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Table S1. Retention parameters (Rg) of dibenzo[b,f]thiepines in typical reversed-phase and microemulsion chromatographic systems.

Typical reversed-phase TLC MELC-TLC
Comp. Organic modifier
No. Acetone Methanol Dioxane MELC1 MELC2
90% 85% 80% 75% 70% 65% 98% 94% 90% 86% 82% 85% 80% 75% 70% 65%

1 063 062 057 052 048 041 053 048 046 044 0.4 084 075 071 062 0.37 0.30 0.43
2 073 062 050 035 028 0.17 056 047 044 036 0.28 0.77 067 060 049 0.25 0.29 0.40
3 059 050 042 029 023 0.14 045 036 032 027 0.18 0.74 064 053 037 0.16 0.27 0.37
4 058 046 040 023 019 0.08 037 026 023 017 0.13 076 064 050 032 011 0.23 0.33
5 064 052 044 026 024 0.12 044 034 032 024 0.17 078 066 051 035 0.14 0.21 0.31
6 066 053 046 029 024 012 042 032 030 023 014 082 070 053 039 0.16 0.21 0.31
7 066 051 045 025 0.22 0.09 048 038 035 0.26 0.18 0.78 067 051 037 0.15 0.21 0.30
8 066 055 051 035 033 021 050 042 041 035 0.25 083 076 060 046 0.23 0.26 0.37
9 064 050 045 029 0.27 0.14 046 038 035 029 0.20 079 069 053 042 0.22 0.22 0.32
10 063 047 041 022 021 0.08 043 031 028 020 0.14 076 066 049 034 0.17 0.19 0.30
11 063 045 041 024 018 0.11 042 030 028 020 0.15 0.78 067 052 032 0.19 0.23 0.33
12 064 047 042 025 021 0.10 035 024 021 015 0.12 082 069 052 035 0.15 0.23 0.33
13 073 053 046 031 011 0.11 053 041 039 029 0.20 088 074 057 037 0.8 0.22 0.32
14 067 050 042 027 022 0.09 042 029 026 018 0.14 0.77 068 053 036 0.16 0.23 0.33
15 076 056 048 031 025 0.10 0.53 042 0.39 03 0.24 083 074 057 043 0.15 0.24 0.33
16 075 058 056 039 035 0.23 049 042 039 033 0.26 076 072 062 052 0.25 0.30 0.39
17 071 056 053 033 032 022 054 046 043 039 0.28 0.72 070 056 047 0.21 0.31 0.40




Table S2a. In silico estimated logP values and solubility parameter of benzothiepino[3,2-c]pyridine
derivtaves.

ﬁgmp' miLogP KOWWIN AlogPs AClogP AlogP MLOGP XlogP2 XlogP3  AlogpS”
1 2.66 2.70 214 229 180 151 190 234  -2.83
2 3.75 3.73 354 337 295 260 315 314  -405
3 4.41 4.37 415 398 362 319 378 404  -464
4 5.52 5.49 524 505 447 391 509 504  -6.29
5 5.48 5.49 533 440 443 391 501 459  -567
6 5.53 5.57 523 430 442 353 493 456  -567
7 5.64 5.69 527 446 464 430 517 469  -538
8 5.23 5.04 467 421 431 346 474 431  -4.89
9 4.49 4.62 444 406 341 332 387 38  -470
10 5.65 6.02 513 545 478 445 527 520  -561
11 5.48 5.49 534 440 443 391 501 459  -565
12 5.58 5.57 492 495 446 353 501 501  -6.25
13 5.40 5.57 481 526 466 399 499 492  -475
14 5.53 5.57 522 430 442 353 493 456  -570
15 5.28 5.04 468 48 435 346 482 476  -4.96
16 3.79 3.81 348 326 294 231 307 339  -414
17 2.92 3.93 350 343 316 306 332 352  -3.78

*Data are estimated solubilities



Table S2b. Chromatographic lipophilicty descriptors of benzothiepino[3,2-c]pyridine derivtaves.

T I
Comp % T Q L < - = e < < X o N
. [<8) 3] - Q o =
No. = Q 2 2 2 < B < S Y 5 g o ¢ 9 = =
o I 2 HI 2 = o I &) F|I < = o l 5 ‘_|I a = | |
= | O ol 04 = | O ol o = | O ol o = =
o o a (@) S o o a (@) IS o o a (@) (S o o
1 125 -0.01 -3.65 95.06 0.07 1.16 -0.02 -496 7322 -007 294 -0.04 -5.00 67.77 -0.31 037 0.12
2 290 -0.03 -279 9464 0.14 3.55 -0.04 -2.08 80.22 0.12 339 -005 -0.98 7279 -0.10 0.39 0.17
3 3.33 -0.03 0.33 100.60 0.35 3.18 -0.04 1.02 8499 028 428 -006 159 7569 0.04 044 0.23
4 3.75 -0.04 3.19 10531 054 3.94 -0.05 271 8593 039 519 -0.07 030 76.43 0.10 053 0.30
5 349 -0.03 0.76 101.07 0.38 3.61 -0.04 0.78 838 027 489 -006 171 7563 0.04 057 0.34
6 3.79 -0.04 145 10151 0.43 3.68 -0.04 023 83.10 025 495 -0.07v 117 7451 -0.03 057 0.34
7 3.68 -0.04 -0.13 98.75 0.33 4.09 -0.05 112 8368 030 474 -006 0.86 7535 0.02 057 0.37
8 2.65 -0.03 -1.72 97.71 0.21 2.69 -0.03 -167 8133 0.13 434 -0.06 -110 7243 -0.15 0.46 0.24
9 310 -0.03 -0.28 9994 0.31 3.25 -0.04 037 8372 024 405 -0.05 -0.07 7396 -0.06 054 0.32

10 402 -004 176 10145 045 4.09 -0.05 232 8499 036 447 -006 104 7570 004 0.62 0.37
11 374 -0.04 182 10246 0.45 3.78 -0.04 222 8533 035 450 -0.06 -1.88 7522 0.01 053 0.30
12 385 -0.04 390 106.40 0.59 384 -005 176 8467 032 516 -007 131 7495 0.00 0.53 0.30
13 372 -004 -118 96.71 0.26 4.66 -0.06 072 8268 029 549 -007 -0.77 7352 -011 054 0.32
14 401 -004 224 10241 0.49 4.07 -0.05 129 8373 030 461 -006 -029 7521 001 052 0.30
15 323 -003 -152 9690 0.23 4.33 -0.05 -0.66 8127 0.20 511 -0.07 -2.16 73.87 -0.08 0.49 0.32
16 257 -003 -150 9856 0.22 294 -004 -317 7868 004 336 -005 263 7208 -014 037 0.19
17 258 -003 -268 9536 0.15 2.92 -0.04 -202 8043 011 354 -005 165 7393 -005 035 0.17




Table S3. SRD scores for standardized (Std), range scaled (Rng) and Rank (Rnk) lipophilicity data.

Std Rng Rnk

Variable SRD Variable SRD Variable SRD

XlogP2 13.89 XlogP2 13.89 milogP 13.89
PC1_Acet 13.89 PC1 Acet 13.89 XlogP2 13.89
milogP 15.28 milogP 15.28 AlogP 15.97
mRy,_Acet 15.28 mRy,_Acet 15.28 XlogP3 16.67
AlogP 15.97 AlogP 15.97 PC1_Acetone 16.67
XlogP3 19.44 XlogP3 19.44 KOWWIN 18.06
Rv’_MeOH 19.44 Rv’ MeOH  19.44 mRy_Acetone  18.06
mlogP 20.14 mlogP 20.14 Ru’_MeOH 19.44
KOWWIN 20.83 KOWWIN 20.83 mlogP 20.14
AClogP 20.83 AClogP 20.83 AClogP 20.83
AlogpS 20.83 AlogpS 20.83 AlogpS 22.22
AlogPs 23.61 AlogPs 23.61 mRy_MeOH 22.22
b_MeOH 23.61 b_MeOH 23.61 b _MeOH 23.61
mRy_MeOH 23.61 mRy_MeOH  23.61 PC1 MeOH 23.61
Co_Acet 23.61 Co_Acet 23.61 AlogPs 25.00
Co_Diox 23.61 Co_Diox 23.61 Co_Acet 26.39
PC1_MeOH 25.00 PC1 MeOH 25.00 Co_Diox 26.39
mRy,_Diox 25.00 mRy,_Diox 25.00 mRy_Diox 26.39
Rv’_Diox 26.39 Rv’_Diox 26.39 Rv’_Diox 27.78
Co_MeOH 31.94 Co_MeOH 31.94 Co_MeOH 30.56
Rv’_Acet 31.94 Rv’_Acet 31.94 Ru’_Acet 31.94
b_Diox 33.33 b_Diox 33.33 b_Diox 31.94
Rv_MELC1 33.33 Rv_MELC1  33.33 Rv_MELC1 31.94
b_Acet 34.72 b_Acet 34.72 Ru_MELC2 34.03
Rv_MELC2 36.11 Rv_MELC2  36.11 b_Acet 34.72
PC1 Diox 59.72 PC1 Diox 59.72 PC1 Diox 59.72
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Figure S1 Eigenvalues scree plot showing distribution of data variability by principal components.
Following the “broken stick” rule the first two principal components can be selected to efficiently describe
retention data structure.
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Figure S2 HCA of retention data of compounds. Three clusters (A, B and C) can be observed at linkage
distance of 10 units and one outlier (compound no. 1). For numeration and chemical structures of compounds

see Table 1 in the manuscript



