IR EZ

Yt

(L0520

Jitk . BEEAITE)

<

L

[#] Gerhard Klebe ¥
W I R AR A ] B

@4"}"?&/&&




s
=
et
P
Y
piis
R
1=

dimicil: Jiik. WEERTEHBLA

Drug Design: Methodology, Concepts and Mode-of-Action

[ /£ ) Gerhard Klebe
LB RGBT LA RS F

O 4 s x K i
i =



[EF: 01-2010-4571
" & & N

HPBOHRE—TTRE, —TTHAR, R T Z2¥RM SN ZAR. RFTERAL, KW
R RLE AT R =Y, i B R X O R AR R . it R R E SRR
AR LR , §7E R —F R IR T B AR A A(E 3 T 3 AR AR #Y
Tk MO, NHY BT AR AR B QIE YR B A R R BIRE VR IER . 25
Wy — P RE I I 5 | S A T FI AT S0 A= fiy R ST O B, A5 T 22 BT T 259
B 7k XA A ALY B9 FE RIS, 7455 B A A i B SRS 25 1e2F
HEEAI .

EPELNA T LMPTIERSER . e E W R B H RS B | FRL
KA SMER X, LA BT 45 iRt i i 20 2 LR £

First published in German under the title

Wirkstoffdesign: Entwurf und Wirkung von Arzneistoffen (2. Auflage)
Edited by Gerhard Klebe

Copyright © Spektrum Akademischer Verlag, 2009

This edition has been translated and published under licence from Springer-
Verlag GmbH, part of Springer Nature

EBEMEE (CIP ) 8

it ik BEEFERIR / (1H) RRRATE -
SLENIL (Gerhard Klebe) 35 b 2] FRAEHT2G ¥ &
ARRATE. —Jbat: Bt 20195

4544 J53C : Drug Design: Methodology, Concepts and
Mode-of-Action

ISBN 978-7-03-060846-8

I.0%- .08 @F- . D4 —ikit¥
IV.DR914.2

[ R A E A5 1 CIP B AZ - (2019 ) 55 048108 5

TSR BEETFT A th FrAER A FRA L
FAEEP S kuet / @ikt 2 AL

4 4 x Ko R

' AEFZR AR LT 16 S
MBS < 100717

http: // www. sciencep. com

R R AL K A R A R HERR
T T A E R A BR 22 =1 E Rl
PR AT SRS
3
201945 A% — R OJFA: 787x 1092 1/16

20194F 5 H 45—k ENRI  EN3K. 46 172
FH: 974 000

EM : 380.00 T
(GnAG BN R R ), Fott gt E )



FERE

Wt 7 24 O S A S LTl AR B PSR TN, =44 i 25 )0t A OR B R 1 Bh 45 o £
ARBINEH , And -G A2y il [ ShifE sOR (8 A TR A R B | K DL 10 | SR A
PR RAEWE B a5 . BT, V2 29 1E A B2 TR AWl A B
{EL 33 ST BRI R BE BEAR L sth A A 5 ‘

H 7] B /R 28 K% Gerhard Klebe #HZNE R  51isit: Jrid LS AEAIAR) —
PRI AE LT L& P RIURIE. BR 17X BOREEST T BN R G 415t A
Hik2e 1 i 2 s B9 B 1A Bh 25 W0t K N B B 25 B AR RIS, JF X2 R B
FECR A T8 2R ZIA LA . Klebe BUR M F 25 L 2E DTN Z4F , (b 15
1H 535 4 4l BASF 2 NGB & TAE 10 R4F, EFUSIRBE K I R TS5 T 454
MZPBCT BE AT . AP Z NE, 2 A SR = AR R R 4 T
VELRN B EE 5005, BA IR 1% ) 25 M E.

ABAESCR UG 2000, SRR A T3S, A T 238 R B R85
VALK oA B FE T 5 25 et A AR AT ST B s 2 0 o R A H B o, g fi
FEl 9 1 25 0T A A 3 REA Pl b B B T5 B & 2, b B R 25 W0t e A A /Y
Bigr , BABEEMNE L '

Ceyppiseit: Jruk  BEERPERE) — B ATy, =+ "8, B—8aNnad T
YT A FER , (T EEMETE REE T 25 R BRI D S BUIR BN R R R B 5 28 4
TR BV AT HENE ; 5 =5 TR 4t 1 7E W) R T 5T - M AR PSSR
NIBETTE ; BV BE T ARIOR RIS ik AL S st w5 5 oy, 1k
SRR LA B 25 TV o TSI PREE B 40 T 3 T BT &

2001 4R LA, 25 A RREFEDRTZG T A2 AT FRZA B R AS W FHRHIF AT A2 Bt A K - p 236
BR IR WT TR, (Rt 55 T4 [ P et AR 56 4 43 25 TR M R A, LASE[RIHR T
E 259 & AR, 245C0E SRR TR =BG EZ R 7 ARG ¥ AK
P9 CAAC S YIRS AT YOBT 25 & B A ) BRI AN AR, SRk R SRS T
CABLE R—DIWE AP SN )RR R ——A N S a5 f b )T
LRI 2 BOHA AR IR M T T ERISRNS ) MBI R, AR SR R
PR RRAY SR SASRAE . X LE IR AL "2 W BRTEL SR\ 2R, 25 I RRTERT 25 1 A A
BR 2% ) — LRI AT BA DTS Bl PR S5 o A 5 i R T B3 1 ORI, AR AR B A



RRAE R N AL IFFT IR K 5 24 0F 2 il b R 25 i o2 1) B AR IE B i 255

25 W RSB 25 5 A PR ) T 2000 4F 12 7 T, 2 2ROV Rl 2y A HoR S =
I7 RSB & FF G RE I AR B A A, 25 B BRAEAY IS 52 o A BREE 25 7
e R S MR IR B RE I A AR f , LR K & MEMU 25, MBI 0907 o 25 W RRTE R N
B2 I Az A 50 s 24 W R A b L 2 sl B AR — IR AT 250 A IR 55 1R 65, SEAE AT BY
W E 2 gk o EE T RLE 2SR, Ll Ak 0 Sk, L4k b E AR 4
24l R R 25 W B T — IR 25 K AW R IR 55, AR ES LT, 2y
Yitkeg, 25327 29 R sl 12, 25, 204 | AR S HEE ( absorption, distribution,
metabolism, excretion, ADME ), BEBR2E 5T, A= 7= T 20 A 5% . i 52 ( chemical,
manufacturing and control, CMC ) FllIlfi FRAGTF %& , LA B 24 11 PR H 4 55 4 A%

A TR T 5 2 P 2 A R 7 D 2 0 A IR 55 SRR A B SE 0, 8 B A o e 24
YR Eh J1 A 03R4 (551335 58 14 S5 ISR 1938 ) 4351 Pl 24 BH B P A W03 4 A A 0 A
BAFNZG P AR H 5t A BASE . 55— “ o SLmt” 2R T KB H O
i+ Rt IR AN B WS RN T R hZEREL FEF
AR R SRR R S = SR SRS R AN A
B RRER ZHEE L L il A ETHE RSB SR SRR “H
RO BB " a0 kR SO KRB EEREPLE R 5y
UMY . BT MBI S” A DA BRIEE M+ ROt | i
W+ AZEMAL R UL s RS AT R (R K
A ek 2R ANAES 7 57 4 B BRA VA TR, TR A B2+ A
IR AR ST BUNEEL | EEEE B EE A A A
3§ﬁ§ﬂ:\Hijtﬁﬁﬁgj:\ﬁtfﬂﬁﬁtt\3§Wg$ﬂﬁgﬁﬂgﬁﬁﬁfrﬁ%ﬁgﬂﬁﬁﬁfﬁfﬂfF,E§§§q“ﬁ§ﬂjﬂ1X¢%55}
PR T T AR TN

TEA A b SCiF R e Z PR, AR 45 J5AE 4 Gerhard Klebe #FFEHE T Hh AR -
1 IE TR AT s I R A s |

RAEZB R T ARZZS 5 AR I, {5 B3 5 o A ik 742 rhi the =22 Ah 7 i ude
B, Bl KA e R 5 0.

£ HE
LHB RS LARAT  EEK
i
LA RAABTAARAS] ABFEH



SRR

FRIE 25480t : J7 v A E AT ) — B PR TR ED . A5 RS — WU
Hans-Joachim Bohm , Hugo Kubinyi #13& - 1996 4F FHIA T BEiE i L W] 58 ilny . Hifm
F2008 4FF X LAME—1EE B EHWE 7 iGN, HNEWRAR] 7 RiEY 7e. 298t
WFFEA B & —A 05 AABERIS A4 sk, 175 | AR R A 14 5 B A
FEIRPSR A U, FeATT— ELEF IR | Ay kAT Sk . AR R S X s L F-
FrAEMESE, (Han SR e g AR BFE A 2Pk, 2013 4F, 76 BEE A 9515 1Y Leila Telan (197 BY
T, SRR T BT IRA N AR AGE X A5 AT LA PR A AR SRR R A
BT MR E L, (BT oG T RS AL, B, g GRS 3
AN BT X EEA TS , ol R A SRR R A5 [T ) XA | fi ) 13238 e 2 i i
WSS AR I 2 Ah o AR — AR 2 A R R TR AT TR A A, FRHbAT T . b
N — AR IEAEE M E R E R, A EH R EA R KA 22 2R FFAERE R
WA BAEET | SA TE AZ SR, 25980 S m R TE ML G B A B gl 2 — T 5
JRURSE | g IR 1 TAE o BTt 2B i 1 1 o3 SE AR 48 s HAE A TS e iRk 7o L AA
HE , [RIEE R REHS B A HE TR 06 i, 0 N R B af a7 B

ANE T A ERA Tt e 25 580 s anfar AR BAE Ak 27 A
YksE s AR RS A . T AR R TR R E BN
K AEE b 2SR A TR AT, e A B TRl A st el LA
— G259 531 RN HE 55 AH AR FH A #haF Z AL ( http://pe] 664.pharmazie.uni-marburg.de/book/
HTMLVersion CN.html ).

YERAARBRIEIER , LA BOHS SARBR TEXDEE, e, FREXHBATY
W ESE AR A8 B i . [ TR AR B A i 2 5, 2T
AR R R MUy T S

Gerhard Klebe, 20182 A 5 Ti&£H & R



Preface

With pleasure I could realize that the textbook Drug Design Methodology, Concepts and
Mode-of-Action has been translated into Chinese language. In 1996, Hans-Joachim B&hm,
Hugo Kubinyi and I wrote a first version of this book in our German mother tongue. Later in
2008, the German version was entirely rewritten and strongly extended, this time by me as sole
author. The field of drug design is a fascinating and exciting one, thus, it has always been our
intention to present the material in an attractive and captivating way to win particularly young
scientists for this challenging field of drug research. What appears easily feasible in your
own mother tongue is more of a challenge in a foreign language. In 2013, the book appeared
in English, with the help of Leila Telan, a native speaker, who translated a first copy. Since |
am familiar with the English language myself, I could keep track that some of our intended
mission was also accomplished in the English translation. The Chinese translation is for me an
excursion into unknown territory as I personally can only admire this translation, but, as I do
not speak a word of this language, | want to express my hope that a similar fascination of drug-
design research is conveyed. My hope goes in particular to the young Chinese students as they
carry our future. I would like to see this book as a mean to attract many of the most talented
and ambitioned Chinese students and young scientists from the emerging and prospering
country of China, as the matter of drug design and the development of therapeutically active
molecules is a tremendous challenge but at the same time a highly rewarding task. Bringing a
novel active agent “to life” and to discover the science behind its mode-of-action is fascinating
but at the same time it can support mankind to improve life quality and turn better health care
into reality.

The book is meant for students of chemistry, pharmacy, biochemistry, biology, chemical
biology, and medicine who want to get insights into the design of novel active agents and the
structural foundations drug action. As a structural thinking is key to get access to the molecules
in action, the author prepared multiple videos of the static images in the book. They allow readers
to immerse themselves in the fascinating world of interacting and communicating molecules with
the sole help of their mobile phones or tablet computers (_http://pc1664.pharmazie.uni-marburg.
de/book/HTMLVersion CN.html ).
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The original author of this book is grateful to the many Chinese colleagues who took
the load to prepare this translation and he wants to acknowledge this labor-intensive piece of
work. Also the engagement of the publisher is highly appreciated which turned this Chinese

translation finally into reality.

Marburg, Germany
February 2018 Gerhard Klebe
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