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out/structures rdkit.svg.
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> : molecular-analysis properties. WXt TG bn &AM 524t E (C3H603, MW
90.078, exact mass 90.0317, cLogP —0.5482, TPSA 57.53 A2, HBD/HBA % 2, Aljigits
1, ®EJE T 6, fraction csp3 0.667, Lipinski #x%§ 0); &g C2ZH60, MW 46.069, cLogP
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—0.0014, TPSA 20.23 A?, HBD/HBA % 1. #:7%: RDKit fpiiid 5 R IX 4» T4 pKa. logD7.4.
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4 Morgan #5£; Tanimoto Ul

k75 molecular-analysis fingerprint similarity. £4%: Morgan {54, radius = 2,
2048 bits, chirality = True (W#ZutsT1:).
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Y ) WA vs LRE 0.133.
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o ARBREI A RT 0.37 A2, z bR 0.80-1.14 A, z 5 2.60-4.01 A = JRBF
i B =g (R 4EehnE 1)
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(R AL, it 10.9099 kcal/mol).
5.2 {RGeEXTLL
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name formula MW cLogP TPSA Tan.

(8)-lac C3H603 90.078 —0.5482 57.53 1.0
(R)-1lac C3H603 90.078 —0.5482 57.53 0.692
ethanol C2H60 46.069 —0.0014 20.23 vs. ethanol 0.133
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