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Abstract: Based on the inheritance of traditional theories and experience, modern science and technology was used for research,

improvement, and development of the modernization of traditional Chinese medicine. With the increasing maturity of

pharmacophore virtual screening technology in computer-aided drug design, it has become possible to apply this technology in the

modernization of traditional Chinese medicine. This article starts from the “pharmacophore hypothesis” of traditional Chinese

medicine, analyzes the scientific connotation of “pharmacophore”, and proposes a “pharmacophore-efficacy hypothesis” suitable for

modernization research of traditional Chinese medicine.
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Fig. 1 Common pharmacophore characteristics (1), pharmacophore representation methods (11), complementary binding of
ligand and receptor structure (I11), and 3D conformation of ligand receptor binding (1V)

B R HER R B R %, HAEAR R R 2
Rt ST, AOVBARH 2T T gt — Mo i
AN 7R,
4 HhEh AR

IR IR M A, EEHC
WA DT AR T T ERT M CRE
AT Bz “HRA” N BA R E 23R
Mior77, Bk, Jl T “ARBIZAER (D
DT RAANE, HAVERERER. 400 T
VRS A2 5 R AR A AR I BT B 1 2%
M F . (20 F 2T RUs o> BAT S Ry R 2 2
ZREVE IR o A PR R BRI R AL 22 il o BAT AR
FIRIZ5280A, e IR, Al 2 FEpE 2524141
ZREERIATIR . (3) A2y o B & 23 i 2
FEVE, B2 TER 2R 2GR 2 R,
DE T 2 LA 22 48 A LA . B 254
IO = 4 73 5~ 45 K P AIE 15 e 70 1A FL A1 X B
ALk, A BACRE B AR AR B, A7 K-F
B 25 R AT R P AL o A2 B EER
b, SRAESEPURI T YR 25, MR
SRk S 21k A AR RN X — M,
EESL T PSR S T 2 G B AR Y B, R
H 25 RSN IRAFREOR, AT LA 245 9 FE 5t
B VLT T LA A s R a3 R J 1k 5 o

LR N FEAH G .

ZE EFTR, BT o A e i B S R
R TCINA, o3 T2 S AE 25050 1 IR 45
i, WL EVEERIRE R K, 238X 25T
i -mp OV AR (e, oAy AR R
@M N, absorption, distribution, metabolism,
excretion, toxicity, ADME-Tox) & 1ER M%)
R MR B EE 5R, OB S T 2 PR
HR AR AR C . B PR SRR B U R T
KRR 2GR DU TR, IR B ROk
IIBERLL T R 238 g F AR IR, A
Wyt R R, PETE, S HIGIKDIAF S . Zhang
UV B o 254 SR IR B, DA kg e
IR R, DU B9k R Ll (angiotensin
converting enzyme, ACE). Il/MRIEILE T (platelet
activating factor, PAF). & '%5K 2 11 (angiotensin
I, Ang ID 1 5-$2 (/i 2 A (5-hydroxytryptamine 2A,
5-HT2A) 4 DNZMNEAR, HIDHD 72450 5%
PTG PE R A TE S . 5T AR YR s B 2k R
(quantitative structure-activity relationship, QSAR)
BIF FE 50 AR AR M P e v 24 b 1) A RO oy iR AR 2
SGERIHAT R A AL TR, RE 17 MRS T AR
AEA R BE R T RAE S M MU M EsiE R, A
FASCRFIM BN, RIS o) e e S P



FEH 202144 $52% HET7H  Chinese Traditional and Herbal Drugs 2021 April Vol. 52 No. 7

1869 ¢

PES ARG 2R . PG TEBR R R I B %
e, RIS B TR S AR A BR 1 o 245 25 PR R SR 1
R ESVIRPAF R IR . EH WA, BAi
WA R FEAR S A R LU RE R 251 2518, fn— 2%
AR LI R T 2, ik AT AT 2l
RALFLZGME . FP2G 2ok B 290 B 5 & 1A R0
oy AEEVE RS EAE R, SR AT B
R Z MR RA K. PETERERIVRANSE,
TS T 2 A S AN L ARFE £ e P A
5 whEh “IEE-TIARIRL”

2 R S R 2 R, 24 T 0GR i X A
[ Ry i BRAIE A S P B AR VR, RO BRI A
EPER, 0 AL B 22 1) 2 Ah A ik
My TV OB R R IR R A A K
HH 24 I PR T RO LA R 2 24 B PR DN R, o
LIRS 2 P 2 BRE VEA S B, UniE AR S 9T
WL PR I PRSI AT R AT
WP 2D ROE IR R 25 25 5 Il R SE BRI . 3
REH YN T 5L R g G, N T E
540 2 1) P AR A LT DL FE AT RE DL AT, 2R
RIFFE RS, g BTt M TER R . B TER B
23537 I I TSR RS AN ], B A
TR 7 FAEAE BATA R S LR A . 24 R0t 5
G LU 1 AR L AT EE B TR R AL . eI 2G
R R AT I VR FTARE A SR T 1 > THEZR, )5
Kitt— LW 05T RIS IR A 2 A, I
eI B TR A R ™ s BURZ St
25201 [ CRB T AN, AEXS HAE A i
WA OB IR, BI04
FH 25 R R AE 2 T FE AU 3P 76 B2 5 eh R
SEHAR ., THERMIREE, EHLTRIEN “ehn
7. SH B 47, ANIREINE, SFIEaUET.
BT, FHRM Y “AREER- R (K
2), FEAFLITHE: (1) WFIERTE, Yt
SRS AR S iRV B AR N R R, iSRS
DR (2) 2RI BLRALR A M R Zh %
A RO ISR AL SRR, AR RO P
LM R S AL 2 DA B 25 it il 5 10
“CORA MR AL, RIS A
PRI “IEVESE T, AR BAR K B R
MAHLEs & (3) ThRU R R —# R
RPUZIRIE N “ BN R AELEIEA |2 8
PRI FEE R L2500 1/ BRI T2

Wy

i

Ry

I

\

L
o

SRR — AN — 252 A

/

&

2GRk

I

2Tk

B2 #h “APEA-TRIR” ~EE
Fig. 2 Schematic diagram of “pharmacophore-efficacy
hypothesis” of traditional Chinese medicine
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