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Table 1 Conformational searching results

of silybin RRRR isomer

1 2 3
/o /o /o
O % 0 % 0 %
C8-C9-C11-C16 76.2 46.9 - 103.6 53.1
C19-C18-C22-C32 73.6 52.6 - 105.9 47.4
C2-C1-024-H48 179.9 50.5 - 0.2 49.5
C2-C3-025-H49 171.7 53.4 - 0.7 46.6 - -
C7-C8-023-H47 170.1 29.1 67.5 36.1 - 62.8 34.9
C29-C30-035-H57 176.0 58.2 0.0 41.8 - -
C32-C31:033-C34 156.1 33.7 0.5 56.0 - 128.2 10.3
020-C19-C21-027 173.0 32.7 60.8 33.9 - 56.2 33.4

C8-C9-C11-C16, C19-C18-C22-C32,0 20-

C19-C21-027 (C32-C31-:033-C34 2
4 ,H47-H 49
, 0.38 0.382mm 026
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) C32z-
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Table 2 D ihedral anglesand atan distances for relevant
hydrogen bond of different conformations of
silybin RRRR isomer

RRRR-1 RRRR-2 RRRR-3 RRRR-4
H47-H49/m 0.381 0.381 0.381 0.381
023-H50/m 0.224 0.225 0.225 0.224
033-H57/m 0.208 0. 207 0.207 0.208
C8-C9-C22-C32/(?) 85.9 90.2 - 85.0 - 86.2
C19-C18-C22-C32/(°) - 105.5 T4.7 74.1 - 104.6
020-C19-C21-027/(9) 56.0 56. 4 56.6 56.1
C32-C31-033-C34/() - 0.3 0.6 0.3 0.4

C8-C9-C11-C16  C19-C18-C22-C32
2 2
180°,
RRRR 4
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Fig-2 Atanic labelsof silybin RRRR isomer
3 (BALYPY 3-21G)
Table 3 Energiesand thermodynam ics parameter s of different conformation of silybin RRRR isomer (BY PY 3-21G)
E u H G /%
RRRR-1 - 1708.209 76 - 1708.184 95 - 1708. 184 00 - 1708.263 83 5.4
RRRR-2 - 1708.211 53 - 1708.186 74 - 1708.185 80 - 1708. 265 63 36.5
RRRR-3 - 1708.211 91 - 1708.187 17 - 1708.186 23 - 1708.265 85 46.0
RRRR-4 - 1708.210 53 - 1708.185 76 - 1708.184 81 - 1 708. 264 59 12.1
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