-n3c(c(c(n3)-cdccceed)-c5cccec5)CC)ecc1COC([0-])=0
Fclccc(OCC([0-])=0)ccl-c2ccecc2-n3c(c(c(n3)-c4cceecd)-c5cccec5)CC
[O-]C(=0)Cclceoc2cec(-c3ccecc3-n4c(c(c(n4)-c5ceeec5)-c6eececee6)CC)ec2l
[O-]C(=0)CCCCclccceccl-n2c(c(c(n2)-c3cccece3)-c4cceccd)CC
0O=C(Oc1lcccccl-c2ccccc2-n3c(c(c(n3)-cdccceccd)-c5ceecc5)CC)CC([0-])=0
[O-]C(=0)Cc1c2cc(-c3ccecee3-ndc(c(c(nd)-c5cceec5)-cbeccee6)CC)ec(c2onl)CC
[O-]C(=0)CCCHCCCNclcceecl-n2c(c(c(n2)-c3cceec3)-c4cccecd)CC
[O-]C(=0)Cn1c2cc(-c3cccee3-n4c(c(c(n4)-c5ceecee5)-cbeccec)CC)ecc2ol
[O-]C(SC1=N[C@ @H](c2ccccc2-n3c(c(c(n3)-c4cccecd)-c5ceceec5)CC)CS1)=0
[O-]C(=0)CN1c2cc(-c3ccceec3-ndc(c(c(n4)-c5cceec5)-cbeececeet)CC)ccc20CCL
O=C(N(CC([0-])=0)C)c1cc(-c2ccececec2-n3c(c(c(n3)-c4ccceed)-c5cecec5)CC)enlC
O=[S@ @](clcccc(Oc2cccecec2-n3c(c(c(n3)-c4cceecd)-c5ceecc5)CC)cl)C([0-])=0
[O-]C(=0)CC1(CC1)CSc2cccec2-n3c(c(c(n3)-cdcccecd)-c5cecec5)CC
[O-]C(=0)Cclcc(Cc2ccecec2-n3c(c(c(n3)-c4ccececd)-c5cecec5)CC)esl
Oclccc(OCC([0-])=0)cc1-c2ccecc2-n3c(c(c(n3)-c4ccceced)-c5ceecc5)CC
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[0-]C(=0)Cclc(/C=C/c2cccec2-n3c(c(c(n3)-cdcceecd)-c5cccec5)CC)eesl
[O-]C(=0)C0Oc1cnce(-c2cceec2-n3c(c(c(n3)-c4cceecd)-c5ceecec5)CC)cl
[O-]C(=0)NCCclc(-c2ccecec2-n3c(c(c(n3)-cdcccecd)-c5eccec5)CC)ecsl
O[C@H](Cclc(cce(-c2ccecec2-n3c(c(c(n3)-c4cccecd)-c5eccec5)CC)el)C)C([0-])=0
0=5(=0)(clccc(NN)c(-c2ccecc2-n3c(c(c(n3)-c4cceccd)-c5ceeec5)CC)cl)C([0-])=0
[O-]C(=0)CCclcc(-c2cccec2-n3c(c(c(n3)-c4cceecd)-c5ceecc5)CC)esl
[O-]C(=0)Cclcc2ccoc2c(-c3cccee3-ndc(c(c(nd)-c5ceecec5)-cbecccc6)CC)cl
[0-]C(=0)C0Oc1c(cnc(nl)-c2ccecec2-n3c(c(c(n3)-cdccceccd)-c5ceeec5)CC)C
[O-]C(=0)Cclccc2c(c(-c3ccecece3-ndc(c(c(nd)-c5ccecee5)-cbeeccc6)CC)c[nH]2)cl
Brclec(cc(-c2ccccc2-n3c(c(c(n3)-c4cccececd)-c5ceecc5)CC)cl)CC([0-])=0
[O-]C(=0)CO[C@H]1CCC[C@H](C1)c2ccecec2-n3c(c(c(n3)-c4cccecd)-c5ccecec5)CC
Fclc(OCC([0-])=0)ccc(F)c1-c2ccecec2-n3c(c(c(n3)-cdcccecd)-c5cccec5)CC
[O-]C(=0)Cclcc2c(0CO2)c(-c3cccecec3-ndc(c(c(n4)-c5cceec5)-cbecececct)CC)cl
[O-]C(=0)CN(c1ccee(-c2ccecec2-n3c(c(c(n3)-c4cceccd)-c5ceecec5)CC)cl)CCHC
Clclccc(-c2cccec2-n3c(c(c(n3)-cdcccecd)-c5cccee5)CC)ec10[C@H](C)C([O-])=0
0O=C(0OCC([0-])=0)c1c(nscl-c2ccccc2-n3c(c(c(n3)-cdcccecd)-c5ceecc5)CC)C
[O-]C(=0)Cclccc(c(-c2ccccc2-n3c(c(c(n3)-c4cccecd)-c5ceeec5)CC)cl)CC

O=[S@ @](clccce(-c2cceecec2-n3c(c(c(n3)-cdcccecd)-c5cecec5)CC)cl)C([0-])=0
Clclc([C@@H](0)CC([0-])=0)ccececl-c2cceec2-n3c(c(c(n3)-c4cccecd)-c5ccecec5)CC
[O-]C(=0)CSclcsc(-c2ccecec2-n3c(c(c(n3)-cdcccecd)-c5cecce5)CC)cl
FC(F)(F)clcc(OCC([0-]1)=0)nc(nl)-c2cccecc2-n3c(c(c(n3)-cdecccccd)-c5ceecc5)CC
Fclcec(ccl-c2ccccc2-n3c(c(c(n3)-c4cceecd)-c5ceecc5)CC)CC([0-])=0
0O=C(c1cc(OC)cc(-c2ccecec2-n3c(c(c(n3)-cdcceeed)-c5cecece5)CC)cl)CC([0-])=0
[0-]C(=0)C/C=C\clccec(-c2ccecc2-n3c(c(c(n3)-c4ccceced)-c5ceecc5)CC)cl
[0-]C(=0)C/C=C(/Cclcccccl-n2c(c(c(n2)-c3cccec3)-c4cccecd)CC)C
[O-]C(=0)[C@H](Oc1c(ccc(-c2ceece2-n3c(c(c(n3)-c4cccecd)-c5ceceec5)CC)cl)C)C
[O-]C(=0)[C@H](Oc1c(ccc(-c2cecece2-n3c(c(c(n3)-c4cceccd)-c5ceceec5)CC)cl)C)CC
[O-]C(=0)CCclcccc(-c2ceecee2-n3c(c(c(n3)-cdcccecd)-c5cecec5)CC)cl
[O-]C(=0)Cn1lccc2cee(-c3ceccc3-n4c(c(c(n4)-c5ceeec5)-c6ececee6)CC)ec2l
[O-]C(=0)Cclcnc2cec(-c3ccecc3-n4c(c(c(n4)-c5ceeec5)-cbececee6)CC)en2l
0=5(=0)(N1C[C@H](C[C@H](C1)C)c2ccccc2-n3c(c(c(n3)-c4ccececd)-c5ccecec5)CC)C([0-])=0
[0-]C(=0)C/C(=C/CCclccecccl-n2c(c(c(n2)-c3ccece3)-cdcceccd)CC)C
Fclecce(-c2cceeec2-n3c(c(c(n3)-cdccceed)-c5ceceec5)CC)cc1CNC([0-])=0
[0-]C(=0)/C=N/Oc1cccc(-c2cceece2-n3c(c(c(n3)-c4cccecd)-c5cecece5)CC)cl
[O-]C(=0)Cclcccc(Nc2cceec2-n3c(c(c(n3)-c4cccecd)-c5cccec5)CC)cl
[O-]C(=0)Cc1ccc(OC)c(-c2cccec2-n3c(c(c(n3)-c4cccecd)-c5cceec5)CC)cl
Oclc(-c2cceee2-n3c(c(c(n3)-clcceeced)-c5cecec5)CC)ec(ccl1C(C)C)CC([0-])=0
Clclcec(OCC([0-])=0)cc1-c2ccecc2-n3c(c(c(n3)-c4ccceccd)-c5ceeec5)CC
[O-]C(=0)CN(CC)clcc(ce(-c2ceceec2-n3c(c(c(n3)-c4cceecd)-c5cccec5)CC)cl)C
[0-]C(=0)C/C=C(/C)C#Cclcccccl-n2c(c(c(n2)-c3ccece3)-c4cceeccd)CC
0=5(=0)(NCC([0O-])=0)c1c(n[nH]c1-c2cccecc2-n3c(c(c(n3)-cldccceed)-c5cececc5)CC)C
[O-]C(=0)CN1c2cc(-c3ccceec3-ndc(c(c(n4)-c5cceec5)-cbeeeceet)CC)ccc2NCCl
Oclcc(N(CC([0-])=0)C)cc(-c2cccec2-n3c(c(c(n3)-c4cccecd)-c5cccec5)CC)cl
[O-]C(Scicnce(-c2ccecc2-n3c(c(c(n3)-c4cceccd)-c5ceeec5)CC)cl)=0
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[O-]C(=0)Cclccc(c(-c2ccccc2-n3c(c(c(n3)-c4cccccd)-c5ceecec5)CC)cl)C
[0-]C(=0)C0Ocl1cenc(n1)-c2ccecec2-n3c(c(c(n3)-c4ccececd)-c5eccec5)CC
0=5(=0)(clcc(N)cc(-c2cccecc2-n3c(c(c(n3)-cdccececd)-c5cecec5)CC)cl)C([0-])=0
[O-]C(=0)CO[C@H](COc1cccecl-n2c(c(c(n2)-c3cccee3)-cdcccecd)CC)C
Fclcc(OCC([O-])=0)cc(-c2ccecc2-n3c(c(c(n3)-c4cccecd)-c5cccec5)CC)cl
Clc1c(-c2cccec2-n3c(c(c(n3)-cdcccecd)-c5ceece5)CC)ec(OCC([0-])=0)cnl
[O-]C(=0)C[C@@H]1CCC[C@H](C1)Cc2cccec2-n3c(c(c(n3)-c4cceecd)-c5ceceec5)CC
[O-]C(=0)[C@@H]1c2cc(-c3cccce3-ndc(c(c(n4d)-c5cceece5)-c6eececect)CC)ecc2[C@H](C1)C
[O-]C(=0)CSCC1(CC1)c2cccec2-n3c(c(c(n3)-cdccececd)-c5cecec5)CC
O=C(NCCclcccccl-n2c(c(c(n2)-c3cccec3)-cdccececd)CC)CC([0-])=0
0=5(=0)(N[C@H](clcccececl-n2c(c(c(n2)-c3cceecc3)-c4cccccd)CC)C)CC([0-])=0
[O-]C(=0)Cclcccc(-c2ccecec2-n3c(c(c(n3)-cdcccecd)-c5cccec5)CC)cl
0O=C(c1nc(-c2ccccec2-n3c(c(c(n3)-cdccceced)-c5ceecc5)CC)es1)CC([0-])=0
[O-]C(=0)CC#CCclcccecl-n2c(c(c(n2)-c3cccece3)-cdcccccd)CC
Fclc(NCC([O-])=0)cc(F)ccl-c2ccecc2-n3c(c(c(n3)-c4cceecd)-c5ceceec5)CC
[O-]C(=0)[C@@H]1Cc2c(S1)ccecec2-c3ccecee3-n4dc(c(c(nd)-c5ccecec5)-cbeeccc6)CC
0O=C(0CC([0-])=0)clccnccl-c2cccecc2-n3c(c(c(n3)-cdcceeecd)-c5cecee5)CC
[O-]C(=0)COCCCclcccecl-n2c(c(c(n2)-c3cccee3)-cdccceecd)CC
Fclccec(-c2cceec2-n3c(c(c(n3)-cdccececd)-c5cccec5)CC)c1C(OCC([0-])=0)=0
Oclcc(OCC([0-])=0)cc(-c2cccec2-n3c(c(c(n3)-cdcccecd)-c5cecce5)CC)cl
[O-]C(=0)[C@]1(Oc2ccec(c201)-c3cccece3-ndc(c(c(nd)-c5cecce5)-cb6ececcc)CC)C
Fclec(cc(-c2ccccc2-n3c(c(c(n3)-c4ccceccd)-c5ceecc5)CC)c1C)CC([0-])=0
Clclcc(-c2cceecc2-n3c(c(c(n3)-cdcccecd)-c5cccee5)CC)ec([C@H](0)CC([0-])=0)c1
[O-]C(=0)N(Cclcccecl-c2cceec2-n3c(c(c(n3)-c4cccecd)-c5ceecec5)CC)C
[O-]C(=0)CSCclcc(ceccl-c2cccec2-n3c(c(c(n3)-c4cccecd)-c5eccec5)CC)C
[O-]IN+](=0)C[C@ @H](c1ccce(-c2ccecec2-n3c(c(c(n3)-c4cceccd)-c5ceceec5)CC)ecl)C([0-])=0
[O-]C(=0)Cclcoc2cc(c(-c3ceecece3-ndc(c(c(nd)-c5cceec5)-cbeccec)CC)ec21)C
Oclc(cc(ccl-c2cccec2-n3c(c(c(n3)-c4cccecd)-c5ceeec5)CC)CC([0-])=0)C
O=C(N(CC([0-])=0)C)elcc(-c2cccecc2-n3c(c(c(n3)-cdcceceed)-c5cecece5)CC)esl
Clclcec(cc10c2cceceec2-n3c(c(c(n3)-c4cccccd)-c5ceecc5)CC)CC([0-])=0
0=5(=0)(CC1(CC1)c2cccec2-n3c(c(c(n3)-cdcccecd)-c5eccec5)CC)CC([0-])=0
[O-]C(=0)CSclencc(-c2cceccc2-n3c(c(c(n3)-cdccceced)-c5cecec5)CC)cl
[0-]C(=0)COc1c(N)cce(nl)-c2ccecec2-n3c(c(c(n3)-cdccececd)-c5cccee5)CC
[O-]C(SSSCclccececcl-n2c(c(c(n2)-c3cccce3)-c4cceccd)CC)=0
Fclenc(NC([0O-])=0)ccl-c2ccccc2-n3c(c(c(n3)-c4cceecd)-c5cecec5)CC
Fclcec(ccl[C@@H]2[C@@H](C2)C([0-])=0)-c3ccceec3-ndc(c(c(nd)-c5ceeec5)-cbececeet)CC
[O-]C(=0)NNciccee(-c2cccec2-n3c(c(c(n3)-c4cccecd)-c5ceeec5)CC)cl
[0-]C(=0)COci1cce(N)c(n1)-c2ccecec2-n3c(c(c(n3)-c4ccececd)-c5cccee5)CC
[O-][N+](=0)c1ccc(-c2ccecec2-n3c(c(c(n3)-cdcccecd)-c5ccceec5)CC)ccINCC([0-])=0
[O-]C(=0)CN(c1cce(c(-c2cceecec2-n3c(c(c(n3)-cdccceed)-c5cecec5)CC)el)C)C
[O-]C(=0)COc1csc(-c2ccecec2-n3c(c(c(n3)-c4ccceccd)-c5ceecc5)CC)cl
Brclccc(ccl-c2ccccc2-n3c(c(c(n3)-c4cceecd)-c5ceeec5)CC)CC([0-])=0
[O-]C(=0)Cclccc(NN)c(-c2cccec2-n3c(c(c(n3)-c4cccecd)-c5ceceec5)CC)cl
[O-]C(=0)COCCSc1ccceccl-n2c(c(c(n2)-c3ccecec3)-c4cccccd)CC
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[O-]C(=0)COc1ccc(c(-c2ccecec2-n3c(c(c(n3)-c4cccecd)-c5cccec5)CC)cl)CHN
[O-]C(=0)Cclccc2cen(-c3ccccc3-ndc(c(c(n4)-c5cceec5)-c6eececece6)CC)c2cl
Clclcc(cc(-c2ccecec2-n3c(c(c(n3)-cdcccecd)-c5ceeec5)CC)c10)CC([0-])=0
[O-]C(=0)[C@H](Oclccc(N)c(-c2cccec2-n3c(c(c(n3)-cdccceccd)-c5ceecc5)CC)cl)C
Clclccec(-c2ceccec2-n3c(c(c(n3)-cdcccecd)-c5ccceec5)CC)eccINCC([0-])=0
[0-]C(=0)C0Oc1cc(OC)cc(-c2ccecec2-n3c(c(c(n3)-c4cccecd)-c5cccec5)CC)cl
Clc1cc(SCC([0-])=0)cc(-c2ccecec2-n3c(c(c(n3)-cdccececd)-c5cecec5)CC)cl
Clclcc(cc(-c2ccecec2-n3c(c(c(n3)-cdcccecd)-c5cceec5)CC)cl)CC([0-])=0
[O-]C(=0)Cclcc(0C)cc(-c2cccec2-n3c(c(c(n3)-c4cccecd)-c5ceecec5)CC)cl
O=[S@](c1lcccc(-c2ccecec2-n3c(c(c(n3)-cdcecececd)-c5cccec5)CC)ecl)CC([0-])=0
[O-]C(=0)CN1c2cc(-c3ccceec3-ndc(c(c(n4d)-c5cceecc5)-cbeeecec6)CC)eccc2CCCl
[O-]C(=0)[C@@H]1c2cc(-c3cccce3-ndc(c(c(nd)-c5cceecc5)-cbeececec6)CC)ecc2CCl
[O-]C(=0)CN(c1ccee(-c2cceec2-n3c(c(c(n3)-c4cceccd)-c5ceecec5)CC)cl)C
Clclcec(ccINc2ccccc2-n3c(c(c(n3)-cdccececd)-c5cecee5)CC)CC([0-])=0
0=5(=0)(NCC([0O-])=0)clccc(s1)-c2cccec2-n3c(c(c(n3)-c4cccecd)-c5ceceec5)CC
Fclc(NCC([O-])=0)c(F)c(F)c(F)c1-c2ccecec2-n3c(c(c(n3)-c4ccececd)-c5eceee5)CC
[O-]C(=0)CcH#C[C@@H](clccececcl-n2c(c(c(n2)-c3cccec3)-cdccceccd)CC)C
0=5(=0)(clcccc(-c2ccecec2-n3c(c(c(n3)-cdcceecd)-c5cccec5)CC)el)C([0-])=0
[O-]C(=0)CSclcec(c(-c2ccecc2-n3c(c(c(n3)-c4cceecd)-c5ceecec5)CC)cl)C
Fclec(cc(-c2ccccc2-n3c(c(c(n3)-c4cccecd)-c5cecec5)CC)clF)CC([0-])=0
Clc1cc(OCC([0-])=0)cc(-c2cccec2-n3c(c(c(n3)-c4cceccd)-c5ceecc5)CC)cl
[0-]C(=0)Cclnc2n(nl)c(-c3ccecee3-n4c(c(c(nd)-c5cceec5)-cbeeccee6)CC)es2
0=5(=0)(NC([0O-])=0)Cclcccccl-c2ccecec2-n3c(c(c(n3)-cdcccecd)-c5cecec5)CC
Fclec(cc(-c2ccccc2-n3c(c(c(n3)-c4cccecd)-c5ceccc5)CC)c10)CC([0-])=0
Fclec(cc(-c2ccccc2-n3c(c(c(n3)-c4cecccd)-c5cecec5)CC)ecl)C(=0)CC([0-])=0
[O-]C(=0)[C@H]1CCOc2cc(c(-c3ccece3-n4c(c(c(n4)-c5cceece5)-cb6ceccc6)CC)ec21)C
FC(F)(F)clcc(OCC([0-])=0)ce(-c2cceec2-n3c(c(c(n3)-c4cccecd)-c5cecec5)CC)cl
[O-]C(=0)COc1c(ccc(-c2cececec2-n3c(c(c(n3)-cdcccecd)-c5cccec5)CC)clC)C
Oclcc2CCC[C@ @H](c2ccl-c3cccce3-n4c(c(c(n4)-c5cceec5)-cbeececet)CC)C([0-])=0
Clclcc(O/N=C/C([0-])=0)cc(-c2ccccc2-n3c(c(c(n3)-c4ccceced)-c5ceecc5)CC)cl
[O-]C(=0)CCCH#CCclcccecl-n2c(c(c(n2)-c3ccecee3)-cdcccccd)CC
[O-]C(=0)Cclec(cc(-c2ccccc2-n3c(c(c(n3)-c4cccecd)-c5ceeec5)CC)cl)C
[O-]C(=0)CN(CC)clceccc(-c2cccec2-n3c(c(c(n3)-c4cccecd)-c5ceecc5)CC)cl
Fclcec(O[C@H](C)C([0-])=0)cc1-c2cccec2-n3c(c(c(n3)-c4cccecd)-c5eceee5)CC
[O-]C(=0)CC(CSclcccecl-n2c(c(c(n2)-c3cccee3)-cdcccced)CC)=C
[O-]C(=0)COCclccec(-c2ccecc2-n3c(c(c(n3)-c4cccecd)-c5cceec5)CC)cl
[0-]C(=0)/N=N/Cclccce(-c2ccecee2-n3c(c(c(n3)-cdccececd)-c5ccecec5)CC)cl
0=5(=0)(c1ccc(c(-c2cceccc2-n3c(c(c(n3)-c4cccecd)-c5ceecc5)CC)cl)CC)C([0-])=0
[O-]C(=0)[C@@H]1c2cc(-c3cccce3-n4c(c(c(n4)-c5cceec5)-cbeceect)CC)ec(c20CC1)C
[O-]C(=0)[C@@H]1c2cc(-c3cccce3-n4c(c(c(n4)-c5cceec5)-cbececect)CC)eccc2CCCl
0O=C(Sc1cccccl-n2c(c(c(n2)-c3ceece3)-c4cccecd)CC)CCC([0-])=0
0=5(=0)(c1c(0)ccc(-c2cccec2-n3c(c(c(n3)-c4cceecd)-c5ceccc5)CC)ecl)C([0-])=0
[O-]C(=0)CCclcsc(-c2ccecec2-n3c(c(c(n3)-c4cccecd)-c5cccee5)CC)cl
[O-]C(=0)Cc1c(c2ccee(c2[nH]1)-c3ccecc3-n4c(c(c(n4)-c5cceec5)-cbeeceect)CC)C
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Clclccec(ccl-c2cccec2-n3c(c(c(n3)-cdccceccd)-c5ceeec5)CC)CC([0-])=0
Fclcc(O/N=C/C([0-])=0)cc(-c2cccec2-n3c(c(c(n3)-cdcccecd)-c5cccec5)CC)cl
[O-]C(=0)COc1c(N)cce(-c2ccecec2-n3c(c(c(n3)-c4cccecd)-c5ceecec5)CC)cl
[0-]C(=0)C/C=C\CCclccccel-n2c(c(c(n2)-c3cccce3)-c4cccccd)CC
[O-]C(OCOcl1cceecl-c2ccecc2-n3c(c(c(n3)-c4cceeccd)-c5ceeec5)CC)=0
[O-]C(=0)CNclncec(nl)-c2ccecec2-n3c(c(c(n3)-c4cceecd)-c5ceeecec5)CC
[O-]C(=0)[C@H](N(clccec(-c2ccceec2-n3c(c(c(n3)-cdcccecd)-c5ceecc5)CC)cl)C)C
Oclccc(-c2cccec2-n3c(c(c(n3)-c4cccecd)-c5ceeec5)CC)ecl1OCC([0-])=0
[0-]C(=0)/C=N/OCCCclcccccl-n2c(c(c(n2)-c3ccece3)-c4cccecd)CC
Clclenc(NCC([0-])=0)c(-c2cccecec2-n3c(c(c(n3)-cdcccecd)-c5ceeec5)CC)cl
[O-]C(=0)Cclccc2cccc(-c3cccece3-ndc(c(c(n4)-c5cccec5)-cbeeccc6)CC)c2cl
0=5(=0)(clccc(N)c(-c2cccecc2-n3c(c(c(n3)-cdcccecd)-c5cecec5)CC)cl)C([0-])=0
0=5(=0)(N(clcccc(-c2ccecec2-n3c(c(c(n3)-c4cceecd)-c5eccec5)CC)el)C)C([0-])=0
[O-]C(=0)CNclc(cce(-c2cececec2-n3c(c(c(n3)-c4cceccd)-c5ceecec5)CC)cl)C
OC/C(CCclccececcl-n2c(c(c(n2)-c3cecce3)-c4cceccd)CC)=C/CC([0-])=0
[O-]C(=0)[C@@H]1c2cc(-c3cccce3-ndc(c(c(n4)-c5cceec5)-cbeececect)CC)eecc20CCL
[O-]C(=0)Cclccc(s1)Oc2ccecc2-n3c(c(c(n3)-c4cccecd)-c5ccecec5)CC
Fclec(-c2cccec2-n3c(c(c(n3)-c4ccceced)-c5ceece5)CC)ec(CCC([0-])=0)cl
0O=C(0OCC([0-])=0)clccocl-c2ccccc2-n3c(c(c(n3)-c4cccecd)-c5cceec5)CC
[0-]C(=0)C0Oc1cnn(-c2cccec2-n3c(c(c(n3)-cdcccecd)-c5cccee5)CC)cl
[O-]C(=0)CCCC(c1ccececl-n2c(c(c(n2)-c3cceec3)-cdeccecd)CC)=C
Fclcc(-c2cccec2-n3c(c(c(n3)-c4cccecd)-c5cecec5)CC)ec(C(=0)N(CC([0-])=0)C)cl
Fclcee(S(=0)(=0)C([0-])=0)ccl-c2ccecc2-n3c(c(c(n3)-c4cceccd)-c5ceceec5)CC
O=C(N(CC([0-])=0)C)clcc(-c2ccecec2-n3c(c(c(n3)-cdccececd)-c5cecee5)CC)c(s1)C
0=5(=0)(n1ccc2cec(-c3ccece3-ndc(c(c(n4)-c5cceec5)-c6eececec6)CC)cc21)C([O-])=0
[O-]C(=0)[C@H]1CCCN1c2cccc(-c3cceee3-ndc(c(c(n4)-c5cceec5)-cbeecec6)CC)c2
Clc1ccc(S(=0)(=0)C([0-])=0)cc1-c2ccccc2-n3c(c(c(n3)-cdcccecd)-c5cecec5)CC
O=C(0C)[C@@H](Oclcccc(-c2cccecec2-n3c(c(c(n3)-cdccececd)-c5cecece5)CC)cl)C([0-])=0
[O-]C(=0)CNclcee(SC)c(-c2ceccc2-n3c(c(c(n3)-c4cccecd)-c5ceeec5)CC)cl
0=5(=0)(NCC([0O-])=0)c1c[nH]c(c1)-c2ccccc2-n3c(c(c(n3)-c4ccccecd)-c5ceeec5)CC
[O-]C(OCc1ccee(-c2cceec2-n3c(c(c(n3)-c4cccecd)-c5cccee5)CC)el)=0
[O-]C(=0)NCclcc(OC)ce(-c2ccecec2-n3c(c(c(n3)-c4cceccd)-c5ccecec5)CC)cl
0=5(=0)(clccc(c(-c2cceccc2-n3c(c(c(n3)-c4cccecd)-c5ceecc5)CC)ecl)C)C([0-])=0
Fclcec(-c2cceeec2-n3c(c(c(n3)-cdcccecd)-c5cccec5)CC)ecc1COCC([0-])=0
[O-]C(=0)[C@H]1CCOc2c(cc(cc21)-c3cccee3-ndc(c(c(nd)-c5cccec5)-cbecceec6)CC)CC
[O-]C(OCc1csc(-c2cceec2-n3c(c(c(n3)-c4cceccd)-c5ceceec5)CC)cl)=0
[O-]1[N+](=0)c1cc(cc(-c2cccecc2-n3c(c(c(n3)-c4cceeed)-c5cecee5)CC)ecl)CC([0-])=0
[O-]C(=0)[C@@H]1c2cc(-c3cccec3-n4c(c(c(n4)-c5cceecc5)-c6ccecct)CC)ececc2SCCl
Fclcec(c2c1C[C@@H](02)C([0-])=0)-c3ccece3-n4c(c(c(nd)-c5cceec5)-cbecceeh)CC
Fclc(cc(S(=0)(=0)C([0-])=0)cc1-c2cccec2-n3c(c(c(n3)-cdccececd)-c5eceec5)CC)C
Clclcc(O[C@H](C)C([0-])=0)cc(-c2ccccc2-n3c(c(c(n3)-c4cccecd)-c5cecec5)CC)cl
[O-]C(=0)CCclccc(c(-c2cceccc2-n3c(c(c(n3)-c4cceccd)-c5cceec5)CC)cl)C
Clclcc(cc(-c2ccceec2-n3c(c(c(n3)-c4cccecd)-c5cecec5)CC)c10C)CC([0-])=0
[O-]C(=0)CCclcncc(-c2cceecc2-n3c(c(c(n3)-c4cceeccd)-c5cecec5)CC)cl
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[O-]C(=0)CN(c1cc(cc(-c2cceecec2-n3c(c(c(n3)-cdccececd)-c5cecec5)CC)el)C)C
[O-]C(OCclcc(-c2ccecec2-n3c(c(c(n3)-cdcceececd)-c5cecec5)CC)esl)=0
Fclccc(NC([0O-])=0)ccl-c2ccccc2-n3c(c(c(n3)-c4cceccd)-c5ceeec5)CC
Fclc(CC([O-])=0)ccccl-c2cccec2-n3c(c(c(n3)-cdcccecd)-c5ceecc5)CC
Oclcc(-c2cceccc2-n3c(c(c(n3)-cdeccecd)-c5cccec5)CC)ec(CCC([0-])=0)cl
[O-]C(SCclcce(ccl-c2ceccec2-n3c(c(c(n3)-cdcccecd)-c5cccec5)CC)C)=0
Clclcc(cc(-c2ccecec2-n3c(c(c(n3)-cdcccecd)-c5cccec5)CC)el)[C@H](0)C([0-])=0
[O-]C(=0)[C@H](Oclcc(cc(-c2cceec2-n3c(c(c(n3)-c4cceecd)-c5ceeec5)CC)cl)C)CC
Fclcc(-c2cccec2-n3c(c(c(n3)-c4cccccd)-c5cecec5)CC)ec(CNC([O-])=0)cl
O[C@@H](clccceel-n2c(c(c(n2)-c3cceceec3)-cdcccecd)CC)C/C=C\CC([0-])=0
0=5(=0)(CCCOCC([0-])=0)cicccccl-n2c(c(c(n2)-c3cceec3)-cdeccecd)CC
Clc1cc(NCC([0-])=0)cc(-c2ccecec2-n3c(c(c(n3)-cdcccecd)-c5cccec5)CC)cl
0=5(=0)(clcc(-c2cccec2-n3c(c(c(n3)-c4cccecd)-c5cecec5)CC)es1)C([0-])=0
[0-]C(=0)CCO/C=C/clcccecl-n2c(c(c(n2)-c3cceec3)-c4cccecd)CC
[O-]C(=0)COCclcceecl-c2ccecc2-n3c(c(c(n3)-c4cceecd)-c5ceeec5)CC
[O-]C(=0)CCclcenc(-c2ccecec2-n3c(c(c(n3)-cdcccecd)-c5ceecc5)CC)cl
[O-]C(=0)[C@@H](c1cc(cc(-c2cceeec2-n3c(c(c(n3)-cdcccecd)-c5cecee5)CC)el)C)C
Fclcc(NCC([0O-])=0)cc(-c2ccccc2-n3c(c(c(n3)-c4cccecd)-c5cecec5)CC)cl
[O-]C(=0)[C@@H](OCC)clcccc(-c2ccecec2-n3c(c(c(n3)-c4cceecd)-c5cceec5)CC)cl
[O-]C(=0)[C@H]1Cc2cccc(c201)-c3cccece3-ndc(c(c(n4)-c5ceecc5)-cb6eeccc)CC
O[C@@H](clccec(-c2cccec2-n3c(c(c(n3)-c4cccecd)-c5cceec5)CC)cl)CC([0-])=0
[0-]C(=0)C/C=C/c1cceeccl-c2ccecc2-n3c(c(c(n3)-c4cececcd)-c5ccecc5)CC
Clclcc(-c2cceecc2-n3c(c(c(n3)-cdcceceed)-c5cccee5)CC)ec(S(=0)(=0)C([0-])=0)c1
[O-]C(=0)CSCSclcceccl-n2c(c(c(n2)-c3cceec3)-cdcccecd)CC
[O-]C(=0)[C@H](Oclcccc(-c2ccecec2-n3c(c(c(n3)-c4ccceed)-c5cecec5)CC)el)C(C)C
Fclccec(-c2ccecec2-n3c(c(c(n3)-cdecceed)-c5cccec5)CC)cINCCC([O-])=0
0=5(=0)(Nc1c(-c2cccec2-n3c(c(c(n3)-c4cccecd)-c5cccee5)CC)c(cs1)C)C([0-])=0
Fclc(F)c(-c2cceccc2-n3c(c(c(n3)-c4cccecd)-c5ceeec5)CC)ec(COC([0-])=0)cl
Fclec(-c2cccec2-n3c(c(c(n3)-c4cccced)-c5ceece5)CC)ec(N([C@@H](C)C([0-])=0)C)c1
Oc1c(CNC([0-])=0)cccecl-c2cccecc2-n3c(c(c(n3)-cdccececd)-c5cecee5)CC
Fclc(NCC([O-])=0)ccccl-c2ccccc2-n3c(c(c(n3)-c4cccecd)-c5cceec5)CC
[O-]C(SCclcc(-c2cceec2-n3c(c(c(n3)-c4cccecd)-c5ccecec5)CC)eenl)=0
[O-]C(=0)Cclnc2c(ol)cccc2-c3cccece3-ndc(c(c(n4)-c5cceee5)-cbeeccc)CC
Clclcec(ccl-c2cccecc2-n3c(c(c(n3)-cdccceced)-c5ceecc5)CC)COC([0-])=0
S=C(Oclcccc(-c2ccceec2-n3c(c(c(n3)-cdccececd)-c5cecece5)CC)cl)C([0-])=0
[O-]C(=0)CNc1c(OC)cce(-c2cceec2-n3c(c(c(n3)-c4cceecd)-c5cecec5)CC)cl
0=5(=0)(n1c2cccec2c(nl)-c3ccecece3-ndc(c(c(n4)-c5ceecee5)-cbeecce)CC)C([0-])=0
[O-]C(=0)Cclcc2ceec(c2[nH]1)-c3cccee3-n4dc(c(c(n4)-c5ceeee5)-cbecccc)CC
[O-]C(=0)[C@@H](CC)clccec(-c2cccec2-n3c(c(c(n3)-c4cccecd)-c5ceecc5)CC)cl
[O-]C(OCc1cccc(nl)-c2cecec2-n3c(c(c(n3)-cdcccecd)-c5cccec5)CC)=0
0O=C(0CCC([0-])=0)[C@@H](c1cccececl-n2c(c(c(n2)-c3cccee3)-c4cccecd)CC)C
[O-]C(=0)Cclcsc2ccc(-c3ccecee3-ndc(c(c(n4)-c5ceecee5)-cbeccec)CC)ec21
Clclccec(-c2cccec2-n3c(c(c(n3)-cdcccecd)-c5cecee5)CC)ebelnc(o6)CC([0-])=0
Fclcc(-c2ccecc2-n3c(c(c(n3)-c4cecccd)-c5ceecc5)CC)ec(S(=0)(=0)C([0-])=0)c1
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[O-]C(=0)CNclc(cce(-c2ccecec2-n3c(c(c(n3)-c4cccecd)-c5cccec5)CC)cl)CHN
0O=C(Nc1lccscl-c2cceec2-n3c(c(c(n3)-cdccececd)-c5cceec5)CC)CC([0-])=0
FIC@@]1(Oc2cccc(-c3cccee3-ndc(c(c(nd)-c5cceec5)-cbeecce6)CC)c201)C([0-])=0
[O-]C(=0)[C@H]1Cc2cc(cc(c201)-c3cccec3-ndc(c(c(nd)-c5cceec5)-cbececec6)CC)C
0O=C(clcccccl-n2c(c(c(n2)-c3cccece3)-cdcccccd)CC)c5coc(c5)CC([0-])=0
SCclc(nc(s1)CC([0-])=0)-c2cccec2-n3c(c(c(n3)-c4cceccd)-c5ceecec5)CC
0=5(=0)(clccceccl-n2c(c(c(n2)-c3cceece3)-c4cccccd)CC)CCOCC([O-])=0
[O-]C(=0)Cclnc2ccec(c2[nH]1)-c3cccee3-ndc(c(c(n4)-c5ccecec5)-cbeeccc6)CC
Clclccec(-c2cccec2-n3c(c(c(n3)-c4cccecd)-c5cceec5)CC)cINCCC([O-])=0
[O-]C(=0)CNclc(c2c(s1)CCC2)-c3cccec3-ndc(c(c(nd)-c5ceeec5)-cbececee6)CC
[O-]C(=0)Cclnc2ccec(-c3ccecc3-ndc(c(c(n4)-c5ceeec5)-c6eececece6)CC)c2o0l
[O-]C(OCclnc(-c2ccccc2-n3c(c(c(n3)-c4cccecd)-c5cecec5)CC)es1)=0
Fclcc(NCC([0O-])=0)cc(-c2ccccc2-n3c(c(c(n3)-cdccceced)-c5ceecc5)CC)c10C
[O-]C(=0)CNc1c(N)cee(-c2cccec2-n3c(c(c(n3)-c4cccecd)-c5cecec5)CC)cl
O=C(O[C@ @H](clccceecl-n2c(c(c(n2)-c3cceec3)-c4cceecd)CC)C(C)C)CC([O-])=0
0O=C1c2cccc(c2N[C@H](N1)C([0-])=0)-c3cccce3-n4c(c(c(nd)-c5cceec5)-cbececece)CC
Fclccc(NCC([0-])=0)ccl-c2ccecc2-n3c(c(c(n3)-c4ccecccd)-c5cecec5)CC
[O-]C(=0)CNclcec(0C)c(-c2ccecec2-n3c(c(c(n3)-c4cceccd)-c5cceecc5)CC)cl
[O-]C(=0)C[C@H]([N+])clcccc(-c2ccceec2-n3c(c(c(n3)-cdcceeed)-c5cecec5)CC)cl
Oc1c(OCC([0-])=0)ccccl-c2ccccc2-n3c(c(c(n3)-cdccceced)-c5ceecc5)CC
0O=C(COclcc(scl-c2ccecc2-n3c(c(c(n3)-c4ccececd)-c5ceeece5)CC)C)C([0-])=0
[O-]C(OCc1cc(cc(-c2ccccec2-n3c(c(c(n3)-cdcceeced)-c5ceecc5)CC)cl)C)=0
[O-]C(=0)CNclc(-c2cccec2-n3c(c(c(n3)-cdcceeed)-c5cccec5)CC)eesl
[O-]C(=0)[C@H](Oclc([nH+]cc(-c2ceecc2-n3c(c(c(n3)-c4cccecd)-c5ceeec5)CC)cl)N)C
[O-]C(=0)CCCclcc(scl-c2ccecc2-n3c(c(c(n3)-c4cccecd)-c5cceec5)CC)C
[O-]C(=0)Nclcsc(-c2ccecec2-n3c(c(c(n3)-cdccececd)-c5cccee5)CC)cl
[O-]C(=0)CCSSclcceccl-n2c(c(c(n2)-c3ccccc3)-cdcceecd)CC
[O-]C(=0)[C@H]1COc2ccc(-c3ccecec3-néc(c(c(nd)-c5cceec5)-cbeccee6)CC)ec21
Fclccc(-c2cceeec2-n3c(c(c(n3)-c4ccceed)-c5ccceec5)CC)ecc10CCC([0-])=0
Clclccc(-c2cccec2-n3c(c(c(n3)-cdcceecd)-c5cecee5)CC)eclCSC([0-])=0
[O-]C(=0)Nclce(-c2cceccc2-n3c(c(c(n3)-c4cccecd)-c5ceceec5)CC)c(s1)C
Fclcee(cclC2(CC2)C([0-])=0)-c3ccece3-n4c(c(c(nd)-c5ccecc5)-cbeececec)CC
Fclc(F)c(NCC([O-])=0)cc(-c2cccec2-n3c(c(c(n3)-c4cceccd)-c5ceecec5)CC)cl
Fclcec([C@H](CC)C([0-])=0)ccl-c2ccccc2-n3c(c(c(n3)-c4cccecd)-c5ceecc5)CC
0=5(=0)(c1cccec1-n2c(c(c(n2)-c3cceee3)-c4eccecd)CC)/C=C/CC([0-])=0
Fclcec(-c2cceeec2-n3c(c(c(n3)-c4cceeced)-c5ccccc5)CC)ecIN[C@ @H](C)C([0-])=0
[O-]C(SCCSc1cccecl-n2c(c(c(n2)-c3cccec3)-c4cccccd)CC)=0
O=[S@](CC1(CC1)c2cccec2-n3c(c(c(n3)-cdccececd)-c5ceccec5)CC)CC([0-])=0
Clclcc(c2c(C[C@@H](02)C([0-])=0)c1)-c3cccce3-n4c(c(c(n4)-c5ceeece5)-cbececce)CC
Fclec(cc(-c2ccccec2-n3c(c(c(n3)-c4ccceccd)-c5ceecc5)CC)ecl)CC([0-])=0
[O-]C(=0)[C@H](Oclccc(c(-c2cceec2-n3c(c(c(n3)-c4cceecd)-c5ceceec5)CC)cl)C)CC
0=5(=0)(Nclcecscl-c2ccecc2-n3c(c(c(n3)-c4cceeced)-c5cecec5)CC)C([0-])=0
Clclcc(-c2cceecc2-n3c(c(c(n3)-cdccececd)-c5cceec5)CC)ec(COC([0-])=0)cl
[O-]C(=0)C0OCSc1cccecl-n2c(c(c(n2)-c3ccecee3)-cdcccecd)CC
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[O-]C(=0)COoC[C@ @H](Cclcccecl-n2c(c(c(n2)-c3ccecee3)-cdcccecd)CC)C
0=5(=0)(Nclcccccl-c2ccccc2-n3c(c(c(n3)-cdcccecd)-c5ceecec5)CC)C([0-])=0
[O-]C(=0)coC[C@@H](clccceccl-n2c(c(c(n2)-c3cccee3)-cdeccecd)CC)C
Fclcc(-c2cccec2-n3c(c(c(n3)-c4cccccd)-c5cecec5)CC)ec(COC([0-])=0)cl
Fclc(F)ccc(-c2cceeec2-n3c(c(c(n3)-cdccececd)-c5cccec5)CC)cINCCC([O-])=0
0=5(=0)(Nc1c(ccc(-c2ccecec2-n3c(c(c(n3)-c4cceecd)-c5eccec5)CC)el)C)C([0-])=0
[O-]C(=0)COc1c([nH+]cc(-c2ccecec2-n3c(c(c(n3)-c4cccecd)-c5cccec5)CC)cl)N
0O=C(0CC([0-])=0)CSCclccceccl-n2c(c(c(n2)-c3cccec3)-cdcccecd)CC
0O=C(c1c(oc(c1)CC([0-])=0)C)c2cccecc2-n3c(c(c(n3)-cdcccecd)-c5ceccc5)CC
Fclec([C@@H](C)C([O-])=0)cc(-c2ccccc2-n3c(c(c(n3)-c4cccecd)-c5cecec5)CC)cl
S=C(clcccccl-n2c(c(c(n2)-c3cccee3)-cdecceecd)CC)c5c(nc(s5)CC([0-])=0)C
0=5(=0)(N1CCC[C@H](C1)c2cccecc2-n3c(c(c(n3)-c4cccecd)-c5ceecec5)CC)CC([0-])=0
[O-]C(SSSSclcccccl-n2c(c(c(n2)-c3cccecc3)-cdcceecd)CC)=0
[0-]C(=0)CcCC/C(=C\clcceccl-n2c(c(c(n2)-c3ccecc3)-cdcceccd)CC)C
[0-]C(=0)CcCC/C=C(/c1cceccl-n2c(c(c(n2)-c3ccecc3)-cdcceccd)CC)C
Clclc(cc(O[C@H](C)C([0-])=0)cc1-c2ccececc2-n3c(c(c(n3)-cdccececd)-c5cceee5)CC)C
[O-]C(=0)[C@H](Oclcccc(-c2cceceec2-n3c(c(c(n3)-cdccececd)-c5cccee5)CC)el)CC
Fclec(-c2cccec2-n3c(c(c(n3)-c4cccccd)-c5cecec5)CC)ec([C@H](CC)C([0-])=0)c1
0=5(=0)(n1ccc(-c2ccccc2-n3c(c(c(n3)-c4cccecd)-c5ceeec5)CC)cl)C([0-])=0
Fclec(cc(-c2cccec2-n3c(c(c(n3)-c4cccecd)-c5cecec5)CC)cl)[C@ @H](0)C([0-])=0
FC(F)(c1ccee(-c2ccccc2-n3c(c(c(n3)-c4cceecd)-c5ceeee5)CC)cl)C([0-])=0
[O-]C(=0)[C@H](Nclcccc(-c2ccecec2-n3c(c(c(n3)-cdcccecd)-c5cccec5)CC)cl)CHN
[O-]C(=0)Cclnc2c(ccc(-c3ccecee3-ndc(c(c(n4)-c5cceec5)-cbeccec6)CC)c2[nH]1)C
Fclc(NS(=0)(=0)C([0-])=0)ccccl-c2cccec2-n3c(c(c(n3)-cdccececd)-c5eccec5)CC
[O-]C(=0)CCCclcccccl-c2cccecc2-n3c(c(c(n3)-c4cccecd)-c5ceecc5)CC
[O-]C(=0)Cclcc2c(ol)cccc2-c3cecee3-ndc(c(c(nd)-c5ccecec5)-cbecceeh)CC
FC(F)(F)clccc(NCC([0O-])=0)cc1-c2cccec2-n3c(c(c(n3)-c4cceecd)-c5ccecec5)CC
[O-]C(=0)CNclccec(-c2ceceec2-n3c(c(c(n3)-c4cceeced)-c5cecec5)CC)cl
Fclcc(-c2cccec2-n3c(c(c(n3)-c4ccccecd)-c5ceece5)CC)ec(NS(=0)(=0)C([0-])=0)c1
Fclccc(N[C@@H](C)C([O-])=0)c(-c2cccec2-n3c(c(c(n3)-c4cccecd)-c5ceecec5)CC)cl
Clclcc(NCC([0-])=0)cc(-c2cccecec2-n3c(c(c(n3)-cdccceed)-c5ceecc5)CC)clCl
Ocl1c(NS(=0)(=0)C([0-])=0)ccccl-c2cccec2-n3c(c(c(n3)-c4cccecd)-c5ceecc5)CC
0=5(=0)(Nclccc(c(-c2ccecec2-n3c(c(c(n3)-c4cceecd)-c5eccee5)CC)el)C)C([0-])=0
Fclcec(-c2cceceec2-n3c(c(c(n3)-cdcceeed)-c5cecec5)CC)ecINS(=0)(=0)C([0-])=0
[O-]1C(SCclcc(-c2ccecec2-n3c(c(c(n3)-cdcccecd)-c5eccee5)CC)esl)=0
[O-]C(=0)CNclc(c2c(s1)CCCC2)-c3cceee3-n4c(c(c(nd)-c5cceec5)-cbececee)CC
[O-]C(=0)CNclcec(c(-c2ccecec2-n3c(c(c(n3)-c4cceecd)-c5cecec5)CC)cl)CC
Fclccec(NCCC([0-])=0)cl1-c2ccecc2-n3c(c(c(n3)-c4cccecd)-c5cceec5)CC
[O-]C(=0)CNclc(-c2ccecec2-n3c(c(c(n3)-c4cccecd)-c5cccee5)CC)ec(s1)C
[O-]C(=0)[C@H]1Nc2ccec(c201)-c3ccece3-n4c(c(c(nd)-c5cceec5)-cbececees)CC
Fclccec(NS(=0)(=0)C([0-])=0)c1-c2cccec2-n3c(c(c(n3)-c4ccececd)-c5cccee5)CC
[O-]C(=0)[C@H](c1cce(c(-c2cceceec2-n3c(c(c(n3)-cdcccecd)-c5cecec5)CC)cl)C)CHN
0=5(=0)(Nclcccc(-c2cceec2-n3c(c(c(n3)-c4ccceccd)-c5cecec5)CC)cl)C([0-])=0
[O-][N+](=0)c1cc(NCC([0-])=0)cc(-c2ccecec2-n3c(c(c(n3)-cdccececd)-c5cccee5)CC) el
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483 Fclcec(c(-c2ccccc2-n3c(c(c(n3)-c4cccecd)-c5cecec5)CC)cl1)COCC([0-])=0 4.7
484 [O-]C(=0)CNclcc[nH+]c(-c2cceec2-n3c(c(c(n3)-cdcccecd)-c5ceecc5)CC)cl 4.6
485 Fclcec(-c2cceec2-n3c(c(c(n3)-cdccceced)-c5cecec5)CC)c(NCCC([0-])=0)cl 4.6
486 Fclcec(-c2cceec2-n3c(c(c(n3)-cdccececd)-c5cccce5)CC)c(CN(C)C([0-])=0)c1 4.6
487 Clclccec(NCCC([0-])=0)c1-c2ccccc2-n3c(c(c(n3)-cdcccecd)-c5ceecc5)CC 4.6
488 [O-]C(=0)CCNclcecec(cl-c2ccececc2-n3c(c(c(n3)-c4cccecd)-c5cceec5)CC)C 4.6
489 0=5(=0)(Nclcc(-c2cceccc2-n3c(c(c(n3)-c4cccecd)-c5ceeec5)CC)eenl)C([0-])=0 4.6
490 [O-]C(=0)COCclcescl-c2ccccc2-n3c(c(c(n3)-c4cccecd)-c5cecec5)CC 4.6
491 Fclcec(CS(=0)(=0)C([0-])=0)ccl-c2ccecc2-n3c(c(c(n3)-c4cccecd)-c5ceecec5)CC 4.6
492 0=5(=0)(Nclccc(ccl-c2cceec2-n3c(c(c(n3)-c4cccecd)-c5cccec5)CC)C)C([0-])=0 4.6
493 [O-]C(=0)CCNclcec(ccl-c2cecececc2-n3c(c(c(n3)-c4cccecd)-c5cccec5)CC)C 4.6
494 [O-]C(=0)C[N+]Cclc(-c2cccec2-n3c(c(c(n3)-c4cceccd)-c5ceecec5)CC)ecsl 4.6
495 Clclcec(c(NCCC([0-])=0)c1)-c2ccececc2-n3c(c(c(n3)-cdcceeed)-c5cecec5)CC 4.5
496 S=C(Nc1lccceccl-n2c(c(c(n2)-c3cecee3)-c4cecececcd)CC)NCCC([O-])=0 4.5
497 [O-]C(=0)CCNclcceecl-c2ccccc2-n3c(c(c(n3)-c4cccecd)-c5cecec5)CC 4.5
498 Fclccc(NCCC([0-])=0)c(-c2cccec2-n3c(c(c(n3)-c4cccecd)-c5ceeec5)CC)el 4.5
499 [O-]C(SSCclcccecl-c2cceec2-n3c(c(c(n3)-c4cceecd)-c5ccecec5)CC)=0 4.4
500 [O-]C(=0)[C@H]([N+])clcccc(-c2ccecec2-n3c(c(c(n3)-cdcccecd)-c5cccece5)CC)cl 4.4
Table 8

SMILE and predicted plCs, values for Series 5 derivatives.

N° SMILES predP!Cso
1 O=C(NC([0-])=0)COC(=0)c1c(-n2c(c(c(n2)-c3cccee3)-cdcccccd)CC)eesl 6.7
2 [0-]C(=0)c1nnc2n1N=C(c3ccccc3-n4c(c(c(n4)-c5cceecc5)-cbeececect)CC)CS2 6.5
3 O=C(O[C@H](C)C([0-])=0)clcccccl-n2c(c(c(n2)-c3cccec3)-c4cceecd)CC 6.4
4 O=C(N[C@H]1CCC[C@ @H]([C@@H]1n2c(c(c(n2)-c3cccec3)-cdcccecd)CC)C)CSC([0-])=0 6.4
5 0=C1C(CCC([0-])=0)=CCN1CCn2c(c(c(n2)-c3cccecc3)-cdcccecd)CC 6.3
6 O=C(N[C@H](CC([0-])=0)C)c1c(-n2c(c(c(n2)-c3cccec3)-cdccececcd)CC)eesl 6.3
7 S/C(NCclcccecl-n2¢(c(c(n2)-c3cceecc3)-cdecececd)CC)=N/C([O0-])=0 6.3
8 [0-]C(=0)/N=C(\NCCclcccccl-n2c(c(c(n2)-c3ccecce3)-c4cccccd)CC)N 6.3
9 0O=C(0CC([0-])=0)CS[C@H](n1c(c(c(n1)-c2cceecc2)-c3ccecc3)CC)C 6.2
10 O=C(Nclccc(N)ccl-n2c(c(c(n2)-c3cceec3)-cdccececd)CC)CCC([0-])=0 6.2
11 O=C(NCCC([0-])=0)clcccn1-n2c(c(c(n2)-c3cccec3)-cdcccecd)CC 6.2
12 O=C(NCclcccececl-n2c(c(c(n2)-c3cecece3)-c4cceccd)CC)/C=C\C([O-])=0 6.2
13 O=C(OCC([0-])=0)CSCn1c(c(c(n1)-c2ccecec2)-c3cceec3)CC 6.2
14 O=C(NCCC([0-])=0)c1ccc(N)ccl-n2c(c(c(n2)-c3ccecee3)-c4ccececd)CC 6.1
15 [0-1C(=0)Cclcn(nnl)C[C@H]2CC[C@H](02)n3c(c(c(n3)-cdccececd)-c5cccec5)CC 6.1
16 O=C(O[C@H](C)C([0-])=0)c1c(-n2c(c(c(n2)-c3cccee3)-c4eccecd)CC)c5cccec501 6.1
17 Clclccec(NC(=0)CSC([0-])=0)c1-n2c(c(c(n2)-c3cccec3)-cdeccecd)CC 6.1
18 O=C(OCC([0-])=0)Cc1cccccl-n2c(c(c(n2)-c3ccecec3)-cdcccecd)CC 6.1
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O=C(NCC([0-])=0)CSCCn1c(c(c(n1)-c2cceec2)-c3ccecc3)CC
[O-]C(=0)[C@@H]1c2c(CCO1)cn(n2)CCn3c(c(c(n3)-c4cccecd)-c5ceecec5)CC
Clclccec(-n2c(c(c(n2)-c3cccee3)-cdceccecd)CC)c1CC(=0)NCC([O-])=0
O=C(Nclccceecl-n2c(c(c(n2)-c3cceece3)-c4cccccd)CC)CCC([O-])=0
0O=C(Oclccc(ccl-n2c(c(c(n2)-c3cccece3)-cdcccecd)CC)C)CCC([0-])=0
O=C(NCCC([0O-])=0)c1c(-n2c(c(c(n2)-c3ccecec3)-cdccececd)CChnc(s1)N
[O-]C(=0)Cclccccc10CCn2c(c(c(n2)-c3ccececc3)-c4cceccd)CC
0O=C(NCclc(-n2c(c(c(n2)-c3cccee3)-cdcccecd)CC)nes1)CC([0-])=0
Brclccc(NC(=0)CSC([0-])=0)c(-n2c(c(c(n2)-c3cccec3)-cdcccecd)CC)cl
O=C(Nclccc(ccl-n2c(c(c(n2)-c3cccec3)-cdeccecd)CC)C)CCC([0-])=0
[O-]C(=0)[C@@H]1[C@@](01)(CC[C@H]2[C@](02)(n3c(c(c(n3)-cdccceed)-c5ceecc5)CC)C)C
0=C1C=CC(=NN1CC([0-])=0)c2ccccc2-n3c(c(c(n3)-cdccceccd)-c5ceeec5)CC
O=C(NCclc(ccccl-n2c(c(c(n2)-c3cccec3)-cdcccecd)CC)C)CC([0-])=0
O=C(Nc1lcccececl-n2c(c(c(n2)-c3ccecee3)-c4ceccccd)CC)CSC([0-])=0
[O-]1C(Sc1nc(SCn2c(c(c(n2)-c3cccee3)-cdccceecd)CC)ec(n1)C)=0
O=C(NCC([0O-])=0)CC[C@H](n1c(c(c(n1)-c2cccec2)-c3ccecec3)CC)C
O=C(N[C@@H]1CCCC[C@H]1n2c(c(c(n2)-c3cccee3)-c4cccecd)CC)CCC([O-])=0
0O=C(OCCC([0-])=0)clcc(N)cccl-n2c(c(c(n2)-c3cccec3)-c4cccecd)CC
[O-]C(=0)C[C@@H]1CC(=NO1)c2cccec2-n3c(c(c(n3)-c4cccecd)-c5eccec5)CC
O=C(NCclcccncl-n2c(c(c(n2)-c3ccecc3)-cdccececd)CC)CC([0-])=0
O=C(N(n1c(c(c(n1)-c2cccec2)-c3cccece3)CC)C)cldeenc(OC([0-])=0)c4
[O-]C(=0)CCOo[C@H]1cCCC[C@@H]1n2c(c(c(n2)-c3ccecc3)-c4cceccd)CC
O=C(NC([0O-])=0)[C@H](Cclcccccl-n2c(c(c(n2)-c3ccecce3)-cdeccecd)CC)C
[O-]C(=0)Cclnc(CCCn2c(c(c(n2)-c3ceecc3)-c4ececcd)CC)esl
O=C(OC[C@@H]1C=C[C@@H](01)n2c(c(c(n2)-c3ccccc3)-c4cceccd)CC)CC([0-])=0
Clc1c(N)cc(-n2c(c(c(n2)-c3ccecee3)-cdceecccd)CC)c(c1)C(OCC([0-])=0)=0
O=C(NCC([0-])=0)ci1c(-n2c(c(c(n2)-c3cccec3)-cdcceccd)CC)c5cecec5s1
O=[S@@](CCCnlc(c(c(n1)-c2cceec2)-c3cccec3)CC)CCC([O-])=0
0=C(0CC([0-])=0)c1c(cccecl-n2c(c(c(n2)-c3ccecc3)-cdccececd)CC)C
Fclccee(-n2c(c(c(n2)-c3ccecee3)-c4cccccd)CC)cINC(=0)CCC([0-])=0
Fclcce(-n2c(c(c(n2)-c3ccece3)-c4cccccd)CC)c(CNC(=0)CC([0-])=0)c1
[O-]C(=0)CCCSCCnlc(c(c(n1)-c2cceec2)-c3ccecce3)CC
0=C(OCC([0O-])=0)c1cc(oci-n2c(c(c(n2)-c3cccee3)-cdeccecd)CC)C
0O=C(clcc(n(c1-n2c(c(c(n2)-c3ccecce3)-c4cecccd)CC)C)C)CSC([0-])=0
O=C(NC([0-])=0)Cci1c[nH]c2cccc(-n3c(c(c(n3)-c4ccceced)-c5ceecc5)CC)c21
Clclccc(-n2c(c(c(n2)-c3cccece3)-cdcccecd)CC)c(NC(=0)CSC([0-])=0)c1
0=C(/C=C/Nclcccccl-n2c(c(c(n2)-c3cccec3)-c4cccecd)CC)C([O-])=0
[O-]C(=0)[C@@H]1CN(CCO1)c2c3c([nH]cc3-n4c(c(c(n4)-c5cceec5)-cbececeet)CC)ncn2
[O-]C(=0)Cclccc2c(c(CCn3c(c(c(n3)-c4ccececd)-c5ceecec5)CC)c[nH]2)cl
[0-]C(=0)CCclnc(CCn2c(c(c(n2)-c3ccecece3)-c4cceccd)CC)esl
Oclcce(c(-n2c(c(c(n2)-c3ccecee3)-c4cecccd)CC)c1)C(OCC([0-])=0)=0
[O-]C(Scinc(SCn2c(c(c(n2)-c3cccee3)-cdcccecd)CC)snl)=0
O=C(Nc1lc(ccccl-n2c(c(c(n2)-c3cccee3)-cdceceececd)CC)C)CSC([O-])=0
Fclccee(-n2c(c(c(n2)-c3ccecee3)-c4cceccd)CC)c1CC(=0)NCC([0-])=0
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Fclccee(-n2c(c(c(n2)-c3ccecee3)-c4cccccd)CC)c1CNC(=0)CC([0-])=0
0=5(=0)(NC(=0)clcccccl-n2c(c(c(n2)-c3cccec3)-cdeccecd)CC)C([O-])=0
O=C(Nclcc(cccl-n2c(c(c(n2)-c3cccec3)-cdeccecd)CC)C)CCC([0-])=0
0=5(=0)(CC([0-])=0)/C=C/clcccccl-n2c(c(c(n2)-c3ccecec3)-cdcccecd)CC
[O-]C(=0)Cclcsc(n1)CCON2c(c(c(n2)-c3cceecc3)-cdcccecd)CC
0O=C(NCclc(-n2c(c(c(n2)-c3cccee3)-cdccceecd)CC)ees1)CC([0-])=0
O=C(NCC([0-])=0)Cclcc(cccl-n2c(c(c(n2)-c3ccecec3)-cdcccecd)CC)C
0O=C(clcc([nH]c1-n2c(c(c(n2)-c3cccee3)-cdcccecd)CC)C)CSC([0-])=0
Oclcce(-n2c(c(c(n2)-c3cccee3)-cdcccecd)CC)c(c1)C(OCC([0-])=0)=0
O=C(NCCC([0O-])=0)c1cc(ocl-n2c(c(c(n2)-c3cccec3)-cdcccecd)CC)C
O=C(NCC([0-])=0)C[C@@H](Nn1c(c(c(n1)-c2cccec2)-c3ccecc3)CC)C
Clc1c(Cl)enc(c1-n2c(c(c(n2)-c3cceee3)-cdcccccd)CC)C(OCC([0-])=0)=0
0=C(0CC([0-])=0)c1c(-n2c(c(c(n2)-c3cccec3)-cdceccecd)CC)ccesl
0O=C(clcc(sc1-n2c(c(c(n2)-c3cccec3)-c4cceccd)CC)C)CCC([O-])=0
[O-]C(=0)CCCH#Cclcc(cccl-n2c(c(c(n2)-c3cceec3)-cdcccecd)CC)C
[O-]C(=0)Cclcsc(SCn2c(c(c(n2)-c3cceec3)-cdeccecd)CCnl
[O-]C(=0)Cclcsc(NCn2c(c(c(n2)-c3cceec3)-cdccceecd)CC)nl

O=C(N[C@ @H](c1ccceecl-n2c(c(c(n2)-c3ccecee3)-cdcccccd)CC)C)CC([O-])=0
O=C(NCCC([0O-])=0)c1c(-n2c(c(c(n2)-c3cccecec3)-c4cccecd)CC)ecsl
0O=C(0CC([0-])=0)c1cccccl-n2c(c(c(n2)-c3cceee3)-cdcccccd)CC
[O-]C(=0)CCCOc1c(-n2c(c(c(n2)-c3ccecece3)-c4cceccd)CC)ceenl
[O-]C(=0)CSclceecc(CCn2c(c(c(n2)-c3cccec3)-cdeccced)CC)cl
0=5(=0)(NCCn1c(c(c(n1)-c2cccec2)-c3cececee3)CC)CCC([O-])=0
O=C(NCCC([0O-])=0)c1ccc(n1-n2c(c(c(n2)-c3ccecc3)-cdcccecd)CC)C
0O=C(NclccencIN(n2c(c(c(n2)-c3cccec3)-cdccceecd)CC)C)CC([0-])=0
Clc1c(c(-n2c(c(c(n2)-c3ccecc3)-cdeccecd)CC)nn1C)C(=0)NCCC([0-])=0
0=C(0CC([0-])=0)c1cccc(c1-n2¢(c(c(n2)-c3ccecc3)-cdcceecd)CC)C
O=C(NCCC([0-])=0)c1c(-n2c(c(c(n2)-c3cccece3)-cdcceecd)CC)nc(s1)C
S=C(n1c(c(c(n1)-c2ceecec2)-c3ccceec3)CC)Nedecec(cd)CC([0-])=0
[O-]C(=0)CCOCclcceccl-n2c(c(c(n2)-c3cceec3)-cdcccecd)CC
0O=C(0CCCn1c(c(c(n1)-c2cceec2)-c3cccecec3)CC)CCC([0-])=0
0O=C(0CCC([0-])=0)c1ccceccl-n2c(c(c(n2)-c3cceec3)-cdcceecd)CC
0=C(OCC([0O-])=0)c1cnn(c1-n2c(c(c(n2)-c3ccecce3)-c4cececd)CC)C
O=C(NCC([0-])=0)ci1c(-n2c(c(c(n2)-c3cccec3)-cdcceccd)CC)ne(s1)C
O=C(NCCC([0-])=0)c1c(-n2c(c(c(n2)-c3cccecc3)-c4cccecd)CChncsl
O=C(N[C@H](C)C([O-])=0O)C[N+]1CCCC[C@H]1n2c(c(c(n2)-c3cccec3)-c4cccecd)CC
0O=C(0CCON1c(c(c(nl)-c2ccececc2)-c3ccecc3)CC)CC([0-])=0
0O=C(0CC([0-])=0)c1c(-n2c(c(c(n2)-c3cccec3)-cdceccecd)CC)nesl
0O=C(OCC([0-])=0)c1ccc(N)cc1-n2c(c(c(n2)-c3cceece3)-c4cceccd)CC
Clclcccece(c1-n2c(c(c(n2)-c3cccec3)-c4cccccd)CC)C(OCC([0-])=0)=0
0O=C(OCC([0-])=0)c1c(-n2c(c(c(n2)-c3cceec3)-cdcccecd)CChnc(s1)C
[O-]C(=0)NC=1C=C(NCCN1)c2ccccc2-n3c(c(c(n3)-c4cccecd)-c5ceecc5)CC
Brclccc(-n2c(c(c(n2)-c3ccecce3)-c4cceccd)CC)c(CNC(=0)CC([0-])=0)c1
O=C(NCclccencl-n2c(c(c(n2)-c3cceecc3)-c4cceecd)CC)[C@H](C)C([0-])=0
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123
124
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139
140
141
142
143
144
145
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149
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O=C(NCCC([0O-])=0)c1cc(N)cn1-n2c(c(c(n2)-c3cccec3)-cdeccecd)CC
O=C(NCc1c(-n2c(c(c(n2)-c3cccee3)-cdeccecd)CC)eecenl)CC([0-])=0
[O-]C(=0)Cclcsc(n1)COn2c(c(c(n2)-c3cceece3)-cdcceccd)CC
Fclccec(NC(=0)CCC([0-])=0)c1-n2c(c(c(n2)-c3cccee3)-cdcccecd)CC

0=5(=0)(N[C@@H](clcc(ocl-n2c(c(c(n2)-c3ccecece3)-c4cccecd)CC)C)C)C([0-])=0

0O=C(NCclc[nH]ncl-n2c(c(c(n2)-c3cccee3)-cdcccecd)CC)CC([O-])=0
0O=C(C(=0)NCclcccececl-n2c(c(c(n2)-c3cccec3)-c4cccecd)CC)C([0-])=0
0O=C(Oclcccecl-n2c(c(c(n2)-c3ccecc3)-cdecececd)CC)CCC([0-])=0
O=C(NC([0-])=0)CSclcccccl-n2c(c(c(n2)-c3ccecee3)-cdcccecd)CC
[O-]C(=0)CCCclnc(Cn2c(c(c(n2)-c3ccecece3)-cdcceccd)CC)esl
O=C(C(=0O)NCC[C@H](n1c(c(c(n1)-c2cceec2)-c3cccec3)CC)C)C([0-])=0
Fclccee(-n2c(c(c(n2)-c3ccecec3)-c4ccecccd)CC)cl-n5cec(n5)CC([0-])=0
O=[S@]([C@@H](Cnlc(c(c(n1)-c2cccecc2)-c3ccccc3)CC)C)CC(=0)NC([0-])=0
Clclccec(c(-n2c(c(c(n2)-c3cceee3)-c4cececcd)CC)cl)C(OCC([0-])=0)=0
[0-]C(=0)CC/N=C/c1cccccl-n2c(c(c(n2)-c3ccece3)-cdcceccd)CC
Clclccece(-n2c(c(c(n2)-c3cccee3)-cdcccecd)CC)c1SCC(=0)NC([0-])=0
[O-]C(=0)Cclcsc(NCCn2c(c(c(n2)-c3cccec3)-cdcccecd)CC)nl
0=C(0CC([0-])=0)c1cc(cccl-n2c(c(c(n2)-c3ccecc3)-cdccececd)CC)C
Clclcec(-n2c(c(c(n2)-c3ceecce3)-cdcceccd)CC)c(c1)/C=N/OCC([0-])=0
0O=C(OCC([0-])=0)c1cc(N)cccl-n2c(c(c(n2)-c3cccece3)-cdcceecd)CC
O=C(NCC([0-])=0)c1cccncl-n2c(c(c(n2)-c3ccecee3)-cdeccecd)CC
Clc1ccc(c(-n2c(c(c(n2)-c3cceee3)-c4cceccd)CC)cl)CC(OCC([0-])=0)=0
0=C(OCC([0-])=0)c1cc(0C)cccl-n2c(c(c(n2)-c3cccee3)-cdeccecd)CC
O=C(NC([0O-])=0)CCclc(ccccl-n2c(c(c(n2)-c3cecce3)-cdccececd)CC)C
[O-]C(Scinnc(o1)-c2cceecec2-n3c(c(c(n3)-cdcceeced)-c5cecec5)CC)=0
0O=C1N=C(SC([0-])=0)N=C(SCn2c(c(c(n2)-c3ccccc3)-c4ccececcd)CC)N1
Clcdcccece(-n2c(c(c(n2)-c3cccee3)-cdeccecd)CC)c1COC(=0)CC([0-])=0
Clclcecec(NC(=0)COC([0-])=0)c1-n2c(c(c(n2)-c3cccece3)-cdcccecd)CC
O=C(NCCC([0O-])=0)c1ccceecd-n2c(c(c(n2)-c3ccecee3)-cdcccecd)CC
Clcdcccece(-n2c(c(c(n2)-c3cccec3)-cdcccec4)CC)c1CNC(=0)CC([0-])=0
[O-]C(Oc1ccec(SCCn2c(c(c(n2)-c3cccec3)-cdcccecd)CC)cl)=0
0O=C(0OCCC([0-])=0)c1ccc(N)ccl-n2c(c(c(n2)-c3cccec3)-c4cccecd)CC
0=C(OCC([0-])=0)c1ccecncl-n2c(c(c(n2)-c3cceec3)-cdcceecd)CC
0O=C(NC(=0)COC([0-])=0)clcccn1-n2c(c(c(n2)-c3cccee3)-cdcccccd)CC
O=C(O[C@ @H](C)C([O-])=0)clccc(N)ccl-n2c(c(c(n2)-c3cceec3)-cdceccecd)CC
Fclccc(c(-n2c(c(c(n2)-c3cceec3)-c4eceecd)CC)cl)CC(=0)NCC([0-])=0
O=C(Nc1lcccc(N)c1-n2c(c(c(n2)-c3ccecc3)-c4ccececd)CC)CCC([0-])=0
O=[S@](CC1(n2c(c(c(n2)-c3cccee3)-c4cccececd)CC)COC1)CCC([O-])=0
0O=C(0OCCCn1c(c(c(n1)-c2cccec2)-c3ccecec3)CC)CC([0-])=0
O=C(NCC([0-])=0)c1c(-n2c(c(c(n2)-c3cccec3)-c4cceccd)CC)nesl
O=C(NCC([0-])=0)c1c(-n2c(c(c(n2)-c3cccec3)-c4cceecd)CC)cesl
Fclc(N)cc(c(-n2c(c(c(n2)-c3cccece3)-cdecceec4)CC)cl1)C(OCC([0-])=0)=0
0O=C(0OCC([0-])=0)c1ccc(0C)cc1-n2c(c(c(n2)-c3cceec3)-cdeccecd)CC
0O=C1C(=C(N=C(SCn2c(c(c(n2)-c3ccccc3)-cdcccced)CC)N1)CC([0-])=0)C
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151
152
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172
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177
178
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182
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193
194

0O=C(0CC([0-])=0)c1c(-n2c(c(c(n2)-c3cccec3)-cdeccecd)CC)neenl
[O-]C(=0)Nclcccc(NCCn2c(c(c(n2)-c3ccecee3)-c4cccccd)CC)cl
O=C(NCC([0-])=0)c1csncl-n2c(c(c(n2)-c3cccec3)-cdeccecd)CC
O=C(NCC([0-])=0)[C@H](n1c(-n2c(c(c(n2)-c3ccecee3)-c4cceccd)CC)ec(n1)C)C
0O=C(0CCC([0-])=0)c1c(-n2c(c(c(n2)-c3ccecec3)-cdecececd)CC)eesl
0=5(=0)(n1c(c(c(n1)-c2cccecc2)-c3ccccc3)CC)Ncanc(CC([O-])=0)cs4
[O-]C(=0)CCclccc(ol)[C@H]2C[C@H]2n3c(c(c(n3)-cdcccecd)-c5cecece5)CC
0O=C(0CC([0-])=0)c1ccc(ccl-n2c(c(c(n2)-c3ccecc3)-cdeccecd)CC)C
[O-]C(=0)CCn1nnc(n1)CCn2c(c(c(n2)-c3cceec3)-cdeccecd)CC
O=C(NCclc(n[nH]c1-n2c(c(c(n2)-c3cceec3)-cdccececd)CC)C)CC([0-])=0
[O-]C(Oc1ccec(-c2cc(nn2-n3c(c(c(n3)-c4cccecd)-c5ceeec5)CC)CH#N)cl)=0
[O-]C(=0)Cclnc(CNNn2c(c(c(n2)-c3cceec3)-cdeccecd)CC)esl
O=C(NCC([0O-])=0)[C@H](SCn1c(c(c(n1)-c2ccecee2)-c3cecec3)CC)C
O=C(NCCC([0O-])=0)c1c(-n2c(c(c(n2)-c3cccecc3)-cdcccecd)CC)ec(s1)C
[O-]C(=0)clccecc(Nc2ccecc2-n3c(c(c(n3)-c4cccecd)-c5ceeec5)CC)cl
Fclcec(c(-n2c(c(c(n2)-c3cceecc3)-cdeccecd)CC)cl)C(OCC([0-])=0)=0
S=C(Nn1lc(c(c(nl1)-c2cccec2)-c3ccecec3)CC)Ncanc(CC([0-])=0)cs4
0=C(0Cclc(nocl-n2c(c(c(n2)-c3cceecc3)-cdccececd)CC)C)CC([0-])=0
O=C(NC[C@@H]1CCCC[C@H]1n2c(c(c(n2)-c3cccee3)-cdccceecd)CC)CC([0-])=0
0O=C(Nc1c(-n2c(c(c(n2)-c3cccee3)-cdeccecd)CC)c(c(s1)C)C)CCC([O-])=0
O=C(NCclccc([nH+]c1-n2c(c(c(n2)-c3cccec3)-cdccececd)CC)N)CC([0-])=0
Clc1ccc(c(-n2c(c(c(n2)-c3cceece3)-c4cccccd)CC)eld)-c5ccec(c5)CC([0-])=0
Brclccc(NC(=0)CCC([0-])=0)c(-n2c(c(c(n2)-c3cccce3)-cdccececd)CC)cl
O=C(NCclc(sc(n1)C)-n2c(c(c(n2)-c3ccecce3)-cdcccccd)CC)CC([0-])=0
Clclccec(c(-n2c(c(c(n2)-c3cccec3)-c4cecced)CC)cl)-c5nc(SC([0-])=0)n[nH]5
0=5(=0)(n1c(c(c(nl1)-c2cccecc2)-c3cecee3)CC)cdeccccdCHCCC([0-])=0
Clclcccece(c1-n2c(c(c(n2)-c3ceccc3)-c4cccccd)CC)C(=0)NCCC([O-])=0
0O=C(Nc1lccscl-n2c(c(c(n2)-c3ceecce3)-c4cccccd)CC)CSC([0-])=0
0O=C(NCclcc(ocl-n2c(c(c(n2)-c3ccecece3)-c4cceccd)CC)C)CC([O-])=0
Fclcce(-n2c(c(c(n2)-c3cccce3)-c4cccccd)CC)c(CC(=0)NCC([0-])=0)c1
0O=C(0Oclccccc1On2c(c(c(n2)-c3ccecc3)-c4cccecd)CC)CC([0-])=0

S=C1NC(=0)/C(C(=0)N1c2ccccc2-n3c(c(c(n3)-cdcccecd)-c5ccecec5)CC)=C/C([0-])=0

[O-]C(=0)Nclccc2cen(CCn3c(c(c(n3)-c4cceccd)-c5ceeec5)CC)c2cl
0=5(=0)(n1c(c(c(nl1)-c2cccecc2)-c3ccecc3)CC)NCCHCCC([0-])=0
0O=C(clcccecl-n2c(c(c(n2)-c3cccee3)-cdcccccd)CC)CSC([0-])=0
0=5(=0)(n1c(c(c(n1)-c2cccec2)-c3cceec3)CC)Nclceeec(c4)CC([0-])=0
[0-]C(=0)Cclnc(CCn2c(c(c(n2)-c3cceece3)-c4cccccd)CC)esl
[O-]C(=0)Cclnc(CSn2c(c(c(n2)-c3cceecc3)-c4cccccd)CC)esl
Clclcccece(-n2c(c(c(n2)-c3cceec3)-cdccceec4)CC)c1CC(OCC([0-])=0)=0

S=C1IN=N[C@@H](N1/N=C/c2ccccc2-n3c(c(c(n3)-c4cccecd)-c5cccec5)CC)C([0-])=0

O=C(N1CCO[C@@H](C1)C([0-])=0)c2ccccc2-n3c(c(c(n3)-c4cccecd)-c5ceecc5)CC
[O-]C(OCOci1ceec(Cn2c(c(c(n2)-c3cccece3)-c4cccecd)CC)cl)=0
O=C(Nc1c(-n2c(c(c(n2)-c3cccece3)-cdecceecd)CC)c(c(s1)C)C)CSC([0-])=0
Fclcec(C(=0)N(n2c(c(c(n2)-c3cccec3)-cdecceecd)CC)C)ecINC([O-])=0
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[O-]C(Sc1cc(nc(SCn2c(c(c(n2)-c3cccee3)-cdcccecd)CC)nl)C)=0
Fclccee(-n2c(c(c(n2)-c3ccecee3)-c4cccccd)CC)c1CC(OCC([0-])=0)=0
Clclccc(-n2c(c(c(n2)-c3ccecec3)-cdcccecd)CC)c(c1)C(OCC([0-])=0)=0
0=5(=0)(NCC1(CC1)Cn2c(c(c(n2)-c3cceece3)-cdccececd)CC)C([0-])=0
[O-]C(=0)Cclcccc(SCn2c(c(c(n2)-c3cccec3)-cdcccecd)CC)cl
[O-]C(=0)COcl1ccececc1Cln2c(c(c(n2)-c3ccececc3)-cdcceccd)CC
[O-]C(=0)Cclcsc(nl)-c2ccecec2-n3c(c(c(n3)-c4cccecd)-c5cccec5)CC
0=5(=0)(NC(=0)clc(-n2c(c(c(n2)-c3cccee3)-cdcccccd)CC)ees1)C([0-])=0
0=C(N(C)C([0-])=0)/C=C\clcccccl-n2c(c(c(n2)-c3cccee3)-c4cccced)CC
[O-]C(OCCSclcececcl-n2c(c(c(n2)-c3cceecc3)-cdcccecd)CC)=0
S=C(n1c(c(c(n1)-c2ccecec2)-c3ccccec3)CC)cdeccccc4dNC(=0)CC([0-])=0
O=C(NCC1(CC1)Cn2c(c(c(n2)-c3cccee3)-c4ccececcd)CC)CC([0-])=0
0=5(=0)(NCclc(-n2c(c(c(n2)-c3cccee3)-cdcccccd)CC)ees1)C([0-])=0
Clclcencce(-n2c(c(c(n2)-c3cccece3)-cdcccccd)CC)cINNC(=0)CC([0-])=0
[O-]C(=0)CC#CclcccccINNn2c(c(c(n2)-c3cccec3)-cdcccccd)CC
[O-]C(=0)CC[C@H](SSn1c(c(c(n1)-c2cceec2)-c3cccec3)CC)C
0O=C(Oclcccecl-n2c(c(c(n2)-c3cceecec3)-cdccececd)CC)CSC([0-])=0
[O-]C(=0)CNclcen(n1)CCn2c(c(c(n2)-c3cceec3)-cdeccecd)CC
Clclcec(c(-n2c(c(c(n2)-c3ccecee3)-c4cecccd)CC)cl)C(=0)CSC([0-])=0
O=C1[C@H](SC([0-])=0)CCN1c2ccccc2-n3c(c(c(n3)-cdcececed)-c5cecece5)CC
Clclcec(ccINCn2c(c(c(n2)-c3cccec3)-c4ccecccd)CC)CC([0-])=0
[0-]C(=0)CO/N=C(/c1cccccl-n2c(c(c(n2)-c3cccee3)-cdeccccd)CC)C
0=5(=0)(NCC([0O-])=0)CCSn1c(c(c(n1)-c2cccec2)-c3cccec3)CC
[O-]C(=0)Cclnnc(ol)[C@H](Cn2c(c(c(n2)-c3cecce3)-c4cccecd)CC)C
[O-]C(=0)[C@H]1Nc2ccec([C@H]3C[C@@H]3Cn4c(c(c(n4)-c5cceec5)-cbeececcct)CC)c201
0O=C(c1cc(sc1-n2c(c(c(n2)-c3ccece3)-c4cccccd)CC)C)CSC([O-])=0
O=C(N[C@@H](CCn1c(c(c(n1)-c2ceeccc2)-c3ccecc3)CC)C)CC([O-])=0
[O-]C(=0)Cclnc(nol)CSn2c(c(c(n2)-c3cceec3)-cdcccecd)CC
0O=C(0OCC([0-])=0)c1c(-n2c(c(c(n2)-c3cceec3)-cdccececd)CC)c5eecee5s1
0O=C(c1ccc(ccl-n2c(c(c(n2)-c3ccecc3)-c4cceecd)CC)C)CSC([0-])=0
0=5(=0)(NCclc(-n2c(c(c(n2)-c3ccecee3)-cdcccccd)CC)eccenl)C([0-])=0
[O-]C(Oc1ccee(CSn2c(c(c(n2)-c3cccec3)-cdcccecd)CC)cl)=0
S=C(NC(=0)Cclcccccl-n2c(c(c(n2)-c3cccec3)-c4cceecd)CC)C([0-])=0
O=C(NclcccccIN(n2c(c(c(n2)-c3cceec3)-cdecceecd)CC)C)CC([0-])=0
O=C(O[C@H]1C[C@H](CC[C@@H]1n2c(c(c(n2)-c3cccec3)-cdcccccd)CC)C)CSC([0-])=0
[0-]C(=0)CO/N=C/clcccecl-n2c(c(c(n2)-c3cccec3)-cdcccecd)CC

0=5(=0)(N[C@ @H](c1lcnn(cl-n2c(c(c(n2)-c3cceec3)-c4cceecd)CC)C)C)C([0-])=0
[O-]C(=0)Nclcec2c(c(CCn3c(c(c(n3)-clcceceed)-c5cccece5)CC)c[nH]2)cl
Clclcec(-n2c(c(c(n2)-c3cccece3)-c4cccecd)CC)c(CC(=0)NCC([O-])=0)c1
O=C(N[C@ @H](c1cc(oc1-n2c(c(c(n2)-c3cccee3)-c4cccecd)CC)C)C)CC([0-])=0
[O-]C(=0)cc#cccCnic(c(c(nl1)-c2cceec2)-c3ccecc3)CC
[O-]C(=0)Nclceec(SCn2c(c(c(n2)-c3ccecee3)-c4cccccd)CC)cl
[O-]C(=0O)NC=1N(C[C@@H](N1)c2ccccec2-n3c(c(c(n3)-c4cccecd)-c5ceeec5)CC)C
O=C([C@@H]1CCCN(C1)c2ccecec2-n3c(c(c(n3)-c4cccecd)-c5ceeec5)CC)C([0-])=0
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[0-]C(=0)C/C(=C/CCn1c(c(c(n1)-c2cccec2)-c3ccecec3)CC)C
[0-]C(=0)N/N=C/Cclcccccl-n2c(c(c(n2)-c3cccec3)-cdccceccd)CC
0O=C(OCCNn1c(c(c(n1)-c2ccecec2)-c3cececec3)CC)CC([0-])=0
0O=C(0OC([0-])=0)CSclccceccl-n2c(c(c(n2)-c3cccece3)-cdcccccd)CC
[O-]C(=0)clcnn(Cc2ccccc2-n3c(c(c(n3)-cdccececd)-c5cecec5)CC)cl
[O-]C(=0)Cclnnc(o1)-c2cc(oc2-n3c(c(c(n3)-c4cccecd)-c5ceeec5)CC)C
S=C(SCC(=0)NCC([O-])=0)n1c(c(c(n1)-c2cccecc2)-c3ccccc3)CC
Fclcec(c(-n2c(c(c(n2)-c3cceec3)-cdeccecd)CC)cl)CNC(=0)CC([0-])=0
O=C(NCCC([0O-])=0)c1ccnccl-n2c(c(c(n2)-c3ccecec3)-cdcccccd)CC
0=5(=0)(Cn1c(c(c(n1)-c2cccec2)-c3ccece3)CC)cdecec(0OC([0-])=0)ca
0=C1C=C(N=C(SCn2c(c(c(n2)-c3ccccc3)-c4ccececd)CC)N1)CC([O-])=0
Fclcec(c(-n2c(c(c(n2)-c3ccecc3)-cdecececd)CC)cl)C(=0)CSC([0-])=0
[O-]C(=0)Cclc(oc(n1)-c2ccecec2-n3c(c(c(n3)-cdcccecd)-c5cccec5)CC)C
Fclccc(CNS(=0)(=0)C([0-])=0)c(-n2c(c(c(n2)-c3cccee3)-cdcccecd)CC)cl
[O-]C(=0)Cclcccc(-c2ccecec2-n3c(c(c(n3)-cdcccecd)-c5cccee5)CC)cl
0=5(=0)(Nclcccc(c1)C([0-])=0)[C@H](n2c(c(c(n2)-c3cccec3)-c4cceccd)CC)C
0O=C(Oc1c(cceccl-n2c(c(c(n2)-c3cccece3)-cdcccccd)CC)C)CCC([0-])=0
[O-]C(=0)[C@@H]1C[N+](Cc2cccec2-n3c(c(c(n3)-cdcccecd)-c5eccec5)CC)CCO1
O=C(N(n1c(c(c(n1)-c2cccec2)-c3cececec3)CC)C)cldeenc(SC([0-])=0)ca
O=C(Nclcccc(N)cl-n2c(c(c(n2)-c3cceeec3)-cdecececd)CC)CSC([O-])=0
O=C(N(n1c(c(c(n1)-c2cccec2)-c3ccecece3)CC)C)cdeenc(N(C)C([O-])=0)ca
Brclccc(-n2c(c(c(n2)-c3ccecece3)-c4cceccd)CC)c(C(=0)NCCC([0-])=0)c1
[O-]C(=0)Cclnc(CCn2c(c(c(n2)-c3ccecee3)-c4cceecd)CC)col
[O-]C(=0)Cclnoc(n1)-c2cccec2-n3c(c(c(n3)-c4cccecd)-c5ceeec5)CC
O=C(OC[C@@H]1CC=CC[C@H]1n2c(c(c(n2)-c3ccccc3)-cdccceecd)CC)CC([O-])=0
O=C(N[C@H](CC([0-])=0)C)clcccecel-n2c(c(c(n2)-c3ccecece3)-cdcccccd)CC
0=S(=0)(N[C@H]1CCCC[C@@H]1n2c(c(c(n2)-c3cccee3)-c4cccccd)CC)CC([0-])=0
O=C(N(n1c(c(c(n1)-c2cceee2)-c3cccecc3)CC)[C@ @H](C)CHCCC([0-])=0)C
[O-]C(=0)c1csc(Nc2e(cc(cec2-n3c(c(c(n3)-c4cceccd)-c5ceeec5)CC)C)C)nl
O=C(NCclccc(ccl-n2c(c(c(n2)-c3cccec3)-cdccceecd)CC)C)CC([0-])=0
[O-]C(=0)cc#CCSnic(c(c(n1)-c2cceecc2)-c3cceec3)CC
[O-]C(=0)CCSCclc(-n2c(c(c(n2)-c3cccec3)-cdeccecd)CC)[nH]enl
0=5(=0)(n1c(c(c(n1)-c2cccecc2)-c3cceec3)CC)CCC(=0)NCC([0-])=0
[0-]C(=0)Cclnoc(n1)CCn2c(c(c(n2)-c3ccecc3)-cdcccecd)CC
[O-]C(SSSCCn1c(c(c(n1)-c2cceec2)-c3ccecc3)CC)=0
O=C(N[C@@H](c1c(-n2c(c(c(n2)-c3cceee3)-cdecceecd)CC)nc(s1)C)C)CC([0-])=0
O=C(N(n1c(c(c(n1)-c2cccec2)-c3cceece3)CC)C)clec(NC([0-])=0)cccac
[O-]C(=0)[C@H]1Cc2cccc(c201)-c3c(-n4dc(c(c(nd)-c5cceec5)-cbeccce)CC)nec(n3)C
Clclcec(c(-n2c(c(c(n2)-c3cceece3)-c4cceccd)CC)c1)C(=0)NCCC([0-])=0
Oclccec(c1-n2c¢(c(c(n2)-c3ccecee3)-c4cccccd)CC)C(OCC([0-])=0)=0
Fclcee(-n2c(c(c(n2)-c3ccece3)-c4cecccd)CC)c(c1)C(OCC([0-])=0)=0
[O-]C(=0)COCCcic(-n2c(c(c(n2)-c3ccecece3)-c4cceccd)CC)nesl
[0-]C(=0)Cclnoc(n1)CNn2c(c(c(n2)-c3ccecec3)-cdeccecd)CC
O=C(O[C@H](CC([0-])=0)C)clcccccl-n2c(c(c(n2)-c3cceec3)-c4cceccd)CC
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[O-]C(=0)Cc#CCOCN1c(c(c(n1)-c2cceec2)-c3ccccce3)CC
[O-]C(=0)CC#Cclcc(cccINNn2c(c(c(n2)-c3cccece3)-c4cceccd)CC)C
[O-]C(=0)Cclnoc(nl)-c2cnn(c2-n3c(c(c(n3)-c4cccecd)-c5ceeec5)CC)C
[O-]C(=0)CCOCCN(n1c(c(c(n1)-c2cccec2)-c3ccecec3)CC)C
0=S(=0)(N[C@H]1CCC[C@@H]1n2c(c(c(n2)-c3ccecec3)-c4ccecccd)CC)CC([0-])=0
[0-]C(=0)C/C=C/COCn1c(c(c(n1)-c2cceec2)-c3cccec3)CC
[O-]C(Scin[nH]c(n1)-c2cccec2-n3c(c(c(n3)-cdcccecd)-c5ceecc5)CC)=0
[0-]C(=0)C/C=C/c1cccccl-n2c(c(c(n2)-c3cecce3)-c4cceccd)CC
[O-]C(=0)N(c1ccee(CCn2c(c(c(n2)-c3ccece3)-cdcccecd)CC)cl)C
Clclccc(c(-n2c(c(c(n2)-c3ccecee3)-cdcccccd)CC)cl)-c5nnc(o5)CC([0-])=0
[O-]C(=0)CCCH#Cclcccecl-n2c(c(c(n2)-c3cccec3)-cdcccccd)CC
[O-]C(Scinnc(o1)-c2ccenc2-n3c(c(c(n3)-cdcccecd)-c5cecee5)CC)=0
O=C(N[C@H](CC([0-])=0)C)clc[nH]Incl-n2c(c(c(n2)-c3cccec3)-cdceccecd)CC
[O-]C(=0)[C@H]1Cc2cc(cc(c201)-c3cccec3-ndc(c(c(nd)-c5cceec5)-cbeccee6)CC)C
Fclccc(c(-n2c(c(c(n2)-c3cceec3)-cdeccecd)CC)cl)C(=0)NCCC([0-])=0
[O-]C(OCC#Cclcccecl-n2c(c(c(n2)-c3ccecee3)-c4cccecd)CC)=0
O=C(N1CC[C@@H](C1)C([0-])=0)c2c(-n3c(c(c(n3)-c4cccccd)-c5ceceec5)CC)ecs2
[O-]C(=0)Cc#CCCnlc(c(c(n1)-c2cceecc2)-c3ccecc3)CC
Clclccc(-n2c¢(c(c(n2)-c3ccecec3)-c4cccecd)CC)c(S(=0)(=0)CCC([O-])=0)c1
0=5(=0)(NNC(=0)c1c(-n2c(c(c(n2)-c3cccec3)-cdcecececd)CC)ees1)C([0-])=0
O=C(NC[C@ @H](On1c(c(c(n1)-c2cccec2)-c3ccecec3)CC)C)CC([0-])=0
0O=C(NclccceeclCn2c(c(c(n2)-c3cceec3)-cdcccccd)CC)CC([O-])=0
[O-]C(=0)Cclcoc(nl1)-c2cceccc2-n3c(c(c(n3)-c4cecccd)-c5ceeec5)CC
[O-]C(=0)[C@@H]1Cc2c(01)nccc2-c3ccccc3-ndc(c(c(nd)-c5cceec5)-c6eececeet)CC
0=5(=0)(n1c(c(c(n1)-c2cccec2)-c3ccecc3)CC)ndc(nc5cec(NC([0-]1)=0)cc54)N
[0-]C(=0)C/C=C(/CCCn1c(c(c(n1)-c2ccecc2)-c3cceec3)CC)C
Fclccc(N2CCC[C@@H](NC([0-])=0)C2)c(-n3c(c(c(n3)-cdcccecd)-c5cceec5)CC)cl
Clclcec(-n2c(c(c(n2)-c3ceeece3)-cdcceccd)CC)e(/C=N/CCC([0-])=0)c1
[O-]C(=0)CC#Cclccceecl1Cn2c(c(c(n2)-c3ccecc3)-cdcccecd)CC

O=C(N[C@ @H](C)C([O-])=0)Cclcccccl-n2c(c(c(n2)-c3cccece3)-c4cceccd)CC
0=5(=0)(N[C@H](Cn1c(c(c(n1)-c2cccecc2)-c3cceec3)CC)C)CC([0-])=0
Fclcce(Nc2ccee(c2)C([0-])=0)c(-n3c(c(c(n3)-c4cccecd)-c5ceecec5)CC)cl
[O-]C(SC/C=C(/CCn1c(c(c(n1)-c2ccecc2)-c3cccec3)CC)C)=0
0O=C(NclccnniCn2c(c(c(n2)-c3cceec3)-c4cceecd)CC)CC([0-])=0
Fclccec(-n2c(c(c(n2)-c3ccecee3)-c4cccccd)CC)c1COC(=0)CC([0-])=0
Clclcec(nc1CSn2c(c(c(n2)-c3ccecc3)-c4ccecccd)CC)NC([O-])=0
[O-]C(=0)CC[C@H](SCn1c(c(c(n1)-c2cceec2)-c3cceec3)CC)C
O=C(N(n1c(c(c(n1)-c2cccee2)-c3cecece3)CC)CCHCCC([O-])=0)C
O=C(NCC([0O-])=0)C[N+]1CCC[C@H]1n2c(c(c(n2)-c3ccecee3)-c4cccccd)CC
[O-]C(=0)CNclccecec1SCn2c(c(c(n2)-c3cceecc3)-c4cceccd)CC
Fclcce(-n2c(c(c(n2)-c3cceece3)-c4cecccd)CC)c(C(=0)NCCC([0-])=0)c1
0O=C(0OCCC([0-])=0)CSn1c(c(c(n1)-c2cceec2)-c3cceec3)CC
0O=C(NclcncncIN(n2c(c(c(n2)-c3cccee3)-c4ccccecd)CC)C)CC([0-])=0
O=C(NCCC([0-])=0)c1cc(nn1-n2c(c(c(n2)-c3cccee3)-cdcccecd)CC)C
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0=5(=0)(N[C@@H](clcccccl-n2c(c(c(n2)-c3cceecc3)-cdccececd)CC)C)C([0-])=0
[O-]C(=0)CSSSCnic(c(c(n1)-c2cceec2)-c3cececec3)CC
[O-]C(=0)CCCC[N+]1CCCC[C@@H]1n2c(c(c(n2)-c3cceec3)-cdeccecd)CC
[O-]C(=0)clcccc(O[C@@H]2CCCC[C@H]2n3c(c(c(n3)-c4cceecd)-c5cececec5)CC)cl
O=C(NC(=0)CC([0-])=0)c1cccccl-n2c(c(c(n2)-c3cccec3)-cdcccecd)CC
[O-]C(=0)Cclcsc(-n2c(ccc2-n3c(c(c(n3)-c4cccecd)-c5cecec5)CC)C)nl
[O-]C(=0)Cclcccc(-n2cenc2-n3c(c(c(n3)-c4cccccd)-c5cecec5)CC)cl
0O=C(NclcccccINn2c(c(c(n2)-c3ccecee3)-c4cccccd)CC)CC([0-])=0
[O-]C(SCCNclccececl-n2c(c(c(n2)-c3ccecec3)-c4cccecd)CC)=0
Clclccce(-n2c(c(c(n2)-c3ccecec3)-cdcccecd)CC)c(C(=0)NCCC([0-])=0)c1
[O-]C(=0)CCSCclcceecl-n2c(c(c(n2)-c3cceec3)-cdeccccd)CC
[O-]C(=0)Ncinc(-c2c(cc(cc2-n3c(c(c(n3)-c4cceecd)-c5ceeec5)CC)C)C)esl
[O-]C(=0)CSc1c2c(sc(c2-n3c(c(c(n3)-c4cccecd)-c5cceec5)CC)C)nenl
[O-]C(=0O)NCCCclcceeccl-n2c(c(c(n2)-c3cceec3)-cdeccecd)CC
[O-]C(SCCOc1ccceccl-n2c(c(c(n2)-c3cceec3)-cdcccecd)CC)=0
[O-]C(=0)CC[N+]C[C@H]1CCCN1n2c(c(c(n2)-c3cccec3)-cdeccecd)CC
Clclcec(-n2c(c(c(n2)-c3cccee3)-cdceccecd)CC)c(Ce5nc(cs5)C([0-])=0)cl
Clclcec(C(=0)N2CC[C@ @H](C2)C([0-]1)=0)c(-n3c(c(c(n3)-c4cceccd)-c5ccecc5)CC)cl
Clclcec(CNS(=0)(=0)C([0-])=0)c(-n2c(c(c(n2)-c3ccccec3)-cdcccecd)CC)cl
[O-]C(=0)C[C@H]1CCN(C1)c2cccecc2-n3c(c(c(n3)-c4cccecd)-c5cccec5)CC
Fclcec(-n2c(c(c(n2)-c3cccece3)-c4cccccd)CC)c(NC(=0)CSC([0-])=0)cl
O=C(NCC([0-])=0)c1ccc(ccl-n2c(c(c(n2)-c3cceee3)-cdcecccd)CC)C
O=C(NCCC([0O-])=0)c1ccc(ccl-n2c(c(c(n2)-c3cececc3)-cdccececd)CC)C
O=C(NCCC([0O-])=0)c1c(N)ccccl-n2c(c(c(n2)-c3ccecee3)-cdcccccd)CC
[O-]C(=0)Cclnc(-c2cccec2-n3c(c(c(n3)-c4cccecd)-c5ceecc5)CC)esl
[O-]C(=0)CC#Cclccscl-n2c(c(c(n2)-c3cccec3)-cdcccecd)CC
Fclcce(Cn2c(c(c(n2)-c3cccee3)-cdeccccd)CC)c(cl)CHCCC([O-])=0
[O-]C(=0)Nc1nc(CCCn2c(c(c(n2)-c3ccece3)-cdeccecd)CC)esl
[O-]C(=0)CNclcceccclCOn2c(c(c(n2)-c3cceec3)-cdeccecd)CC
0=5(=0)(Nn1c(c(c(n1)-c2cccec2)-c3cccec3)CC)cdec(NC([0-])=0)cccaC
0O=C(NCC([0-])=0)COC(=0)Cn1c(c(c(n1)-c2cccec2)-c3cccec3)CC
[O-]C(=0)Nc1nc(-c2cc(ccec2-n3c(c(c(n3)-cdcceeced)-c5cecec5)CC)C)esl
[O-]C(=0)N(c1ccec([C@H](Cn2c(c(c(n2)-c3ccecee3)-c4cccccd)CC)CHN)c1)C
Fclcee(-n2c(c(c(n2)-c3cccee3)-c4cceccd)CC)c(CNS(=0)(=0)C([0-])=0)c1
O=C(NCc1lc(-n2c(c(c(n2)-c3cccee3)-cdcccced)CC)nes1)NC([O-])=0
[O-]C(=0)Cccccci=CcC[C@@H]1n2c(c(c(n2)-c3cccec3)-c4cccecd)CC
O=C(N1CC[C@@H](C1)C([0-])=0)c2cccn2-n3c(c(c(n3)-c4cccecd)-c5cecec5)CC
O=C(NNCC([0-])=0)c1cccc(c1-n2c(c(c(n2)-c3cceec3)-cdeccecd)CC)C
[O-]C(=0)C[C@@H]1C([C@@H](C[C@@H](01)CCn2c(c(c(n2)-c3cccece3)-cdeccecd)CC)C)=C
0=5(=0)(n1c(c(c(n1)-c2cccecc2)-c3ccecc3)CC)Ceclnc(CC([0-])=0)cs4
S=C1IN(N=C(0O1)c2ccccc2-n3c(c(c(n3)-c4cceeccd)-c5ceecc5)CC)CC([0-])=0
0O=C(Cn1c(c(c(n1)-c2cccee2)-c3cccecc3)CC)cdcecec(c4)CC([0-])=0
[O-]C(=0)Cclccc(01)C[N+]Cn2c(c(c(n2)-c3cccee3)-c4cecccd)CC
0=5(=0)(n1c(c(c(n1)-c2cccecc2)-c3ccecc3)CC)CCHCCC([0-])=0
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[O-]C(=0)CNclccec(Sn2c(c(c(n2)-c3ccecee3)-cdcccccd)CC)cl
[O-]C(=0)Cclnnc(ol1)-c2cccec2-n3c(c(c(n3)-c4cccecd)-c5ceeec5)CC
[O-]C(=0)CSc1nnc2nlc(-n3c(c(c(n3)-cdcceeced)-c5ceccc5)CC)cs2
[O-]C(SCCSclcccecl-n2c(c(c(n2)-c3cccec3)-cdcccecd)CC)=0
[O-]C(=0)Cclcccc(CIN+]1Cn2c(c(c(n2)-c3cceec3)-cdecececd)CC)cl
0O=C(0CCC([0-])=0)clccencl-n2c(c(c(n2)-c3cceec3)-cdcccecd)CC
0=5(=0)(n1c(c(c(n1)-c2ccececc2)-c3cccec3)CC)cdec(cccdC)CC([O-])=0
0=5(=0)(CCclcccccl-n2c(c(c(n2)-c3cccece3)-cdeccecd)CC)C([0-])=0
[O-]C(=0)Ncinc(-c2ccc(cc2-n3c(c(c(n3)-cdccceced)-c5ceccc5)CC)C)esl
[O-]C(=0)CSclc2c(scc2-n3c(c(c(n3)-c4cceccd)-c5ceecc5)CC)nenl
[O-]C(=0)CCH#CC[N+]1CC[C@@H](n2c(c(c(n2)-c3cccee3)-cdcccecd)CC)Cl
O=C(NCclcccnl-n2c(c(c(n2)-c3cceeec3)-cdeccecd)CC)NC([O-])=0
[O-]C(SSCclcccecl-n2c(c(c(n2)-c3ccecee3)-c4cccccd)CC)=0
0O=C(n1c(c(c(n1)-c2ccecec2)-c3ccecec3)CC)Celnc(CC([O-])=0)cs4
[0-]C(=0)c1ccecc1/C=C/c2cccec2-n3c(c(c(n3)-c4cccecd)-c5cecee5)CC
O=C(N(n1c(c(c(n1)-c2cccec2)-c3cccece3)CC)C)cdeccc(N(C)C([O-])=0)ca
S=C(N/N=C(/c1ccccc1-n2c(c(c(n2)-c3ccece3)-c4ccececd)CC)C)C([0-])=0
[O-]C(=0)CCCSclc(-n2c(c(c(n2)-c3cccec3)-cdcccccd)CC)nsnl
0O=C(OCCC([0-])=0)clcc(N)cni1-n2c(c(c(n2)-c3cccec3)-cdeccecd)CC
[O-]C(Scinnc([nH]1)-c2cccec2-n3c(c(c(n3)-cdccceccd)-c5ccecc5)CC)=0
Fclccc(Nn2c(c(c(n2)-c3ccecee3)-c4cceccd)CC)c(cl)CHCCC([O-])=0
0=5(=0)(CC#Cclcccccl-n2c(c(c(n2)-c3cceee3)-c4cceecd)CC)C([0-])=0
0=5(=0)(clcccc([C@@H](Nn2c(c(c(n2)-c3cceee3)-c4cccecd)CC)C)ecl)C([0-])=0
S=C(SCn1c(c(c(nl1)-c2cceecc2)-c3ccece3)CC)NCCC([O-])=0
Fclcec(-n2c(c(c(n2)-c3cccee3)-c4cceecd)CC)c(c1)CHCCC([0-])=0
[O-]C(=0)Cclnc(N)c2c(n(nn2)Cn3c(c(c(n3)-c4cccecd)-c5ceeec5)CC)nl
Clclcccece(-n2c(c(c(n2)-c3cccee3)-cdecceecd)CC)c1Ce5nc(cs5)C([0-])=0
0=C(COC(=0)clcccccl-n2c(c(c(n2)-c3cceec3)-c4ccececd)CC)C([0-])=0
[O-]C(Scinc(ns1)-c2cecce2-n3c(c(c(n3)-c4cceccd)-c5ccecc5)CC)=0
O=C(N[C@H](c1cc(sc1-n2c(c(c(n2)-c3cccec3)-c4cceecd)CC)C)C)CC([0-])=0
O=C([C@H]1CN(CCC1)C([0-])=0)c2c(-n3c(c(c(n3)-cl4ccceced)-c5cecec5)CC)ecs2
Brclccc(c(-n2¢(c(c(n2)-c3cccec3)-c4cceecd)CC)cl)C(=0)NCCC([0-])=0
0O=C(0CCC([0-])=0)clcccnl-n2c(c(c(n2)-c3cceec3)-cdeccecd)CC
0O=C(NCc1lc(-n2c(c(c(n2)-c3cccee3)-cdccceed)CC)ees1)NC([0-])=0
[0-]C(=0)C0Oc1c2c(sc(c2-n3c(c(c(n3)-cdcceceed)-c5cccec5)CC)C)nenl
[O-]C(=0)CCCOcl1ccececl-n2c(c(c(n2)-c3cceec3)-cdeccecd)CC
[O-]C(=0)Cclccc(ol)-c2cccec2-n3c(c(c(n3)-c4cccccd)-c5ceecc5)CC
Brclcenc(-n2c(c(c(n2)-c3ccecec3)-c4cceccd)CC)c(C(=0)NCCC([0-])=0)c1
[O-]C(=0)CCCC[n+]1cccececl-n2c(c(c(n2)-c3ccece3)-c4cccecd)CC
[O-]C(=0)[C@H]1CCC[N+](C1)Cc2cccn2-n3c(c(c(n3)-c4ccececd)-c5cceec5)CC
Clclcec(c(-n2c¢(c(c(n2)-c3cceec3)-c4cceccd)CC)cl)C(=0)NCC([O-])=0
[O-]C(=0)CCC[N+]([C@@H](Cnlc(c(c(n1)-c2cccec2)-c3cecec3)CC)C)C
[O-]C(=0)[C@H]1CCC[N+](C1)Cc2c(-n3c(c(c(n3)-c4cccecd)-c5cceec5)CC)ces2
Fclcec(c(-n2c(c(c(n2)-c3cceec3)-cdeccecd)CC)cl)-c5cenee(c5)CC([0-])=0
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Fclcec(c(-n2c(c(c(n2)-c3cceec3)-cdecececd)CC)cl)CHCCCC([0-])=0
[O-]C(=0)Cc1[nH]nc(n1)CCn2c(c(c(n2)-c3cccec3)-cdcceccd)CC
[O-]C(=0)C[N+]1CCc2c(C1)c(N(n3c(c(c(n3)-c4ccceccd)-c5ceecc5)CC)C)nen2
O=C(CNC(=0)clccceccl-n2c(c(c(n2)-c3cccec3)-cdcccecd)CC)C([0-])=0
[0-]C(=0)CC/C=C(/CCnlc(c(c(n1)-c2cceecc2)-c3cccec3)CC)C
[O-]C(=0)Nclcnec(SCn2c(c(c(n2)-c3cccece3)-cdcccccd)CC)cl
[O-]C(=0)CCCO[C@@H]1CCCC[C@H]1n2c(c(c(n2)-c3cceece3)-cdcceccd)CC
O=C(N1CCC[C@@H](C1)C([0O-])=0)c2cccec2-n3c(c(c(n3)-c4cccecd)-c5cececec5)CC
O=C([C@@H](Cn1c(c(c(n1)-c2cccec2)-c3cccece3)CC)C)cdeccc(cd)C([0-])=0
[O-]C(=0)CC[N+]Cclccececl-n2c(c(c(n2)-c3ccecc3)-cdcccccd)CC
[O-]C(=0)Cclcen(-c2cccec2-n3c(c(c(n3)-cdccceecd)-c5ceeec5)CC)cl
[0-]C(=0)Cn1lnnc(n1)-c2cccecc2-n3c(c(c(n3)-c4cccecd)-c5ceeecec5)CC
Clclcccece(-n2c(c(c(n2)-c3cccec3)-cdcecceecd)CC)c1C(=0)NCCC([O-])=0
Clc1c(F)cc(c(-n2c(c(c(n2)-c3cceec3)-c4cceccd)CC)cl)-c5nnc(o5)CC([0-])=0
[O-]C(=0)Cclnoc(n1)C[N+]2CCC[C@H]2n3c(c(c(n3)-c4ccceccd)-c5ccecc5)CC
0=5(=0)(NCC([0O-])=0)clcc(cccl-n2c(c(c(n2)-c3ccccec3)-c4eccecd)CC)C
[O-]C(=0)CCCH#Cclcecscl-n2c(c(c(n2)-c3cccee3)-cdccceecd)CC
O=C(NCCC([0O-])=0)c1c(ccccl-n2c(c(c(n2)-c3ccecc3)-cdcceecd)CC)C
[O-]C(=0)C[N+]1CCC[C@@H](C1)c2c(-n3c(c(c(n3)-c4cccecd)-c5ceeec5)CC)c[nH]n2
O=C(Nclccceccl[C@@H](n2c(c(c(n2)-c3cceec3)-cdecececd)CC)C)CC([0-])=0
[O-]C(=0)[C@@H](c1nc(nol)-c2ccccc2-n3c(c(c(n3)-c4cceecd)-c5ceeec5)CC)C
Fclcee(-n2c(c(c(n2)-c3cccee3)-cdcccccd)CC)c(cl)C#HCCCC([0-])=0
[0-]C(=0)Cclnnc(SCCn2c(c(c(n2)-c3cceecc3)-cdcccccd)CC)ol
0O=C(0CCOC([0-])=0)CSn1c(c(c(n1)-c2ccecec2)-c3cecce3)CC
0=5(=0)(n1c(c(c(n1)-c2cceecc2)-c3cececc3)CC)CCSCCC([0-])=0
0=5(=0)(NCC([0O-])=0)c1c(oc(c1-n2c(c(c(n2)-c3ccecc3)-cdcccecd)CC)C)C
0O=C(0OCC(C([0-])=0)=C)c1ccecccl-n2c(c(c(n2)-c3ccecec3)-cdceccecd)CC
Fclccee(S(=0)(=0)NCC([0-])=0)c1-n2c(c(c(n2)-c3cccee3)-c4cccccd)CC
[O-]C(=0)CCCSclncenl-n2c(c(c(n2)-c3cccee3)-cdccceecd)CC
[O-]C(=0)[C@H]1CCC[N+](C1)Cc2cccec2-n3c(c(c(n3)-cdcccecd)-c5cecec5)CC
O=C(NCCC([O-])=0)[C@H]1CC=CC[C@@H]1n2c(c(c(n2)-c3cccce3)-c4cccccd)CC
0O=C1CC[C@@H](CN1Cc2ccccc2-n3c(c(c(n3)-c4cccecd)-c5ceeec5)CC)C([0-])=0
Clclcce(NC(=0)CSC([0-])=0)c(-n2c(c(c(n2)-c3ccece3)-cdeccecd)CC)cl
O=C(NCCC([0-])=0)c1ccecncl-n2c(c(c(n2)-c3ccecee3)-c4cccccd)CC
Fclccc(C[N+]2CCC[C@ @H](C2)C([0-]1)=0)c(-n3c(c(c(n3)-c4ccceccd)-c5ceeec5)CC)cl
O=C(NCCC([0O-])=0)c1cc(N)ccc1-n2c(c(c(n2)-c3ccececc3)-c4cccccd)CC
O=C(N1CCC[C@@H](C1)C([O-])=0)c2c(-n3c(c(c(n3)-c4cccecd)-c5cececc5)CC)ces2
[0-]C(=0)/C(=N/OCclcceeccl-n2c(c(c(n2)-c3ccece3)-cdececcd)CC)C
[O-]C(=0)[C@H]1CCC[N+](C1)Cc2c(-n3c(c(c(n3)-c4cccecd)-c5cceec5)CC)cco2
[O-]C(=0)Cclnc(nol)CCn2c(c(c(n2)-c3cceec3)-cdcccecd)CC
Clclcec(c(-n2c(c(c(n2)-c3cceece3)-c4cceccd)CC)cl1)CNC(=0)CC([0-])=0
[O-]C(=0)[C@H]1CCC[N+](C1)Cc2ccoc2-n3c(c(c(n3)-c4cccecd)-c5cceec5)CC
[O-]C(=0)C[N+]CCn1c(-n2c(c(c(n2)-c3cccee3)-cdccccecd)CC)ec(nl)C
Fclcec(-n2cc(nn2)CC([0-])=0)c(-n3c(c(c(n3)-c4cccecd)-c5ceecec5)CC)cl
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459 [O-]C(=0)CC[N+](Cclc(-n2c(c(c(n2)-c3cceee3)-c4cccccd)CC)eesl)C 4.7
460 0=5(=0)(NCC([0O-])=0)clccc(ccl-n2c(c(c(n2)-c3ccecc3)-cdeccecd)CC)C 4.7
461 0=5(=0)(Nclccec([C@@H](n2c(c(c(n2)-c3cccee3)-cdcccecd)CC)C)cl)C([0-])=0 4.7
462 0O/C(clcceecl-n2c(c(c(n2)-c3ccecc3)-cdececcd)CC)=C\S(=0)(=0)C([0-])=0 4.7
463 O=C(NCCC([0O-])=0)c1cc(sc1-n2c(c(c(n2)-c3ccecee3)-cdcccecd)CC)C 4.7
464 Clclccc(-n2c(c(c(n2)-c3ccecec3)-cdcccecd)CC)c(NSCC[C@H](C5)CC([0-])=0)c1 4.7
465 0=5(=0)(NCC([0-])=0)clc([nH]c(c1-n2c(c(c(n2)-c3cccec3)-cdeccecd)CC)C)C 4.7
466 0O=C(NCclccc(n1-n2c(c(c(n2)-c3ccecee3)-c4cceccd)CC)C)CC([O-])=0 4.7
467 O=C([C@H]1CSC(=N1)c2ccccc2-n3c(c(c(n3)-cdccececd)-c5cccec5)CC)C([0-])=0 4.7
468 0O=C(0Cclccceccl-n2c(c(c(n2)-c3ccecc3)-cdcccecd)CC)[C@@H](C)C([O-])=0 4.7
469 [O-]C(=0)Cclnc(nol)-c2cccec2-n3c(c(c(n3)-c4cccecd)-c5ceeec5)CC 4.7
470 Brclccc(-n2c(c(c(n2)-c3cccee3)-c4cccccd)CC)c(S(=0)(=0)NCC([0-])=0)c1 4.7
471 O=C(NCCC([0O-])=0)cl1cc(cccl-n2c¢(c(c(n2)-c3ccecec3)-cdcceecd)CC)C 4.7
472 [O-]C(=0)c1csc(n1)C[N+]2CCCC[C@H]2n3c(c(c(n3)-c4cccecd)-c5cccec5)CC 4.7
473 Fclcee(-n2c(c(c(n2)-c3ccecee3)-cdcecccd)CC)c(C(OCCC([0-])=0)=0)c1 4.7
474 Fclcec(-n2c(c(c(n2)-c3cccee3)-c4cceccd)CC)c(S(=0)(=0)NCC([0-])=0)c1 4.6
475 Brclccc(S(=0)(=0)NCC([0-])=0)c(-n2c(c(c(n2)-c3cccec3)-cdeccecd)CC)cl 4.6
476 [O-]C(=0)C[N+]CCSSnic(c(c(n1)-c2ccecec2)-c3ccecece3)CC 4.6
477 0O=C(Nc1c(ccs1)C([0-])=0)c2cccec2-n3c(c(c(n3)-cdccececd)-c5cccee5)CC 4.6
478 [O-]C(=0)Cclnoc(n1)[C@H]([N+])CCn2c(c(c(n2)-c3cceee3)-cdceccecd)CC 4.6
479 0=5(=0)(NCC([0O-])=0)c1cccc(N)c1-n2c(c(c(n2)-c3cceece3)-c4cceccd)CC 4.6
480 [O-]C(=0)CCH#CC[N+]1[C@H](CCC[C@H]1n2c(c(c(n2)-c3cccec3)-cdcccecd)CC)C 4.6
481 0=5(=0)(NCC([0O-])=0)c1ccc(N)ccl-n2c(c(c(n2)-c3cecece3)-c4cceccd)CC 4.6
482 Clclcccece(-n2c(c(c(n2)-c3cccece3)-cdceeccd)CC)clS(=0)(=0)NCC([0-])=0 4.6
483 O=C(NC(=0)NC([0-])=0)clcccccl-n2c(c(c(n2)-c3cccee3)-c4cceccd)CC 4.6
484 0=5(=0)(NCC([0O-])=0)clcccncl-n2c(c(c(n2)-c3cccec3)-c4cccecd)CC 4.6
485 [O-]C(=0)C[N+]1CC(Oc2cccec2-n3c(c(c(n3)-cdcccecd)-c5cecec5)CC)Cl 4.5
486 Clclcec(-n2c(c(c(n2)-c3ceccee3)-c4cccecd)CC)c(CNC(=0)CC([0-])=0)c1 4.5
487 Clc1cec(-n2c(c(c(n2)-e3ccecec3)-cdcccecd)CC)c(S(=0)(=0)NCC([0-])=0)c1 4.5
488 [O-]C(=0)CC[N+]Cclc(-n2c(c(c(n2)-c3cccee3)-cdcecceed)CC)ecesl 4.5
489 [O-]C(=0)CCH#CC[N+]1CCCC[C@H]1n2c(c(c(n2)-c3ccecce3)-c4cceccd)CC 4.5
490 Fclccc(C[N+]2CC[C@ @H](C2)C([0-])=0)c(-n3c(c(c(n3)-clccceed)-c5cceec5)CC)cl 4.5
491 [O-]C(Sci[nH]nc(n1)-c2cccec2-n3c(c(c(n3)-c4ccceccd)-c5ceecc5)CC)=0 4.5
492 O=C(NCCC([O-])=0)C[C@@H](n1c(c(c(n1)-c2cccee2)-c3ccecc3)CC)C 4.4
493 0=5(=0)(NCC([0O-])=0)clcncccl-n2c(c(c(n2)-c3cccec3)-c4cccecd)CC 4.4
494 O=C(NC[C@ @H](C)C([0-])=0)clcccccl-n2c(c(c(n2)-c3cccee3)-c4cceccd)CC 4.4
495 0=5(=0)(NCC([0-])=0)c1cccccl-n2c(c(c(n2)-c3ccecee3)-c4cccccd)CC 4.4
496 [O-]C(=0)CCNclccececclCn2c(c(c(n2)-c3cceec3)-c4cceccd)CC 4.4
497 0=S(=0)(N[C@ @H](C)C([O-])=0)clcccccl-n2c(c(c(n2)-c3cccec3)-c4cceccd)CC 4.4
498 [O-]C(=0)C[N+]1CCO[C@@H](C1)c2ccecec2-n3c(c(c(n3)-c4ccececd)-c5cceec5)CC 4.3
499 0=S(=0)(N[C@ @H](C)C([0-])=0)clcncccl-n2c(c(c(n2)-c3cccec3)-c4cccecd)CC 4.2
500 Fclccec(c1-n2c(c(c(n2)-c3cceec3)-cdecceecd)CC)C(=0)NCCC([0-])=0 4.1
Table 9
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SMILE and predicted plCs, values for Series 6 derivatives.

N° SMILES predPICso
1 [O-]C(SC1=[N+][C@](C[C@@]2(Nc3ccccc3N12)cdcccecd)(c5cccecc5)C)=0 7.3
2 O=C(NC(C([0-])=0)C([0-])=0)[C@H](Cclcccccl)c2ceccc? 7.2
3 S=C(N(Nclcccccl)c2ccccc2)CCCC([0-])=0 6.6
4 S=C(NN=C(Cclcccccl)Cc2cccec2)C([0-])=0 6.5
5 O=C([C@@H]1[C@H](O[C@](O1)(c2cccec2)C)c3ccccc3)[C@H](OC)C([0-])=0 6.5
6 0O=C(OC([0O-])=0)CS[C@H]1[C@@H](O[C@@H](C1)c2cccec2)c3cceec3 6.5
7 [O-]C(=0O)NCC[C@ @H](clccceecl)COc2cccec2 6.4
8 [O-]C(=0)CC([C@@H]([C@H]([C@H](c1ccececl)C)c2ccccc2)C)=C 6.4
9 [0-]C(=0)[C@H]1[C@H](OC[C@@H](01)[C@@H](Cc2cceee2)c3cccee3)0C 6.4
10 O=C(N(Cclcccecl)Cec2ccecc2)[C@@H](CC([0-])=0)C 6.4
11 0=C1[C@@H](N2C(=0)[C@](0[C@@]2([C@ @H]3CCCN13)caccceed)(c5eceec5)C)CC([0-])=0 6.3
12 [0-]C(=0)/C=C\C[C@H](Cclccceel)c2cecce? 6.3
13 0=C1C[C@ @H]([C@@H]([C@ @H]1c2cccec2)/C=C/[C@H](0)C([0-])=0)c3cceec3 6.3
14 [0-]C(=0)NC[C@H]1C[C@ @H]2CC[C@]1([C@ @]2(c3cccce3)C)ceceecd 6.3
15 [O-][N+](=0)c1c(N)cc2c(C[C@H]([C@](02)(c3cccee3)C)cdeccecd)cl1C([0-])=0 6.2
16 [O-]C(=0)C(OC[C@H](Cclcccecl)c2cccec2)C([0-])=0 6.2
17 [O-]C(O[C@H](OC)CC/C(clcceecl)=C/c2cecce2)=0 6.2
18 0[C@]1(CCC[C@]2(CCI[C@@H](C[C@ @]12c3cccee3)C(C([0-])=0)=C)C)chccccchd 6.2
19 Clclcec(N(Cc2ccccc2)Ce3cccece3)cclC([0-])=0 6.2
20 0=C(0C)[C@@H]1[C@@]2(01)[C@ @H](O[C@@H]([C@@H]2c3cccce3)cdcccccd)CC([0-])=0 6.2
21 O[C@@H]1CC(=C[C@H]([C@H]1c2cccee2)c3cccce3)C(=0)C([0-])=0 6.2
22 O[C@@H](C[C@H]1[C@@]([C@@H]1c2cceee2)(c3cceee3)C)C(=0)C([0-])=0 6.2
23 O[C@H]1[C@@H](C[C@ @H](C[C@H]1CC([0-])=0)c2ccccc2)c3ceece3 6.2
24 [O-]C(=0)[C@H]1C[C@H]1CC[C@@H](Nc2cccec2)c3cccee3 6.2
25 0=S(=0)(NC1[C@@]([C@@]1(c2ccccc2)C)(c3cccecc3)C)N(C)C([0-])=0 6.2
26 O=C(N[C@H](Cclcccecl)c2cceec2)[C@H](C(OC)=0)C([0-])=0 6.2
27 O[C@]1([C@@](O[C@@H]([C@]1(0O)c2cccecc)c3ccccc3)(CC([0-])=0)C)C 6.2
28 [O-]C(O[C@H]1C[C@@](Oc2cccce2)([C@@H](OC)[C@H](01)C)c3cccec3)=0 6.1
29 0[C@@H]1[C@H](O[C@H]([C@H]1c2cccec2)c3cccee3)[C@H](OC)C([0-])=0 6.1
30 0=C(N(Cclceceel)c2cecee2)/C=C\[S@](=0)C([O-])=0 6.1
31 O=C(N(Cclcccecl)c2ceccc2)[C@@H](S(=0)(=0)C([0-])=0)C 6.1
32 O=C([C@](Nc1cccecl)(CCCC([O-])=0)C)c2cecec2 6.1
33 S=C(N1C[C@H](N(C[C@ @H]1C)c2cccce2)c3cccec3)C([0-])=0 6.1
34 O=C(OCC([0-])=0O)N1CC[C@@]1(Cc2cccec2)c3ccecc3 6.1
35 [0-]C(=0)[C@H](/C=C/[C@@H](C1(CC1)c2cccec2)c3cceec3)C 6.1
36 O=C(N1C[C@@H]([C@]([C@@H](C1)C)(C(C)C)c2cccee2)c3cccec3)C([0-])=0 6.1
37 [O-]Cc(OC[C@@H]1C[C@@H]([C@H]1Cc2ccccc2)c3cccec3)=0 6.1
38 [O-]C(=0)C[C@@H]1/C([C@@H](Oc2ccecc2)[C@@H](01)c3ccccec3)=C\CH#N 6.0
39 O=C(N1C[C@H](OC[C@H]1c2cccecc2)OC([0-])=0)c3ccecce3 6.0
40 OC[C@@H]1[C@H]([C@H]([C@H](01)CCC([O-])=0)c2cccecc2)c3ccececc3 6.0
41 0=5(=0)(N[C@@H]1CN(C[C@H]1c2cccec2)c3ceccc3)C([0-])=0 6.0
42 [O-]C(=0)COo[C@H]([C@@H](Nclcccecl)Cc2ccccc2)C 6.0
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43
44
45
46
47
48
49
50
51
52
53
54
55
56
57
58
59
60
61
62
63
64
65
66
67
68
69
70
71
72
73
74
75
76
77
78
79
80
81
82
83
84
85
86

O=C(N[C@@H]([C@H](clcccecl)C)c2ceccec2)[C@H](C)C([0-])=0
0=C(OC([0-])=0)COo[C@@H](Cclccceecl)c2ccecc2
[O-]C(=0)C1(C[C@H]2[C@@H](01)[C@H]([C@H](CO2)c3cccce3)cdcccccd)C([0-])=0
[O-]C(=0)CCSC[C@@H]1[C@@H](C[C@@H](O1)c2ccecc2)c3cceecc3
0=5(=0)(CC[C@H](Oclccceecl)Cc2ccecc2)C([O-])=0
[O-]C(=0)[C@@]1(C[C@@H]([C@@H](Cc2ccceec2)c3ccecc3)CCOL)C
0=5(=0)(NC[C@@H]1[C@@H](C[C@@H](O1)c2ccceec2)c3ccccc3)C([0-])=0
[O-]C(=0)c1c(OC)cec([C@@H](Cc2cceec2)c3ccece3)cl
[0-]C(O/N=C/1CN(C[C@@]1(c2ccccc2)C)c3ccecc3)=0
[O-]C(=0)c1c2c(0CO2)cc([C@@H]([C@@H](c3cccece3)C)cdeccecd)cl
O[C@H]([C@]1(OC)CC([C@@H]([C@@H](01)c2cccec2)c3cccec3)=C)C([0-])=0
O[C@@H]1CO[C@H]([C@@H](Oc2ccecec2)[C@@H]1c3ccecc3)CCC([0-])=0
[O-]C(=0)CC[C@H]([C@H]([C@H](clcccecl)C)c2cceec2)C
[O-]C(=0)clccc(ol)[C@@H](N(C2CC2)c3ccecc3)cldcccccd
[O-]C(=0)CCCC(Cclcceecl)Ce2ceceec2
O[C@H]1[C@H]([C@H](O[C@@H]1[C@H](CCC)C([0O-])=0)c2ccccc2)c3cceec3
0=5(=0)(NC1[C@H](C[C@H]1c2ccccc2)c3cceec3)C([0-])=0
[O-]C(=0)clccc(ol)[C@@H]([C@H](c2ccececc2)C)c3ccecc3
O=Cl[C@@]([C@@H](N1lc2cccce2)c3ceecc3)(CCCC([0-])=0)CC
O=C(O[C@H](C=C)C([0O-])=0)[C@H]1[C@]([C@H]1c2ccccc2)(c3cceec3)C
O[C@H]1[C@H](NC([O-])=0)[C@H](C[C@@H]([C@@H]1c2ccccc2)c3cccece3)C
Br[C@H]1[C@@H](O[C@H]([C@@H]1c2cccec2)COC([0-])=0)c3ccecc3
[O-]C(Oclccecc2c10[C@H]([C@H](C2=C)c3cccece3)cdcccecd)=0
O=Cl[C@H]([C@](CN1C[C@ @H](CC([O-])=0)C)(c2ccccc2)C)c3cccec3
O[C@H]1[C@](C=2CC[C@@H](C3=COC[C@]1(C32)c4cccccd)C([0-])=0)(c5cceec5)C
0=C(0[C@ @H]1[C@H](OC[C@H]([C@ @H]10c2cccec?)c3cccee3)0C([0-])=0)C
O=C1l[C@H]([C@@](N1CCC([O-])=0)(Cc2ccccc2)c3cceec3)C
O=C(O[C@H](Cclcccecl)c2ecccc2)[C@H](C)C([0-])=0
O[C@H]1[C@@H](O[C@@H]([C@@H]1N(O)CC([0O-])=0)c2cccec2)c3ccccc3
O[C@@H]1[C@H]([C@H](O[C@@H]([C@H]1NC([0-])=0)CO)c2cceec2)c3cceec3
[O-]C(SSC[C@@H](Cclcccecl)c2cceec2)=0
[O-]C(O[C@@H]1C[C@@H]([C@@]([C@@H](01)C)(c2cccecc2)C)c3ccecc3)=0
0O=C(NS(=0)(=0)C([0-])=0)[C@]([C@H](clcccccl)C)(c2ceeccc2)C
0=C(/C=C/[C@](Cclcccccl)(c2ccecec2)C)C([0-])=0
[O-]C(=0)C(CC[C@@H](C(c1ccceel)(C)C)c2eccec2)=C
[O-]C(O[C@@H]1C[C@@H]([C@@H]([C@@H](01)C)c2cccec2)c3ccecc3)=0
O=C(NCCC([0O-])=0)[C@](Oc1ccceel)(c2ceccc2)C
O[C@H]1C[C@@H](O[C@@H]([C@@H]1c2cccecc2)c3cccee3)ONC([0-])=0
O=C(O[C@@H]1[C@H](O[C@H]([C@H]1c2cccecc2)c3cccecec3)OC([0-])=0)C
[O-]C(=0)CCC[C@@]1(CCCN1c2cccec2)c3cceec3
[0-1C(=0)[C@@H](CC(C)C)B1O[C@@]([C@@](O1)(c2cccec2)C)(c3ccecc3)C
[O-]C(=0)CCC[C@H](Sclccececel)c2cccec2
[O-]C(OCO[C@H]1C=C([C@H](O1)c2cccee2)c3cceec3)=0

[O-]C(=0)CC1=N[C@ @](Cc2ccccc2)(CO1)c3cceec3

6.0
6.0
6.0
6.0
6.0
6.0
6.0
6.0
6.0
6.0
6.0
6.0
6.0
6.0
6.0
5.9
5.9
5.9
5.9
5.9
5.9
5.9
5.9
5.9
5.9
5.9
5.9
5.9
5.9
5.9
5.9
5.9
5.9
5.9
5.9
5.9
5.9
5.9
5.9
5.8
5.8
5.8
5.8
5.8

75



87

88

89

90

91

92

93

94

95

96

97

98

99

100
101
102
103
104
105
106
107
108
109
110
111
112
113
114
115
116
117
118
119
120
121
122
123
124
125
126
127
128
129
130

[O-]C(O[C@H]1C[C@@](OC)([C@@]([C@@H](01)C)(c2cccecc2)C)c3ccccc3)=0

O=C([C@H](Oclccececl)CCSC([0-])=0)c2cceccc2
O=C(N[C@H](Cclcccecl)c2cccec2)[C@H](OC([0-])=0)C
OC[C@@H]1[C@H]([C@H](C[C@H]1CC([O-])=0)c2cccec2)c3cceec3
O=C(N([C@@H](c1ccecec1)C)Ce2eccecc2)CCC([O-])=0
O=C(O[C@@H]1[C@H](O[C@H]([C@H]1c2cccec2)c3cccec3)CC([O-])=0)CC
0=5(=0)(NC[C@](Oclccccel)(c2cccec2)C)C([0-])=0
0=C1C[C@H]([C@](C(C1)(C)C)(c2cccec2)/C=C/[C@H](C)C([O-])=0)c3cccee3
0=5(=0)(N1C[C@ @H]([C@ @](C2CC2)(C1)c3cccec3)cdcccecd)C([0-])=0
[O-][N+](=0)[C@@]1(c2cccec2)C(OC)=N[C@ @H](N=C1c3cccce3)CC([0-])=0
[O-]C(=0)C[C@H]1CCC(01)(Cc2cccec2)Ce3cceec3
[O-]C(=0)CN1c2ccccc2CN([C@ @H](C1)Cc3cceec3)cdcccccd
[O-]C(=0)CC1=C[C@@](Nc2cccecc2)(CC1)c3ceccc3
[O-]C(OC=1C=C[C@H]([C@@H](c2ccccc2)C1)c3cccec3)=0
0=C(/C=C/[C@@H](Cclcccccl)c2ceccc2)C([0-])=0
O=C([C@@H]1[C@H](N([C@@H](O1)c2ccceec2)c3ccecc3)CC(C)C)C([O-])=0
O[C@@H]1[C@H]([C@H](C[C@H]1COC([O-])=0)c2ccccc2)c3cccec3
0=S(=0)(N[C@@H]1C[C@@H]([C@@]1(c2ccccc2)C)c3ccccc3)C([O-])=0
CliC@]1([C@@H]([C@@H]1c2cccec2)COC([0-])=0)c3cccec3
[O-]C(=0)CCC[C@H](Cclcceecl)c2ceccec2
[O-]C(=0)C[C@H]1C[C@H]([C@H](O1)c2cccec2)c3cccee3
Oclcec([C@@H](Sc2cccec2)c3ccece3)ecclC([O-])=0

FIC@@H]1[C@H](O[C@H]([C@H]([C@@H]10)c2ccccc2)c3cccec3)0C([0-])=0

[0-]C(=0)[C@H](/C=C/[C@H](Nclccccel)c2cceec2)C
[O-]C(=0)C[C@@H]1C[C@@H]([C@@H]([N+]1C)c2cccec2)c3cceec3
0=C1C=C(N[C@H](Cc2ccccc2)c3cecce3)[C@@]1(C)C([O-])=0
0=C(N1C[C@H]([C@](C1)(c2ccccc2)C)c3ccccc3)CCC([O-])=0
0O=C(OCC([0-])=0O)N1[C@H](CO[C@]1(c2ccccc2)C)c3cccec3
[O-]C(=0)clccec([C@@H]([C@@H](c2cccec2)C)c3cccee3)cl
[O-]C(=0)CCC[C@](Cclcceecl)(c2cccec2)C
OlC@@H]1[C@@H](O[C@H]([C@@H]1c2ccceec2)CCC([0-])=0)c3cceec3
[O-]C(=0)C[C@H]1C[C@@H]([C@@H]([C@H](01)C)c2cccec2)c3ccecc3
0=S(=0)(NC1[C@]([C@]1(c2ccccc2)C)(c3ccececc3)C)C([0-])=0
[O-]C(=0)C[C@]1([C@@H]([C@H]([C@H](O1)c2cccec2)c3cccce3)CC)C
[0-]C(=0)/N=C\C[C@H]1C=C[C@H]([C@H](O1)c2ccccc2)c3ccecce3
[O-]C(SSC[C@ @H](Nclcceceel)c2eceec2)=0
[O-]C(=0)clccc(ol)[C@@](Cc2ccecc2)(c3cceec3)C
[0-]C(=0)CCO/N=C(\Cclcccecel)c2cecee?

[O-]C(OC[C@@H]1[C@@H](Oc2ccecc2)[C@@H]([C@H](01)OC)c3ccecc3)=0
O[C@H]1[C@@H]([C@@H](O[C@]2(C([C@H]([C@H](02)c3ccccec3)c4cceccd)(C)C)C1)C([0-])=0)C

0=5(=0)(N1CCC[C@H]([C@H](C1)c2cccce2)c3cccec3)C([0-])=0
[O-]C(=0)CC[C@@H]1CCC[C@ @]1(Cc2cccec2)c3cceec3
[O-]C(=0)[C@]1(OC[C@@H](O1)[C@H](Nc2cceec2)c3cccce3)C

O=C(O[C@@H]1[C@H](O[C@H]([C@H]1c2cccecc2)c3cccecc3)CC([0-])=0)C(C)C
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131
132
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167
168
169
170
171
172
173
174

0=S1(=0)[C@@]([C@@H](N2C(=0)C[C@H]21)c3ccccc3)(c4cccced)/C=C/CC([0-])=0
O=C([C@H](N(clcccecl)C)CCOC([O-])=0)c2ccccc2
O=C(CHC[C@H](Oclcccccl)c2ccecc2)C([O-])=0
[O-]C(SCC[C@H](Cclcceccl)c2ceccec2)=0
[O-]C(=0)CO[C@@H]1[C@@H]([C@@H](CO1)c2ccecec2)c3cccec3
O=C([C@H](c1cccecl)/C=C/C(=0)C([O-])=0)c2cccec2
[O-]C(=0)nlcc([C@@H]([C@@H](CC)c2cccec2)c3ccece3)enl
O[C@@H]l[C@@](O[C@H]([C@H]1c2ccccc2)c3ccccc3)(0)C(=0)C([0-])=0
[0-]C(=0)c1c(oc(nl)[C@@H](Cc2cccec2)c3ccccce3)C
0=S(=0)(N[C@@H]1C[C@@]([C@@]1(c2ccccc2)C)(c3cccec3)C)C([O-])=0
[O-]C(=0)clcenc(N(Cc2ccecec2)Ce3cccec3)cl
S=C(N(CCCCC([0-])=0)clcccecl)c2ceecc2
S=C(SSC([0O-])=0O)N(Cclcccecl)c2ceecc2

O[C@H]1[C@@H](0)[C@ @H](O[C@@H]1[C@@H](Sc2cceec2)c3cccee3)C([0-])=0
[O-]C(=0)clcnc2[C@@H](N(CCn12)c3ccecc3)cdcccecd
0O=C1C(CCCC([0-])=0)C(=0)N(N1c2ccccc2)c3ccecec3
O[C@H]1[C@H](O[C@@](Oc2ccccc2)([C@H]10)c3ccecc3)CC([0-])=0
[O-]C(=0)[C@H]1CCC[C@@H](C1)[C@H](Cc2cccec2)c3cceec3
O[C@H]1[C@H]([C@H](O[C@@H]1[C@H](CC)C([0O-])=0)c2ccccc2)c3cecec3
[O-]C(Oclcccecl[C@ @H](Oc2cceec2)Ce3ccccc3)=0

O=C1[C@H](O[C@ @H]([C@@H](N1C)c2cccec2)c3ccecc3)CC([0-])=0
0O=C(0CC(Cclccceel)(Cc2ceccc2)C)C([0-])=0
OC[C@@H]([C@H]1[C@H](OC)[C@H]([C@H](O1)c2cccecc2)c3ccccc3)C([0-])=0
0=Cl[C@@](O[C@@H](CN1CCC([0O-])=0)c2cccec?)(c3ccecc3)C
[O-]C(=0)CCC[C@@H](Oclccececl)Cc2cccec2
[O-]C(=0)CCH#C[C@H](N(clccececl)C)e2ceeecc2
0=C(OC[C@H]1C[C@@H]([C@@H](C[C@ @H]1CC([0-])=0)c2cccee2)c3eccec3)C
O[C@@]1(CN(C[C@]1(c2ccece2)C)c3c(ccc(n3)C)C([0-])=0)cdccceca
[O-]C(=0)c1c(cec([C@@H](Cc2cceec2)c3ccece3)cl)C
O[C@@H]([C@H]1C(=0)C(=C(01)c2ccccc2)c3cccec3)CSC([0-])=0
0O=C(NS(=0)(=0)C([0-])=0)[C@@]1(CCCN(C1)c2ccccc2)c3cccec3
I[C@@H]1[C@H](O[C@H]([C@H]([C@H]10)c2cccecc2)c3ccececec3)0C([0-])=0
0=C1C=2[C@H](CC(=0)NC2C[C@@H]([C@ @H]1c3cccee3)cdcccced)C([0-])=0
O=C(OC[C@@H]1[C@@H]([C@H](c2cccec2)C=CO1)c3ccecc3)C([0-])=0
OC[C@](Cclcccecl)(c2ceccc2)c3cecec(c3)C([O-])=0
0O=C(N(Cclcccccl)Ce2eccec2)CCC([0-])=0
O=C([C@@](CCOC([0-])=0)(clcccecl)C)c2cccec2

0=C1C(0C([0-])=0)=C[C@ @](Cc2ccccc2)(c3ccececl3)cdcccecd
[0-]C(=0)clcsc([C@@H](Cc2cccec2)c3ccccc3)cl
0=C1C[C@@]2([C@@]([C@](C1)(CO2)c3cccec3)(c4cccecd)/C=C/[C@H](C)C([O-])=0)C
O=C(N[C@](Cclccceel)(c2ccccc2)C)[C@H](C)C([0-])=0
[0-1C(=0)C/C=C(/[C@H](Cclcccecl)c2ccece2)C
O=C(N[C@H](O)C([O-])=0)[C@H]1[C@]([C@H]1c2cccec2)(c3cccec3)C
O[C@]1(CCN(C[C@@]1(c2cceec2)C)C(=0)C([0-])=0)c3cccec3
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175 [O-]C(=0)CCO[C@@]1(CCCC[C@@H]1c2cceec2)c3ccccc3 5.6
176 [O-]C(OC[C@H]1[C@H]([C@@H](c2cccec2)C=CO1)c3ccccc3)=0 5.6
177 [O-]C(=0)clccc(ol)[C@@H](N(C2CCCC2)c3ccccc3)clcecceccd 5.6
178 [O-]C(=0)CCSCclcc(n(nl)-c2cceec2)-c3ccecc3 5.6
179 FIC@@H]1[C@H](O[C@H]([C@H]([C@H]1c2cceec2)c3cccce3)C)OC([0-])=0 5.6
180 [0-]C(=0)[C@H]1COC(0[C@@H]1[C@H]2[C@@H](O[C@@](02)(c3cccee3)C)cdccceed)(C)C 5.6
181 [O-]C(=0)[C@H]([C@@H]1C[C@H]([C@](O1)(c2cccecc2)C)c3cccec3)C 5.6
182 [O-]C(=0)coC[C@](Cclceceecl)(c2cceec2)C 5.6
183 [O-1C(=0)C[C@@H]1CC[C@@](01)(Cc2ccecc2)c3cccce3 5.6
184 [O-]C(=0)[C@H]1CCCN1C2=C([C@@]3([C@H]2c4cccccaS3)c5ccccc5)cbeccech 5.6
185 [O-][n+]1c(cnc2cl[C@](O[C@]2(c3cccee3)C)(cdcccccd)C)C([0-])=0 5.6
186 S[C@@H](C[C@H](Cclcceecl)c2eccec2)CC([0-])=0 5.6
187 [O-]C(=0)CSCC[C@H](Sclcceecl)c2cecccc2 5.6
188 S=C(NC[C@ @H](Cclcccccl)c2cecccc2)C([0-])=0 5.6
189 0=C1C[C@H]([C@H](C[C@]12CC(O[C@ @H]2C([0-])=0)=0)c3cccce3)cdcccccd 5.6
190 Br[C@@]1(C[C@@]1(C(=0)N2C[C@H](O[C@H](C2)C)C([O-])=0)c3cccce3)edcceccs 5.6
191 [O-]C(=0)clnc(nc(N([C@H](c2cceec2)C)c3cccee3)nl)C 5.6
192 O=C(N([C@H](Cclccceel)c2ecccc2)C)CC([0-])=0 5.6
193 [O-]C(=0)CC([C@H]10C[C@H]([C@H](O1)c2ccecec2)c3cccec3)(C)C 5.6
194 0=5(=0)(N1CCC[C@](Oc2cccec2)(C1)c3cccec3)C([0-])=0 5.6
195 O=C(O[C@ @H]([C@@H](clccceel)C)c2ceecc2)CCC([0-])=0 5.6
196 FIC@@]1(C[C@H](N(C1)C(=0)CCC([0-])=0)c2cceec2)c3cccec3 5.6
197 O[C@@H]1[C@@H](O[C@@H]([C@H]10C)[C@@H](Cc2cccec2)c3cccee3)C([0-])=0 5.5
198 O=C([C@H](clcccecl)C2=N[C@H](SS2)C([O-])=0)c3ccccc3 5.5
199 0=C(O[C@]1([C@H](O[C@ @H]([C@ @]1(c2ccccc2)C)c3cceee3)CC([0-])=0)C)C 5.5
200 O=C(N(c1cccecl)CC(ONC([0-])=0)=0)c2ccccc2 5.5
201 O[C@@H]1C[C@@H](O[C@H]1CN(c2cccec2)C(=0)c3ccccc3)C([0-])=0 5.5
202 O=C(N1CC[C@]1(c2cccecc2)C(=0)c3ccccc3)C4(CCC4)C([0-])=0 5.5
203 O[C@H]1[C@@H]([C@@H](O[C@@H]1[C@H](C)C([0-])=0)c2cceec2)c3eccec3 5.5
204 0=5(=0)(N1C[C@H]([C@](C1)(c2ccccc2)C)c3cccec3)C([0-])=0 5.5
205 BriC@@H]1[C@H](O[C@H]([C@H]1c2cccce2)c3cccec3)CC([0-])=0 5.5
206 FIC@@]1([C@H](O[C@@]2(CO[C@H]12)CC([0O-])=0)c3ccccc3)cdcccecd 5.5
207 O[C@]1(COo[C@@H]([C@H]10c2ccccc2)c3cccec3)COC([0-])=0 5.5
208 0O=C(OCC([0O-])=0O)N1CC[C@]1(c2cccec2)C(=0)c3ccecc3 5.5
209 [O-]C(SC([C@H]10C[C@H]([C@H](01)c2cccec2)c3ccecec3)(C)C)=0 5.5
210 0=5(=0)(N1CCC[C@](C1)(Cc2ccccc2)c3ccccc3)C([0-])=0 5.5
211 FIC@@]1(C[C@H](N(C1)C(=0)C(CC([0-])=0)(C)C)c2ccccc2)c3cceec3 5.5
212 O=C(O[C@H]1[C@ @H](O[C@@H]([C@@H]1c2cccec2)c3ccecc3)CSC([0-])=0)C 5.5
213 [O-]C(OC[C@H]1/C([C@H]([C@H](O1)c2cceecc2)c3cececc3)=C\C#N)=0 5.5
214 [O-]C(=0)Cclcnnnl[C@H]2[C@@H](O[C@ @H](C2)c3cccee3)clccceccd 5.5
215 O=C(N1CC[C@]1(c2ccccc2)C(=0)c3ccecc3)CCC([0-])=0 5.5
216 Br[C@@H]1[C@H](O[C@H]([C@H]([C@H]10)c2cccec2)c3ccecc3)0C([0-])=0 5.5
217 O=C(O[C@ @H]([C@@H](clccceel)C)c2ceecc2)CC([0-])=0 5.5
218 O=C(N1C(=NCC1)CC([0-])=0)[C@@H](Cc2ccccc2)c3ccecec3 5.5
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219
220
221
222
223
224
225
226
227
228
229
230
231
232
233
234
235
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237
238
239
240
241
242
243
244
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252
253
254
255
256
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262

0=5(=0)(N(C[C@H](Cclcccecl)c2cccec2)C)C([0-])=0
[0-1C(=0)/C=N\O[C@@H]1CN([C@H](C1)c2cccec2)c3cccec3
OlC@@H]1[C@@H](O[C@@H](SCC([O-])=0)[C@H]([C@H]1c2ccccc2)c3ccccc3)C
O=C(N[C@@H](C(c1ccceel)(C)C)c2ccececc2)CC([0-])=0
S=C(N(CCCOC([0O-])=0)clcccecl)c2cccec?
[O-]C(=0)clccec([C@@H](Cc2cccec2)c3ccecce3)cl
0=C(OC)[C@@H]([C@H]1C=C[C@H](N(C1)c2ccccc2)c3ccecce3)C([0-])=0
O=C([C@@H](N(clccccecl)C)CCSC([0-])=0)c2cceec2
O=Cl[C@H]([C@@](N1c2cccec2)(c3ccecec3)C(=0)NCCC([O-])=0)C
OlC@@H]([C@]1([C@@H](CC[C@H](O1)CC([O-])=0)C)c2cccec2)c3ceecc3
O[C@]1([C@H](OC)[C@H](O[C@H]([C@H]1c2cccec2)c3cccec3)OC([0-])=0)C
0=5(=0)(N[C@H]1CN(C[C@ @H]1c2cccecc2)c3cccce3)N(C)C([0-])=0
0=C1C[C@]2([C@]([C@@](C1)(CO2)C)(c3ccecce3)/C=C/[C@H](C)C([O-])=0)c4cccccd
[O-]C(=0)clcccc(nl)[C@ @H](Cc2ccecc2)c3cccee3
O=C(N1CC[C@@]([N+])([C@@](C1)(c2cccec2)C)c3cccec3)C([0-])=0
O[C@H]1[C@H](0)[C@@H]([C@@H](O[C@@H]1S(=0)(=0)C([0-])=0)c2¢ccce2)c3ccece3
O=C(N[C@@H]([C@H](c1ccccel)C)c2ceccec2)[C@@H](C(C)C)C([0-])=0
OlC@@]1(C[C@H](O[C@@H]([C@H]1c2cccecc2)C)OC([0-])=0)c3cceec3
O=C([C@]1(CCC[N+](C1)CC(=0)C([0O-])=0)c2ccccc2)c3cccec3
O[C@@H]1C[C@](SC([O-])=0)(O[C@@H]([C@@H]1c2ccccc2)c3ccececc3)C([0-])=0
[O-]C(=0)CCcH#C[C@@H](Cclcccecl)c2cecec2
[O-]C(=0)[C@H](IN+][C@H]1C[C@@](O[C@@]1(c2ccecc2)C)(c3cccec3)C)C
O=C([C@]1([C@@H](C[C@H](OC)[C@H](O1)CC([O-])=0)C)c2ccccc2)c3ceccc3
O=C(NCC([0-])=0)[C@](Cclcccecl)(c2cecec2)C
OlC@@H]1[C@@H](O[C@@H]([C@@H]1c2cccecc2)c3cccec3)CCC([0-])=0
[O-]C(=0)[C@H]1CC[N+]([C@H]([C@H](c2cccec2)C)c3ccccc3)Cl
FC(F)(F)[C@@](NC(=0)CC([0-])=0)(Nclcccccl)c2cccec2
[O-]C(=0)[C@@]1([C@@H](01)CC[C@@]2([C@H](02)c3ccccc3)cdcccecd)C
[O-]C(=0)[C@H]1CSC(=N1)[C@H](Cc2cccec2)c3ccecc3
O[C@@H]1[C@H](O[C@H]([C@H]1c2cccec2)c3cccee3)[C@ @H](OC)OC([0-])=0
0=S5(=0)(N1CCO[C@](C1)(c2cccec2)C(=0)c3cccec3)C([0-])=0
[O-]C(=0)nlcc(C[C@@H](Cc2cccec2)c3ccecc3)enl
[O-]C(=0)[C@H]1CCC[N+]1C[C@H](Cc2cccec2)c3cecec3
[0-]C(=0)C/C=C/1CCO[C@@H]([C@@H]1c2cccece2)c3cccee3
O=C(OC[C@@]1([C@@H](CC(=C[C@@H]1c2ccccc2)C)C)c3cccee3)C([0-])=0
[O-]C(=0)[C@H]1C[C@@H](C[N+]([C@H]([C@H](c2cccec2)C)c3cccec3)C1)C
[0-]C(=0)N/N=C/1C[C@H]([N+][C@@H]([C@@H]1c2ccccc2)c3cccec3)cdcccccd
[O-]C(=0)[C@]1([C@@H](01)C[C@H](c2cccec2)C(c3cccee3)=C)C
[0-]C(=0)C[C@@H]1/C([C@@H]([C@@H](01)c2cccce2)c3cccec3)=C\CH#N
O=C([C@@](C[N+]1CCC[C@@H]1C([O-])=0)(c2cccecc2)C)c3cccce3
[O-]C(=0)[C@]1(Cc2ccccc2C(=N1)[C@H](Cc3ccecce3)cdeccecd)C
FC(F)(F)clcc(cc([C@@H](Cc2cccec2)c3cccec3)cl)C([0-])=0

[0-]C(S/C=C/[C@ @H](Cclccceel)c2cecec2)=0
O=C(OC[C@]1(Cc2ccccc2CN1c3cececc3)clceccccd)C([0-])=0
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263
264
265
266
267
268
269
270
271
272
273
274
275
276
277
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279
280
281
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285
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294
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298
299
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302
303
304
305
306

[O-]C(=0)[C@H]([C@H]1CC[C@H]([C@H](O1)c2cccec)c3cccec3)CC
[O-]C(SSC[C@@H](Oclcceecl)Cc2ecccc2)=0
[O-]C(=O)N1CC[C@@H]1/C(N[C@H](Cc2cccec2)c3cccee3)=[N+]\C
[O-]C(O[C@H]1C=C([C@H](C(C1)(C)C)c2cccce2)c3cccec3)=0
S=C(SCC([0-])=0)N(Cclcccccl)Cc2ccccc2
FIC@@]1([C@](F)(Oc2cccc(c201)CC([O-])=0)c3ccccc3)cdcccecd
0O=C(OCC([0-])=0)[C@@]1(CCCN1c2cccec2)c3ccecc3
[O-]C(=0)CCH#C[C@H](Oclcccecl)c2cccec2
[O-]C(=0)CCC[N+](Cclccececl)Ce2cceec2
Fclec(cc([C@@H](Cc2cccec2)c3ccecc3)cl)C([0-])=0
O=C(N[C@@]1(CCCC[C@H]1c2cccec2)c3ccccc3)CC([0-])=0
O[C@H]1[C@@H]([C@@H](O[C@@H]1CCCC([0-])=0)c2ccccc)c3cceec3
O[C@H]([C@@H](NC(SC([0-])=0)=0)clcccccl)c2ceccc2
O[C@H]1[C@H](O[C@H]([C@H]1c2cccec2)c3ccecc3)/C=N\C([0-])=0
[O-]C(=0)C[C@H]1C=C([C@H](S1)c2cccec2)c3cccec3
O[C@@H]1[C@H](OCO[C@@H]1[C@@H](Cc2cccec2)c3ccccc3)C([0-])=0
O[C@H]1[C@@H](O[C@@H](SCC([O-])=0)[C@@H]1c2ccccc2)c3cccec3
[O-]C(=0)C[C@@H]1C[N+]([C@@H](CO1)c2cccecc2)Cc3ccccc3
O=C([C@@H](SC1=NN1C([0-])=0)c2ccccc2)c3ceccc3
[O-]C(=0)clnccc(N(Cc2ccececc2)c3cccee3)nl
[0-]C(=0)C/C=C/[C@H](Cclcccecl)c2cecce?
[O-]C(=0)clcenc([nH]1)[C@@H](Cc2cccec2)c3cecee3
[O-]C(=0)[C@@]1(C[N+]([C@@H](Cc2cccec2)c3ccece3)CCO1)C
O=[S@](C[C@H](Nclccceel)c2ececec2)CC([0-])=0
O=C(OC[C@]1([C@@H](C=C(C[C@H]1c2ccccc2)C)C)c3cccec3)C([0-])=0
O=C(NC([0-])=0)[C@H]1CCC[N+]1[C@@H]([C@@H](c2ccccc2)C)c3ccecc3
[O-]C(=0)cCSC([C@@H](Nclccceel)c2cccec2)(C)C
O=C(N(C[C@H]1CCC[N+]1CC([O-])=0)c2cccec2)c3cccec3
[0-]C(=0)CCN1c2cccce2C(=C[C@ @H]([C@H]1C)c3cccec3)cdeccccd
[O-]C(=0)CCC[C@@](Sclccecel)(c2ccecc2)CHN
O=Cl[C@@H](O[C@@H](C=C1C[N+]2CCCC[C@@H]2C([0-])=0)c3ccccc3)c4ccccch
0=Cl[C@@H](C[C@H](01)[C@@H](Cc2cccec2)c3ccccc3)C([0-])=0
[O-]C(=0)C[C@@H]1C=C([C@ @H](C[C@H]1C(C)C)c2cccce2)c3cccec3
Clclcece([C@H](c2cceec2)/C(=N/N)c3cccec3)cclC([0-])=0
FC(F)(F)[C@](Cclccceel)(c2ccece2)/C=C/0C([0-])=0
O=Cl[C@@H]([C@@H](Sc2ccccc2N1CC([0-])=0)c3ccecc3)cdcccecd
O=C(O[C@@H]1C[C@H](O[C@H]([C@H]1c2cccec2)c3ccecc3)0C([0-])=0)C
O=C([C@@](NC(=0)[C@H](C)C([0-])=0)(clcccccl)C)c2cccec2
[0-]C(=0)C1(OC[C@H](Cc2cceec2)c3cececc3)CCCCCl
O=C([C@@H](Cclcceeel)c2ececc2)/C=C/C([0-])=0
O[C@H]1C[C@](O[C@@H]([C@@H]1c2ccecc2)c3ccccc3)(0C)C(=0)C([0-])=0
O[C@]1([C@@H](O[C@@H]([C@H]10)COC([0-])=0)c2cccecc2)c3ceccce3
FIC@]1([C@@H](O[C@@H]([C@H]10)COC([O-])=0)c2cccec2)c3cccec3
O=C(N[C@](Cclccceel)(c2ccccc2)C)CC([O-])=0
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307
308
309
310
311
312
313
314
315
316
317
318
319
320
321
322
323
324
325
326
327
328
329
330
331
332
333
334
335
336
337
338
339
340
341
342
343
344
345
346
347
348
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350

[O-]C(OoCC[C@@](Cclcccecl)(c2cccec2)C)=0
FC(F)(CC[C@H](NC(=0)clcccecl)c2ccccc2)C([0-])=0
[O-]C(=0)CnlcncclCn2cc(c(c2)-c3cccec3)-cdeccecd
O[C@H]1[C@@H](O)C(=C[C@]1(Cc2ccccc2)c3cccec3)CC([0-])=0
Fclcec([C@@](O)(Cc2cccec2)c3cccec3)cclC([0-])=0
[0-]c(0[C@@]1(0C)C=C[C@](OC)(C(=C1)c2cccec2)c3cceec3)=0
[O-]C(=0)c1lnoc(nl)[C@@](Cc2cccec2)(c3cccece3)C
O=Cl[C@@H]([C@@H](Sc2ccccc2N1CCC([0-])=0)c3ccccc3)cdccceccd
0=C1C=C([C@@](C(C1)(C)C)(/C=C/[C@@H](C)C([O-])=0)c2ccccc2)c3cceec3
[O-]C(=0)COC[C@H](N(CC)clccececl)c2ccecc2
[O-]C(=0)C1C[N+](C1)C[C@H](Cc2ccecc2)c3cccec3
[O-]C(=0)CO[C@H]([C@H](Cclccececl)c2eccec2)C
[O-]C(=0)C[N+][C@@H]1C[C@@H]([C@@]1(c2ccccc2)C)c3cccec3
OC[C@@H]1C[N+]([C@H](Cc2cccce2)c3cccec3)C[C@H](01)C([0-])=0
0O=C(NS(=0)(=0)C([0-])=0)[C@](Cclcccccl)(c2ceececc2)C
[O-]C(=0)[C@@H]1CC(=NO1)[C@@H](Cc2cccec2)c3ccecee3
[0-]C(=0)CO/N=C\Cclc(c(ns1)-c2cccec2)-c3cecee3
O[C@H]([C@H]1[C@H](OC)[C@H]([C@H](O1)c2cccec2)c3ccccc3)CC([0-])=0
O=C([C@]1(CC[N+]1CCC([0O-])=0)c2cccec2)c3ccecec3
0=5(=0)(/C=C/[C@H](Cclcccccl)c2ceccc2)C([0-])=0
[O-]C(=0)CCO[C@@H](Cclccececl)c2ceccc2
FIC@@]1([C@H](O[C@](F)([C@@H]10)COC([0-])=0)c2ccccc2)c3cccce3
[O-]/[N+](=C\[C@H](Cclcccecl)c2ccecc2)CC([0-])=0
O[C@H]1C[C@](O[C@@H]([C@@H]1c2cccec2)c3ccecc3)(0)[C@@H](0)C([0-])=0
O[C@H]1[C@@H](O)C[C@@H](O[C@H]1[C@H](Cc2cccec2)c3ccccc3)C([0-])=0
[O-]C(=0)[C@@H]1C[N+]([C@H](Cc2cccee2)c3cccec3)C[C@H](01)C
O[C@@H]1[C@H](O[C@]([C@H]1c2ccccec2)(c3cccee3)C)[C@@H](C)C([O-])=0
[0-]C(=0)C[C@]1(CC[C@HI([C@](O1)(c2ccccc2)C)e3ccccce3)C
O=C(N(CCCCC([0O-])=0)clcceecl)c2ccecc2
S=C([C@H](c1lcc(ccc1OC)C([O-])=0)c2cccec2)c3ccecc3
[O-]C(=0)[C@@]1(O[C@H]([C@H](c2ccecec2)C(c3ceccc3)=C)CO1)C
0O=C(N(CCOCC([O-])=0)clcccecl)c2cceec2
O=C1l[C@@H](N(C(=0)[C@H](S(=0)(=0)C([0-])=0)N1C)c2ccccc2)c3cccec3
O=C(N1[C@H](CCC1)C([O-])=0)C[C@H](Cc2cccec2)c3ccecc3
O[C@@]1([C@H](O)[C@H](O[C@]1(c2cccecc2)CH#N)CC([O-])=0)c3ccecc3
[O-]C(O[C@@H]1C[C@@H]([N+](C)C)[C@@H]([C@@H](01)c2cccec2)c3cccec3)=0
[O-]C(=0)CSC[C@H](Cclcceecl)c2ccccc2
[0-1C(=0)c1cecc(CS/C(c2cecec2)=C/c3cecee3)cl
OCC[C@]1(CC[C@@H](C[C@@H]1c2ccecc2)CC([0-])=0)c3ccecc3
[O-]C(=0)CCC[C@@](Nclccecel)(c2ccecc2)C
[O-]C(=0)CC[N+](C1CC1)[C@H](Cc2ccecec2)c3cccec3
[O-]C(=0)N1CC[C@@H]1/C(=[N+]/[C@H](Cc2cccec2)c3cccec3)N
O=C(N[C@@H]1C[C@H](O[C@H]([C@H]1c2cceec2)c3cccce3)0C([0-])=0)C
O[C@@H]1[C@H](O[C@]([C@H]1c2cccec2)(c3cceccc3)CO)CC([0-])=0
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O=C([C@H](clcccecl)/C=C/CC([0-])=0)c2ccccc2
[O-]C(OCclcnnnl[C@H]2[C@@H](O[C@@H](C2)c3cccce3)cldcccecd)=0
[O-]C(=0)C(SC[C@H](Nclcccecl)c2cceec2)(C)C
0O=C(0CC([0O-])=0)CC[C@@H](Nclccceel)c2ceccec2
[O-]C(=0)[C@@H]1[C@@H](C[C@@H](Nc2ccccec2)c3ccecee3)cdeccccdNd
O[C@H]1[C@H](0)[C@@H]([C@@H]([C@@H](01)OCC([0-])=0)c2ccecc2)c3cccee3
[O-]C(=0)CCN1c2cccecc2C(=C[C@H]([C@H]1c3ccece3)cdcccecd)C
[O-]C(=0)CcOoC[C@H](N(clccececl)C)c2ceccc2
O=C(NN(C)C([0O-])=0)[C@@](Oclcccccl)(CC)c2cecec2
O=C([C@@]([N+]CCOC([0O-])=0)(clcccccl)C)c2cceec2
0=C1CCc2cc(cc([C@@H](Cc3cccee3)cdcccecd)c2N1)C([O-])=0
[O-]C(=0)[C@@H](SC[C@H](Nclccceel)c2cccec2)C
[O-]C(=0)cinc(nol)[C@@H](Cc2cccec2)c3ccecc3

0=5(=0)(NC[C@ @](Cclccccel)(c2ccecc2)C)C([0-])=0
[O-]C(=0)CCH#C[C@]1(CCCC[C@H]1c2cceec2)c3ccccc3
[O-]C(=0)C[N+](C[C@](Cclcccecl)(c2ceecc2)C)C
O=C(N1CC(C1)C([0-])=0)[C@]2(C[C@@]2(c3ccccc3)C)cdcccech
OlC@@]1([C@H](O)[C@H](O[C@H]1c2cccecc2)CC([0-])=0)c3cceec3
[0-]C(O[C@@H]1C[C@ @H]([N+]2CCOCC2)[C@ @H]([C@ @H](O1)c3cccce3)ccceecd)=0
O=C1[C@@H](SCCC([O-])=0)[C@H](N1c2cccec2)c3cceec3
0O=C(SC([0-])=0O)N[C@@H](Cclccccecl)c2cceec2
O=C(N1C[C@H](C[C@H]1c2cccec2)c3ccecc3)N(CC([0-])=0)C
O=C([C@@H]1[C@H](O[C@](01)(C)C([0-])=0)C)[C@@H](Oc2ccccc2)c3cccec3
o[C@@H]([C@]1([C@@H](CC[C@H](01)[C@H](C)C([0-])=0)C)c2cccce2)c3cceec3
0=C1C=C([C@@]([C@](C1)(c2ccccc2)C)(c3cccce3)/C=C/[C@H](C)C([0-])=0)C
O=C(OC[C@@H]1[C@@H](OC([0-])=0)C=C([C@H](01)c2ccccc2)c3cccee3)C
[O-]C(=0)COC[C@H](Cclcceceel)c2eccec2
O=C([C@]1(CCC=C[C@H]1c2cccee2)c3ccecc3)/C=C/C([0-])=0
[O-]C(=0)CCCN([C@ @H](clcceecl)C)c2eccec2
[O-]C(=0)clcc(onl)[C@](Sc2cceec2)(SC)c3ccecc3
O=C(N(C)C([0-])=0)CC[C@@H](Cclccceel)c2ceeec2
[O-]C(=0)CN1c2ccc(cc2CN([C@@H](C1)c3cccee3)cdcccecd)CHN
O[C@@H]([C@@H](clccceecl)c2nc(cs2)C([O-])=0)c3ccecec3
OlC@@]1([C@H](O)[C@H](O[C@H]1c2cccecc2)C(=0)C([0-])=0)c3cccec3
O=C([C@@H](NOC(=0)C([0-])=0)clcccccl)c2ccccc2
[O-]C(=0)[C@H]1COC(=N1)[C@@H](Cc2ccccc2)c3cccece3
O[C@](C1(ccccC1)c2cccec2)(c3cecce3)CHCCC([0-])=0
[0-]C(=0)[C@@H]1/C(CCC1)=C/[C@@H](Cc2cccecc2)c3cecece3
Clclcc(cc([C@@H](Oc2cccec2)c3cccec3)cl)C([0-])=0

S=C(SC[C@ @](O)(Cclcccecl)c2ceeccc2)C([0-])=0
[0-]C(O/N=C(/[C@@H](Cclccceel)c2cceec2)CC)=0
O=C([C@@](NC(=0)CC([0-])=0)(c1cccccl)C)c2ceecc2
[0-]C(=0)[C@H](CC/C=C(\Cclcccececl)c2ccecc2)C
O=C([C@@H]1[C@@H](OC(=0)C)[C@@H]([C@@H](0O1)c2ccccc2)c3cccce3)C([0-])=0
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[0-]C(=0)CO[C@@H]1[C@H]20C[C@H](02)[C@ @H]([C@ @H]1c3cccce3)cdcccecd
O[C@H]1[C@@H](O)[C@H](O[C@@]1(c2ccccc2)C(=0)c3ccecc3)CC([0-])=0
[O-]C(=0)c1noc(n1)C[C@@H](Cc2cccec2)c3ccecc3
[O-]C(=0)[C@]1(C[N+]=C(N1)[C@H](Cc2ccccc2)c3ccccec3)C
Fclcec([C@H]([C@@H](Cc2ccececc2)c3cccece3)C)eclC([0-])=0
S=C1IN(N=C(01)C([0-])=0)[C@@H](Nc2ccccc2)c3cceec3
O=C([C@]1(CCCN1c2cceec2)c3cecce3)CCC([0-])=0
0=5(=0)(N(c1cccecl)C(=0)/C=C/C([0-])=0)c2cccee2
[O-]C(=0)CC[N+][C@@](Cclcccecl)(CC)c2cccec2
O=C([C@@H]([N+]1C[C@H](O[C@@H](C1)C)C([O-])=0)c2ccccc2)c3cccec3
[O-]C(=0)Nclcccc2clC[C@H]([C@H](C2)c3cccee3)cdeccecd
O=C1[C@H]([N+][C@@](N1Cc2ccccc2)(CC)c3cceec3)CC([0-])=0
[O-]C(SCC[C@@](Cclcececcl)(c2ccecc2)C)=0

O=C(0O[C@ @H]([C@@H](C=C(C)C)clcccccl)c2cccecc2)CC([0-])=0
[O-]C(=0)CCCN(Cclcccecl)c2eccec2
[O-]C(=0)[C@H]1CC[N+]([C@@H]([C@H](CC)c2cceec2)c3ccecc3)Cl
[O-]C(=0)CCSC1=[N+][C@@H]([C@@H](N1)c2cccec2)c3cccec3
[O-]C(=0)clcc(ns1)[C@ @H](Cc2cccec2)c3cccece3
[O-]C(=0)clcenc(N([C@H](c2cccec2)C)c3cccec3)cl
[O-]C(=0)CCC[N+]1CC(=C(N(C1)C)c2ccccc2)c3cccec3
O=[S@](N(CCOC([0-])=0)clcccccl)c2cccec?
[O-]C(=0)C[N+]C[C@](Cclcccecl)(c2cccec2)C
[O-]C(=0)CCCN(clcccecl)C(=C(C)C)c2ceecc2
[O-]C(=0)C[N+]1CCOC[C@](C1)(Cc2ccecec2)c3ceecc3
O=C1C[C@](C(=NN1CC([0-])=0)c2cccec2)(c3ccecc3)C
O=Cl[C@H](C[C@](C[C@H]1[C@@H](Cc2ccccc2)c3cccec3)(C)C([O-])=0)C
O=C([C@@H](C[N+](CC)CC([0-])=0)clcccccl)c2eccecc2
[O-]C(=0O)N(CC[N+]1CC[C@@H]([C@@H](C1)c2cccec2)c3cceec3)C
O=C1[C@H](OC(=0)C)[C@H](O[C@H]([C@H]1c2cccec2)c3cccec3)0C([0-])=0
0=C(N(C1(CCC1)c2cccec2)c3cccec3)/C=C/C([0-])=0
0O=C1CC[C@@H](C[C@H]1[C@ @H](Cc2ccccc2)c3cccee3)C([0-])=0
[O-]C(=0)C[N+]CC(Cclcccecl)Cc2cceec2
O[C@H]1[C@@H]([N+][C@H]([C@@H]1c2ccccc2)CSC([0-])=0)c3ccccc3
O[C@H]1[C@@H]([N+])[C@@H](O[C@@H]([C@@H]1c2cccee2)c3cceece3)O0CC([0-])=0
O=C([C@@H]([N+]1C[C@@](O[C@@H](C1)C)(C)C([O-])=0)c2ccccc2)c3ceccce3
0O=C(NCC([0-])=0)[C@](NC(=0)C)(Cclcccccl)c2ccecc2
O[C@H]1C[C@@H]([N+][C@@H]([C@@H]1c2cccec2)c3ccccc3)CCC([0-])=0
O=C([C@@](C[N+](CC([O-])=0)C)(clcccccl)C)c2cccec2
[O-]C(=0)[C@@H]1C[N+]([C@@H]([C@@H](c2cccecc2)C)c3ccccc3) [C@@H](CO1)C
[O-]C(=0)CC[C@@H]1[C@@](01)(Cc2cccec2)c3cccec3
O=C(N(CCSSC([0O-])=0)clcccecl)c2cccec2
[O-]C(=0)[C@H]([C@]1(CC[C@H]([C@](O1)(c2cceec2)C)c3cccec3)C)C
[O-]C(=0)CC[N+]1Cc2ccccc2N(C[C@ @H]1c3ccccc3)cdcccccd
[0-]1C(=0)clccec(N([C@@H](CC)c2cceec2)c3ccccce3)cl
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O=CIN[C@H]2c3ccec(OC([0-])=0)c30[C@@](N1lcdccceed)(C2)c5cccecs
O[C@H]1[C@H](O[C@@H]([C@@H]([C@@H]1[N+]CC([O-])=0)c2ccccc2)c3cccec3)C
[O-]C(=0)[C@]1(ON=C(01)[C@@H](Cc2ccccec2)c3ccecc3)C
0=C([C@@](C[N+]1[C@H](CCC[C@H]1C)C([O-])=0)(c2ccccc2)C)c3cccec3
O=C([C@@]([N+]CCC([0O-])=0)(clcccccl)C)c2ceccc2
O=C([C@H](clcc(cc(c10C)C)C([0-])=0)c2ccecc2)c3ccccc3
OCclccc(ccIN(Cc2ccecce2)c3cccec3)C([0-])=0
0O=C(NCC([0-])=0)[C@]1(COC[C@@H]1c2cccec2)c3cccec3
Clclcc(cc(N(Cc2cceec2)c3cecec3)cl)C([0-])=0
[0-]C(=0)c1nc(nol)CSc2nnc(n2-c3ccecc3)-cdcccecd
O=C(N[C@@H]1C[C@H](O[C@H]([C@H]1c2cccec2)c3cccecc3)OC([0-])=0)C[N+]
O=C([C@]1(C[C@H]1C[N+]CC([O-])=0)c2ccccc2)c3cccec3
[O-]C(=0)NCclccenclN(Cc2cccec2)c3ccecc3
CllC@@]1(C[C@@]1(C(=0)N2CCC[C@@H](C2)C([0-])=0)c3cccec3)cdccccchd
0=C(NCC([0-])=0)[C@@H](N(C1CC1)c2cccee2)c3cccee3
O=C(NC[C@H]1CC[C@H]([C@@H](01)c2cccee2)c3cccec3)C([0-])=0
[O-]C(=0)C[N+][C@H]1C=C[C@H]([C@H]1c2ccccc2)c3ccecc3
SC1=[N+][C@@H](C[C@H](N1)[C@@H](c2ccccc2)C(=0)c3cccec3)C([0-])=0
O[C@@H](/C(=C\CCC([0-])=0)c1ccecccl)c2ceccc?
O=C1IN(C[C@@](01)(C)C([O-])=0)[C@@H](Cc2ccccc2)c3cccee3
[O-]C(=0)clccec([C@@H]([C@H]([N+]C)c2cceccc2)c3cccec3)cl
[O-]C(=0)C[N+][C@H]1CC[C@H]([C@H]1c2cccec2)c3cecec3
[O-1C(=0)[C@H](C(C)C)B1O[C@]([C@](O1)(c2cceec2)C)(c3cceec3)C
[O-]C(=0)[C@H]1[C@H](C[N+](C1)[C@@H](Cc2cccecc2)c3cccec3)C
O=C(N[C@ @H](C)C([0-])=0)[C@]1(CCN1c2ccccc2)c3ccecc3
[O-]C(=0)c1inc(N(Cc2cceec2)c3ceece3)cde(n1)CC[N+](CC4)C
O=C(N1C[C@@H]2CC(=C([C@@H]([N+]2)C1)c3cccce3)cdcccecd)CC([0-])=0
0=C(N/N=C(\[C@H](c1cccccl)c2ceco2)c3cccec3)C([0-])=0
[O-]C(=0)CC[N+]([C@@H](Cclcccecl)c2cecccc2)C
O[C@@H]1C=C[C@@H]([N+]CC([O-])=0)[C@H]([C@H]1c2ccccc2)c3ccecc3
O=Cl[C@@H]([C@@H](CN1CCC([0O-])=0)c2ccccc2)c3cccec3
[O-]C(=0)clcccc(C([C@H]2C[N+][C@@H]([C@H]2c3cccec3)cdcccccd)=C)cl
[O-]C(=0)c1ccc(c(N(Cc2ceeec2)c3cecec3)n1)CIN+]
Clclcc(cc([C@@]2([C@H]([N+]C(CO2)(C)C)c3cccce3)clcecceccd)cl)C([0-])=0
[O-]C(=0)CNC1=[N+][C@H]([C@H]([C@H](N1CC)C)c2ccccc2)c3cccec3
O=Cl[C@H]([C@@H]([C@H]([C@ @H](01)[C@H]2CO[C@](02)(C)C([0-])=0)C)c3ccccc3)clcccccsd
[O-]C(=0)C[N+]1CCC[C@](C1)(Cc2ccecec2)c3cccce3
[0-]C(=0)clnc(nol)[C@]2(CCCC[C@H]2c3cceec3)cdcccech
[O-]C(SC[C@@H]1CO[C@](01)(Cc2ccccc2)c3cccec3)=0
O=C([C@@H]([N+]1C[C@H](CC1)C([O-])=0)c2cccce2)c3cccec3
[O-]C(=0)[C@H]1CC[N+](C1)[C@@H](Cc2cccec2)c3ccecc3
O=C([C@]([N+]C)(clcccecl)CSCC([0-])=0)c2ccccc2
OlC@]1([C@@H](O[C@@H]([C@H]10)CSC([0-])=0)c2cccec2)c3cceccc3
O=C([C@]([N+]CCC([O-])=0)(CC)clccccel)c2eccec2
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483
484
485
486
487
488
489
490
491
492
493
494
495
496
497
498
499
500

O[C@@]1(C[N+](CC[C@H]1c2cccec2)CC([0-])=0)c3ccecc3
O=Cl[C@@H]([C@@](CN1[C@H](CC([O-])=0)C)(c2ccccc2)C)c3cccec3
[O-]C(=0)CSC[C@ @]([N+])(Cclccececl)c2cceec2
O=C1[C@@](CCCN1CC([0O-])=0)(Cc2ccccc2)c3cccec3
0O=C(0OC([0O-])=0)C[C@@](Cclccccel)(c2cececc2)C(OC)=0
O=C(N[C@ @H](Cclccceel)c2eccec2)N(CC([O-])=0)C
[O-]C(=0)[C@H]1CS[C@@H]([N+]1)[C@@H](Cc2cccec2)c3cccec3
[O-]C(=0)[C@@]1(C[N+]([C@@H](Cc2cccec2)c3ccccc3)CCN1C)C
[O-]C(=0)CC[N+]C1l[C@@]([C@@]1(c2cccecc2)C)(c3cccece3)C
[O-]C(=0)[C@@H]([N+]C[C@@](Cclcccecl)(c2ccecec2)C)C
O=C1[C@@](CCCCN1CC([0O-])=0)(Cc2ccccc2)c3ccccc3
O=C(NC(=0)C([0-])=0)CSc1nc(c(s1)-c2cccec2)-c3cceec3
O=C(C[N+]1Cc2ccccc2N(C[C@ @H]1c3cccce3)cdeccecd)C([0-])=0
[O-]C(=0)C[N+][C@@H]1CCC[C@]1(Cc2cccec2)c3ccecc3
[0-]C(=0)C/C=N/N(Cclcccccl)c2ceccec?
O=C(NCC([0O-])=0)[C@@]1(c2ccccc2)C=CCN1c3ccecec3
[O-]C(=0)[C@@]1(C[C@@H](N(Cc2ccccc2)c3ccecee3)CCIN+]1C)C
O=C([C@H]1CCC[N+]1C[C@H](Cc2cccec2)c3ccecc3)C([0-])=0
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