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[ Abstract | Objective: To analyze coexistence state and interaction among starch, pectin these two

common polymer substances and small molecule active substances from water extract of traditional Chinese

(Wi EHEI] 20130813 (004)

[E4WB] EXBARP¥IE4 W H (30572374,30873449,30973950,81274096 ,81303230) ; V1. 75 48 BHE T 72 25 WFIBE & 6 37 % & —— 70 s
PEWFSE I H (BY2012036) 5 VL7544 BHUT B AR BF 2 5k 4 050 H (BK2012855 ) 5 i [H 1 - J5 B2 hk 4 1 H (2013M541704 ) 5 7175
B LERE AT (1301133C)

[$E—1EE] 2, LR, NF LR S 41 b 255 )7 5 8 TS, Tel :025-83604136 , E-mail : zodlee@ 163. com

[ERAMEE] " 236, MFoE 5 N DA AR g TR 9 th 25 5 77 43 B TR A 5%, Tel :025-86798188 , E-mail : guoliwei8 15@ 126. com;
C RS A R, AT E RS EERF ST, Tel :025-85811001 , E-mail ; wmh7001 @ 163. com



5520 %55 W Hh S 5 R A g Vol.20,No. 5
2014 43 H Chinese Journal of Experimental Traditional Medical Formulae Mar. ,2014

medicine. Method: Taking Huanglian Jiedu decoction as an example, computer simulation technology was
adopted, steps as modeling of analysis materials, minimization of system energy, planning of total system energy,
count of energy of common polymer materials taken alone, consideration of energy of small molecule active
substances existed alone, interaction relationships with common polymer substances ( starch, pectin) and small
molecule active substances ( berberine, palmatine, baicalin, geniposide) were analyzed. Result; Common
polymer substances (starch, pectin) showed mutual attraction relationships with berberine and palmatine, showed
weak mutual attraction relationship with baicalin, but there were mutual repulsion relationship with geniposide;
Average interaction energy between starch to berberine, palmatine, baicalin, geniposide were - 32.159,
-28.630, —5.974,234.295 kcal'mol ', respectively; Average interaction energy between pectin to berberine,
palmatine, baicalin, geniposide were —19.717, -19.804, —1.067, 253.258 kcal -mol ', respectively;
Separation easy degree between starch, pectin and small molecule active substances were in the order of
geniposide > baicalin > palmatine > berberine. Conclusion: Van der Waals force played leading role in interaction

of common polymer substances and small molecule active substances, but electrostatic interaction was small (3% -

15% ), size and direction of interaction energy related with spatial location of active substance.
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