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Kinetic studies on the decomposition of ethanolamine thiophosphoroamidate

Disappearance of the thiophosphoroamidate
Appearance and subsequent disappearance of inorganic thiophosphate

Appearance of inorganic phosphate
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Figure 1. Time-resolved *'P NMR spectra for the decomposition of ethanolamine
thiophosphoramidate at pD ~ 2.6 (citrate). The figure shows horizontally compressed
spectra taken at time points increasing from the left to the right.

The intensities of the peaks corresponding to the thiophosphoroamidate, normalised with
the highest intensity peak in the spectra, set to have the value 1, were plotted as a pseudo

first order function of time and least squares fittings were performed against an
—ks |

exponential decay curve Ii= I, x e™-'. An example of the data and its fitting are shown

below.

Normalized product peak
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Figure 2: An example of thiophosphoroamidate degradation followed by *'P NMR

The recorded pD of the analysed solution was then expressed as pH = 10% (pH = pD-0.4)

and plotted against kops for the corresponding buffer (ESI table 1, main manuscript figure
3).
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Table 2: Observed kinetic data for the aqueous ethanolamine thiophosphoroamidate
kinetic studies. In the experiments with inconstant pH (0.5 M buffer), pH was represented

as the interval from the start to the end of experiment

4 M buffer 0.5 M buffer
pH (buffer) k, PR
x10*(s™), x10*(s™),
10.2 (CAPS) 0.035 0.013
9.5-9.3 (CHES) n.d. 0.22
9.2 (CHES) 0.2 n.d.
8.5-9.2 (EPPS) n.d. 0.42
8.7 (EPPS) 0.38 n.d.
7.9 (TRIS) 0.77 n.d.
7.4-77 (TRIS) n.d. 2.7
75  (HEPES) n.d. 3.2
7.4 (TRIS) 1.3 n.d.
71 (HEPES) 2.3 n.d.
6.9-7.1 (MES) n.d. 5.5
6.8 (MES) 4.5 n.d.
5.7-6.2 (Acetate) n.d. 5.8
5.8 (MES) 5.0 n.d.
5.3 (Acetate) 4.5 n.d.
5 (Acetate) 3.8 n.d.
3.6 (Citrate) 4.7 n.d.
29 (Citrate) 25 n.d.
2.2 (Citrate) 3.8 n.d.
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N-thiophosphorylation of simple hydrophobic amines and S-alkylation of the
resulting N-thiophosphoramidate anions during.

O\\ /07 nRv+n o\\ /07

aqg. NaOH (5 equiv) b
RHN-" "SR’

SPCI; RHN-"s™
(1 equiv in THF)

RNH,
(1.2 equiv)

Table 3: Quantities employed during the syntheses of these species are summarized

below.

Additional
Entry number in 1M NaOH
Table 2 in main RNH, Alkylating agent | (M) added
manuscript 9
alkylation
step
~N
20a F3C©\/NH2 N 0
1.2 Eq, 0.031 mL Br
2 Eq, 80 mg
PSS
cI”>Ph
20b F3C©\/NH2 0
1.2 Eq, 0.083 ml 2Eq, 0111 ml
oy ™~
20c F3C NH2 0
1.2 Eq, 0.083 ml 2Eq, 0.94 ml
® p
21a O » N 0.09
2 Br
1.2 Eq, 39 mg 2 Eq, 80 mg
O cl” > Ph
21b 0
O NH, 2Eqg, 0.111 ml
1.2 Eq, 105 mg
O o~
21c O 0
NH, 2 Eq, 0.94 ml
1.2 Eq, 105 mg
® D
= NH =
22a & 2 N 0.09
Br
S
L NHy cI” > Ph
22b 0
2Eqg, 0.111 ml
1.2 Eq, 0.083 ml
S
L NHy I~
22¢ 0
2 Eq, 0.94 ml
1.2 Eq, 0.083 ml
~N
@NHZ )
N
23a S 0.198
@; H Br
1.2 Eq, 53 mg 2Eq, 80 mg
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; N2 cI” >Ph
23b S 0.2
@;OH 2 Eq, 0.111 ml
1.2 Eq, 142 mg
@V’\“‘b P
23c S 0.2
@OH 2 Eq, 0.94 ml
1.2 Eq, 142 mg
AN
T -
S el RN
Br
1.2 Eq, 58mg 2 Eq, 80 mg
atb ‘O NH, cI” > Ph o2
O‘ 2 Eq, 0.111 ml '
1.2 Eq, 156 mg
24 I I NH 7 0.2
C .
O‘ 2 Eq, 0.94 ml
1.2 Eq, 156 mg
/ \ NHMe AN
<\ ~
25a QQ N 0.198
Br
1.2 Eq, 66 mg 2 Eq, 80 mg
- NHMe
7\
25 <\ cI”>Ph .
5
Q 2 Eq, 0.111 ml
1.2 Eq, 178 mg
; NHMe
7
2 — 0
5¢c
Q 2 Eq, 0.94ml
1.2 Eq, 178 mg
NH, =
® N
26a O Br 0
1.2 Eq, 0.042 mL 2Eq, 80 mg
NH,
O cI” " Ph
26b O 0
2 Eq, 0.111 ml
1.2 Eq, 0.113 ml
NH,
O N
26¢ O 0
2 Eq, 0.94 ml
1.2 Eq, 0.113 ml
AN
NH, N/
27a Br 0
1.2 Eq, 0.023 ml 2 Eq, 80 mg
AN
—~NHz N/
28a 1.2 Eq, 0.016 ml Br 0.09
2 Eq, 80 mg
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AN
N/
/\/NH2
29a 1.2 Eq, 0.018 ml Br 0
2 Eq, 80 mg
~_NH, cI”Ph
29b 0
1.2 Eq, 0.048 ml 2 Eq, 0111
AN
“ NH, N
30a N Br 0
1.2 Eq, 0.026 ml 2 Eq, 80 mg
N NH; N
30b N 0.75
1.2 Eq, 0.07 ml 2Eq, 0.94
AN
NH, N
31a Br 0.198
1.2 Eq, 0.031 ml 2 Eq, 80 mg
NH, 1~
31b 0.75
2Eq, 0.94
1.2 Eq, 0.083 ml
AN
o N”
32a LN~ _NH, Br 0
1.2 Eq, 0.031 ml 2 Eq, 80 mg
o™ >
32b LN~ _NH, 0
1.2 Eq, 0.83 ml 2Eq, 0.94
AN
F N
33a \©\/NH2 Br 0
1.2 Eq, 0.025 ml 2 Eq, 80 mg
F N
33b \©\/NH2 0.75
1.2 Eq, 0.067 ml 2Eq, 0.94
AN
N/
34 none Br 0
2 Eq, 80 mg




Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is © The Royal Society of Chemistry 2013

500

400

200

100

200 A

0 T T T T
0 20 40 60 80

Figure 3 Chromatograms for the purification of the (A) guanosine system 12a and (B) adenosine system 12b. DEAE Sepharose
FF media was used as the media with a gradient of triethylammonium bicarbonate (TEAB) buffer as the eluent. Absorbance was
monitored at 254 nm.
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Figure 4 Ion exchange chromatography of crude benzylamine-thiophosphoryl-(5’-aminoguanosine)acetamide 16. DEAE
Sepharose FF media was used as the media with a gradient of triethylammonium bicarbonate (TEAB) buffer as the eluent.
Absorbance was monitored at 254 nm.
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Parameter Value
1 Data File Name C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ NMR
processed/ MT 338/ 22125547.fid/ fid
2 Title 22125547
3 Comment MT338
4 Origin Varian N2 SPZINaOqu).(S.equiV) . C/Q\P/f’i I
5 Owner 3 (1.0 equiv in THF) H S
6 Site
7 Spectrometer mercury
8 Author
9 Solvent D20
10 Temperagure 29.0
11 Pulse Se&uence s2pul
12 Number pf Scans 80
13 Receiver|Gain 34
14 Relaxatigh Delay 2.0000
15 Pulse Widlth 0.0000
16 AcquisitiJn Time 1.0000
17 Acquisition Date 2008-10-22T13:51:09
18 Modificatjon Date 2012-11-29T16:30:38
19 Spectrometer Frequency 161.91
20 Spectral Width 50000.0
21 Lowest Arequency -16535.8
22 Nucleus 31P
23 Acquired Si 50000
24 Spectral(Sjze 65536

43 42 41 40 39 38 37 36 35 34 33 32 31
f1 (ppm)
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Parameter Value
1 Data File Name C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ MT
338/ 29171757/ 10/ fid
2 Title 29171757
Comment RGL drwh
Owner milena trmcic
MT 338 _NH 1) NaOHoq) (5 equiv) O\\P/07 . Q\p/07
4  Origin Bruker BioSpin GmbH Fh SPCl (1.0 equivin THF) ~ “N” >s 07 s
2) excess bromoethanol
5 Owner otto g g
. HO HO
6 Slte 47% 32%
7 Spectrometer av400
+other by-products
8 Author
9 Solvent D20
10 Temperature 298.2
11 Pulse Sequence zgpg30
12 Number of Scans 1024
13 Receiver Gain 18390
14 Relaxation Delay 2.0000
15 Pulse Width 8.0000 : o
16 Acquisition Time 1.3665 n8o (pgr%)o
17 Acquisition Date 2008-10-30T06:50:00
18 Modification Date 201p-11-29T16:32:51
19 Spectrometer Frequency 100{62
20 Spectral Width 239B0.8
21 Lowest Frequency -19P90.4

T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
145 140 135 130 125 120 115 110 105 100 95 90 85
1 (ppm)
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Parameter Value
1 Data File Name C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ MT
338/ 29162811.fid/ fid _ -
_ NH, 1) NaOHq (5 equiv) op Q0
2 Title 29162811 P SPCl; (1.0 equivin THF) "N~ S o™
3 Comment MT338 freeze-dried 2) excess bromoethanol g g
4 Origin Varian HO HO
5 Owner 47% 32%
6 Site +other by-products
7 Spectrometer mercury
8 Author
9 Solvent D20
10 Temperature 29.0
11 Pulse Sequence s2pul
12 Number of Scans 16
13 Receiver Gain 26
14 Relaxation Delay 0.0000 , . , : , : : , : , , : , : , : , : , :
15 Pulse Width 0.0000 7.3 7.2 7.1 710 6.9 68 1 opm) 3.7 3.6 35 2.8 27
16 Acquisition Time 4.0000
17 Acquisition Date 2008-10-29T16:27:01
18 Modification Date 2012-11-29T16:31:21
19 Spectrometer Frequency 399.96
20 Spectral Width 10000.0
21 Lowest Frequency -1972.4
22 Nucleps 1H
40000
65536
J
T T T T T T T T T T T T T T T T T T T
7.5 7.0 6.5 6.0 55 5.0 4.0 3.5 3.0 2.5 2.0 15

4.5
f1 (ppm)
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Parameter
1 Data File Name

Title
Comment
Origin

Owner

Site
Spectrometer
Author

O 00 N O LT »h W N

Solvent

10 Temperature

11 Pulse Sequence
12 Number of Scans
13 Receiver Gain

14 Relaxation Delay
15 Pulse Width

16 Acquisition Time
17 Acquisition Date

Value

C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ MT

338/ 29163330.fid/ fid
29163330

MT338 freeze-dried
Varian

mercury

D20

29.0

s2pul

64

34

2.0000

0.0000

1.0000
2008-10-29T16:29:49

1) NaOHoq) (5 equiv) 0o 0~ o O~

NH, N N
- h P + P
Ph SPCl5 (1.0 equiv in THF) \H ~g o s
2) excess bromoethanol g g
HO HO
47% 32%

+other by-products

r—r T —rr—rr—rTr T T T T T T T T T T
189 188 18.7 186 185 184 183 182 181 180 179 178 177 17.6

1 (ppm)

18 Modification Date 2012-11-29T16:31:21
19 Spectrometer Frequency 161.91
20 Spectral Width 50000.0
21 Lowest Frequency -16535.8
22 Nucleus 31P
23 Acquired Size 50000
24 Spectral Size 65536

S s N
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Parameter
1 Data File Name

Title
Comment
Origin
Owner

Site
Spectrometer
Author

O 00 N O LT A W N

Solvent

10 Temperature

11 Puls¢ Sequence
12 Number of Scans
13 Receliver Gain

14 Relaxation Delay
15 Puls¢ Width

16 Acqyisition Time
17 Acqyisition Date
18 Modjfication Date
19 Speqtrometer Frequency
20 Spedfral Width

21 Lowgst Frequency

Value

C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ MT

295/ 19093227.fid/ fid

19093227
MT 295 MeOH ppt freeze-dried
Varian
Ph Ph

NH2 NaOHzq) H\POZSZ'

mercury co,H  PSCl COzH
85% conversion

D20
29.0
s2pul
16
20 M
0.0000
0.0000
4.0000

2008—084-319T1041-3 13123 38 3.7 3.6
2012-11-29T16:28:59

399.96

10000.0

-1972.4

1H

40000

65536

3.4 3.3
f1 (ppm)

3.2

3.1 3.0 2.9 2.8 27

6.4 6.2 6.0 5.8 5.6 5.4 5.2 5.0

f1 (ppm)

4.8 4.6 4.4

4.2

4.0 3.8 3.6 3.4 3.2 3.0 2.8
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1

O© 00 N O 1T h W N

Parameter Value
Data File Name C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ MT
295/ 19094031.fid/ fid
Title 19094031
Comment MT 295 MeOH ppt freeze-dried
Origin Varian
Owner o Ph
Site NHz  NaOHaq) H\PO S
2
Spectrometer mercury CoH  PSCly CO,H
Author 85% conversion
Solvent D20
10 Temperature 29.0
11 Pulse Sequence s2pul
12 Number of Scans 128
13 Receiver Gain 34
14 Relaxation Delay 2.0000
15 Pulse Width 0.0000
16 Acquisition Time 1.0000
17 Acquisition Date 2008-08-19T10:43:59
18 Modification Date 2012-11-29T16:48:59
19 Spectrometer Frequency 161.91 »
20 Spectral Width 50000.0 24 é)%%) 420
21 Lowest Frequency -16535.8
22 Nucleus 31P
23 Acquired Size 50000 H
24 Spectral Size 65536
WMMWWWMMWMWMMWWWW
60 ' 55 50 ' 25 40 3 I 25 20 15 10 5

f1 (ppr%?

7
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Parameter Value
1 Data File Name C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ MT
299/ 21101016.fid/ fid
2 Title 21101016
3 Comment MT 299 20h
4 Origin Varian "y
5 Owner "pogse Vel
COH
6 Site crude
7 Spectrometer mercury
8 Author
9 Solvent D20
10 Temperature 29.0 /‘}\/\N
11 Pulse Sequence s2pul J/\,\\ w
12 Number of Scans 16
13 Receiver Gain 10 0 s e S L R N A e B e S B [ B L H L
14 Relaxation De|ay 0.0000 4.5 4.4 3.8 3.7 3.3 3.2 3]4 (ppm)2'7 2.6 2.3 2.2 2.1 1.7 1.6
15 Pulse Width 0.0000
16 Acquisition Time 4.0000
17 Acquisition Date 2008-08-21T11:08:58
18 Modification Date 2012-11-29T16:28:59
19 Spedtrometer Frequency 399.96
10000.0
-1972.4
1H
40000
65536
T T T T T T T T T T T T T T T T T T T T T T T
7.5 7.0 6.5 6.0 5.5 5.0 4.0 3.5 3.0 25 2.0

45
f1 (ppm)
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Parameter

1 Data File Name

Title
Comment
Origin
Owner

Site
Spectrometer
Author

O© 00 N OO 1 A W N

Solvent

10 Temperature

11 Pulse Sequence
12 Number of Scans
13 Receiver Gain

14 Relaxation Delay
15 Pulse Width

16 Acquisition Time
17 Acquisition Date
18 Modification Date

19 Spectrometer Frequency

20 Spectral Width
21 Lowest Frequency
22 Nucleu

Value

C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ MT
299/ 21101452.fid/ fid

21101452
MT 299 20h
Ph

Varian H
N 5. Mel
PO,sz V&
CO,H
crude

mercury

D20
29.0
s2pul
64
34
2.0000

0.0000

1.0000

2008-08-21T11:11:18 , , , , ,
2012-11-29T16:28:59  2°° 1 (5pmn) 90
161.91

50000.0

-16535.8

31P
50000
65536

23

22 21 20 19 18 17 16 15 14 13 12 11 10 9 8 7 6 5 4
1 (ppm)
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Parameter Value

1 Data File Name C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ MT
376/ 06165916.fid/ fid

2 Title 6165916

3 Comment MT376]|thiophosph check

4 Origin Varian

5 Owner

6 Site oH

7 Spectrometer mercury Hoﬂ pscl,  T0 ? oH

8 Author HO OH—~= “o_ NH *byproducts

NH; A

9 Solvent D20 0" s

10 Temperature 29.0 ’ ?

11 Pulse Sequence s2pul

12 Number of Scans 80

13 Receiver Gain 34

14 Relaxation Delay 2.0000

15 Pulse Width 0.0000

16 Acquisition Time 1.0000

17 Acquisition Date 2008-12-06T16:55:06

18 Modification Date 2012-08-28T16:51:08

19 Spectrometer Frequency 161.91

20 Spectral Width 50000/p

21 Lowest Frequency -16534.8

22 Nucleus 31pP

23 Acquired Size 50000

24 Spectral Size 65536

56 54 52 50 48 46 44 42 40 38 36 3f411 ( )32 30 28 26 24 22 20 18 16 14
ppm
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Parameter
1 Data File Name

Title
Comment
Origin
Owner

Site
Spectromete
Author

O© 00 N O LT ~h W N

Solvent

10 Temperature
11 Pulse Sequerjce
12 Number of S
13 Receiver Gair

ans

14 Relaxation Dglay
15 Pulse Width
16 Acquisition ‘l”ime
17 Acquisition [ate

Value

C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ MT

376/ 06181734.fid/ fid
6181734

MT376

Varian

mercury

D20

29.0

s2pul

32

34

2.0000

0.0000

1.0000
2008-12-06T18:15:21

18 Modification |Date 2012-08-28T16:51:08
19 Spectrometef Frequency 16$1.91

20 Spectral Width 5(0000.0

21 Lowest Frequenc -16535.8

22 Nucleus 31P

23 Acquired Siz 5000p

24 Spectral Si W{u .!.

OH
OH o Q
HO o PSCl; HO OH
HO OH— o NH +by-products
~_/
NH, //P\
o s
8 9
on standing for ~ 1 h
/ " T T 1 T U
43.0 428 426 406 404
1 (ppm)

46 45 44 43 42 41 40 39 38 37 36 35 34 33 32

31, 30
f1 (ppm)
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Parameter Value
1 Data File Name C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ MT
376/ 09170904.fid/ fid
2 Title 9170904 OH
OH HO Q
3 Comment MT376 2nd HO&& PSCls HO OH
HO OH—> _ +by-products
4 Origin Varian NH, O\P/NH
N\ __
0" s
5 Owner 8 0
6 Site l
Mel
7 Spectrometer mercury
8 Author HO %%
9 Solvent D20 HO? on
O\ /NH
10 Temperature 29.0 A
O SMe
11 Pulse Sequence s2pul +by-products
predominantly
12 Number of Scans 64
13 Receiver Gain 34 Oj/p\’o
14 Relaxation Delay 2.0000 O SWe
15 Pulse Width 0.0000
16 Acquisition Time 1.0000
17 Acquisition Date 2008-12-09T17:05:40
18 Modification Date 2012-08-28T17:34:3
19 Spectrometer Frequency 161.91 /
20 Spectral Width 50000.0 19|.4 19|.2 f11|.2 11I.o 1OI.6 16.4
1 (ppm)
21 Lowest Flequency -16535.8
22 Nucleus 31P
23 Acquired|Size 50000
24 Spectral fize 65536
7T T T T T T T T T T T T T T T T T
50 45 40 35 30 25 20 15 10

f1 (ppm)
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Parameter Value

1 Data File Name C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ MT
465/ MT 465 crude/ 02194830.fid/ fid

2 Title 2194830 CRUDE

Comment PHOSPHORUS OBSERVE

STANDARD PARAMETERS Me*‘S%P’N G
PHOSPHATE REGION R O

4 Origin Varian +D ©

5 Owner Na OH OH

6 Site

7 Spectrometer mercury

8 Author

9 Solvent D20

10 Temperature 29.0

11 Pulse Sequence s2pul

12 Number of Scans 96

13 Receiver Gain 36

14 Relaxation Delay 2.0000

15 Pulse Width 0.0000

16 Acquisition Time 1.0000

17 Acquisition Date 2009-02-02T19:43:08

18 Modification Date 2012-11-06T16:03:21 T e o 27'_3 (F'Jpﬁz;j e 2rs  oaa

19 Spectrometer Freguency 161.91

20 Spectral Width 50000.0

21 Lowest Frequency -16535.8

22 Nucleus

31P

ANGOe N’MWWWMWWW
Wyl

65536

24 Spectral Size

32 31 30 29 28 27 26 25 24 23 22 21 20 19 18 17
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Parameter
1 Data File Name

Title
Comment
Origin
Owner

Site
Spectrometer
Author

O© 00 N O U1 ~h W N

Solvent

10 Temperature

11 Pulse Sequence
12 Number of Scans
13 Receiver Gain

14 Relaxation Delay
15 Pulse Width

16 Acquisition Time
17 Acquisition Date
18 Modification Date

C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ MT

465/ MT 465 crude/ 02195053.fid/ fid

2195053
MT465 freeze dried
Varian

mercury

D20

29.0

s2pul

16

20

0.0000

0.0000

4.0000
2009-02-02T19:49:3

-

Value

CRUDE

H
~N
AN

0 0O

Na

OH OH

2012-11-06T16:03:21

19 Spectrometer Frequency 399.96 79 78 77 |57 56 50 49 18m 42 3.1 30 29 2.0 1.9
20 Spectral Width 10000.0
21 Lowest Frequency -1972.4
22 Nucleus 1H
23 Acquired Size 40000
24 Spectral Size 65536

I A
T T T T T T T T T T T T T T T T T T T
8.0 75 7.0 6.5 6.0 55 5.0 4.0 35 3.0 25 2.0 15 1.0
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Parameter Value
1 Data File Name C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ MT
465/ Mar23153659/ PROTON_OL1.fidly fid
2 Title PROTON_O1
3 Comment MT 465
4 Origin Varian
5 Owner Me/S\P/H G
EIVANS (o]
6 Site o °
7 Spectrometer vnmrs N OH  OH
8 Author service
9 Solvent d2o
10 Temperature 25.0
11 Pulse Sequence s2pul
12 Number of Scans 4
13 Receiver Gain 44
14 Relaxation Delay 1.0000 U
15 Pulse Width 0.0000 MA,AA/L\M WJ
16 Acquisition Time 2.9098 "
17 Acquisition Date 2009-03-23T16:02:35 /
18 Modification Date 2012-11-06T17:20:28 ' 7!7 5!7 | 5!0 | f1 ?;;?m | 4!2 | 3!0 2!0
19 Spectrometer Frequency 699.74
20 Spectral Width 11261.3
21 Lowest Frequency -1432.2
22 Nucleus 1H

23 Acquired Size 32768 LJU\
24 Sphetral Size 65536 1 Ao . "

7 A T T T T T T T T T T T T T T T T T T T T T T T T T
7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5
f1 (ppm)
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Parameter Value

1 Data File Nam C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ MT
465/ Mar24101103/ PHOSPHORUS_01.fid/ fid

1872

2 Title PHOSPHORUS_01
3 Comment MT 465
4 Origin Varian
5 Owner Me/S\P/H G
EIVANS (o]

6 Site o 0°
7 Spectrometer vnmrs e OH  OH
8 Author service
9 Solvent d2o
10 Temperature 25.0
11 Pulse Sequende s2pul
12 Number of Scans 256
13 Receiver Gain 50
14 Relaxation Delay 3.0000
15 Pulse Width 0.0000
16 Acquisition Time 0.7340
17 Acquisition Date 2009-03-24T10:53:34
18 Modification Date 2012-11-06T17:20:30
19 Spectrometer [frequency 283.26 T 26.40 26.35 26,30 2625 26.20 26.15
20 Spectral Widtt 44642.9 i1 (opm)
21 Lowest Frequency -15919.8

31P

I

[Tl

‘
R (| [Th A 5N
i \"‘

T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
29 28 27 26 25 24 23 22 21 20 19 18 17 16 15 14 13 12 11 10 9 8 7 6 5 4 3 2 1
f1 (ppm)
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Parameter Value
1 Data File Name C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ NMR
processed/ MT 378/ MT 378 crude/ 09112931.fid/ fid
2 Title 9112931
3 Comment MT378 freeze dried CRUDE
4 Origin Varian H
5 Owner MEJS;E‘\\!N 0 A
6 Site 00
7 Spectrometer mercury Na* OH OH
8 Author
9 Solvent D20
10 Temperature 29.0
11 Pulse Sequence s2pul
12 Number of Scans 128
13 Receiver Gain 34
14 Relaxation Delay 2.0000
15 Pulse Width 0.0000
16 Acquisition Time 1.0000
17 Acquisition Date 2008-12-09T11:22:59
18 Modification Date 2012-11-26T19:30:08
19 Spectrometer Frequency 161.91
20 Spectral Width 50000.0 /
21 Lowest Frequency -16535.8 27|.s ' 27I.6 ' f%ii;‘pm)' 272 27'.0 '
22 Nucleus 31P
23 Acquired Size 50000
24 Spectral Size 65536 H
’ 8IO ' 7I5 ' 7I0 ' 6I5 ' 6I 0 ' 5I5 ' 5IO I I0 ' 3I5 ' 3I 0 ' 2I5 ' 2IO ' 1 I5 ' 1 I()

45 4
f1 (ppm)
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Parameter Value
1 Data File Name C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/
NMR processed/ MT 378/ MT 378 crude/ 09111643.1ﬂid/ fid
2 Title 9111643 CRUDE
3 Comment MT378 freeze dried H
4 Origin Varian Me"sje\{’m 0 A
5 Owner 0 0
6 Site Na* OH OH
7 Spectrometer mercury
8 Author
9 Solvent D20
10 Temperature 29.0
11 Pulse Sequence s2pul
12 Number of Scans 16
13 Receiver Gain 26 U
14 Relaxation Delay 0.0000 UMK\/\\ M M
15 Pulse Width 0.0000
16 Acquisition Time 4.0000 o —~4~——F—F—"7+——F—""F"""TFt+——H~—T——T— T ]
17 ACC]LIiSitiOI"I Date 2008—12—09Tii1§13380 6.1 6.0 5.9 5.8 4.8 4.7 f (?J'gm) 4.2 4.1 3.3 3.2 3.1 3.0 2.0 1.9
18 Modification Date 2012-11-26T19:30:08
19 Spectrometer Frequency 399.96
20 Spectral Width 10000.0
21 Lowest Hrequency -1972.4
22 Nuclgus 1H
23 Acquijired Size 40000
24 Specftral[Size 65536
il
T T T T T T T T T T T T T T T T T T T T T T T
8.0 7.5 7.0 6.5 6.0 55 4.5 4.0 3.5 3.0 25

5.0
f1 (ppm)



Parameter
1 Data File Name
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Value

C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ MT
378/ Mar24160345/ CARBON_01.fid/ fid

2 Title CARBON_01

3 Comment MT 378

4 Origin Varian

5 Owner Me/?\fi\/“ o A

6 Site °© 0

7 Spectrometer vnmrs e OH OH

8 Author service

9 Solvent d2o

10 Temperature 25.0

11 Pulse Sequence s2pul

12 Number of Scans 2000

13 Receiver Gain 60 o B e p s (e B S

14 Relaxation Delay 2.0000 832 85'1f1 ﬁéﬁ% te 1is

15 Pulse Width 0.0000

16 Acquisition Time 1.4680

17 Acquisition Date 2009-03-25T02:00:21

18 Modification Date 2012-11-19T11:11:23

19 Spectrometer Frequency 175.97

20 Spectral Width 44642.9

21 Lowest Frequengcy -2967.1

22 Nucléus 13C

23 Acqujired Size 65536

24 Spectral|Size 131072
, : , , : , : , : , : , : , : , : , : , : , : , : , : "y
150 140 130 120 110 100 90 70 60 50 40 30 20 10

80
f1 (ppm)
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Parameter Value
1 Data File Name C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ MT
378/ Mar23153642/ PROTON_O01.fid/ fid
2 Title PROTON_O01
3 Comment MT 378
4 Origin Varian
5 Owner Me/s\P/H A
6 Site "% °
7 Spectrometer vhmrs Ne’ OH  OH
8 Author service
9 Solvent d2o
10 Temperature 25.0
11 Pulse Sequence s2pul
12 Number of Scans 4
13 Receiver Gain 42 /\M\L J U L
14 Relaxation Delay 1.0000
15 Pulse Width 0.0000 AR J
16 Acquisition Time 2.9098 fL (ppm)
17 Acquisition Date 2009-03-23T15:57:55
18 Modification Date 2012-11-19T11:11:22
19 Spectrometer Frequency 699.74
20 Spectral Width 11261.3
21 Lowest Frequency -1432.2
22 Nuclaus 1H
23 Acquilred Size 32768
24 Spectral Size 65536
L L
/ , : , : , : , : , : , : , : , : , : , : , : , : ,
8.0 7.5 7.0 6.5 6.0 5.5 45 4.0 3.5 3.0 2.5 2.0

5.0
f1 (ppm)
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Parameter

1 Data File Name

C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ MT

Value

378/ Mar24101048/ PHOSPHORUS_01.fid/ fid

2 Title PHOSPHORUS_01

3 Comment MT 378

4  Origin Varian

5 Owner H

6 Site Me/?o\/F(\;N o} 7

7 Spectrometer vhmrs Na* oH OH

8 Author service

9 Solvent d2o

10 Temperature 25.0

11 Pulse Sequence s2pul

12 Number of Scang 256

13 Receiver Gain 50

14 Relaxation Dela 3.0000

15 Pulse Width 0.0000

16 Acquisition Tim 0.7340

17 Acquisition Datg 2009-03-24T10:33:18

18 Modification Dafe 2012-11-19T11:11:22

19 Spectrometer Friequency 283.26

20 Spectral Width 44642.9

21 Lowest Frequenfy -15919.8 —T T T T T T T

22 Nucleus 31p 26.15 26.10 26.05 12(66&?1) 25.95 25.90 25.85

23 Acquired Size 32768

24 Spectral Size 65536
T T T 1 T T T T 1 L DL | T T 1 T 1 T T T T T T T T T T
29 28 27 26 25 24 23 22 21 20 19 18 17 16 14 13 12 11 10 8 7 6 5 4 3 1

15
f1 (ppm)
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Parameter Value
1 Data File Name C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ MT
496/ 20120631/ 11/ fid
2 Title 20120631 oo
Y H
3 Comment gSvl;ucelrrv:ilena trmc|¢ @AH/P\S/\WN\/\
MT496 freeze dried#+CDCI3 extr = °
4 Origin Bruker BioSpin GmbH
5 Owner otto
6 Site
7 Spectrometer av400 “ﬁ\
8 Author r\ | u wkw
9 Solvent D20 ““’L““’""“”"" "‘”“M’N"
10 Temperature 297.2 — — — ——— f——————— , —
11 Pulse Sequence 29pg30 182 181 172 141 134 ff%gpm) 120 128 127 121 116
12 Number of Scans 1024
13 Receiver Gain 20642
14 Relaxation Delay 2.0000
15 Pulse Width 8.0000 l-
16 Acquisition Time 1.3665
17 Acquisition Date 2009-02-20T2R:33}100 AT T
18 Modification Date 2012-11-20T16:03}159 A <Pp3f;4“> 2
19 Spectrometer Frequency 100.62
20 Spectral Width 23980.8
21 Lowest Frequency -1929.6
22 Nucleus 13C

180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30
f1 (ppm)
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Parameter

1 Data File Name

Value

C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ MT

496/ 26125733/ 10/ fid

2 Title 26125733
3 Comment gGL erh'| - 0,0 y
MT496 check DA e
4  Origin Bruker BioSpin GmbH
5 Owner otto
6 Site
7 Spectrometer av400
8 Author
9 Solvent D20 J_) \U/\\ MMM L
10 Temperature 295.2 V
11 Pulse Sequence zg30
12 Number of Scans 16 7!5 ' 7!4 ' 7!3 ' 7!2 ' efo ' 5!9 ' 5!8 ' ' 5!4 ' 5{3“' (p%m; 5!1 o 4!0 ' 3!9 ' 3!8 ' 3!7 ' 3!6 ' 3!5 ' 3!4 ' 3!3 '
13 Receiver Gain 72
14 Relaxation Delay 1.0000
15 Pulse Width 9.5000
16 Acquisjition Time 3.9584
17 Acquislition Date 2009-02-26T14:29:00
18 Modifigation Date 2012-11-06T17:43:34
19 Spectrpmeter Frequency 400.13
20 Spectr@l Width 8278.1
21 Lowes{| Frequency -1668.1
22 Nucleyp 1H
23 Acquingd Size 32696
24 Spec;ﬂﬂji\i_ze 65536 wMWL )\ I L
7!5 ' 7!0 6!5 ' 6!0 5!5 5!0 I ' 4!0 ' 3!5 ' 3!0 ' 2!5 ' 2!0

45
f1 (ppm)
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Parameter Value

1 Data File Name C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ MT
496/ 26151418.fid/ fid

2 Title 26151418

3 Comment PHOSPHORUS OBSERVE
STANDARD PARAMETERS Y H
PHOSPHATE REGION | X H” \s/\[( ~ X

4 Origin Varian & °

5 Owner

6 Site

7 Spectrometer mercury

8 Author

9 Solvent D20

10 Temperature 29.0

11 Pulse Sequence s2pul

12 Number of Scans 64

13 Receiver Gain 34

14 Relaxation Delay 2.0000

15 Pulse Width 0.0000

16 Acquisition Time 1.0000

17 Acquisition Date 2009-02-26T15:10:49

18 Modification Date 2012-11-06T16:06:03

19 Spectrometer Frequency 161.91 /

20 Spectral Width 50000.0 | 22|.o | 21I'91'(Sr£§r§)' 21|.7 | 21I.6 |

21 Lowest Frequency -16535.8

22 Nucleus 31P

23 Acquired Size 50000

24

;S —_—T——Y¥YYYVr¥F ¥
42 40 38 36 34 32 30 28 26 24 22 2 16 14 12 10 8 6 4 2 0 -2 -4 -6

0 18
f1 (ppm)
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Value

C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ NMR
processed/ MT 498/ MT 498 crude/ 26151954.fid/ fid

Parameter

1 Data File Name

2 Title 26151954
3 Comment MT498 check CRUDE
4 Origin Varian Nat ‘F‘;f H
5 Owner LN G
o SRR NEN
7 Spectrometer mercury OH OH
8 Author
9 Solvent D20
10 Temperature 29.0
11 Pulse Sequence s2pul
12 Number of Scans 32
13 Receiver Gain 36
14 Relaxation Delay 2.0000
15 Pulse Width 0.0000
16 Acquisition Time 1.0000
17 Acquisition Date 2009-02-26T15:18:06
18 Modification Date 2012-11-26T19:28:46
19 Spectrometer Frequency 161.91 ’ 22'.0 21'.8 21'.6 21'.4
20 Spectral Width 50000.0 e
21 Lowest Frequency -16535.8
22 Nucleus 31pP
23 Acqguired Size 50000
24 s AP i .!‘ ! i
’ —_—Tr—T—TT—TTTTT T T T T——T—T——T——T——T—— ,
34 33 32 31 30 29 28 27 26 25 24 23 22 21 20 19 18 pgn71) 16 15 14 13 12 M1 10 9 8 7 5
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Parameter
1 Data File Name

Value

C:/ Documents and Settings/ Owner/ My Documlents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/

NMR processed/ MT 498/ 26125823/ 10/ fid

2 Title 26125823
Comment RGL drwh
Owner milena trmcic
MT498 check
4 Origin Bruker BioSpin GmbH CRUDE
5 Owner otto v 0 0
6 Site 4 H R
7 Spectrometer av400 ©/\ﬁ 5/\[]/ 0 e L I e — — T T
0o k % 7.8 7.3 7.2 7.1 7.0 5.7 5.6
8 Author f1 (ppm)
OH OH

9 Solvent D20
10 Temperature 295.2
11 Pulse Sequence zg30
12 Number of Scans 16
13 Receiver Gain 72
14 Relaxation Delay 1.0000
15 Pulse Width 9.5000 Jj\\\ JL’J\
16 Acquisition Time 3.9584
17 Acquisition Date 2009-02-26T7144500 — — - & ——— T
18 Modification Date 2012-11-06T17:46:57 **  *2 4L 4G8 34 2% 0 3 33 3219 18
19 Spectrometer Frequency 400.13
20 Spectral Width 8278.1
21 Lowest Frequency -1668.1

T T T T T T T T T T T T T T T T T T T

8.0 7.5 7.0 6.5 6.0 5.5 5 4.5 4.0 3.5 3.0 2.5 2.0

.0
f1 (ppm)
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Parameter

1 Data File Name

Value

C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ MT

498/ Mar24160128/ CARBON_01.fid/ fid
2 Title CARBON_O01
3 Comment MT 498 Na 7O\P//O H
4 Origi i @AN ST ;O:G
gin Varian L o
5 Owner OH OH
6 Site
7 Spectrometer vhmrs
8 Author service
9 Solvent d2o M WAMAM M W/\w M
10 Temperature 25.0
11 Pulse Sequence s2pul ’ — —— , " f—— f—————————————— ——
12 Number of Scans 2000 173 159 158 154 151 fll?popm) 137229 128 127 126 11
13 Receiver Gain 60
14 Relaxation Delay 2.0000
15 Pulse Width 0.0000
16 Acquisition Time 1.4680
17 Acquisition Date 2009-03-24T22:02:03
18 Modification Date 2012-11-06T17:20:32
19 Spectrometer Frequency 175.97
20 Spectral Width 44642.9
21 Loyest Frequency -2967.1
22 Nugleus 13C
23 Acquired Size 65536
24 Specual size 131077 WMW w ‘W w
T T T T T T T T T T T T T T T T T T T T
170 160 150 140 130 120 110 0 90 80 70 60 50 40

10
f1 (ppm)
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Parameter Value
1 Data File Name C:/ Documents and Settings/ Owner/ My Dotuments/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ MT
498/ Mar23153603/ PROTON_01.fid/ fid
2 Title PROTON_O01
3 Comment MT 498 Na® Q9 H
.. . P N G
4 Origin Varian ©AH Y o
5 Owner o
OH OH
6 Site
7 Spectrometer vhmrs
8 Author service
9 Solvent d2o U\
10 Temperature 25.0
11 Pulse Sequence s2pul ’ T S B — — T/
7.8 7.7 7.2 7.1 7.0 5.7 5.6
12 Number of Scans 4 f1 (ppm)
13 Receiver Gain 46
14 Relaxation Delay 1.0000
15 Pulse Width 0.0000
16 Acquisition Time 2.9098
17 Acquisition Date 2009-03-23T15:49:51
18 Modification Date 2012-11-06T17:20:27
19 Spectrometer Frequency 699.74 AT — T Tt T T T T T T 7
4.5 42 41 38 37 36 35 34 33 32
20 Spectral Width 11261.3 f1 (ppm)
21 Lowest Frequency -1432.2
22 Nucldus 1H
23 Acquired Size 32768
24 Spectfal Size 65536
ol L J B
4 T T T T T T T T T T T T T T T T T T T T T T T T —
7.5 7.0 6.5 6.0 5.5 5 4.5 4.0 3.5 3.0 2.5 2.0

.0
f1 (ppm)



Parameter

1 Data File Name

Title
Comment
Origin
Owner

Spectrometer

O 00 N O Uuvi M W N
(%)
=
™

Solv
10 Temperature
11 PulsgSequence
12 Num@er of Scans
13 Recefjyer Gain
14 RelaXation Delay
15 Pulseffwidth
16 Acquisition Time
17 Acquijjsition Date
18 Modiffcation Date

al Width

21 Lowddt Frequency
22 Nulgebs

ited Size

24 SpRctral Size

ometer Frequency 283.26
44642.9
-15919.8
31P
32768
65536
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Value
C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ MT
498/ Mar24094924/ PHOSPHORUS_01.fid/ fid
PHOSPHORUS_01
MT 498
Varian

vnmrs =
_ OH OH

service

d2o

25.0

s2pul

256

50

3.0000

0.0000

0.7340

2009-03-24T09:53:17 —

. . 22.8 22.7 22.6 22.5
2012-11-06T17:20:30 1 (opi2d

23 22 21

20 19 18 17 16 15 14 13 12 11 10 9 8 7 6 5 4 3
f1 (ppm)
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Parameter

Data File Name

Value

/ Users/ dchOdrh/ Dropbox/ Milena OBC/ NMR spectra/ MT 423/ Service/ Feb13175833/ CARBON_01.fid/ fid

Title CARBON_O01
Comment MT 423 0 0
Origin Varian Fsc\©/\N/P\SQuin
Owner
Site
Spectrometer vnmrs
Author service
Solvent cd3od
Temperature 25.0
Pulse Sequence s2pul
Experiment 1D u
Number of Scans 1000 el
Receiver Gain 60 150 145 140 135 130 125 120
Relaxation Delay 2.0000 1 (ppm)
Pulse Width 0.0000
Acquisition Time 1.4680
Acquisition Date 2009-02-13T18:59:48
Modification Date 2012-04-23T11:56:37
Spectrometer Frequency 175.97
Spectral Width 44642.9
Lowest Frequency -2967.2
Nucleus 13C M A A n
Acquired Size 655B6 W
Spectral Size 131p72 S0 53 49 48 47 46 45 44 43 32 31 30 29
. L L f1 (ppm)
T T T T T T T T T T T T T T T T
160 150 140 130 120 110 100 90 80 70 60 50 40 30

f1 (ppm)



Parameter
Data File Name

Title
Comment

Origin

Owner

Site
Spectrometer
Author

O© 00 N O uvi b~

Solvent

10 Temperature

11 Pulse Sequence
12 Experiment

13 Number of Scans
14 Receiver Gain

15 Relaxation Delay
16 Pulse Width

17 Acquisition Time
18 Acquisition Date
19 Modification Date

Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry
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/ Users/ dchOdrh/ Dropbox/ Milena OBC/ NMR spectra/ MT 423/ Service/ 11124230/ 10/ fid

11124230

RGL DRWH
Owner Milena Trmcic
MT 423

Bruker BioSpin GmbH
Administrator

av400

MeOD
293.1
zgflgn
1D

16

1024
2.0000
11.8000
0.8717

2009-05-11T12:55:00
2012-04-20T15:17:52

20 Spectrometer Frequency 376.39

Value

O O
N/

F5C _P.
3 \©/\H ~sQuin

21 Spectral Width 75188.0

22 Lowest Frequency -71472.1

23 Nucleus 19F

24 Acquired Size 65536

25 Spectral Size 131072
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
0 .10 -20  -30 -40  -50 -60  -70  -80 90  -100 -110 -120 -130 -140 -150 -160 -170 -180

f1 (ppm)
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Parameter Value

Data File Name / Users/ dchOdrh/ Dropbox/ Milena OBC/ NMR spectra/ MT 423/ Service/ Feb13175833/ PROTON_O01.fid/ fid

Title PROTON_01
Comment MT 423
Origin Varian o\\/o*
Owner F3C\©/\H/P\80uin
Site
Spectrometer vnmrs
Author service
Solvent cd3od | 8!8 | 8!6 | 8!4 | 8!2 | 8!0 | 7|s | 7!6 | 7|4 | 7|2
Temperature 25.0 fi e
Pulse Sequence s2pul
Experiment 1D
Number of Scans 4
Receiver Gain 30
Relaxation Delay 1.0000 .
Pulse Width 0.0000
Acquisition Time 2.9098 46 45 44 43 42 41 38 3734 33
Acquisition Date 2009-02-13T18:59:07 ft (ppm
Modification Date 2012-04-23T11:56:38
Spectrometer Frequency 699.74
Spectral Width 11261.3
Lowest Frequency -1432.2
Nucleus 1H
Acquired Size 32768
Spectral Size 65536 d
-y L

A

T T T T T T T T T T T T T T T T T T T T T T T T T
9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5
f1 (ppm)
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Parameter
Data File Name

/ Users/ dchOdrh/ Dropbox/ Milena OBC/ NMR spectra/ MT 423/ routine/ 24160804.fid/ fid

Value

Title 24160804

Comment MT423

Origin Varian o\\/o*

Owner Fsc\©/\N/P\SQuin

Site

Spectrometer mercury

Author

Solvent D20

Temperature 29.0

Pulse Sequence s2pul

Experiment 1D

Number of Scans 64

Receiver Gain 34

Relaxation Delay 2.0000

Pulse Width 0.0000

Acquisition Time 1.0000 , , —— ,
Acquisition Date 2009-01-24T16:04:11 238 237 236 3R g4 B3 232

Modification Date 2012-04-20T15:04:14

Spectrometer Frequency 161.91

Spectral Width 50000.0

Lowest Frequency -16535.8

Nucleus 31P

Acquired Size 50000

il il

T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
\7 46 45 44 43 42 41 40 39 38 37 36 35 33 32 31 30 29 28 27 26 25 24 23 22

34
f1 (ppm)
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Parameter Value
Data File Name / Users/ dchOdrh/ Dropbox/ Milena OBC/ NMR spectra/ MT 424/ Service/ Feb25172537/ [LARBON_01.fid/ fid
Title CARBON_O01
Comment MT 4242 o o
Origin Varian FSC\©/\N/\\P/\SBn
Owner
Site
Spectrometer vhmrs
Author service
Solvent cd3od
Temperature 25.0
Pulse Sequence s2pul
Experiment 1D
Number of Scans 1000 R n | . U
Receiver Gain 60
Relaxation Delay 2.0000 0 ' 30 s 120
Pulse Width 0.0000 1 (opm)
Acquisition Time 4680
Acquisition Date ?009-02-25T18:25:49
Modification Date P012-04-23T11:56:58
Spectrometer Frequency |175.97
Spectral Width 414642.9
Lowest Frequency 2967.2
Nucleus 3C
Acquired Size 69536
Spectral 131072

r—r~r 1.1 +~r1n 1 1 1 1111 17 "1 1+ T+ 1+ 1+ 1 " 1 * T * T T T T
145 140 135 130 125 120 115 110 105 100 95 f19? )85 80 75 70 65 60 55 50 45 40 35 30
ppm



Parameter
Data File Name
Title
Comment

Origin

Owner

Site
Spectrometer
Author

Solvent
Temperature
Pulse Sequence
Experiment
Number of Scans
Receiver Gain
Relaxation Delay
Pulse Width
Acquisition Time
Acquisition Date
Modification Date
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/ Users/ dchOdrh/ Dropbox/ Milena OBC/ NMR spectra/ MT 424/ Service/ 11124756/ 10/ fid

11124756

RGL drwh
Owner milena trmcic
MT424

Bruker BioSpin GmbH
Administrator

av400

MeOD

293.2

zgflgn

1D

16

813

2.0000

11.8000

0.8717
2009-05-11T13:05:00
2012-04-20T15:17:52

Value

0 O

N/

FsC P.
3 \@/\H/ ~3SBn

Spectrometer Frequency 376.39

Spectral Width 75188.0

Lowest Frequency -71472.1

Nucleus 19F

Acquired Size 65536

Spectral Size 131072
— rr r r r  — ¥
0 -10 -20 -30 -40 -50 -60 -70 -80 -90  -100 -110 -120 -130 -140 -150 -160 -170 -180

f1 (ppm)
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Parameter
Data File Name

/ Users/ dchOdrh/ Dropbox/ Milena OBC/ NMR spectra/ MT 424/ Service/ Feb25172537/

Value
PROTON_01.fid/ fid

Title PROTON_O1
Comment MT 4242
Origin Varian -
Owner FsC %\P/\O
N~ “sen
Site \©A
Spectrometer vhmrs
Author service
Solvent cd3od
Temperature 25.0 T - T - T - T - T - T
Pulse Sequence s2pul 76 7 " (ppm) 73 "2 it
Experiment 1D
Number of Scans 4
Receiver Gain 30
Relaxation Delay 1.0000
Pulse Width 0.0000
Acquisition Time 2.9098
Acquisition Date 2009-02-25T18:25:03
Modification Date 2012-04-23T11:56:58 400 395 390 385 380 395 3.0
Spectrometer Frequency 699.74 fL (ppm)
Spectral Width 11261.3
Lowest Frequency -1432.2
Nucleus 1H
Acquired Sjze 32768
Spectral Size 65536
J A
T T T T T T T T T T T T T T T T
8.0 7.5 7.0 6.5 6.0 5.5 5.0 0 3.5 3.0 2.5 2.0 1.5 1.0

4.5
f1 (ppm)
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Parameter Value
Data File Name / Users/ dchOdrh/ Dropbox/ Milena OBC/ NMR spectra/ MT 424/ Service/ Feb20170721/ PHOSPHORUS_01.fid/ fid
Title PHOSPHORUS_01
Comment MT 4242
Origin Varian
Owner o\\/o’
Site FGC\©/\N/P\SBn
Spectrometer vhmrs
Author service
Solvent cd3od
Temperature 25.0
Pulse Sequence s2pul
Experiment 1D
Number of Scans 256
Receiver Gain 50
Relaxation Delay 3.0000
Pulse Width 0.0000 22!50 | 22!45 | 22!40 | 22!35 | 22?30 | 22?25 | 22!20
Acquisition Time 0.7340 f1 (ppm)
Acquisition Date 2009-02-21T03:59:16
Modification Date 2012-04-23T11:56:52
Spectrometer Frequency 283.26
Spectral Width 44642.9
Lowest Frequency -15919.8
Nucleus 31P
Acquired Size 32768
Spectral Size 65536
A A A
)
42 40 38 36 34 32 30 28 26 24 20 18 16 14 12 10 8 6 4 2

22
f1 (ppm)
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Parameter Value
Data File Name / Users/ dchOdrh/ Dropbox/ Milena OBC/ NMR spectra/ MT 425/ Servicd) Feb25172555/ CARBON_O01.fid/ fid
Title CARBON_O1
Comment MT 425
Origin Varian
Owner Q0
Site FGC\©/\N/P\3nPr
Spectrometer vnmrs
Author service
Solvent cd3od
Temperature 25.0
Pulse Sequence s2pul MWM
Experiment 1D  ——
Number of Scans 1000 143 142 131 130 129 12fz13(p1pznz) 126 125 124 123 1p2 121
Receiver Gain 60
Relaxation Delay 2.0000
Pulse Width 0.0000
Acquisition Time 1.4680
Acquisition Date 2009-02-25T19:28:25
Modification Date 2012-04-23T11:58:59
Spectrometer Frequency 175.97
Spectral Width 44642.9 WWJ w
Lowest Frequency -2967.2 I
Nucleus 13C T 45|.2 | 45|.o | 32|.2 | 32|.o | | 24|.0 23:.8 | 12I.6 | 12|.4 |
Acquired Size 65536 f1 (ppm)
Spectral Size 81072
iy
T T T T T T T T T T T T T T T T T T T T T T
140 130 120 110 100 90 80 70 60 50 40 30 20 10

f1 (ppm)
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Parameter Value

Data File Name / Users/ dchOdrh/ Dropbox/ Milena OBC/ NMR spectra/ MT 425/ Service/ 11124826/ 10/ fid
Title 11124826
Comment RGL drwh

Owner milena trmcic

MT425
Origin Bruker BioSpin GmbH o o
Owner Administrator Fac\©/\u/\\P/\snPr
Site
Spectrometer av400
Author
Solvent MeOD
Temperature 293.3
Pulse Sequence zgfign
Experiment 1D
Number of Scans 16
Receiver Gain 813
Relaxation Delay 2.0000
Pulse Width 11.8000
Acquisition Time 0.8717
Acquisition Date 2009-05-11T13:12:00
Modification Date 2012-04-20T15:17:52
Spectrometer Frequency 376.39
Spectral Width 75188.0
Lowest Frequengy -71472.1
Nucleus 19F
Acquired Size 65536
Spectral Size 131072

T T T T T T T T
-50 -60 -70 -80 -90 -100 -110
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Parameter Value
Data File Name / Users/ dchOdrh/ Dropbox/ MiIe||1a OBC/ NMR spectra/ MT 425/ Service/ Feb25172555/ PROTON_O01.fid/ fid
Title PROTON_01
Comment MT 425 FiC ?\\P/fi
Origin Varian \©AN ST
Owner
Site
Spectrometer vhmrs
Author service L N T T T | T T
Solvent cd3od 270 268 266 264 262 (pzbgg 2,58 2.56 2.54 2.52
Temperature 25.0
Pulse Sequence s2pul
Experiment 1D
Number of Scans 4
Receiver Gain 30
Relaxation Delay 1.0000
Pulse Width 0.0000 | 4.|20 | 4.|13 4.I16 4.|14 | 4.|12 | 4.|10 4.Ios | 4.I06
Acquisition Time 2.9098 f1 (ppm)
Acquisition Date 2009-02-25T19:27:45
Modification Date 2012-04-23T11:56:59
Spectrometer Frequency 699.74
Spectral Width 11261.3
Lowest Frequency -1432.2
Nucleus 1H
Acquired Size 32768
Spectral Siz 65536 ‘M J
l | ji 0 ] m
T T T T T T T T T T T T T T T T T T T T T T T
8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.0 3.5 3.0 2.5 2.0 1.5

4.5
f1 (ppm)




Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is © The Royal Society of Chemistry 2013

Parameter

Data File Name

/ Users/ dchOdrh/ Dropbox/ Milena OBC/ NMR spectra/ MT 425/ Service/ Feb20170738/ PHOSPHORUS_01.fid/ fid

Value

Title PHOSPHORUS_01
Comment MT 425
Origin Varian F.C ?\\P/i)f
Owner \@AN SnPr
Site 25 333 s
Spectrometer vnmrs E’i Ei Ei E[ ? 8
Author service
Solvent cd3od
Temperature 25.0
Pulse Sequence s2pul
Experiment 1D
Number of Scans 256
Receiver Gain 50
Relaxation Delay 3.0000 : — : : : :
Pulse Width 0.0000 23.85 23.80 2375, (ppmz)3.7o 23.65 23.60
Acquisition Time 0.7340
Acquisition Date 2009-02-21T04:19:25
Modification Date 2012-04-23T11:56:53
Spectrometer Frequency 283.26
Spectral Width 44642.9
Lowest Frequency -15919.8
Nucleus 31P
Acquired Size 32768
Spectral Size 65536
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
44 42 38 36 34 32 30 28 26 24 20 18 16 14 12 10 8 4 2 0 -2

22
f1 (ppm)
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Parameter Value

Data File Name / Users/ dchOdrh/ Dropbox/ Milena OBC/ NMR spectra/ MT 426/ Feb13175250/ JARBON_01.fid/ fid

Title CARBON_O01

Comment MT 426

Origin Varian Q0

Owner /@AN/P\SQuin

Site Ph

Spectrometer vnmrs

Author service

Solvent cd3od

Temperature 25.0

Pulse Sequence s2pul

Experiment 1D 1<|50 | 1&5 | 1éo | 1:15 | 1c|10 | 1;5 | 1;0 | 1&5 | 12|o

Number of Scans 1000 ri e

Receiver Gain 60

Relaxation Delay 2.0000

Pulse Width 0.0000

Acquisition Time 1.4680

Acquisition Date 2009-02-13T17:58:08

Modification Date 2012-04-23T11:56:37

Spectrometer Frequency 175.97

Spectral Width 44642.9

Lowest Freqquency 2967.2

Nucleus 3

Acquired Sjze 36 — T T T T T T T AT

Spectral Side 072 51 50 49 48 f417(ppm;16 45 44 30 29

i o

T T T T T T T T T T T T T T T T T T T T T T T
160 150 140 130 120 110 100 90 80 70 60 50 40 30

f1 (ppm)
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Parameter
Data File Name
Title
Comment
Origin
Owner
Site
Spectrometer
Author
Solvent
Temperature
Pulse Sequence
Experiment
Number of Scans
Receiver Gain
Relaxation Delay
Pulse Width
Acquisition Time
Acquisition Date
Modification Date
Spectrometer Frequency
Spectral Width
Lowest frequency
Nucleus
Acquired Size
Spectral|Size

M\

Value
/ Users/ dchOdrh/ Dropbox/ Milena OBC/ NMR spectra/ MT 426/
PROTON 01
25.0

MT 426
s2pul

Varian
1D LN DL L EL R L R R EEL Y L L AL LA |

46 45 44 43 42 41 40 39 3.8 3.7 3.3 3.2
4 f1 (ppm)

30
1.0000
0.0000
2.9098
2009-02
2012-p4
699.74
11261}3
-1432]2

o O
\\ /

B
Ph

vnmrs
service
cd3od

13717:57:27
23711:56:37

768

Feb13175250/ PROTON_01.fid/

53 L

fid

9.0 8.5 8.0

T T T T T T T T T T T
6.0 5.0
f1 (ppm)

4.5 4.0 3.5

3.0
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Parameter Value
Data File Name / Users/ dchOdrh/ Dropbox/ Milena OBC/ NMR spectra/ MT 426/ Feb20165600/ PHOSPHORUS_01.fid/ fid
Title PHOSPHORUS_01
Comment MT 426 O\\P/O’
Origin Varian /@AH/ ~SQuin
Owner Ph
Site
Spectrometer vnmrs
Author service
Solvent cd3od
Temperature 25.0
Pulse Sequence s2pul
Experiment 1D
Number of Scans 256
Receiver Gain 50 23!80 | 23!75 | 23!70 | 23!65 | 23!60
Relaxation Delay 3.0000 i1 (ppm)
Pulse Width 0.0000
Acquisition Time 0.7340
Acquisition Date 2009-02-20T17:16:49
Modification Date 2012-04-23T11:56:45
Spectrometer Frequency 283.26
Spectral Width 44642.9
Lowest Frequency -15919.8
Nucleus 31P
Acquired Size 32768
Spectral Size 65536

Mt A Mt L . .

28 27 26 25 24 23 22 21 20 19 18 17 16 15 14 13 12 11 10 9 8 7 6 5 4 3 2 1
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Parameter Value

Data File Name / Users/ dchOdrh/ Dropbox/ Milena OBC/ NMR spectra/ MT 427/ aq layer/ Feb25172614/ CARBON_O01.fid/
fid

Title CARBON_O01

Comment MT 4272 o 0

Origin Varian Q/\H/P\ssn

Owner Ph

Site

Spectrometer vnmrs

Author service SRS WS W W’JU

Solvent cd3od T T T T T T T T T T T T T

Temperature 55 0 141 140 139 (%)%?n) 128 127 126

Pulse Sequence s2pul

Experiment 1D

Number of Scans 1000

Receiver Gain 60

Relaxation Delay 2.0000 .

Pulse Width 0.0000 )

Acquisition Time 1.4680 | 45|.4 | 45|.3 | 45|.2 | 45|.1 f'13(igsm') 34|.5 | 34;.4 | 34|.3 | 34|.2 | 34|.1

Acquisition Date 2009-02-25T20:31:13

Modification Date 2012-04-23T11:56:59

Spectrometer Frequency 175.97

Spectral Width 44642.9

Lowest Frequency -2967.2

Nucleus 13C

Acquired Size 65536

Snectral Size 131072 A

r -~ r -~ r 1 1 1 1 T 1 " 1 T 1 T T 1+ 1 * T * T * T * T * T ‘' T ‘* T 1T
140 135 130 125 120 115 110 105 100 95 %?( ?5 80 75 70 65 60 55 50 45 40 35
ppm
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Parameter Value

Data File Name / Users/ dchOdrh/ Dropbox/ Milena OBC/ NMR spectra/ MT 427/ aq layer/ Feb25172614/ PROTON_O1.fid/
fid a3 S A88RE NSRS 3R RS2

Title PROTON_01 Rf &3 2REE% o83 2%z B3

Comment MT 4272 N 2N NV N VT

Origin Varian

Owner -

. A°

Site Q/\H/P\ssn

Spectrometer vnmrs Ph

Author service

Solvent cd3od

Temperature 25.0 : : : : : : : : : : :

Pulse Sequence s2pul 16 75 4 (opm) 3 7.2 7.1

Experiment 1D i g E 2

Number of Scans 4 N 52

Receiver Gain 30 . I

Relaxation Delay 1.0000

Pulse Width 0.0000

Acquisition Time 2.9098 | .

Acquisition Date 2009-02-25T20:30:33 [\ )\ / \ / \

Modification Date 2012-04-23T11:56:59

Spectrometer Frequency 699.74 ' 4_'00 ' 3_'95 ' 3_'90 ' 3_'85 ' 3_'80

Spectral Width 11261.3 f1 (ppm)

Lowest Frequency -1432.2

Nucleus 1H

Acquired|Sjze 32768

Snectral {i A553A 4_JL |

7.6 7.4 7.2 7.0 6.8 6.6 6.4 6.2 6.0 5.8 5.6 5.2 5.0 4.8 4.6 4.4 4.2 4.0 3.8 3.6 3.4 3.2 3.0

5.4
f1 (ppm)
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Parameter Value

Data File Name / Users/ dchOdrh/ Dropbox/ Milena OBC/ NMR spectra/ MT 427/ aq layer/ Feb20170756/ PHOSPHORUS_01.fid/

fid

Title PHOSPHORUS_01

Comment MT 4272

Origin Varian

Owner o 0

Site /@AN/P\SBn

Spectrometer vnmrs P

Author service

Solvent cd3od

Temperature 25.0

Pulse Sequence s2pul N s o “ e 2

Experiment 1D % é % E é %

Number of Scans 256 |

Receiver Gain 50

Relaxation Delay 3.0000

Pulse Width 0.0000

Acquisition Time 0.7340

Acquisition Date 2009-02-21T04:39:11

Modification Date 2012-04-23T11:56:53

Spectrometer Frequency 283.26

Spectral Width 44642.9 '22!58'22!56'22!54'22!52'22!50'22!48'22!46'22!44'22!42'22!40'22!38'

Lowest Frequency -15919.8 f1 (ppm)

Nucleus 31P

Acquired Size 32768

QI’)P('I‘I’J;ll Size A5536A
-—Y¥F¥¥¥¥F¥¥—F———F———F————————1——1—
38 36 34 32 30 28 26 24 22 20 16 14 12 10 8 6 4 2 0 -2

18
f1 (ppm)
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Parameter Value
Data File Name / Users/ dchOdrh/ Dropbox/ Milena OBC/ NMR spectra/ MT 428/ pptf| Feb24145313/ CARBON_01.fid/ fid
Title CARBON_O01
Comment MT 428
Origin Varian
Owner o\\P/o*
Site /©/\H/ ~gnpr
Spectrometer vnmrs Ph
Author service
Solvent cd3od A A A W.J\m.ﬂ
Temperature 25.0
Pulse Sequence s2pul 142 141 140 139 120 128 127 126 125
Experiment 1D ft (ppm)
Number of Scans 1000
Receiver Gain 60
Relaxation Delay 2.0000
Pulse Width 0.0000
Acquisition Time 1.4680
Acquisition Date 2009-02-25T00:06:01
Modification Date 2012-04-23T11:56:56
Spectrometer Frequigncy 175.97
Spectral Width 44642.9
Lowest Frequency -2967.2 MJ l H
Nucleus 13C ww
Acquired Size 65536 32|.o ' 24|.o - 12|.5 ' ' 1o|.5 ' 1o|.o
Spectral Size 131072 1 (ppm) k
| - n | N e T
T T T T T T T T T T T T T T T T T T T T T T T
140 130 120 110 100 90 80 70 60 50 40 30 20 10

f1 (ppm)
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Data File Name
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Value

/ Users/ dchOdrh/ Dropbox/ Milena OBC/ NMR spectra/ MT 428/ ppt/ Feb24145313/ PROTON_01.fid/ fid

Title PROTON_01
Comment MT 428
Origin Varian o\\P/o*
Owner /@AN/ ~gnpr
Site Ph
Spectrometer vnmrs
Author service
Solvent cd3od
Temperature 25.0
Pulse Sequence s2pul
Experiment 1D J L J
Number of Scans 4
Receiver Gain 30 4{1 | | 3{3 | 2!7 | 2?6 1!7 | 1!6 1!0 of9 o!s
Relaxation Delay 1.0000 f1 (ppm)
Pulse Width 0.0000
Acquisition Time 2.9098
Acquisition Date 2009-02-25T00:05:20
Modification Date 2012-04-23T11:56:56
Spectrometer Frequency 699.74
Spectra| Width 11261.3
Frequency -1432.2
1H
d Rize 32768
3 65536 UL
U A | | UJ
T T T T T T T T T T T T T T T T T T
7.5 7.0 6.5 6.0 5.5 5.0 45 3.5 3.0 2.5 2.0 1.5 1.0

4.0
f1 (ppm)
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Value
/ Users/ dchOdrh/ Dropbox/ Milena OBC/ NMR spectra/ MT 428/ ppt/ Feb20170258/ PHOSPHORUS_01.fid/ fid

Parameter
Data File Name

Title PHOSPHORUS_01

Comment MT 428

Origin Varian

Owner

. Q0

Site | N N/P\S”Pr

Spectrometer vnmrs oh =

Author service

Solvent cd3od

Temperature 25.0

Pulse Sequence s2pul

Experiment 1D

Number of Scans 256

Receiver Gain 50

Relaxation Delay 3.0000

Pulse Width 0.0000

Acquisition Time 0.7340

Acquisition Date 2009-02-20T23:25:15

Modification Date 2012-04-23T11:56:49

Spectrometer Frequency 283.26

Spectral Width 44642.9

Lowest Frequency -15919.8

Nucleus 31pP 23.95 23.90 2385 23.80 2375 23.70

Acquired Size 32768 1 (ppm)

Spectral Size 65536

)\ J A

-———r¥¥r— ¥ 1 —T——T——T——T——T——1 ————
383 37 36 35 34 33 32 31 30 29 28 27 26 25 24 23 22 21 20 19 18 17 16 15 13 12 11 10

5
f1(

ppm)
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Parameter Value
Data File Name / Users/ dchOdrh/ Dropbox/ Milena OBC/ NMR spectra/ MT 429/ Feb13175950/ CAR"BON_Ol.ﬁd/ fid
Title CARBON_O01 o o-
Comment MT 429 O N/\\P/\SQuin
Origin Varian
Owner ‘
Site
Spectrometer vnmrs
Author service
Solvent cd3od
Temperature 25.0
Pulse Sequence s2pul ‘ H u
Experiment 1D b
Number of Scans 1000 11|so | 1:15 | 1:10 | 1;5 | 1;0 | 125 | 150
Receiver Gain 60 f1 (ppm)
Relaxation Delay 2.0000
Pulse Width 0.0000
Acquisition Time 1.4680
Acquisition Date 13722:04:38
Modification Date P3T11:56:39
Spectrometer Frequency
Spectral Width
Lowest Frequency
Nucleus WWJLMU L“fw »/“’\MMMMWM\‘!A“WMW

T T |G T T T T T T T T T

Acquired Size
Spectral Size

48 4744 43 42 31 30
MJ f1 (ppm)

160 150 140 130 120 110 90 80 70 60 50 40
f1 (ppm)
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Parameter
Data File Name

Value

Title PROTON_01 o o-
Comment MT 429 O N/\\P/\SQuin
Origin Varian

Owner ‘

Site

Spectrometer vnmrs

Author service ‘NJbW

Solvent cd3od

Temperature 25.0 : : : : : :
Pulse Sequence s2pul 4.6 4.5 ad (opm) 4.3
Experiment 1D

Number of Scans 4

Receiver Gain 30

Relaxation Delay 1.0000

Pulse Width 0.0000

Acquisition Time 2.9098

Acquisition Date

Modification Date

Spectrometer Frequency 699.74

2009-02-137j#2:03:57
2012-04:-23 2R

4.2 4.1

Spectral Width

/ Users/ dchOdrh/ Dropbox/ Milena OBC/ NMR spectra/ MT 429/ Feb13175950/ PROTON_O1.fid/

4.5 4.4 ff"(3 ) 4.2 4.1 3.3
m
Lowest Frequency PP
Nucleus
Acquired Sige
Spectral Si LM}MJM
T T T T T T T T T T T T T T T T T T
9.0 8.5 8.0 7.5 7.0 6.5 5.5 5.0 4.5 4.0 3.5 3.0

6.0
f1 (ppm)
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Data File Name
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Value

/ Users/ dchOdrh/ Dropbox/ milena obc/ NMR spectra/ MT 429/ Feb20165717/ PHOSPHORUS_01.fid/ fid

Title PHOSPHORUS_01
Comment MT 429
Origin Varian
Owner ?\\P/\07
N~ “sauin
Site O
Spectrometer vnmrs ‘
Author service
Solvent cd3od
Temperature 25.0
Pulse Sequence s2pul
Experiment 1D
Number of Scans 256
Receiver Gain 50
Relaxation Delay 3.0000
Pulse Width 0.0000
Acquisition Time 0.7340
Acquisition Date 2009-02-20T17:35:49
Modification Date 2012-04-23T11:56:45
Spectrometer Frequency 283.26
Spectral Width 44642.9 23.65 23.60 2355 2350 2345 23.40
Lowest Frequency -15919.8 i (ppm)
Nucleus 31P
Acquired Size 32768
Spectral Size 65536
A | I N
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
40 38 36 34 32 30 28 26 22 20 18 16 14 12 10 8 6
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Parameter Value
Data File Name / Users/ dchOdrh/ Dropbox/ Milena OBC/ NMR spectra/ MT 430/ Feb24145236/ CARBON_01.fid/ fid
Title CARBON_O01 O\\P/O’
Comment MT 430 O N~ “sen
Origin Varian ‘
Owner
Site
Spectrometer vnmrs
Author service
Solvent cd3od
Temperature 25.0 I h LWJ
Pulse Sequence s2pul k’rJ W L\w
Experiment 1D ——
Number of Scans 1000 136 135 134 133 132 131 11(3popml)29 128 127 126 125 124 123
Receiver Gain 60
Relaxation Delay 2.0000
Pulse Width 0.0000
Acquisition Time 1.4680
Acquisition Date 2009-02-24T22:02:08
Modification Date 2012-04-23T11:56:55
Spectrometer Frequency 175.97
Spectral Width 44642.9
Lowest Frequency -2967.2
Nucleus 13C
Acquired Size 65536
Spectral Size MM\ ' 131072
\ rervedmeedh )

r -~ 1 -1 1 1 1+ 11 171 1 1 1 *+~ T+ 1 * 1 1~ T * T * T * T * T ™ 1
145 140 135 130 125 120 115 110 105 100 95 %?( ?5 80 75 70 65 60 55 50 45 40 35
ppm
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Parameter
Data File Name

Value
/ Users/ dchOdrh/ Dropbox/ Milena OBC/ NMR spectra/ MT 43

D/ Feb24145236/ PROTON_O01.fid/ fid

Title PROTON_01

Comment MT 430

Origin Varian

Owner o\\P/ -

Site O N~ sen

Spectrometer vnmrs ‘

Author service

Solvent cd3od B

Temperature 25.0 | 4.I36 | 4.|34 | 4.|32 | 4.|30 | 4.I28 | 4.I26 | 3.:30 | 3.I88 | 3.I86 | 3.|s4 | 3.I8

Pulse Sequence s2pul f1 (ppm)

Experiment 1D

Number of Scans 4

Receiver Gain 42

Relaxation Delay 1.0000

Pulse Width 0.0000

Acquisition Time 2.9098

Acquisition Date 2009-02-24T22:01:27

Modification Date 12-04-23T11:56:55

Spectrometer Frequency 9.74

Spectral Width 261.3JA\ ‘M\ M\

Lowest Frequency 32.2 N

Nucleus

Acquired Size 8 7!8 7!7 7{5 7{4 7!2

SpectralfSize ri (o) |(

J( A”A_J . J . J

T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
82 80 78 76 74 72 70 68 66 64 62 6.0 56 54 52 50 48 46 44 42 40 3.8 36 3.4

5.8 .
f1 (ppm)
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Value
/ Users/ dchOdrh/ Dropbox/ Milena OBC/ NMR spectra/ MT 430/ Feb20170221/ PHOSPHORUS_01.fid/ fid

Parameter
Data File Name

Title PHOSPHORUS_01
Comment MT 430
Origin Varian O\\P/
Owner O N~ “sen
Site ‘
Spectrometer vnmrs
Author service
Solvent cd3od
Temperature 25.0
Pulse Sequence s2pul
Experiment 1D
Number of Scans 256
Receiver Gain 50
Relaxation Delay 3.0000
Pulse Width 0.0000
Acquisition Time 0.7340
Acquisition Date 2009-02-20T22:46:00 — T T T T T T T T T
Modification Date 2012-04-23T11:56:48 22.40 22.38 22.36 22.34 22.glz(p2p2rh3)o 22.28 22.26 22.24 22.22
Spectrometer Freqliency 283.26
Spectral Width 44642.9
Lowest Frequency -15919.8
Nucleus 31P
Acquired Size 32768
Spectral Size 65536
W N -
T T T T T T T T T T T T T T T T T T
24 23 22 21 20 19 18 17 16 15 14 13 12 11 10 6

f1 (ppm)
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Parameter
Data File Name
Title
Comment
Origin
Owner
Site
Spectrometer
Author
Solvent
Temperature
Pulse Sequence
Experiment
Number of Scans
Receiver Gain
Relaxation Delay
Pulse Width
Acquisition Time

/ Users/ dchOdrh/ Dropbox/ Milena OBC/ NMR spectra/ MT 431/ Fe“)24145133/ CARBON_01.fid/ fid

CARBON_O01
MT 431
Varian

vhmrs
service
cd3od
25.0

-

Value

W

s2pul
1D
1000
60
2.0000
0.0000
1.4680

137 136 134

1 T T T T T T T T T T T
131 128 127 126 125 124
f1 (ppm)

123

Acquisition Datej 2009-02-24T1B:56:01
Modification Ddte 2012-04-23T1[1:56:54
Spectrometer Frequéency 175.97
Spectral Width 44642.9
Lowest Frequerdy -2967.2 WMI) k‘wu
Nucleus 13C ' Y
; ; / T T 7 A T T T
Acquired Site 65536 43.5 32.0 25.0 24.0 12.5
Spectral u 131072 f1 (ppm)
T T T T T T T T T T T T T T T T T
140 130 120 110 100 90 80 70 60 50 40 30 20

f1 (ppm)
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Parameter Value
Data File Name / Users/ dchOdrh/ Dropbox/ Milenal OBC/ NMR spectra/ MT 431/ Feb24145133/ PROTON_01.fid/ fid
Title PROTON_01
Comment MT 431 Q\P/O’
Origin Varian B N~ s
Owner =
|

Site
Spectrometer vnmrs
Author service
Solvent cd3od
Temperature 25.0
Pulse Sequence s2pul __//\j\'\/\/u\
Experiment 1D —
Number of Scans 4 — — A — —
Receiver Gain 30 4.50 2.65 le.e(sr())pm)ms 1.60 0.95
Relaxation Delay 1.0000
Pulse Width 0.0000
Acquisition Time 2.9098
Acquisition Date 2009-02-24T18:55:21
Modification Date 2012-04-23T11:56:54
Spectrometer Frequency 699.74
Spectral Width 11261.3
Lowest Frequenc -1432.2

1H n

32768

65536

J/ G PV N T |

8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.0 3.5 3.0 2.5 2.0 1.5

4.5
f1 (ppm)
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Parameter
Data File Name

Biomolecular Chemistry

/ Users/ dchOdrh/ Dropbox/ Milena OBC/ NMR spectra/ MT 431/ Feb20170124/ PHOSPHORUS_01.fid/ fid

Value

Title PHOSPHORUS_01
Comment MT 431
Origin Varian A0
Owner B NS
=
Site |
Spectrometer vnmrs
Author service
Solvent cd3od
Temperature 25.0
Pulse Sequence s2pul
Experiment 1D
Number of Scans 256
Receiver Gain 50
Relaxation Delay 3.0000
Pulse Width 0.0000
Acquisition Time 0.7340
Acquisition Date 2009-02-20T21:47:55
Modification Date 2012-04-23T11:56:48
Spectrometer Frequency 283.26
Spectral Width 44642.9
Lowest Frequency -15919.8
Nucleus 31P
Acquired Size 32768
Spectral Size 65536
g , , , , , , , , , , , , , , ,
24.4 24.3 24.2 24.1 24.0 23.9 23.8 23.7 23.6 23.5 23.4 23.3 23.2 23.1 23.0

f1 (ppm)
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Parameter Value
Data File Name / Users/ dchOdrh/ Dropbox/ Milena OBC/ NMR spectra/ MT 432/ Feb13180055/ CARBON_O01.fid/ fid
Title CARBON_01

Comment MT 432 Ho/t©

Origin Varian s o0 o
\\P/

Owner ©/\N/ ~sQuin

Site

Spectrometer vnmrs

Author service

Solvent cd3od

Temperature 25.0

Pulse Sequence s2pul l lk L M

Experiment 1D —————7———1—————
Number of Scans 1000 150 145 140 fll(%f,m) 130 125
Receiver Gain 60

Relaxation Delay 2.0000

Pulse Width D.0000

Acquisition Time 1.4680

Acquisjtion Date 2009-02-14T01:10:16

Modifi¢ation Date 2012-04-23T11:56:40

Spectrometer Frequéncy 75.97

Spectral Width 14642.9

Lowest Frequency

. S

Nucleuls
T
Acquirged Size 62 48 47 44 43
f1 (ppm)
Spectral Sige
T T T T T T T T T T T T T T T T T T T T T T T T T
150 140 130 120 110 100 80 70 60 50 40 30

90
f1 (ppm)
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Parameter Value
Data File Name / Users/ dchOdrh/ Dropbox/ Milena OBC/ NMR spectra/ MT 432/ Fgb13180055/ PROTON_01.fid/ fid
Title PROTON_01
Comment MT 432
Origin Varian HO/?@
Owner 7 O\\P/Of
Site N~ sQuin
Spectrometer vnmrs
Author service
Solvent cd3od
Temperature 25.0 Jﬂ\
Pulse Sequence s2pul L
Experiment 1D
Number of Scans 4 T 818 7.7 75 74 73 72 71 70 64
Receiver Gain 30 fi (ppm
Relaxation Delay 1.0000
Pulse Width 0.0000
Acquisition Time 2.9098
Acquisition Date 2009-02-14T701:09:29
Modification Date 2012-04-23T11:56:40
Spectrometer Frequency 699.74
Spectral Width 11261.3 M U
Lowest Frequency -1432.2 |
Nucleus 1H T T T T AT T T AT
Acquired Size 65 4.60  4.55 f14(.ggm) 3.95  3.90 335 3.30
Spectral|Size AJ w

T T T T T T T T T T T T T T T T T T T T T
8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5
f1 (ppm)
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Parameter
Data File Name

Biomolecular Chemistry

Value

/ Users/ dchOdrh/ Dropbox/ milena obc/ NMR spectra/ MT 432/ Feb20165735/ PHOSPHORUS_01.fid/ fid

Title PHOSPHORUS_01
Comment MT 432
Origin Varian
Owner
Site
Spectrometer vnmrs
Author service
Solvent cd3od
Temperature 25.0
Pulse Sequence s2pul
Experiment 1D
Number of Scans 256
Receiver Gain 50 — T . . . .
Relaxation Deldy 3.0000 24.00  23.95  23.90 231.’§5(ppm)23.80 23.75  23.70
Pulse Width 0.0000
Acquisition Tinge 0.7340
Acquisition Datp 2009-02-20T17:54:48
Modification Dgte 2012-04-23T11:56:45
Spectrometer Ffequency 283.26
Spectral Width 44642.9
Lowest Frequewcy -15919.8
Nucleus 31P
Acquired Size 32768
Spectral Size 65536
JL\. ol PN o~ AA
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
26 25 24 23 22 21 20 19 18 17 16 15 13 12 11 10 9 8 7 6

14
f1 (ppm)
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Parameter
Data File Name
Title
Comment
Origin
Owner
Site
Spectrometer
Author
Solvent
Temperature
Pulse Sequence
Experiment
Number of Scans
Receiver Gain
Relaxation Delay
Pulse Width
Acquisition Time
Acquisition Date
Modification Date

Spectrometer Frequen Jv
Spectral Width
Lowest Frequency

Nucleus
Acquirgd Size

Value

/ Users/ dchOdrh/ Dropbox/ Milena OBC/ NMR spectra/ MT 433/ Feb24145157/ CARBON_01.fid/ fid

CARBON_O01
MT 433
Varian

vhmrs

service

cd3od

25.0

s2pul

1D

1000

60

2.0000

0.0000

1.4680
2009-02-24T19:58:00
2012-04-23T11:56:55
175.97

44642.9

-2967.2

13C

65536

131072

HO~ Ij
S 0 0~
\\P/
H/ ~SBn

1 W Wd

T T T T T T T T T T T 1 T T T T
142 140 138 136 134 132 130 128 126

f1 (ppm)
T T T T T T T T T T
62 61 44 35 34
f1 (ppm)

145 140 135 130 125

T T T T 1
120 115 110 105

L e e e e e L
100 95 90 85 80 75 70 65 60 55
f1 (ppm)

50

45

40

35

30



Parameter
Data File Name
Title
Comment
Origin
Owner
Site
Spectrometer
Author
Solvent
Temperature
Pulse Sequence
Experiment
Number of Scans
Receiver Gain
Relaxation Delay
Pulse Width
Acquisition Time
Acquisition Date
Modification Date
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Value

/ Users/ dchOdrh/ Dropbox/ Milena OBC/ NMR spectra/ MT 433/ Feb24145157/ PROTON_01.fid/ fid

PROTON_0O1
MT 433
Varian

vhmrs

service

cd3od

25.0

s2pul

1D

4

30

1.0000

0.0000

2.9098
2009-02-24T19:57:19
2012-04-23T11:56:54

HO@@
s

o O

Ny
P
S

)

)

I

Spectrometer Frequency 699.74 475 470 4.65 4.05 f?.&%m)a.gs 3.90 3.85 3.80

Spectral Width 11261.3

Lowest Frequenay -1432.2

Nucleus 1H

Acquired,Size 32768

Spectral 65536
T T T T T T T T T T T T T T
7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5

f1 (ppm)
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Parameter Value
Data File Name / Users/ dchOdrh/ Dropbox/ Milena OBC/ NMR spectra/ MT 433/ Feb20170142/ PHOSPHORUS_01.fid/ fid
Title PHOSPHORUS_01
Comment MT 433

Origin Varian Hoﬁ
Owner S o o

. \\p/
Site @AH/ ~SBn
Spectrometer vnmrs

Author service
Solvent cd3od
Temperature 25.0
Pulse Sequence s2pul
Experiment 1D
Number of Scans 256
Receiver Gain 50
Relaxation Delay 3.0000
Pulse Width 0.0000
Acquisition Time 0.7340
Acquisition Date 2009-02-20T2[4:07:14
Modification Date 2012-04-23T1jl:56:48
Spectrometer Frequency 283.26
Spectral Width 44642.9 ————————
Lowest Frequency -15919.8 22.74 22.72 22.70 22.68 22.66 %fﬁ)mz)z.ez 22.60 22.58 22.56 22.54
Nucleus 31P
Acquired Size 32768
Spectral Size 65536
M N }\

T T T 1 T L T T L T T L T T L T T L T 1 T T 1 T T 1 T T 1
25.5 25.0 24.5 24.0 23.5 23.0 22.5 22.0 21.5 2f11.0( S20.5 20.0 19.5 19.0 18.5 18.0 17.5 17.0 16.5 16.0
ppm
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Parameter
Data File Name

Value
/ Users/ dchOdrh/ Dropbox/ Milena OBC/ NMR spectra/ MT 43

Febll6170533/ CARBON_01.fid/ fid

Title CARBON_O01

Comment MT 434

Origin Varian Ho/j©

Owner

. S 0 0"

Site | X H/P\snpr

Spectrometer vnmrs =

Author service

Solvent cd3od LWWMWWW

Temperature 25.0 —

Pulse Sequence s2pul 142 140 138 136 (ppl%z)l 132 130 128

Experiment 1D

Number of Scans 1000

Receiver Gain 60

Relaxation Delay 2.0000

Pulse Width 0.0000

Acquisition Time 1.4680

Acquisition Date 2009-02-17T03:20:56

Modification Date 2012-04-23T1156:44

Spectrometer Frequency 175.97 WW

Spectral Width 44642.9 . - N

Lowest Frequengy -2967.2 61.5 44.0 435 %f.((:)pm) 23.5  13.0 12.5

Nucleus 13C

Acquired Size 65536

Spectyal Size 131072
T T T T T T T T T T T T T T T T T T
140 130 120 110 100 90 80 70 60 50 40 30 20

f1 (ppm)




Parameter
Data File Name
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Value

/ Users/ dchOdrh/ Dropbox/ Milena OBC/ NMR spectra/ MT 434/ Feb16170533/ PROTON_01.fid/ fid

Title PROTON_01
Comment MT 434 HOA/@
Origin Varian 7 o\\P/o*
Owner | ; N~ sr
Site
Spectrometer vnmrs
Author service
Solvent cd3od —JJ L JJ
Temperature 25.0
Pulse Sequence s2pul — — — 7 —— —
Experiment 1D 43 42 41 3.3 2.7 fl(ﬁfm) 2.5 1.7 1.6 1.5 1.0 0.9
Number of Scans 4
Receiver Gain 30
Relaxation Delay 1.0000
Pulse Width 0.0000
Acquisition Time 2.9098
Acquisition Date 2009-02-17T03:20:15
Modification Date 2012-04-23T11:56:44
Spectrometer Frequency 699.74
Spectral Width 11261.3
Lowest Frequency -1432.2
Nucleus 1H
Acquifefl Siz 32768
SpectfalSiz 65536 JU
\M_.__.JL,_M A |-
T T T T T T T T T T T T T T T T T T T T T T T T
7.5 7.0 6.5 6.0 5.5 5.0 4.5 3.5 3.0 2.5 2.0 1.5 1.0

4.0
f1 (ppm)
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Parameter
Data File Name

Biomolecular Chemistry

Value

/ Users/ dchOdrh/ Dropbox/ milena obc/ NMR spectra/ MT 434/ Feb20170334/ PHOSPHORUS_01.fid/ fid

Title PHOSPHORUS_01
Comment MT 434
Origin Varian HOA/@
Owner S 0 0"
Site
Spectrometer vnmrs
Author service
Solvent cd3od
Temperature 25.0
Pulse Sequence s2pul
Experiment 1D
Number of Scans 256
Receiver Gain 50 2420 2415 2410 2405 2400 23.95 23.90 23.85 23.80
Relaxation Delay 3.0000 f (bpm)
Pulse Width 0.0000
Acquisition Time 0.7340
Acquisition Date 2009-02-21T00:04:32
Modification Date 2012-04-23T11:56:50
Spectrometer Frequency 283.26
Spectral Width 44642.9
Lowest Frequency -15919.8
Nucleus 31P
Acquired Size 32768
Spectral Size 65536 J
A K A A A A
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
48 46 44 42 40 38 36 34 32 30 28 26 24 22 20 18 16 14 12 10 8 6 4 2

f1 (ppm)
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Parameter Value
Data File Name / Users/ dchOdrh/ Dropbox/ milena obc/ NMR spectra/ MT 435/ Feb13]||80013/ CARBON_O01.fid/ fid
Title CARBON_O1 o o
Comment MT 4351 ¥
H SQuin
Origin Varian O
Owner “
Site | P
Spectrometer vnmrs
Author service
Solvent cd3od o A ot
Temperature 25.0
S Id o I A B I B LI BN R RS

Pulse Sequence s2pul 138 136 134 132 130 128 126 124

. f1 (ppm)
Experiment 1D
Number of Scans 1000
Receiver Gain 60
Relaxation Delay 2.0000
Pulse Width 0.0000
Acquisition Time 1.4680
Acquisition Date 2009-02-13T23:06:33
Modification Date 2012-04-23T11:56:39
Spectrometer Frequency 175.97
Spectral Width

14642.9
Lowest Frequency -2967.2 : WW

Nucleuls

\ / T T T T T T T T T
hk 65.5 65.0 44.5 44.0 43.5 43.0 30.0 29.5 14.0
f1 (ppm)

Acquirgd Size
Spectral Size

150 140 130 120 110 100 90 80 70 60 50 40 30 20
f1 (ppm)
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Parameter
Data File Name

Biomolecular Chemistry

Value

/ Users/ dchOdrh/ Dropbox/ milena obc/ NMR spectra/ MT 435/ Feb13180013/ PROTON_01.fid/ fid

Title PROTON_O1
Comment MT 4351 ~
Origin Varian HCS\P/\SQuin
Owner O
Site “
Spectrometer vnmrs | P
Author service
Solvent cd3od UH J L
Temperature 25.0
Pulse Sequence s2pul A S S
Experiment 1D f1 (ppm)
Number of Scans 4
Receiver Gain 30
Relaxation Delay 1.0000
Pulse Width 0.0000
Acquisition Time 2.9098
Acquisition Date 2009-02-13T23:05:53 J
Modification Date 2012-04-23T11:56:39
Spectrometer Frequency 699.74 I —r—T7 — AT
Spectral Width 11261.3 8.7 s20 8L 80 Gom T v T
Lowest Frequency -1432.2
Nucleus 1H
Acquired Size 32768
Spectral|Size 65536 L
) i e
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0

4.5
f1 (ppm)



Parameter
Data File Name
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/ Users/ dchOdrh/ Dropbox/ milena obc/ NMR spectra/ MT 435/ Feb20165757/ PHOSPHORUS_01.fid/ fid

Value

Title PHOSPHORUS_01
Comment MT 4351 0,
Origin Varian O H/P\SQuin
Owner “
Site
Spectrometer vnmrs =
Author service
Solvent cd3od
Temperature 25.0
Pulse Sequence s2pul
Experiment 1D
Number of Scans 256
Receiver Gain 50
Relaxation Delay 3.0000
Pulse Width 0.0000
Acquisition Time 0.7340
Acquisition Date 2009-02-20T18:14:19
Modification Date 2012-04-23T11:56:46
Spectrometer Frequency 283.26
Spectral Width 44642.9
Lowest Frequency -15919.8 23.45 23.40 23.35 23.30 23.25
Nucleus 31P 1 (ppm)
Acquired Size 32768
Spectral Size 65536
A el A
" T 71T 71T 7 L T T L T T T L T T T T T T T T T T
35 34 33 32 31 30 29 28 27 26 25 24 23 22 21 20 19 18 17 16 15 14 13 12 11 10

f1 (ppm)
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Parameter
Data File Name

Value

/ Users/ dchOdrh/ Dropbox/ milena obc/ NMR spectra/ MT 436/ Feb16170502/ CARBfPN_01.fid/ fid

Title CARBON_01
Comment MT 4362 B
Origin Varian ?\\P/\O
Owner O NS
Site ‘O
Spectrometer vhmrs ‘
Author service
Solvent cd3od
Temperature 25.0 W — “./\MWMLA ol
Pulse Sequence s2pul : -—
Experiment 1D 140 138 136 134 ﬁz(ppm)mo 128 126 124
Number of Scans 1000
Receiver Gain 60
Relaxation Delay 2.0000
Pulse Width 0.0000
Acquisition Time 1.4680
Acquisition Date 2009-02-17T02:18:33
Modification Date 2012-04-23T11:56:44
Spectrometer Frequgnay 175.97
Spectral Width 44642.9
Lowest Frequency -2967.2
Nucleus 13C
Acquired Size 65536 43.8 | 43I.6 | 4:;.4 | 43|.2 | o <;3§n5:')0 | 34|.8 | 34I.6 | 34|.4 | 34.2 |
Spectral Size uwﬂ 131072
!
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
140 135 130 125 120 115 110 105 100 95 90 85 80 75 70 65 60 55 50 45 40 35

f1 (ppm)
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Parameter Value
Data File Name / Users/ dchOdrh/ Dropbox/ milena obc/ NMR sjpectra/ MT 436/ Feb16170502/ PROTON_01.fid/ fid
Title PROTON_01
Comment MT 4362 B
Origin Varian ?\\P/\O
N SBn
Owner O
Site ‘O
Spectrometer vhmrs ‘
Author service
Solvent cd3od
Temperature 25.0 —
Pulse Sequence s2pul : : : : — — : :
Experiment 1D 84 83 82 81 80 (pp;.)g 3 72 71 7.0
Number of Scans 4
Receiver Gain 30
Relaxation Delay 1.0000
Pulse Width 0.0000
Acquisition Time 2.9098
Acquisition Date 2009-02-17T02117:53
Modification Date 2012-04-23T11|56:43
Spectrometer|Frequency 699.74
Spectral Widt 11261.3 J L JJ
1432.2 } L
H , : : : :
768 4.8 4.6 ?19(ppm) 3.3 3.2
536
. JLWAJ{ L L
T T T T T T T T T T T T T T T T
8.5 8.0 7.5 7.0 6.5 6.0 4.5 4.0 3.5 3.0 2.5

5.5 5.0
f1 (ppm)
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Parameter
Data File Name
Title
Comment
Origin
Owner
Site
Spectrometer
Author

Solvent
Temperature
Pulse Sequence
Experiment
Number of Scans
Receiver Gain
Relaxation Delay
Pulse Width
Acquisition Time
Acquisition Date
Modification Date

Biomolecular Chemistry

Value

/ Users/ dchOdrh/ Dropbox/ milena obc/ NMR spectra/ MT 436/ 05103953/ 11/ fid

5103953

drwh:milena trmcic:MT436 check
Bruker BioSpin GmbH
Administrator

av400

MeOD

292.9

zg30

1D

128

16384

2.0000

8.0000

0.6734
2009-06-05T11:08:00
2012-04-20T15:19:24

B
O N~ “sBn

Spectrometer Frequency 161.95
Spectral Width 48661.8
_ T T T T T T T T T T T T T T
Lowest Frequency 16233.7 229 22.8 227 226 225 224 223 222 221 220
Nucleus 31P f1 (ppm)
Acquired Size 32768
Spectral Size 65536 H
T T T T T T T T T T T T T T T T T T T T T T T T T T
52 50 48 46 44 42 40 38 34 32 30 28 26 24 22 20

36
f1 (ppm)
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Parameter Value
Data File Name / Users/ dchOdrh/ Dropbox/ milena obc/ NMR spectra/ MT 437} Feb24145410/ CARBON_01.fid/ fid
Title CARBON_01
Comment MT 437
Origin Varian o\\/o*

_P.
Owner O N ~gnpr
(0
Spectrometer vnmrs ‘

Author service

Solvent cd3od W‘WWVWMWWNWW
Temperature 25.0 -
Pulse Sequence s2pul 136 134 132 130 fl(lpzp% 126 124 122 120
Experiment 1D

Number of Scans 1000

Receiver Gain 60

Relaxation Del 2.0000

Pulse Width 0.0000

Acquisition Tjjmle 1.4680

Acquisition O 2009-02-25T(3:13:05

Modification ] 2012-04-23T11:56:57

Spectrometef|kequency

Spectral Wid

Lowest Frequenicy —— — ——
Nucleus 13C  44.0 43.8 32.4 32.2f1(ppm)24.o 23.8 12.6 12.4
Acquired|Si 65536

Spectral Hi 131072

T T T T T T T T T T T T T T T T T T T T T T T
130 120 110 100 90 70 60 50 40 30 20
f1 (ppm)



Parameter
Data File Name
Title
Comment
Origin
Owner
Site
Spectrometer
Author
Solvent
Temperature
Pulse Sequence
Experiment
Number of Scans
Receiver Gain
Relaxation Delay
Pulse Width
Acquisition Time
Acquisition Date
Modification Date
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/ Users/ dchOdrh/ Dropbox/ milena obc/ NMR spectra/ MT 437/ Feb24145410/ PROTON_01.fid/ fid

PROTON_O1
MT 437
Varian

vnmrs

service

cd3od

25.0

s2pul

1D

4

30

1.0000

0.0000

2.9098
2009-02-25T03:12:24
2012-04-23T11:56:56

Value

O\\ /O
e P\

N S"Pr

ﬁmmﬁ

3.30 2.70 2.65 1.65 1.60  0.95
Spectrometer Frequency 699.74 f1 (ppm)
Spectral Width 11261.3
Lowest Frequency -1432.2
Nucleus 1H
Acquired SiZe 32768
Spectyal Siz 65536 JL
J L |
T T T T T T T T T T T T T T T T T T T T T T T T T T
8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 5 4.0 3.5 3.0 2.5 2.0 1.5 1.0

4,
f1 (ppm)
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Parameter Value

Data File Name / Users/ dchOdrh/ Dropbox/ milena obc/ NMR spectra/ MT 437/ Feb20170625/ PHOSPHORUS_01.fid/ fid
Title PHOSPHORUS_01
Comment MT 437
Origin Varian
Owner

. Q 0
Site O H/P\Snpr
Spectrometer vnmrs

Author service ‘O
Solvent cd3od ‘

Temperature 25.0

Pulse Sequence s2pul

Experiment 1D

Number of Scans 256

Receiver Gain 50

Relaxation Delay 3.0000

Pulse Width 0.0000

Acquisition Time 0.7340

Acquisition Date 2009-02-21T03:00:20
Modification Date 2012-04-23T11:56:51
Spectrometer Frequency 283.26

Spectral Width 44642.9

Lowest Frequency -15919.8

Nucleus 31P

Acquired Size 32768

Spectral Size 65536

T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
24,10 24.05 24.00 23.95 2390 23.85 23.80 23.75 23.70 23.f615( 2)3.60 23.55 23.50 23.45 23.40 23.35 23.30 23.25 23.20
ppm
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Parameter
Data File Name
Title
Comment
Origin
Owner
Site
Spectrometer
Author
Solvent
Temperature
Pulse Sequence
Experiment
Number of Scans
Receiver Gain
Relaxation Delay
Pulse Width
Acquisition Time
Acquisition Date
Modification Date

/ Users/ dchOdrh/ Dropbox/ milena obc/ NMR spectra/ MT 438/ Feb13175928/

CARBON_O01
MT 4383
Varian

vnmrs
service
cd3od
25.0
s2pul
1D
1000
60
2.0000
0.0000
1.4680

2009-02-13T21:03:22
2012-04-23T11:56:38

i ol

()

\\P/
No ~sQuin
e

Value

o]

I

—
145

135

130
f1 (ppm)

125

120

CARBON_01.fid/ fid

Spectrometer Frequency 175.97
Spectral Width 44642.9
Lowest Frequency -2967.2 vl WMMWM“VW“WWM MMM
Nucleu e T T T T T T T T T T T4 T T
44 39 38 37 30 29 25 24
Acquir¢d Size 6 f1 (ppm)
Spectrdl Size 7‘2
| W - A A A
T T T T T T T T T T T T T T T T T T T T
150 140 130 120 110 100 9 80 70 60 50 40 30

0
f1 (ppm)
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Parameter

Data File Name

Value

/ Users/ dchOdrh/ Dropbox/ milena obc/ NMR spectra/ MT 438/ Feb13175928/ PROTON_01.fid/ fid

Title PROTON_01
Comment MT 4383
Origin Varian O o\\/o*
Owner O No P sauin
Site
Spectrometer vnmrs O
Author service
Solvent cd3od U
Temperature 25.0 “__”J _J
Pulse Sequence s2pul — —— : ——
Experiment 1D 465 4.60 4.55 4.50 4%415(’)’);11.)40 435 335 3.30 3.25
Number of Scans 4
Receiver Gain 30
Relaxation Delay 1.0000
Pulse Width 0.0000
Acquisition Time 2.9098
Acquisition Date 2009-02-13T21:02:41
Modification Datp 2012-04-23T11:56:38
Spectrometer Freqiency 699.74
Spectral Width 11261.3
Lowest Frequegngqy -1432.2
Nucleu H
Acquirdd Size 2768
Spectrd| Size 5536
. Jbbu R X ) o
T T T T T T T T T T T T T T T T T T T T T
8.5 8.0 7.5 7.0 6.5 6.0 5.5 5 4.0 3.5 3.0 2.5 2.0 1.5 1.0

5.0 4,
f1 (ppm)
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Parameter Value

Data File Name / Users/ dchOdrh/ Dropbox/ milena obc/ NMR spectra/ MT 438/ Feb20165856/ PHOSPHORUS_01.fid/ fid
Title PHOSPHORUS_01
Comment MT 4383
Origin Varian ‘ o\\/o’
Owner O M;P\Souin
Site
Spectrometer vnmrs ‘
Author service
Solvent cd3od
Temperature 25.0
Pulse Sequence s2pul
Experiment 1D
Number of Scans 256
Receiver Gain 50 233 232 231 230 220 228 227 226
Relaxation Delay 3.0000 1 (ppm)
Pulse Width 0.0000
Acquisition Time 0.7340
Acquisition Date 2009-02-20T19:12:38
Modification Date 2012-04-23T11:56:47
Spectrometer Frequency 283.26
Spectral Width 44642.9
Lowest Frequency -15919.8
Nucleus 31P
Acquired Size 32768
Spectral Size 65536

e JU , A —

r- 1+ .r 1 +~r~r 1 ~r ~r 1 ~r ~r 1 +~r-~r 1 1t~ 1 "1 T T T "~ T T "1 T T "1 " T *1
35 34 33 32 31 30 29 28 27 26 25 24 23 22 21f1( 20 ) 19 18 17 16 15 14 13 12 11 10 9 8 7 6
ppm
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Parameter Value
Data File Name / Users/ dchOdrh/ Dropbox/ milena obc/ NMR spectra/ MT 439/ Feb16170236/ CARBON_01.fid/ fid
Title CARBON_O1
Comment MT 439 O 0 0
Origin Varian /\P\SBn

(O™
Owner
Site ‘

Spectrometer vnmrs

Author service

Solvent cd3od

Temperature 25.0

Pulse Sequence s2pul

Experiment 1D MKJL_ Wm
—— ——7

Number of Scans 1000 -—
Receiver Gain 60 141 132 131 130 129 (ppln%s 127 126 125 124
Relaxation Delay 2.0000

Pulse Width 0.0000

Acquisition Time 1.4680

Acquisition Date 2009-02-16T22:08:57

Modification Datg 2012-04-23T11:56:43

Spectrometer Frequéncy 175.97

Spectral Width 44642.9

Lowest Frequency -2967.2

Nucleys 13C . M

Acquifed Size 65536 , | | , | , , |
Spectral Size 131072 44.5 44.0 i1 (ppm3’)4-0 32.0

r— -~ 1 1.1 1.1 11 1T 1T 1+ 1.+ 1~ 1 *+ T * T 1 * T * T " T * 1
140 135 130 125 120 115 110 105 100 95 90f1( 85) 80 75 70 65 60 55 50 45 40 35
ppm
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Parameter

Data File Name

Value
/ Users/ dchOdrh/ Dropbox/ milena obc/ NMR spectra/ MT 439/ Feb16170236/ PROTON_01.fid/ fid

Title PROTON_01

Comment MT 439

Origin Varian

Owner

Site

Spectrometer vnmrs J

Author service

Solver cd3od N S R A A R

Temperature 25.0 O Q\P,O f1 (ppm)

Pulse Sequence s2pul O Ne “sBn

Experiment 1D ‘

Number of Scans 4

Receiver Gain 30

Relaxation Delay 1.0000

Pulse Width 0.0000 M

Acquisition Time 2.9098 m

Acquisition Date P009-02-16T22:08:16 T T — T T T

Modififation Date )012-04-23T11:56:43 I 0 aleem™ Tt [P

Spectrgmejter Frequency b99.74

Spectrdl Wjdth 11261.3

Lowes{ Frdquency +1432.2

Nucleys |

Acquingd Yize 768

Spectril Size 536
T T T T T T T T T T T T T T T T T
8.5 8.0 7.5 7.0 6.5 6.0 5. 45 4.0 3.5 3.0 2.5 2.0

5 5.0
f1 (ppm)



Parameter
Data File Name
Title
Comment
Origin
Owner
Site
Spectrometer
Author
Solvent
Temperature
Pulse Sequence
Experiment
Number of Scans
Receiver Gain
Relaxation Delay
Pulse Width
Acquisition Time
Acquisition Date
Modification Date
Spectrometer Frequency
Spectral Width
Lowest Frequency
Nucleus
Acquired Size
Spectral Size

AN At NN Nt o [ ot Ao A NP\ AN AN A Ao
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Value

/ Users/ dchOdrh/ Dropbox/ milena obc/ NMR spectra/ MT 439/ Feb20170411/ PHOSPHORUS_01.fid/ fid

PHOSPHORUS_01
MT 439

Varian

vnmrs
service

cd3od

25.0

s2pul

1D

256

50

3.0000

0.0000

0.7340
2009-02-21T00:43:50
2012-04-23T11:56:50
283.26

44642.9

-15919.8

31P

32768

65536

o O

Y4

PN

SBn

T
25.7 25.6 25.5 25.4 25.3 25.2 25.1 25.0 24.9 24.8 24.7 24.6 24.5 24.4 24.3 24.2f12(4.1 2)4.0 23.9 23.8 23.7 23.6 23.5 23.4 23.3 23.2 23.1 23.0 22.9 22.8 22.7 22.6 22.5
ppm
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Parameter

Data File Name

/ Users/ dchOdrh/ Dropbox/ milena obc/ NMR spectra/ MT 440/ F

Value

pb24145426/ CARBON_O01.fid/ fid

Title CARBON_O01

Comment MT 440

Origin Varian ‘ o\\/o’

Owner O M;P\Snpr

Site

Spectrometer vnmrs O

Author service “

Solvent cd3od

Temperature 25.0 bt St

Pulse Sequence s2pul v 4 T - | - | - T

Experiment D 13130 129 o %gsm) 127 125

Number of Ycans 1000

Receiver Gain 60

Relaxation Delay 2.0000

Pulse Width 0.0000

Acquisition [lim 1.4680

Acquisition Pat 2009-02-25T04:15:05

Modificatior] Ddfle 2012-04-23T11:56:57

Spectrorr]eter Frequency 175.97

Spectral Width 44642.9 MWJKMM

Lowest Frequengy -2967.2

Nucleus 13C 7/ 71 1 T A —T

Acquired|side 65536 44.5 4433.0 325 (ppiz).o 25.0 12.5

Spectral $ize 131072

il A

T T T T T T T T T T T T T T T T
130 120 110 100 90 60 50 40 30 20

70
f1 (ppm)



Parameter

Data File Name
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Value

/ Users/ dchOdrh/ Dropbox/ milena obd/ NMR spectra/ MT 440/ Feb24145426/ PROTON_01.fid/ fid

Title PROTON_01
Comment MT 440
Origin Varian
Owner o o
Site O M/\\P/\Snpr J\ML J J}M(LA
Spectrometer vnmrs O i ,,__J L L___
Author service ‘ T
Solvent cd3od 2.8 2.4 f1 (ppm) . 1.0
Temperature 25.0
Pulse Sequence s2pul
Experiment 1D
Number of Scans 4
Receiver Gain 30 T T T T |
Relaxation Delay 1.0000 87 84 opm o0 = 4
Pulse Width 0.0000
Acquisition Time 2.9098
Acquisition Date 2009-02-25T04:14:24
Modification Date 2012-04-23T11:56:57
Spectrometer Frequency 699.74
Spectral Width 11261.3
Lowes{ Frequency -1432.2
1H
32768
65536
L JLﬁJk A y uM,JL WS AV VN
T T T T T T T T T T T T T T T
8.5 8.0 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 1.5 1.0
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Parameter

Data File Name

Biomolecular Chemistry

Value
/ Users/ dchOdrh/ Dropbox/ milena obc/ NMR spectra/ MT 440/ Feb20170646/ PHOSPHORUS_01.fid/ fid

Title PHOSPHORUS_01
Comment MT 440
Origin Varian
Owner ‘ o o
\V
Site O o ser
Spectrometer vnmrs
Author service O
Solvent cd3od
Temperature 25.0
Pulse Sequence s2pul
Experiment 1D
Number of Scans 256
Receiver Gain 50 24!90 ' 24?85 | 24!80 | 2?;7(?)pr;1) 24!70 | 24!65 | 24{60
Relaxation Delay 3.0000
Pulse Width 0.0000
Acquisition Time 0.7340
Acquisition Date P009-02-21T03:19:42
Modification Date P012-04-23T11:56:52
Spectrometer Frequency 83.26
Spectral Width 14642.9
Lowest Frequency -15919.8
Nucleus 31P
Acquired Size 32768
Spectral Size 55536
" b J[ ol A - - " — 7
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
30 29 28 27 26 25 24 23 22 21 20 19 18 17 16 15 14 13 12 11 10 9 8 7 6 5 4

f1 (ppm)
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Parameter
Data File Name
Title
Comment
Origin
Owner
Site
Spectrometer
Author
Solvent
Temperature
Pulse Sequence
Experiment
Number of Scans
Receiver Gain
Relaxation Delay
Pulse Width
Acquisition Time
Acquisition Date

ModiﬁIation Date

Spectr
Spectrd
Lowest
Nucleu
Acquir

meter Frequ
|| Width
Frequency

5
2d Size

Spm‘

"‘-

bncy

Value

/ Users/ dchOdrh/ Dropbox/ milena obc/ NMR spectra/ MT 441/ Feb25171808/ fIARBON_01.fid/ fid

CARBON_01
MT 441 Ph

Q0
Varian N

" sQuin

vnmrs
service
cd3od
25.0
s2pul
1D
1000

vl

60 150 145 140 135
2.0000 e
0.0000

1.4680

2009-02-25T17:23:13

2012-04-23T11:56:58

75.97

4642.9

29672
3C

3,
(V)]
w
N

T
130

150 140

130

T T T T T T T T T
120 110 100 90
f1 (ppm)

60

50

40

30
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Parameter Value
Data File Name / Users/ dchOdrh/ Dropbox/ milena obc/ NMIﬂ spectra/ MT 441/ Feb25171808/ PROTON_01.fid/ fid
Title PROTON_01
Comment MT 441
Origin Varian Ph -
Owner HCS\P/\SQuin
Site
Spectrometer vnmrs
Author service
Solvent cd3od u
Temperature 25.0 WWM MMMJ
Pulse Sequence s2pul
Experiment 1D ' 4!6 VY ) 3!2 ' 3!0 ' 2?8
Number of Scans 4 it epm
Receiver Gain
Relaxation Delay
Pulse Width
Acquisition Time
Acquisition Date T17:22:32
Modification Date 3T11:56:58
Spectrgmeter Frequency
)
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 4.5 4.0 3.5 3.0 2.5 2.0 1.5

5.0
f1 (ppm)
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Parameter

Data File Name

Title PHOSPHORUS_01
Comment MT 441
Origin Varian
Owner

Site

Spectrometer vnmrs
Author service
Solvent cd3od
Temperature 25.0
Pulse Sequence s2pul
Experiment 1D
Number of Scans 256
Receiver Gain 50
Relaxation Delay 3.0000
Pulse Width 0.0000
Acquisition Time 0.7340

2009-02-21T03:39:35
2012-04-23T11:56:52

Acquisition Date
Modification Date

Spectrometer Frequency 283.26
Spectral Width 44642.9
Lowest Frequency -15919.8
Nucleus 31P
Acquired Size 32768
Spectral Size 65536

DSOS W W V.

Value

/ Users/ dchOdrh/ Dropbox/ milena obc/ NMR spectra/ MT 441/ Feb20170703/ PHOSPHORUS_01.fid/ fid

Ph

21.66 21.64 21.62 21.60 21.58 21.56 21.54 21.52 21.50 21.48 21.46
f1 (ppm)

T T T 1
26.5 26.0 25.5

T
25.0

T
24.5

r—-~r 1.~ 1.1~ 1 1 1+~ 1 1+~ 1.+ 1~ 1 1 " 1 T T = T ° 1
240 23.5 23.0 225 220 215 21.?1( 20.‘55 200 19.5 19.0 185 180 175 17.0 16,5 16.0 155 15.0
ppm
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Parameter Value
Data File Name / Users/ dchOdrh/ Dropbox/ milena obc/ NMR spectra/ MT 442/ Feb16170135/ CARBAi_01.fid/ fid
Title CARBON_O01
Comment MT 442 S o
Origin Varian N/\\P/\SBH
Owner
Site
Spectrometer vnmrs
Author service
Solvent cd3od
Temperature 25.0
Pulse Sequence s2pul
Experiment 1D
Number of Scans 1000 1"‘5 ' 14'10 ' 1;5 ' 1;,0 ' 1;_5
Receiver Gain 60 f1 (ppm)
Relaxation Delay 2.0000
Pulse Width 0.0000
Acquisition Time 1.4680
Acquisition Date 2009-02-16T20:04:08
Modification|Date 2012-04-23T11:56:42
Spectrometef Frequency 175.97
Spectral Width 44642.9
Lowest Freqiiency -2967.2 ‘W
13C — T T T 7T T
65536 57.5 46.0_ (pp:q&);.s 45.85.0 34.5
131072
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
145 140 135 130 125 120 115 110 105 100 95 90 85 80 75 70 65 60 55 50 45 40 35

f1 (oom)
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Parameter Value
Data File Name / Users/ dchOdrh/ Dropbox/ milena obc/ NMR/|spectra/ MT 442/ Feb16170135/ PROTON_01.fid/ fid
Title PROTON_01
Comment MT 442 Ph o o
Origin Varian N/\\P/\SBn
Owner
Site
Spectrometef vnmrs
Author service
Solvent cd3od
Temperature 25.0 L J L J NJ L
Pulse Sequenfte s2pul MN'W“J -
Experiment 1D ' ' ' .
Number of Sfans 4 4!5 4!4 3!6 o )m3)!5 3!2 2!9
Receiver Gaip 42
Relaxation [el& 1.0000
Pulse Width 0.0000
Acquisition [Jiirmg 2.9098
Acquisition 2009-02-16T20:03:27
Modificatio 2012-04-23T11:56:42
Spectromet lLency 699.74
Spectral Wi 11261.3
Lowest Freq|i¢ -1432.2
Nucleus 1H
Acquired Size 32768
Spectral Si L 65536 Lﬂ

7.4 7.2 7.0 6.8 6.6 6.4 6.2 6.0 5.8 5.6 5.4



Parameter
Data File Name
Title
Comment
Origin
Owner
Site
Spectrometer
Author
Solvent
Temperature
Pulse Sequence
Experiment
Number of Scans
Receiver Gain
Relaxation Delay
Pulse Width
Acquisition Time
Acquisition Date
Modification Date
Spectrometer Frequency
Spectral Width
Lowest Frequency
Nucleus
Acquired Size

Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is © The Royal Society of Chemistry 2013

Value
/ Users/ dchOdrh/ Dropbox/ milena obc/ NMR spectra/ MT 442/ Feb20170428/ PHOSPHORUS_01.fid/ fid
PHOSPHORUS_01
MT 442

Varian Ph _
0 O
Y4

N/ ~SBn

vnmrs
service

cd3od

25.0

s2pul

1D

256

50

3.0000 | 20{90 | zo!ss | 20?86 | 20!84;12(3;)8”%)' 2ofso | 20!78 | 20?76 | 20{74 |
0.0000

0.7340

2009-02-21T01:03:14

2012-04-23T11:56:50

283.26

44642.9

-15919.8

31P

32768

Spectral Size 65536
v MWJ "W ,A - - - A " A

24 23 22

21 20 19 18 17 16 15 14 13 12 11 10 9 8 7 6 5
f1 (ppm)
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Parameter

Data File Name

/ Users/ dchOdrh/ Dropbox/ milena obc/ NMR spectra/ MT 443/ Feb

Value

5172631/ CARBON_01.fid/ fid

Title CARBON_O01

Comment MT 443

Origin Varian

Owner

Site

Spectrometer vnmrs

Author service Uw

Solvent cd3od MJM J

Temperature 25.0 | ' | | | |

Pulse Sequence s2pul 129.5 127.5 12¥.10(ppm) 126.5 126.0

Experiment 1D

Number of Scans 1000

Receiver Gain 60

Relaxation Delay 2.0000

Pulse Width 0.0000

Acquisition Time 1.4680

Acquisition Date 2009-02-25T21:34:01

Modification Date 2012-04-23T11:57:00

Spectrometer Frequengly 175.97

Spectral Width 44642.9

Lowest Frequency -2967.2 M
13C
65536 58.0 575 455 3225 320 235
131072 fi (P

T T T T T T T T T T T T T T
140 130 120 110 100 90 70 60 50 40 30 20

80
f1 (ppm)
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Parameter Value
Data File Name / Users/ dchOdrh/ Dropbdgx/ milena obc/ NMR spectra/ MT 443/ Feb25172631/ PROTON_01.fid/ fid
Title PROTON_01
Comment MT 443
Origin Varian
Owner
Site
Spectrometer vnmrs
Author service
Solvent cd3od
Temperature 25.0
Pulse Sequgence s2pul ﬂ N
Experimen 1D
Number ofiScans 4 4!5 3!0 2!5 2.0 1!5 1.0
Receiver Gin 30 f1 (ppm)
Relaxation [Delay 1.0000
Pulse WidtJn 0.0000
Acquisition Time 2.9098
Acquisitior| Date 2009-02-25T21:33:16
Modificatign Date 2012-04-23T11:56:59
Spectromefer Frequency 699.74
Spectral Widith 11261.3
Lowest Frepglepcy -1432.2
Nucleus 1H
Acquired § 32768
SpectraliiJz L 65536 L A \m
T T T T T T T T T T T T T T T T T
7.5 7.0 6.5 6.0 5.5 5.0 4.5 3.5 3.0 2.5 2.0 1.5 1.0

4.0
f1 (ppm)
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Parameter

Data File Name

Biomolecular Chemistry

Value

/ Users/ dchOdrh/ Dropbox/ milena obc/ NMR spectra/ MT 443/ Feb20170813/ PHOSPHORUS_01.fid/ fid

Title PHOSPHORUS_01

Comment MT 443

Origin Varian

Owner

Site

Spectrometer vnmrs

Author service

Solvent cd3od

Temperature 25.0

Pulse Sequence s2pul

Experiment 1D

Number of Scans 256

Receiver Gain >0 22145 | 22!40 | 22!35 | zzfso | 22!25 | 22{20 | 22115 | 22{10

Relaxation Delay 3.0000 f1 (ppm)

Pulse Width 0.0000

Acquisition Time 0.7340

Acquisition Date 2009-02-21T04:58:54

Modification Date 2012-04-23T11:56:53

Spectrometer Frequency 283.26

Spectral Width 44642.9

Lowest Frequency -15919.8

Nucleus 31P

Acquired Size 32768

Spectral Size 65536

s - y y N — o \ A f

T T T T T T T T T T T T T T T T T T T T T T T T T
46 44 42 40 38 36 34 32 30 28 26 24 22 20 18 16 14 12 10 8 6 4 2

f1 (ppm)
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Parameter

1 Data File Name

Value

C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ MT
414/ Feb13180310/ CARBON_O01.fid/ fid

2 Title CARBON_01
3 Comment MT 414
4 Origin Varian ©vH o- ne
N_T_S
5 Owner P
o} N
6 Site
7 Spectrometer vhmrs
8 Author service
9 Solvent cd3od
10 Temperature 25.0
11 Pulse Sequence s2pul
12 Number of Scans 1000 u
13 Receiver Gain 60 i
14 Relaxation Delay 2.0000 —_—
15 Pulse Width 0.0000 150 145 140 135 130 125 120
f1 (ppm)
16 Acquisition Time 1.4680
17 Acquisition Date 2009-02-14T08:25:40
18 Modification Date ?012-11-06T16:58:51
19 Spectrometer Frequency [175.97
20 Spectral Width 44642.9
21 Lowest Frequency P967.2
22 Nugleus IJC
23 Acquired Size 5536
24 Spdctral Size 81072
4 T T T T T T T T T T T T T T T T T T
150 140 130 120 110 100 80 70 60 50 40 30
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Parameter Value
1 Data File Name C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ MT 414/
Feb13180310/ PROTON_O01.fid/ fid
2 Title PROTON_O1
3 Comment MT 414 Na*
4 Origin Varian @\/H\IOP/S
5 Owner o Na
6 Site
7 Spectrometer vhmrs
8 Author service
9 Solvent cd3od
10 Temperature 25.0
11 Pulse Sequence s2pul
12 Number of Scans 4 ot 4 . . . . Y . . .
13 Receiver Gain 42 88 83 84 78 77, .76 75 74 73 72 71
14 Relaxation Delay 1.0000
15 Pulse Width 0.0000
16 Acquisition Time 2.9098
17 Acquisition Date 2009-02-14T08:24:59 e
18 Modification Date 2012-11-06T16:58:51 . A , , , , , , , , ,
19 Spectrometer Frequency 699.74 4 4 4 43 21 (opr) 40 P 38 &7
20 Spectral Width 11261.3
21 Lowest Frequency -1432.2
22 Nucleus 1H
23 Acquired Size 32768
24 Spectral Size 65536
h A J _ - B
T T T T T T T T T T T T T T T T T T T T T T T
9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.0 4.5 4.0 3.5 3.0 2.5 2.0

5.5
f1 (ppm)
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Parameter Value
1 Data FIiIe Name C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ MT
414/ Feb20162457/ PHOSPHORUS_O01.fid/ fid
2 Title PHOSPHORUS_01
3 Comnfent MT 414
4 Origin Varian
5 Owne
6 Site ©vH o
7 Spectipbmeter vnmrs N\ﬁ’/s
8 Auth service ° NS
9 Solve cd3od
10 Tempgrature 25.0
11 Pulse fpequence s2pul
12 Numbr of Scans 256
13 Receiyer Gain 50
14 Relaxdtion Delay 3.0000
15 Pulse [fvidth 0.0000
16 Acquigition Time 0.7340
17 Acquigdition Date 2009-02-20T16:28:13
18 Modifitation Date 2012-11-06T16:58:53
T T T T T T T T T
23.75 23.70 2f31.e(sgpm) 23.60 23.55
-~
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
24 23 22 21 20 19 18 17 16 15 14 12 11 10 9 8 7 6 5 4 3 2

13
f1 (ppm)
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Parameter Value
1 Data File Name C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ MT
462/ 03152950-02.fid/ fid
2 Title 03152950-02
3 Comment MT 462 )
Na ~
4 Origin Varian HO |
~ o .
5 Owner 2 F |
0o N
6 Site
7 Spectrometer inova
8 Author
9 Solvent CD30D
10 Temperature 22.0
11 Pulse Sequence s2pul L
12 Number of Scans 2000
. . 7T T T T T T T T T T T T T T T
13 Receiver Gain 60 150 149 146 138 137 0 13)0 129 127 126 121
14 Relaxation Delay 3.0000 PP
15 Pulse Width 0.0000

19 Spectrometer Frequency 125.68

16 Acquisition Time 1.4001
17 Acquisition Date 2009-03-03T15:35:52
18 Modification Date 2012-11-19T11:14:54 “
7 T 7 T /

20 Spectral Width 31409.5 45.0 f14("1o-’;5m) 30.0

21 Lowest Frequency -1881.9

22 Nucleus 13C

23 Acquired Size 3975

24 Slpecrral Size Al “ Eh3 107‘2 A j

T T T T T T T T T T T T T T T T T T T T T T T T T
150 140 130 120 110 100 90 80 70 60 50 40 30
f1 (ppm)
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Parameter Value
1 Data File Name C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ MT
462/ 03152950-02.fid/ fid

2 Title 03152950-02
3 Comment MT 462 i

.. . Na ~
4 Origin Varian HO |

~ o .
5 Owner 2 F |
0o N
6 Site
7 Spectrometer inova
8 Author
9 Solvent CD30D
10 Temperature 22.0
11 Pulse Sequence s2pul L
12 Number of Scans 2000
. . 7T T T T T T T T T T T T T T T

13 Receiver Gain 60 150 149 146 138 137 0 13)0 129 127 126 121
14 Relaxation Delay 3.0000 PP
15 Pulse Width 0.0000

19 Spectrometer Frequency 125.68

16 Acquisition Time 1.4001
17 Acquisition Date 2009-03-03T15:35:52
18 Modification Date 2012-11-19T11:14:54 “
7 T 7 T /

20 Spectral Width 31409.5 45.0 f14("1o-’;5m) 30.0

21 Lowest Frequency -1881.9

22 Nucleus 13C

23 Acquired Size 3975

24 Slpecrral Size Al “ Eh3 107‘2 A j

T T T T T T T T T T T T T T T T T T T T T T T T T
150 140 130 120 110 100 90 80 70 60 50 40 30
f1 (ppm)
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Parameter
1 Data Hile Name

Title
Comment
Origin
Owne
Site

Spectijometer
Authof
Solver

O 00 N O LT A W N

~

10 Tempegrature
11 Pulse p

equence
r of Scans

15 Pulse
16 Acqui
iflition Date

ition Time

ation Date

Value

C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ MT

462/ Mar04095002/ PHOSPHORUS_01.fid/ fid

PHOSPHORUS_01
MT 462A
Varian

vnmrs
service

cd3od

25.0

s2pul

256

50

3.0000

0.0000

1.1010
2009-03-04T09:53:21
2012-11-19T11:11:20

meter Frequency 283.26

20 Spectfl Width 59523.8 T T - T | |
21 Lowegf Frequency -30498.4 23.80 23.75 fl%SbZnO) 23.65 23.60
22 Nuclellls 31P
23 Acquiped Size 65536
24 Spectral Size 131072
- A A A
T T T T T T T T T T T T T T T T T T T T T T T T
24 23 22 21 20 19 18 17 16 14 13 12 11 10 9 6

15
f1 (ppm)
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Parameter Value
1 Data File Name C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ MT
464/ 03153104-02.fid/ fid
2 Title 03153104-02
3 Comment MT 464E
4  Origin Varian
5 Owner
6 Site
7 Spectrometer inova
8 Author
9 Solvent CD30D
10 Temperature 22.0
11 Pulse Sequence s2pul
12 Number of Scans 2000
13 Receiver Gain 60
14 Relaxation Delay 3.0000
15 Pulse Width 0.0000
16 Acquisition Time 1.4001 s bse . see a7
17 Acquisition Date 2009-03-03T20:39:43 1 (ppm)
18 Modification Date 2012-11-19T11:14:54
19 Spectrometer Frequency 125.68
20 Spectral Width 31409.5
21 Lowest Frequency -1881.9
22 Nucleus 13C
23 Acquired Size 43975
24 Spectral Size 131072
Ll ] |
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
150 140 130 120 110 100 90 70 60 50 40 30 20 10

80
f1 (ppm)
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Parameter
1 Data File Name

Biomolecular Chemistry

C:/ Documents and Settings/ Owner/ M
464/ 03153104-01.fid/ fid

Value

y Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ MT

2 Title 03153104-01
3 Comment MT 464E
4 Origin Varian
5 Owner
6 Site J‘U‘L M
7 Spectrometer inova
8 Author | iy | , | , | , _—y
9 Solvent CD30D 8.9 8.3 f (pi)-r?]) 7.8 7.5
10 Temperature 29.0
11 Pulse Sequence s2pul
12 Number of Scans 8
13 Receiver Gain 28
14 Relaxation Delay 1.0000
15 Pulse Width 0.0000 JW\L W
16 Acquisition Time 4.0000 J
17 Acquisition Date 2009-03-03T20:38:38 —— ———— —— A——
18 Modification Date 2012-11-06T17:41:00 46 45 2841 (oo 13 o8 07
19 Spectrometer Frequency 499.75
20 Spectral Width 7996.0
21 Lowest Frequency -999.5
22 Nucleus 1H
23 Acquired Size 31984
24 Spectral Siz 65536
| “ |
T T T T T T T T T T T T T T T T T T T T T T T T T T T T
9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0

5.0
f1

(ppm)
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Value

C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ MT
464/ Mar04095103/ PHOSPHORUS_01.fid/ fid

Parameter

1 Data File Name

2 Title PHOSPHORUS_01

3 Comment MT 464E

4 Origin Varian

5 Owner

6 Site "o Na*

7 Spectrometer vhmrs /\/N\;'D/S

8 Author service 8 N

9 Solvent cd3od

10 Temperatufre 25.0

11 Pulse Sequence s2pul

12 Number ofjScans 256

13 Receiver Gfin 50

14 RelaxationfDelay 3.0000

15 Pulse Widt 0.0000

16 Acquisitio§ Time 1.1010

17 Acquisitioff Date 2009-03-04T10:37:04

18 Modificatign Date 2012-11-06T17:40:23

19 Spectromefer Frequency 283.26

20 Spectral Width 59523.8 24!25 24!20 24{15 24?10 24105 z4foo

21 Lowest Frdfjuency -30498.4 f1 (ppm)

22 Nucleus 31P

23 Acquired Size 65536

24 Spectral Side 131072

A A

T T T T T T T T T T T T T T T T T T T T T T T T
25 24 23 22 21 20 19 18 17 15 14 13 12 11 10 9

16
f1 (ppm)
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Parameter Value
1 Data File Name C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ MT
471/ 03153022-02.fid/ fid
2 Title 03153022-02
3 Comment MT 471E " o Na*
4 Origin Varian /\/N\|I3/S
5 Owner B
6 Site
7 Spectrometer inova
8 Author
9 Solvent CD30D
10 Temperature 22.0
11 Pulse Sequence s2pul
12 Number of Scans 2000
13 Receiver Gain 60
14 Relaxation Delay 3.0000
15 Pulse Width 0.0000 ’ '141).2 | 14I0.(B4I.8 | 34:.6 | | 24I.6 | 24|.4 ’
16 Acquisition Time 1.4001 1 (ppm)
17 Acquisition Date 2009-03-03T18:07:08
18 Modification Date 2012-11-19T11:14:54
19 Spectrometef| Frequency 125.68
20 Spectral Width 31409.5
21 Lowest Frequency -1881.9
22 Nucleus 13C
23 Acquired Sizg 43975
24 Spectral Size 131072
| N
T T T T T T T T T T T T T T T T T T T T T T T T T T T
140 130 120 110 100 90 60 50 40 30 20 10

0 70
f1 (ppm)
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Parameter Value
1 Data File Name C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ MT
471/ 03153022-01.fid/ fid
2 Title 03153022-01
3 Comment MT 471E HO" Na*
4  Origin Varian /\/N\,'a/s
5 Owner B
6 Site
7 Spectrometer inova
8 Author
9 Solvent CD30D
10 Temperature 29.0 _J t e e e @ L
11 Pulse Sequence s2pul
12 Number of Scans 8 T 30 35 |34 33 28 27 26 19 14 13 12 11 10 09 08
13 Receiver Gain 28 1 (ppm)
14 Relaxation Delay 1.0000
15 Pulse Width 0.0000
16 Acquisition Time 4.0000
17 Acquilsition Date 2009-03-03T18:06:02
18 Modifiidation Date 2012-11-19T11:14:54
19 Spectrdmeter Frequency 499.75
20 Spectral Width 7996.0
21 LowegtllFrequency -999.5
22 Nucl 1H
23 Acqu Size 31984
24 Spec ize 65536 L
JL
T T T T T T T T T T T T T T T T T T T T T T T T T T T
7.5 7.0 6.5 6.0 5.5 5.0 45 3.5 3.0 2.5 2.0 1.5 1.0

4.0
f1 (ppm)
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Parameter Value
1 Data File Name C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ MT
471/ Feb20170524/ PHOSPHORUS_01.fid/ fid
2 Title PHOSPHORUS_01
3 Cgmment MT 471
4 Origin Varian Na*
5 Owner H O
6 si i N\ﬁ/s
7 Spectrometer vnmrs 0
8 Adthor service
9 So]vent cd3od
10 Tgmperature 25.0
11 Pujse Sequence s2pul
12 Ndmber of Scans 256
13 Rekeiver Gain 50
14 Reglaxation Delay 3.0000
15 Puse Width 0.0000
16 Adqquisition Time 0.7340
17 Aqquisition Date 2009-02-21T02:01:55
18 Mgdification Date 2012-11-06T16:58:55
19 Spectrometer Frequency 283.26
20 Splpctral Width 44642.9
21 Lagpvest Frequency -15919.8 2325 2320 23;115(ppn']) 2310 2305 23.00
22 Ndicleus 31P
23 Adfuired Size 32768
24 Seectral Size 65536
- - ) N
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
23 22 21 20 19 18 17 16 15 14 13 11 10 9 8 7 6 5 4 3 2 1

12
f1 (ppm)
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Parameter Value

1 Data File Name C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files {(unprocessed)/ MT
445/ Feb13180114/ CARBON_O01.fid/ fid
2 Title CARBON_01
3 Comment MT 445
4 Origin Varian s clrsNa
5 Owner | = P
6 Site = © "
7 Spectrometer vhmrs
8 Author service
9 Solvent cd3od
10 Temperature 25.0
11 Pulse Sequence s2pul
12 Number of Scans 1000
13 Receiver Gain 60
14 Relaxation Delay 2.0000
15 Pulse Width 0.0000
16 Acquisition Time 1.4680 "J“N ""’”‘HL"ML‘WL k‘"‘ WJL”'“W
17 Acquisition Date 2009_02_1‘1'1_02:12:3‘01e|so | 1;0 1:18 | 1:16 1;8 | 1;6 1;0 | 1;8 | 1;6 | 154 | 122
18 Modification Date 2012-11-06T16:58:49 f1 (ppm)
19 Spectrometer Frequency 175.97
20 Spectral Width 44642.9
21 Lowest Frequency -2967.2
22 Nucleus 13C
23 Acquired Size 65536
24 Spectral Size 310772
| | Jl

4 T T T T T T T T T T T T T T T T T T T T T T T T T T T
160 150 140 130 120 110 100 90 80 70 60 50 40 30
f1 (ppm)
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Parameter
1 Data File Name

Title
Comment
Origin

Owner

Site
Spectrometer
Author

O 00 N O 1T ~h W N

Solvent

10 Temperature

11 Pulse Sequence
12 Number of Scans
13 Receiver Gain

14 Relaxation Delay
15 Pulse Width

16 Acquisition Time
17 Acquisition Date
18 Modification Date

19 Spectrometer Frequency

20 Spectral Width

21 Lowest Frequency
22 Nucleus
23 Acfuired Size
24 Spectral Siz

Value

C:/ Documents and Settings/ Owner/ My Documents/ Dr
445/ Feb13180114/ PROTON_01.fid/ fid

PROTON_01
MT 445

| I
—~N (6]

Varian Na
N.D s
\ \P/
N~
——r

bpbox/ Milena OBC/ NMR files (unprocessed)/ MT

—

vhmrs 4.5

service
cd3od
25.0
s2pul
4

30
1.0000

T T T T T T T T T
3.2 3.1 3.0 2.9 2.8
f1 (ppm)

0.0000 — T T T T T T
2.9098

2009-02-14T02:11:49

2012-11-06T16:58:49

699.74

11261.3

8.8 8.4 8.3

8.2

L T " T T T 1
7.8 7.7 7.5 7.4 7.3 7.2 7.1
f1 (ppm)

8.5 8.0

T T T T T T T T T T T
7.5 7.0 6.5 0 5.5 5.0
f1 (ppm)

3.5 3.0
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1 Data File Name
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Value

C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ MT
445/ Feb20165931/ PHOSPHORUS_01.fid/ fid

2 Title PHOSPHORUS_01

3 Comment MT 445

4 Origin Varian

5 Owner Na

6 Site N H\E/s

7 Spectrometer vnmrs | _N 0 N

8 Authgr service

9 Solvent cd3od

10 Templrature 25.0

11 PulsefSequence s2pul

12 NumbBler of Scans 256

13 Receiyer Gain 50

14 RelaXftion Delay 3.0000

15 Pulsefjwidth 0.0000

16 Acquffition Time 0.7340

17 Acqujpition Date 2009-02-20T19:51:19

18 Modifjcation Date 2012-11-06T16:58:53

19 Spectfometer Frequency 283.26

20 Spectral Width 44642.9

21 Lowefjt Frequency -15919.8

22 Nucl 31P 74T T T T T ' T ' T ' T T T

23 Acqulifed Size 32768 23.70 23.65 23.60 f12(?33r51) 23.50 23.45 23.40

24 Spec 65536

Y A

T T T T T T T T T T T T T T T T T T T T T T T T T T T
24 23 22 21 20 19 18 16 15 14 13 12 11 10

17
f1 (ppm)
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Parameter

1 Data File Name

C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OB

455/ Feb25172651/ CARBON_O1.fid/ fid

Value

":/ NMR files (unprocessed)/ MT

2 Title CARBON_O01
3 Comment MT 455 o Na
4  Origin Varian X NS
5 Owner | =N o
6 Site
7 Spectrometer vhmrs
8 Author service
9 Solvent cd3od
10 Temperature 25.0
11 Pulse Sequence s2pul
12 Number of Scans 1000
13 Receiver Gain 60
14 Relaxation Delay 2.0000
15 Pulse Width 0.0000 | | W‘JLW
16 Acquisition Time 1.4680 . | | ‘ |
17 Acquisition Date 2009-02-25T22:35:58 39 3f21 (ppm) 24
18 Modification Date 2012-11-06T16:58:57
19 Spectrometer Frequency 175.97
20 Spectral Width 44642.9
21 Lowest Frequency -2967.2
22 Nucleus 13C
23 Acquired Size 65536
24 Spectral Sizg 131072
-
’— : , : , , : , : , : , : , : , , , : , , : , : ,
160 150 140 130 120 110 100 90 80 70 60 50 40 30 20

f1 (ppm)
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Value

C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ MT
455/ Feb25172651/ PROTON_O01.fid/ fid

Parameter
1 Data File Name

2 Title PROTON_01

3 Comment MT 455 b e

4 Origin Varian | N ANpr SN

5 Owner N AMA . \ ‘Ub\ )(MA_ !(‘UU

6 Site S —
7 Spectrometer vAMrs 3.2 3.1 20 o) 25 1.6 0.9
8 Author service

9 Solvent cd3od

10 Temperature 25.0 AJVL\ JAAL M
11 Pulse Sequence s2pul

12 Number of Scans 4 ‘4 - T T - ™ AT - T - T
13 Receiver Gain 30 85 84 g (p7r5|Z1) 74 73 72
14 Relaxation Delay 1.0000

15 Pulse Width 0.0000

16 Acquisition Time 2.9098

17 Acquisition Date
18 Modification Date

19 Spectrometer Frequency

2009-02-25T22:35:18
2012-11-06T16:58:57
699.74

20 Spectral Width 11261.3
21 Lowest Frequency -1432.2
22 Nucleus 1H
23 Acquired Size 32768
24 Spegctral Size 65536
L -
T T T T T T T T T T T T T T T T T T T T T T T T T T
8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.0 3.5 3.0 2.5 2.0 1.5

4.5
f1 (ppm)
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Parameter Value

1 Data File Name C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ MT

455/ Feb20170829/ PHOSPHORUS_01.fid/ fid

2 Title PHOSPHORUS_01

3 Comment MT 455

4  Origin Varian H?ist

5 Owner | A N T

6 Sit = ©

7 Spectrometer vnmrs

8 Author service

9 Solyent cd3od

10 Tefnperature 25.0

11 Pulse Sequence s2pul

12 Nufnber of Scans 256

13 Regeiver Gain 50

14 Relaxation Delay 3.0000

15 Pulse Width 0.0000

16 Acgquisition Time 0.7340

17 Acquisition Date 2009-02-21T05:18:15

;o —_—T T
24.20 24.15 24.10 24f.i)%ppn2];1.oo 23.95 23.90 23.85
P - b A ~ ~ ~

T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
24 23 22 21 20 19 18 17 16 15 13 12 11 10 9 8 7 6 5 4

14
f1 (ppm)
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Parameter Value
1 Data File Name C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena QBC/ NMR files (unprocessed)/ MT
448/ Feb13180132/ CARBON_01.fid/ fid
2 Title CARBON_01
3 Comment MT 448
4  Origin Varian
5 Owner Na*
6 Site H\g;s
7 Spectrometer vhmrs o N
8 Author service
9 Solvent cd3od “
10 Temperature 25.0 WA“M MALN WJUW WW m{\m Mw
11 Pulse Sequence s2pul . , , , , — —
12 Number of Scans 1000 146 140 138 1];16|pp1n3])0 128 126 120
13 Receiver Gain 60
14 Relaxation Delay 2.0000
15 Pulse Width 0.0000
16 Acquisition Time 1.4680
17 Acquisition Date 2009-02-14T03:14:50
18 Modification Date 2012-11-06T17:09:11
19 Spectrometer Frequency 175.97 ML NJ'JLW
20 Spectral Width 44642.9
21 Lowest Frequency ~2967.2 T 49|.5 32|.5 | 32|.o | 3o|.5 | 3o|.0 | 29|.0 2(;.0 | 19|.5
22 Nycleus 13C i1 (ppm)
23 Adquired Size 65536
24 Spectral Size 131p72
| Y ‘_ﬁ ‘ k.
e , : , : : , , , , : , : , , , , , , ,
150 140 130 120 110 100 90 70 60 50 40 30 20

80
f1 (ppm)
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Parameter

1 Data File Name

Biomolecular Chemistry

Value

C:/ Documents and Settings/ Owner/ My Ddcuments/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ MT

448/ Feb13180132/ PROTON_O01.fid/ fid

2 Title PROTON_O01
3 Comment MT 448
4  Origin Varian
5 Owner
6 Site ho e
N_I_S
7 Spectrometer vnmrs i
8 Author service ° N H w/\/\
9 Solvent cd3od
10 Temperature 25.0 UGS UL LS L L I
4.6 43 42 28 27 26 25 19 1.8 17 16 15
11 Pulse Sequence s2pul f1 (ppm)
12 Number of Scans 4
13 Receiver Gain 30
14 Relaxation Delay 1.0000
15 Pulse Width 0.0000
16 Acquisition Time 2.9098
17 Acquisition Date 2009-02-14T03:14:09
18 Modification Date 2012-11-06T17:09:11 /AT - — T T T — N
8.8 7.9 7.8 7.5 7.0 6.9
19 Spectrometer Frequency 699.74 f1 (ppm)
20 Spectral Width 11261.3
21 Lowest Frequency -1432.2
22 Nucleus 1H
23 Acquired Size
24 Spectral Siz
T T T T T T T T T T T T T T T T T T T T T T T T T T T
8.5 8.0 7.5 7.0 6.5 6.0 5.5 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0

5.0
f1 (ppm)
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Parameter

1 Data File Name

C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ MT

448/ Feb20170008/ PHOSPHORUS_01.fid/ fid

2 Title PHOSPHORUS_01
3 Comment MT 448
4  Origin Varian
5 Owner
6 Site  Na
7 Spectrometer vnmrs H\(g/s
8 Author service o N
9 Solvent cd3od
10 Temperature 25.0
11 Pulse Sequence s2pul
12 Number of Scans 256
13 Receiver Gain 50
14 Relaxation Delay 3.0000
15 Pulse Width 0.0000
16 Acquisition Time 0.7340
17 Acquisition Date 2009-02-20T20:30:11
18 Modification Date 2012-11-06T16:58:54
19 Spectrometer Frequenclf 283.26
20 Spectral Width 44642.9
21 Lowest Frequency -15919.8 21!40 | 21?35 | 21!30 | 21!25 | 21!20
22 Nucleus 31P f1 (ppm)
23 Acquired Size 32768
24 Spectral Size 65536
. “ A .
T T T T T T T T T T T T T T T T T T T T
24 23 21 20 19 18 17 12 11 10 9 8 7 6
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Parameter Value
1 Data File Name C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milefla OBC/ NMR files (unprocessed)/ MT
458/ Feb24145219/ CARBON_01.fid/ fid
2 Title CARBON_O01
3 Comment MT 458
4  Origin Varian
5 Owner
6 Site Hoe
7 Spectrometer vnmrs N\ﬁ/s\/\
8 Author service ©
9 Solvent cd3od
10 Temperature 25.0
11 Pulse Sequence s2pul
12 Number of Scans 1000
13 Receiver Gain 60
14 Relaxation Delay 2.0000
15 Pulse Width 0.0000 MJL% M}\%
16 Acquisition Time 1.4680 —— — | | ' —
17 Acquisition Date 2009-02-24T20:59:59 50.0 49.5 32.5 32.0 A (pzr?ri?) 24.0 12.5
18 Modification Date 2012-11-06T16:58:57
19 Spectrometer Frequency 175.97
20 Spectral Width 44642.9
21 Lowest Frequency -2967.2
22 Nucleus 13C
23 Acquired Siz 65536
24 Spectral Size 131072
‘i : , , , : , , : , : , : , : , , : , : ,
140 130 120 110 100 90 70 60 50 40 30 20

80
f1 (ppm)
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Parameter Value
1 Data File Name C:/ Documents and Settings/ ner/ My Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ MT
458/ Feb24145219/ PROTON_{1.fid/ fid
2 Title PROTON_O01
3 Comment MT 458 _ Na
4 Origin Varian “\E/S\/\
5 Owner o
6 Site
7 Spectrometer vhmrs ’ 7.I65 | | 7.|05 7.1)0
8 Author service ft (ppm)
9 Solvent cd3od
10 Temperature 25.0
11 Pulse Sequence s2pul
12 Number of Scans 4
13 Receiver Gain 30
14 Relaxation Delay 1.0000
15 Pulse Width 0.0000 M,
16 Acquisition Time 2.9098
17 Acquisition Date 2009-02-24T20:59:18 g 4!3 2f8 2!7 2!1 2!0 ' 1!9 ' 1!8 1f7 ' 1"6 1!0
18 Modification Date 2012-11-06T16:58:56 f1 (ppm)
19 Spectrometer Frequency 699.74
20 Spectral Width 11261.3
21 Lowest Frequency -1432.2
22 Nucleus 1H
23 Acquired Size 32768
24 Sppctral Size 65536
o L
T T T T T T T T T T T T T T T T T T T
7.5 7.0 6.5 6.0 5.5 5.0 4.0 3.0 2.5 2.0 1.5 1.0

4.5
f1 (ppm)
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Parameter Value
1 Data File Name C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ MT
458/ Feb20170202/ PHOSPHORUS_O01.fid/ fid
2 Title PHOSPHORUS_01
3 Comment MT 458
4 Origin Varian
5 Owner
6 Site Ho N
7 Spectrometer vnmrs N\l'lT/s\/\
8 Author service ©
9 Solvent cd3od
10 Temperature 25.0
11 Pulse Sequence s2pul
12 Number of Scans 256
13 Receiver Gain 50
14 Relaxation Delay 3.0000
15 Pulse Width 0.0000
16 Acquigition Time 0.7340
17 Acquigition Date 2009-02-20T22:26:39
18 Modiffcation Date 2012-11-06T16:58:55
19 Spectipmeter Frequency 283.26
20 Spectial Width 44642.9 )
21 Lowegf; Frequency -15919.8 zzfzo ' 22!15 'ﬂ%S;}T(])) | 22{05 | 22!00
22 Nuclellis 31P
23 Acquied Size 32768
24 Spectfial Size 65536
b M
T T T T T T T T T T T T T T T T T T T T T T T T T
22 21 20 19 18 17 15 14 13 12 11 10

16
f1 (ppm)
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Parameter Value
1 Data File Name C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ MT
444/ Feb13180150/ CARBON_O01.fid/ fid
2 Title CARBON_O01
3 Comment MT 444 o/\ Na®
4 Origin Varian K/N\/\/H\E/S
5 Owner 0 N
6 Site
7 Spectrometer vhmrs
8 Author service
9 Solvent cd3od
10 Temperature 25.0
11 Pulse Sequence s2pul
12 Number of Scans 1000
13 Receiver Gain 60
14 Relaxation Delay 2.0000 JNL J‘\w
15 Pulse Width 0.0000 N M
16 Acquisition Time 1.4680 , — —— 7
17 Acquisition Date 2009-02-14T04:17:34 % A e 2230 29 28 27
18 Modification Date 2012-11-06T16:58:50
19 Spectrometer Frequency 175.97
20 Spectral Width 44642.9
21 Lowlest Frequency -2967.2
22 Nuc]eus 13C
23 Acqpired Size 36
24 Spefttral Size 1072

4 T T T T T T T T T T T T T T T T T T T T T T T T T
150 140 130 120 110 100 90
f1 (ppm)
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Parameter

1 Data File Name

Title
Comment
Origin

Owner

Site
Spectrometer
Author

O 00 N O 1T ~h W N

Solvent

10 Temperature

11 Pulse Sequence
12 Number of Scans
13 Receiver Gain

14 Relaxation Delay
15 Pulse Width

16 Acquisition Time
17 Acquisition Date
18 Modification Date

Value

C:/ Documents and Settings/ Owner/ My Dacuments/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ MT

444/ Feb13180150/ PROTON_O01.fid/ fid
PROTON_01

H
MT 444 NOUNENPLN
Varian o Nx |
— L _j\[\\,\ M M
service 885  8.80 8.25 785  7.80 7.75 750 745
cd3od i (ppm)
25.0 !
s2pul
4
1.0000 L JU
0.0000 — - e
2.9098 AT T VAT T T T T r— -~ T1 1 1 ‘"1 ° "1 T 7T T T T T "1 "1 "1

46 45
2009-02-14T04:16:52

2012-11-06T16:58:50

19 Spectrometer Frequency 699.74

20 Spectral Width

21 Lowest Frequency
22 Nucleus

23 Acquired Size
24 Spectral Siz

11261.3
-1432.2
1H
32768
5536

3.7 3.6 35 34

29 2.8 2.7 26 25 24 23 22 1.7 16 15 14 13 12 1.1
f1 (ppm)

)

9.0 8.5 8.0

T T T T T T T T T T
7.5 7.0 6.5 6.0 5.5

5.0
f1 (ppm)

T T T T T T T T T T T T T T T
4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0
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Parameter

1 Data File Name

Title
Comment
Origin

Owner

Site
Spectrometer
Author

O© 00 N O LT ~h W N

Solvent

10 Temperature

11 Pulse Sequence
12 Number of Scans
13 Receiver Gain

14 Relaxation Delay
15 Pulse Width

16 Acquisition Time
17 Acquisition Date
18 Modification Date

19 Spectrometer Frequency 283.26

20 Spectral Width

21 Lowest Frequency
22 Nucleus

23 Acquired Size

24 Spectral Size

A

Value

C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ MT

444/ Feb20165914/ PHOSPHORUS_01.fid/ fid
PHOSPHORUS_01
MT 444

Varian

vnmrs
service

cd3od

25.0

s2pul

256

50

3.0000

0.0000

0.7340
2009-02-20T19:31:49
2012-11-06T16:58:53

44642.9
-15919.8
31P
32768
65536

O//\j Na
H O
K/N\/\/N\IILI/S
o N
T T T T T T T T T T T T T T
2395 2390 23.85 23.80 23.75 23.70 23.65
f1 (ppm)

L

35 34 33 32

31

30 29 28 27 26 25 24 23 22
f1 (ppm)

21
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Parameter Value
1 Data File Name C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ MT
454/ Feb16170206/ CARBON_O01.fid/ fid
2 Title CARBON_O01
3 Comment MT 454
4  Origin Varian
5 Owner
6 Site o/\ Lo N
7 Spectrometer vhmrs K/N\/\/N\ﬁ/s\/\
8 Author service ©
9 Solvent cd3od
10 Temperature 25.0
11 Pulse Sequence s2pul
12 Number of Scans 1000
13 Receiver Gain 60
14 Relaxation Delay 2.0000
15 Pulse Width 0.0000
16 Acquisition Time 1.4680

19 Spectrometer Frequency 175.97

17 Acquisition Date 2009-02-16T21:06:3
18 Modification Date 2012-11-06T17:23:4 bl K
 ———

714 T T T T T T T T T T T T T T T T

1
21 Lowest Frequency -2967.2 (ppm)
22 Nucleus 13C
23 Acquired Size 65536
24 Spectral Size 131072
l\ A Jk 1 A A J, N
e T T T T T T T T T T T T T T T T T T T T T
65 60 55 50 45 35 30 25 20 15

40
f1 (ppm)
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Parameter Value
1 Data File Name C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ MT
454/ Feb16170206/ PROTON_01.fid/ fid
2 Tiitle PROTON_O01
3 domment MT 454
4 Qrigin Varian GN\/\/H\?/SN:]/\
5 Qwner i
6 Sjte ©
7 Spectrometer vhmrs
8 Author service
9 Splvent cd3od
10 Temperature 25.0
11 Pplse Sequence s2pul JJJJ L
12 Number of Scans 4 :
13 Receiver Gain 30 | EP— | | P — | | | — — — s
14 Relaxation Delay 1.0000 3.70  3.65 330 2.95 2.90 2.65 2.60 le.?gpm)z.ﬁ 2.40 1.70 165 1.60 1.00 0.95
15 Pulse Width 0.0000
16 Acquisition Time 2.9098
17 Acquisition Date 2009-02-16T21:05:52
18 Modification Date 2012-11-06T17:23:47
19 Spectrometer Frequency 699.74
20 Spectral Width 11261.3
21 Lpwest Frequency -1432.2
22 Nucleus 1H
23 Acquired Size 32768
24 Spectral Size 65536
J M
T T T T T T T T T T T T T T T T T T T T T
4.8 4.6 4.4 4.2 4.0 3.8 3.6 3.4 3.2 3.0 2.6 2.4 2.2 2.0 1.8 1.6 1.4 1.2 1.0

2.8
f1 (ppm)
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Parameter

1 Data File Name

Title
Comment
Origin

Owner

Site
Spectrometer
Author

O© 00 N O LT ~h W N

Solvent

10 Temperature

11 Pulse Sequence
12 Number of Scans
13 Receiver Gain

14 Relaxation Delay
15 Pulse Width

16 Acquisition Time
17 Acquisition Date
18 Modification Date

19 Spectrometer Frequency 283.26

20 Spectral Width

21 Lowest Frequency
22 Nucleus

23 Acquired Size

24 Spectral Size

.

Value

C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ MT
454/ Feb20170506/ PHOSPHORUS_01.fid/ fid

PHOSPHORUS_01
MT 454
Varian

vnmrs
service

cd3od

25.0

s2pul

256

50

3.0000

0.0000

0.7340
2009-02-21T01:42:20
2012-11-06T16:58:55

44642.9
~15919.8

AT T T T T T T T T T T T
31P 24.35 24.30 24.25 24.20 24.15 24.10 24.05
32768 fL (ppm)

65536

35 34 33

32

T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
31 30 29 28 27 26 25 24 23 22 21 20 19 18 17 16 15 14 13 12 11
f1 (ppm)
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Parameter Value
1 Data File Name C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ MT
447/ Feb13180209/ CARBON_01.fid/ fid
2 Title CARBON_O01
3 Comment MT 447 F Na *
4 Origin Varian \QVH\&S\
5 Owner ) N
6 Site
7 Spectrometer vhmrs
8 Author service
9 Solvent cd3od
10 Temperature 25.0
11 Pulse Sequence s2pul
12 Number of Scans 1000
13 Receiver Gain 60
14 Relaxation Delay 2.0000 A i \L, ﬂ \ u,, L.U Jh«
15 Pulse Width 0.0000 wl L‘Wwﬁww MAL
16 Acquisition Time 1.4680 bt A A A A A A ]
17 Acquisition Date 2009-02-14T05:1%:41°* 149 146 145 138 f113(7pp,1n3)6 130 129 127 126 2l 114
18 Modification Date 2012-11-06T16:58:50
19 Spectrometer Frequency 175.97
20 Spectral Width 44642.9
21 Lowest Frequency -2967.2
22 Nucleus 13C
23 Acquired Size 63536
24 Spectral Size 131072
L .. I | — i
y , : , : , : , : , : , : , : , : , : , : , : , : , : ,
160 150 140 130 120 110 100 90 80 70 60 50 40 30

f1 (ppm)
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Parameter
1 Data File Name

Value

C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files

(unprocessed)/ MT 447/ 11124913/ 10/ fid

2 Title 11124913

Comment RGL drwh

Owner milena trmcic
MT447

4 Origin Bruker BioSpin GmbH F Na
5 Owner Administrator \QVH\?/S
6 Site g‘ N
7 Spectrometer av400
8 Author
9 Solvent MeOD
10 Temperature 293.4
11 Pulse Sequence zgflgn
12 Number of Scans 16
13 Receiver Gain 912
14 Relaxation Delay 2.0000
15 Pulse Width 11.8000
16 Acquisition Time 0.8717
17 Acquisition Date 2009-05-11T14:19:00
18 Modification Date 2012-11-06T17:27:40
19 Spectrometer Frequency 376.39 , , , , ,
20 Spectral Width 75188.0 1885 820, 11895 -119.00
21 Lowest Frequency -71472.1
22 Nucleus 19F
23 Acquired Size 65536
24 QBT fRHAR MMMI\}WMWANWWMWU\WWWW\

g — , , , , , , , , , , , , , ,

55 60 65 70 75 -80 85 90 -95 -100 -105 -110 -115 -120 -125 -130
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Parameter Value
1 Data File Name C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ MT
447/ Feb20165948/ PHOSPHORUS_01.fid/ fid
2 Title PHOSPHORUS_01
3 Comment MT 447
4  Origin Varian
5 Owner F Na*
6 Site \QVH\E/S
7 Spegtrometer vnmrs o Ny
8 Author service
9 Soljent cd3od
10 Tenpperature 25.0
11 Pulge Sequence s2pul
12 Numpber of Scans 256
13 Redgiver Gain 50
14 Rel§{xation Delay 3.0000
15 Pulgle Width 0.0000
16 Acgpisition Time 0.7340
17 Acquisition Date 2009-02-20T20:10:45
18 Modlification Date 2012-11-06T16:58:54
19 Spefftrometer Frequency 283.26 T T L T T
20 Spdbtral Width 44642.9 23.65 23.60 Z?is(fwm) 23.50  23.45
21 Loyest Frequency -15919.8
22 Nugilleus 31P
23 Acquired Size 32768
24 Spddtral Size 65536
PR N ” J -
T T T T T T T T T T T T T T T T T T T T T T T T
24 23 22 21 20 19 18 17 16 14 13 12 11 10 9

15
f1 (ppm)
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Parameter Value
1 Data File Name C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milégna OBC/ NMR files (unprocessed)/ MT
447/ Feb13180209/ PROTON_01.fid/ fid
2 Title PROTON_01
3 Comment MT 447
4  Origin Varian F Na*
5 Owner \QVH\?/S
6 Site g' V%
7 Spectrometer vhmrs
8 Author service
9 Solvent cd3od
10 Temperature 25.0
11 Pulse Sequence s2pul
12 Number of Scans 4 “ \” M M Jﬂ)\\
13 Receiver Gain 30
14 Relaxation Delay 1.0000 8!8 o 8{2 | 7!8 | 7!7 7{5 | 7!4 | 71.1 | 6!9 |
15 Pulse Width 0.0000 i1 (o)
16 Acquisition Time 2.9098
17 Acquisition Date 2009-02-14T05:19:00
18 Modification Date 2012-11-06T16:58:50
19 Spectrometer Frequency 699.74
20 Spectral Width 11261.3
21 Lowest Frequency -1432.2
22 Nucleus
23 Acquired Size
24 Spectral Size
AL L L_l w AW

T T T T T T T T T T T T T T T T T T T T T
8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5
f1 (ppm)



Parameter

1 Data File Name

Title
Comment
Origin

Owner

Site
Spectrometer
Author

O 00 N O 1T ~h W N

Solvent

10 Temperature

11 Pulse Sequence
12 Number of Scans
13 Receiver Gain

14 Relaxation Delay
15 Pulse Width

16 Acquisition Time
17 Acquisition Date
18 Modification Date
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C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OB(

Value

457/ Feb24145331/ CARBON_O1.fid/ fid

CARBON_O01
MT 457
Varian

vhmrs
service
cd3od
25.0

S

o vt o o

60

2.0000
0.0000
1.4680
2009-02-25T01:08:16
2012-11-19T11:08:12

162.5

19 Spectrometer Frequency 175.97

161.5 161.0 129.0
f1 (ppm)

=L

114.0

/ NMR files (unprocessed)/ MT

20 Spectral Width 44642.9
21 Lowest Frequency -2967.2
22 Nucleus
23 Acquired Size 65536 ’ ' 1'2
24 Spectral Size 131072 ‘ L o)
MI\MUMWL A lJ MMV NAUNUN Sy MWW .....J [
4 T T T T T T T T T T T T T T T T T T T
160 150 140 130 120 110 20 80 70 60 50 40 30 20

f1 (ppm)
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Parameter Value

1 Data File Name C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files
(unprocessed)/ MT 457/ 11124932/ 10/ fid

2 Title 11124932

3 Comment RGL drwh
Owner milena trmcic
MT457

4  Origin Bruker BioSpin GmbH E Na-

5 Owner Administrator \QVH\'OP/S\/\

6 Site a

7 Spectrometer av400

8 Author

9 Solvent MeOD

10 Temperature 293.4

11 Pulse Sequence zgflgn

12 Number of Scans 16

13 Receiver Gain 645

14 Relaxation Delay 2.0000

15 Pulse Width 11.8000

16 Acquisition Time 0.8717

17 Acquisition Date 2009-05-11T14:27:00

18 Modification Date 2012-11-06T17:28:03

19 Spectrometer Frequency 376.39

20 Spectral Width 75188.0 -:18I.85'-11é.90'-11é.95'-](111%’.)%9“')-1155.05'-11;:).10'-11$I9.15

21 Lowest Frequency -71472.1

22 Nucleus 19F

23 Acquired Size 65536 | DM

24 Spectral Size 13107

ss 60 65 70 75 -8 -85 90 -85 -0 -105 -0 -H5  -120 125

1 (opm)
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Parameter Value
1 Data File Name C:/ Documents and Settings) Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ MT
457/ Feb24145331/ PROTON_01.fid/ fid
2 Title PROTON_O01
3 Comment MT 457
4 Origin Varian
5 Owner E )
o Site \QVH\'O/ST/\ JMJL
7 Spectrometer vhmrs |CP|) ' | ' | ' |
8 Author service 7.40 7.00 6.95
9 Solvent cd3od e
10 Temperature 25.0
11 Pulse Sequence s2pul
12 Number of Scans 4
13 Receiver Gain 44
14 Relaxation Delay 1.0000
15 Pulse Width 0.0000
16 Acquisition Time 2.9098 M m L
17 Acquisition Date 2009-02-25T01:07:35
18 Modification Date 2012-11-19T11:08:11 : : : : ‘ : , ,
19 Spectrometer Frequency 699.74 4.0 28 opim 1.6 1.0
20 Spectral Width 11261.3
21 Lowest Frequency -1432.2
22 Nucleus 1H
23 Acquired Size 32768
24 Spectral Size 65536
_h & )L N M & i

T T T T T T T T T T T T T T T T T T T T T T T T T T T
7.5 7.0 6.5 6.0 5.5 5.0 4.0 3.5 3.0 2.5 2.0 1.5 1.0
f1 (ppm)



Parameter

1 Data File Name

Title
Comment
Origin
Owner
Site
Spectrometer
Authgr
Solvent
10 Tem

O© 00 N O LT ~h W N

16 Acqulpsition Time
17 Acquljkition Date
18 Modifjcation Date
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Value

C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ MT

457/ Feb20170548/ PHOSPHORUS_01.fid/ fid

PHOSPHORUS_01
MT 457
Varian

vnmrs
service

cd3od

25.0

s2pul

256

50

3.0000

0.0000

0.7340
2009-02-21T02:21:31
2012-11-06T16:58:56

ometer Frequency 283.26

20 Spectfal Width 44642.9
21 Lowefit Frequency -15919.8
22 Nucl 31P
23 Acqujfed Size 32768 . — . . .
24 Spectial Size 65536 23.90  23.85 zfsl.s(gpm)zsjs 23.70  23.65
T T T T T T T T T T T T T T T T T T T T T T T
24 23 22 21 20 19 18 17 16 1 13 12 11 10 9 8 7

5 14
f1 (ppm)
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Parameter Value
1 Data File Name C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR filgs (unprocessed)/ MT
504/ Mar24160455/ CARBON_01.fid/ fid
2 Title CARBON_01
3 Comment MT 504
4  Origin Varian
5 Owner
6 Site
7 Spectrometer vhmrs o
8 Author service - O\l,'al/s
9 Solvent cd3od 0 Nx
10 Temperature 25.0
11 Pulse Sequence s2pul
12 Number of Scans 2000
13 Receiver Gain 60
14 Relaxation Delay 2.0000
15 Pulse Width 0.0000
16 Acquisition Time 1.4680
17 Acquisition Date 2009-03-25T05:5924
18 Modification Date 2012-11-06T17:20{83
19 Spectrometer Frequency 175.97 W MWW Wm
20 Spectral Width 44642.9
21 Lowest Frequency -2967.2 T 1:19 1:16 | 1;5 1;9 | 1;0 7 1£6 | 151 150
22 Nucleus 13C f1 (ppm)
23 Acquired Size 65536
24 Spectral Size 1311072
— : , : , : , : , : , : , : , : , : , : , : , : ,
150 140 130 120 110 100 80 70 60 50 40 30

90
f1 (ppm)
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Parameter Value
1 Data File Name C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ MT
504/ Mar23153724/ PROTON_01.fid/ fid
2 Title PROTON_O01
3 Comment MT 504
4  Origin Varian
5 Owner
6 Site
7 Spectrometer vhmrs - o\i;s
8 Author service Na® N
9 Solvent cd3od
10 Temperature 25.0
11 Pulse Sequence s2pul
12 Number of Scans 4
13 Receiver Gain 42
14 Relaxation Delay 1.0000
15 Pulse Width 0.0000
16 Acquisition Time 2.9098
17 Acquisition Date 2009-03-23T16:07:31
18 Modification Date 2012-11-06T17:20:28
19 Spectrometer Frequency 699.74
20 Spectral Width 11261.3
21 Lowest Frequency -1432.2
22 Nucleus 1H
23 Acquired Size 32768
24 Spectral Size 65536
T .

T T T T T T T T T T T T T T T T T T T T T
8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5
f1 (ppm)



Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is © The Royal Society of Chemistry 2013

Parameter
1 Data Fiie Name

Title
Comment
Origin
Owner
Site
Spectrd
Author

meter

O© 00 N O LT ~h W N

Solvent
10 Tempefature

11 Pulse Sequence
r of Scans

Value

C:/ Documents and Settings/ Owner/ My Documents/ Dropbox/ Milena OBC/ NMR files (unprocessed)/ MT
504/ Mar19103842/ PHOSPHORUS_01.fid/ fid

PHOSPHORUS_01
MT 504
Varian

vnmrs
service

cd3od

25.0

s2pul

256

50

3.0000

0.0000

0.7340
2009-03-19T10:43:33
2012-11-06T17:20:26

2Na *

N

19 Spectrmeter Frequency 283.26
20 Spectrl Width 44642.9
21 LowesT{fFrequency -15919.8
22 Nucle 31P
23 Acquirgd Size 32768 —
24 Spectrh Size 65536 18.16 18.14 18}5112@%)&1.)10 18.08 18.06 18
A
T T T T T T T T T T T T T
18 17 16 15 14 13 12 11 10 9 8 7

f1 (ppm)

T
.04
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Amphotericin B

60 80 100
% promastigote viability

40

20
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a*

Amphotericin B

NX

Na*

60 80 100
% amastigote viability

40

20



