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1. Experimental Section

1.1 Nuclear Magnetic Resonance Data
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Figure S1. 'H NMR (a), 3C NMR and DEPT135 (b) spectra of compound 1a.
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Figure S2. *H NMR (a), 3C NMR and DEPT135 (b) spectra of compound 1b.
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Figure S3. *H NMR (a), 3C NMR and DEPT135 (b) spectra of compound 1c.
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Figure S4. *H NMR (a), 3C NMR and DEPT135 (b) spectra of compound 1d.
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Figure S5. *H NMR (a), 3C NMR and DEPT135 (b) spectra of compound 1e.
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Figure S6. 'H NMR (a), **C NMR and DEPT135 (b) spectra of compound 1f.
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Figure S7. 'H NMR (a), 3C NMR and DEPT135 (b) spectra of compound 1g.



=
B
i

T #4 G e
< o w0~ ~ s o
3 &R AN 5 X 8
3 Ss BN a3 5 @
. T T . . . . : . . . . . . . . . . . . . . .
110 105 100 95 90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 10 05 00
ppm
o g
& 8¢ o o rY N @ o
o @ o ® ® S o ® o
(2] A o © o [Te] o ™
T D 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 8 75 70 65 60 55 50 45 40 35 30 25 20 15 10 5 0
ppm

Figure S8. 'H NMR (a), 3C NMR and DEPT135 (b) spectra of compound 2a.



T A
0 < [} ©o o
@ & & o S
S o - = o
T T T T T T T T T T T T T T T T T T T T T T
11.0 105 10.0 9.5 9.0 8.5 8.0 75 7.0 6.5 6.0 55 5.0 4.5 0 35 3.0 25 2.0 5 1.0 0.5 0.0
f1lippm)
o N o
= 0 ® ® 9 r~aNYO ® ©
~ o N © O0oaN I =]
™ VE] o ©O —HdHOO WO o <
b PR ) ® HONNN N =
Il NV
|
| |
| 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
140 135 130 125 120 115 110 105 100 95 90 85 80 75 70 65 60 55 50 45 40 30 25 20 15 10 5 0

ppm

Figure S9. 'H NMR (a), **C NMR and DEPT135 (b) spectra of compound 2b.
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Figure S10. 'H NMR (a), 3C NMR and DEPT135 (b) spectra of compound 2c.
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Figure S11. *H NMR (a), **C NMR and DEPT135 (b) spectra of compound 2d.

12



F 00°€]

Fesze

ULJ_%

F 017

a)

= 96°C|
k 107

TT—
= 560

— = /60|

55 5.0 45 4.0 35 3.0 25 2.0 15 1.0 0.5 0.0

f1ppm)

6.0

b)

Lyl—
Lee
m.ww/
0'6¢
€6¢
v'6¢
§'6¢
9'6¢
9'6¢
162

€0¢
6°'1¢
8'9¢

¢05—
yes—

13

1 (ppm)

L'lgl~
g'ecl—

L'lel—

T
130 126 120 15 10 105 100 95

135

140

Figure S12. *H NMR (a), 3C NMR and DEPT135 (b) spectra of compound 2e.
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Figure S13. 'H NMR (a), 3C NMR and DEPT135 (b) spectra of compound 2f.
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Figure S14. 'H NMR (a), *C NMR and DEPT135 (b) spectra of compound 2g.
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Figure S15. 'H NMR (a), 3C NMR and DEPT135 (b) spectra of compound 3a.
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Figure S16. *H NMR (a), **C NMR and DEPT135 (b) spectra of compound 3b.
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Figure S17. *H NMR (a), *C NMR and DEPT135 (b) spectra of compound 3c.
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Figure S18. 'H NMR (a), 3C NMR and DEPT135 (b) spectra of compound 3d.
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Figure S19. 'H NMR (a), 3C NMR and DEPT135 (b) spectra of compound 3e.
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Figure S20. *H NMR (a), *C NMR and DEPT135 (b) spectra of compound 3f.
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Figure S21. *H NMR (a), *C NMR and DEPT135 (b) spectra of compound 3g.
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Figure S22. 'H NMR (a), *C NMR and DEPT135 (b) spectra of compound 4a.
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Figure S23. 'H NMR (a), 3C NMR and DEPT135 (b) spectra of compound 4b.

24



a)

I oo

%Hw.ma

T g671

F 62

T €671

T 8871

F 161

b)

0T YT — —
6222
5922
o I
8062
8262
9862 —_—
sv6e ]
mw.am\
88'TE
Pr1I9— —
58'82T—
9EPYT— —
18'85T— —

20

40

70

T
90

T
100

T
110

T
120

T
130

T
140

T
150

T
160

ppm

Figure S24. *H NMR (a), **C NMR and DEPT135 (b) spectra of compound 4c.
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Figure S25. 'H NMR (a), **C NMR and DEPT135 (b) spectra of compound 4d.
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Figure S26. *H NMR (a), **C NMR and DEPT135 (b) spectra of compound 4e.
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Figure S27. 'H NMR (a), *C NMR and DEPT135 (b) spectra of compound 4f.
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Figure S28. 'H NMR (a), *C NMR and DEPT135 (b) spectra of compound 4g.
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Figure S29. 'H NMR (a), 3C NMR and DEPT135 (b) spectra of compound 5a.
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Figure S30. *H NMR (a), **C NMR and DEPT135 (b) spectra of compound 5b.
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Figure S31. *H NMR (a), 3C NMR and DEPT135 (b) spectra of compound 5c.
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Figure S32. 'H NMR (a), 3C NMR and DEPT135 (b) spectra of compound 5d.
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Figure S34. 'H NMR (a), *C NMR and DEPT135 (b) spectra of compound 5f.
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Figure S35. 'H NMR (a), *C NMR and DEPT135 (b) spectra of compound 5g.
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Figure S36. *H NMR (a), **C NMR and DEPT135 (b) spectra of compound 6a.
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Figure S37. *H NMR (a), **C NMR and DEPT135 (b) spectra of compound 6b.
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Figure S38. *H NMR (a), **C NMR and DEPT135 (b) spectra of compound 6c.
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Figure S39. *H NMR (a), **C NMR and DEPT135 (b) spectra of compound 6d.
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Figure S40. 'H NMR (a), 3C NMR and DEPT135 (b) spectra of compound 6e.
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Figure S41. 'H NMR (a), *C NMR and DEPT135 (b) spectra of compound 6f.
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Figure S42. 'H NMR (a), **C NMR and DEPT135 (b) spectra of compound 6g.
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Figure S46. *H NMR (a), *3C NMR and DEPT135 (b) spectra of compound 7d.
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Figure S47. *H NMR (a), **C NMR and DEPT135 (b) spectra of compound 7e.
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Figure S48. 'H NMR (a), *C NMR and DEPT135 (b) spectra of compound 7f.
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Figure S49. 'H NMR (a), *C NMR and DEPT135 (b) spectra of compound 7g.
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1.2 Evaluation of the Chromatographic Hydrophobicity Index

Table S1. Retention times (tr) of the standard mixture obtained by LC/UV at pH 2.6. CHI, values at pH 2.6.

Compound tr (Min) CHlopH 2.6
Benzimidazole 4.141 6.300
Theophylline 4.532 17.90
Paracetamol 4.656 18.77
Caffeine 4.823 23.41
Colchicine 5.792 43.90
Carbamazepine 6.434 60.42
Indole 7.076 72.10
Propiophenone 7.421 77.40
Butyrophenone 7.901 87.30
Valerophenone 8.326 96.40
Heptanophenone 9.092 112.1
140 =
120 CHIy pH 2.6 = 21.09 x tp — 78.59
R®=0.9982
100
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Figure S50. Linear correlation obtained by plotting the retention times (tr) of each of the individual standard mixture
compounds against the CHI values at pH 2.6 (CHly).
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