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!H NMR and 3C NMR spectra
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'H NMR (250 MHz, CDCls) of 2'-hydroxyethyl 30,7a-dihydroxy-5p-cholan-24-oate (1)
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13C NMR (62.9 MHz, CDClIs) of 2-hydroxyethyl 30,7a-dihydroxy-5p-cholan-24-oate (1)
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H NMR (250 MHz, CDCls) of 4'-hydroxybutyl 3a,7a-dihydroxy-5p-cholan-24-oate (2)
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'H NMR (250 MHz, CDCls) of 6'-hydroxyhexyl 3a,7a-dihydroxy-5B-cholan-24-oate (3)
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13C NMR (62.9 MHz, CDCls) of 6'-hydroxyhexyl 30,7a-dihydroxy-58-cholan-24-oate (3)
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13C NMR (62.9 MHz, CDCls) of 8'-hydroxyoctyl 3a,7a-dihydroxy-5B-cholan-24-oate (4)
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13C NMR (62.9 MHz, CDCls) of 10-hydroxydecyl 3a,7a-dihydroxy-5B-cholan-24-oate (5)
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'H NMR (250 MHz, CDCIls) of 12-hydroxy-1,4,7,10-tetraoxadodecyl 3a,7a-dihydroxy-5p-

cholan-24-oate (6)
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13C NMR (62.9 MHz, CDCls) of 12'-hydroxy-1,4,7,10-tetraoxadodecyl 3o,7a-dihydroxy-5p-

cholan-24-oate (6)

A)
0.000
° °
-0.500 "
° 'S . 1
-1.000 ?
- A2
b * A
) A 3
-1.500 A
o4
-2.000 5
A
6
-2.500
65 70 75 80 85 90 95 100
¢P
B)
0.400
[ ]
0.200 L
0.000 ® * 1
x L * A2
& -0.200
2 * 3
A
-0.400 * A P
-0.600 Y A >
Y3
-0.800

65 70 75 80 85 90 95 100
¢

Figure S1 Logarithm of the retention factor (logk) for different methanol-2-propanol (A) and

acetonitrile-2-propanol (B) volume fractions.
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Table S1A. (*MarvinSketch 17.2.3; 2ChemBioDraw Ultra 12.0; 3ChemBio3D Ultra 12.0;

“ALOGPS 2.1).

AC Average
Compound logP! logP? ClogP® ALOGPs* ALOGP* MLOGP*

logP* logP?
1 246 341 4.03 3.55 3.63 3.31 2.58 3.52
2 296 3.88 4.23 3.35 3.82 3.70 3.69 3.94
3 346 4.44 4.49 3.89 4.75 4.34 4.09 4.60
4 425 527 5.55 4.56 5.68 5.26 4.48 5.32
5 5.05 6.11 6.61 5.23 6.61 6.17 4.86 6.14

6 584 694 7.66 5.85 7.53 7.08 5.23 6.94




