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Tab 1 Example of information from atlas data base (I)

Number; 73*
Classification, 10* *
Molecular formula; C;sH; sNOs

C ,' d name.

Parameters of unit cell ;
a=13. 895 b=§. 886 c=15. 9452.
Alpha=90. 00 Beta=91.12 Gamma=90. 00

Space group; P 21/c

Molecular number in unit cell; 4

Activity ; liver protection

Author, JC Cheng

Author; JJ Yang

Author; CH He

Author; QT Zheng

Publication; Chinese Science Bulletin

Volume and page: 34(11), 957

Year, 1989

* Number of atlas data base
* * Classification number of cambridge crystallographic center
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Tab 2 Example of information from atlas data base (II) ——atomic coordinate and deviation

Name X/a Y/v Z/c AX/a AY /b AZ/c
Ccl1 0. 4726 0. 7095 0.4126 0. 0002 0. 0005 0. 0002
c3 0.3915 0. 8045 0. 4427 0. 0002 0. 0004 0. 0002
C4 0. 3226 0. 6916 0. 3884 0. 0002 0. 0004 0. 0002
C5S 0. 3652 0. 4959 0. 3629 0. 0002 0. 0005 0. 0002
[of] 0.5194 0.4126 0. 3311 0. 0002 0. 0005 0. 0002
c7 0. 3387 0. 4085 0..2659 0. 0002 0. 0004 0. 0002
Cc8 0. 2443 0.3778 0. 2597 0. 0002 0. 0004 0. 0002
Cc9 0. 2054 0. 2537 0. 3248 0. 0002 0. 0005 0. 0002
C10 0.1194 0. 2311 0. 3219 0. 0002 0. 0005 0. 0002
Cl1 0. 07086 0.3273 0. 2536 0. 0002 0. 0005 0. 0003
cl2 0.1088 0. 4450 0. 1879 0. 0002 0. 0006 0. 0003
C13 0. 1952 0. 4720 0. 1908 0. 0002 0. 0005 0. 0002
Cl4 0. 2426 0. 6665 0. 4439 0. 0002 0. 0004 0. 0002
C15 0.2428 0. 5636 0. 5305 0. 0002 0. 0005 0. 0002
Cl6 0. 1696 0. 5367 0. 5803 0. 0002 0. 0005 0. 0003
C17 0. 0951 0.6116 0. 5447 0. 0002 0. 0006 0. 0003
Ci8 0. 0941 0.7151 0. 4596 0. 0002 0. 0006 0. 0003
C19 0. 1675 0.7426 0. 4098 0. 0002 0. 0005 0. 0002
H3 0. 3844 0.7998 0.5111 0. 0002 0. 0004 0. 0002
H 4 0.3028 0. 7607 0. 3324 0. 0002 0. 0004 0. 0002
H 5 0. 3491 0. 3954 0. 4067 0. 0002 0. 0005 0. 0002
H6A 0.5042 0. 2818 0. 3471 0. 0002 0. 0005 0. 0002
H6B 0. 5728 0. 4432 0. 3605 0. 0002 0. 0005 0. 0002
H6C 0. 5230 0. 4250 0.2625 0. 0002 0. 0005 0. 0002
H7 0. 3638 0.2827 0. 2589 0. 0002 0. 0004 0. 0002
HS 0. 2387 0.1838 0. 3716 0. 0002 0. 0005 0. 0002
H10 0. 0931 0. 1477 0. 3677 0. 0002 0. 0005 0. 0002
Hil 0. 0108 0.3121 0. 2523 0. 0002 0. 0005 0. 0003
H12 0. 0754 0. 5095 0. 1393 0. 0002 0. 0006 0. 0003
H13 0. 2209 0. 5559 0. 1448 0. 0002 0. 0005 0. 0002
Hl156 0. 2944 0.5110 0. 5559 0. 0002 0. 0005 0. 6002
H16 0. 1706 0. 4658 0.6398 0. 0002 0. 0006 0. 0003
H17 - 0. 0441 0.5919 0. 5790 0. 0002 0. 0006 0. 0003
H18 0.0423 0.7682 0. 4348 0. 0002 0. 0006 0. 0003
HI19 0. 1663 0. 8155 0. 3509 0. 0002 0. 0005 0. 0002
H2' 0. 4121 1. 0677 0. 4682 0. 0023 0. 0058 0. 0026
HY 0. 3829 0. 4851 0. 1530 0. 0026 0. 0065 0. 0029
ol 0. 5447 0.7752 0. 4284 0. 0001 0. 0003 0. 0002
02 0. 3898 1. 0054 0.4188 0. 0001 0. 0003 0. 0002
03 0. 3671 0.5328 0.1913 0. 0001 0. 0004 0. 0002
N1 0. 4551 0.5434 0. 3673 0. 0001 0. 0004 0. 0002

Bl A ThiEe

1 Thie
LL R AL TEETRR AEYEHR RLARFBEH) 4 FREHRSFR
FHRELR E KXY EVEE. GRSV (SHABMERESEMUE 4
x5,



254 Acta Pharmaceutica Sinica 1993;28(6) 1442~ 449 445
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2.1. R UAESYWER.OFANH:

Compound name index

Molecular formula index

Neoclausenamide

C1sH19NO3

Number; 73

Classification; 10

Mofecuiar formula,; CjgHi1aNOs

Compound name; neoclausenamide

Parameters of unit cell;

a==13. 895 b=6. 886 c¢=15. 9452.
Alpha=90. 00 Beta=91.12 Gamma=290. 00
Space group: P 21/c ’
Molecular number in unit cell; 4

Activity ; liver protection

Author; JC Cheng

Author; JJ Yang

Author; CH He

Authot; QT Zheng

Publication ; Chinese Science Bulletin

Volume and page: 34(11), 957

Number; 73

Classification; 10

Molecular formula. CisHisNO;3

Compound name: neoclausenamide

Parameters of unit cell;

a=13. 895 b=6. 886 c=15. 9452.
Alpha=90. 00 Beta=91.12 Gamma=90. 00
Space group; P 21/c

Molecular number in unit cell; 4

Activity ; liver protection

Author; JC Cheng

Author: JJ Yang

Author; CH He

Author; QT Zheng

Publication; Chinese Science Bulletin

Volume and page; 34(11), 957

Year. 1989 Year: 1989
2.2. #H HKERHERK .26 B/ RFESHAME.
H17 (AES)
g’
C(1)—C(3) 1. 3961(2) C(8)—C(® 1. 4566(2)
c(H—o 1.1233(1) C(8)—Cc3d) 1. 4366(6)
C(DH—N( 1.3719(D C(9)—C(10) 1.2051(3)
C(3)—C4) 1. 4960(1) cao—can 1. 4337(5)
C(3)—0(2) 1. 4350(2) C(11)—C(12) 1. 4345(2)
C(4)—C(5) 1. 5300(1) C(12)—C(13) 1. 2148(3)
c(4)—Cc4 1. 4446(2) C(14)—-C15) 1. 56520(3)
C(BY—C(M) 1. 6934(4) C(14)—-C19 1. 2794(9)
C(5)—N(1) 1.2919Q3) - C(15)—C(16) 1. 3156(7)
C(6)—N(D 1.4010(1) C(16)—C17) 1. 2793(9®)
C(7)—C(8) 1. 3304(3) cC(17)—C8) 1. 5325(3)
C(7)—0(3) 1. 5236(2) C(18)—C(19) 1. 3184(2)
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A
c@)—Ccy—od) 117.16(3) C(H—CB—C1dD)
C)—C(LH =N 115. 82(9 C(8)y—C(9H—CcUo
O(1)—C(1)—N(1) 127. 00(1) c(®—camn—cian
C(H—CR)—C 93.97(4) co—-can—-caz)
C(1)—C(3)—-0(2) 111. 69(7) c1)—-cuzy—casd)
C(4)—C(3)—0(2) 109. 89(9) C(8)—-C(13)—CcU2
C3)—CM)—C(5) 111. 40(5) C(4)—C(14)—C(15)
cC3)—Cc4)—-cud 101. 47(6) C(H—CcuaH—-cay
cBH—-Cc)—cud 111. 32(7) C(15)—C14)—Cc19D)
C(4)—C(B)—C(D) 118. 50(2) C(14)—C15)—C(16)
C(4)—C(5)—ND) 98.12(9) C(15)—Cc(16>—C(17)
C(T)—C(B)—N(D 109. 00(5) C(16)—C7)—C(18)
C(5)—C(7)—C(8) 108. 70(6) c(17)—c8)—c9)
CB)—=C(7)—0(3) 117. 28(4) C(14)—C(19)—C(18)
C(8)—C(7)—0(3) 107. 53(5) C(1)—N1)—C(5)
C(TH—C(B)—C(® 114.79(6) C(H)—N(1—C(6)
C(7)—-C(8)—C(13) 115. 96(6) C(5)—N(1)—C(6)

BN _RFE

Distances(A) to the least —squates planes
Plane no. |
Equation of the plane . 2. 69(3)X + 5.986(5)Y + 7.188(21)Z = 7.838(8)

Distances(A) to the plane from the atoms in the plane.

C14 —.004(4) C15 - 003(4H)
C16 . 003(6) C17 —. 005(6)
C18 . 000(6) Cc19 . 004(4)

Chi squared for this plane 3. 501
Plane no. 2
Equation of the plane : — 1.94(3)X 4+ 5.569(6)Y + 9.152(19)Z = 3.997(7)

Distances(A) to the plane from the atoms in.the plane.

Cc38 . 009C4) c9 —.011(4)
C10 .004(4) Cl1 . 009(6)
Ci2 —.011(6) C13 —. 002(4)
Chi squared for this plane 18. 815
ZHEf
Dihedral angle between planes A and B
A B ~ Angle(deg)

1 2 20. 65(15)

129.
116.
115.
129.
115.
114.
127.
108.
123.
127.
107.
125.
127.
108.
113.
130.
116.

23(2)
46(6)
04(7)
75(2)
98(6)
46(7)
70(9)
76(5)
52(7)
82(9)
68(6)
00(7)
32(9
62(5)
60(9)
16(%)
01(6)
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HA ,
01 €1 €3 cC4 167. 1(4) 01 C€1 C€3 02 53.9(2)
N1 Cc1 €3 cCH4 —13.6(2) N1 Cc1 Cc3 o2 —126.8(3)
c3 €1 N1 C5 —3.02) . €3 €1 N1 C6 —177.8(4)
01 €1 N1 C5 176. 2(4) o1 €1 N1 <C5% L4
c1 -c3 ¢4 C5 24.0(2) c1 €3 c4 cl4 142. 6(4)
02 €3 C4 C5 138. 8(3) 02 €3 €4 ClM —102. 6(3)
c3 Cc4 C5 C7 —144.3(3) c3 Cc4 €5 N1 —26.9(2)
cl4 ¢4 €5 C7 103. 2(3) cl4 €4 <C5 N1 —139. 4(4)
c3 C4 cCl4 cC15 —59.9(2) c3 Cc4 cCl14 c19 120. 9(3)
c5 Cc4 Cl4 C15 . 58.8(2) C5 €4 Cl14 Cl19 °  —120.5(3)
c4 €5 €7 C8 —62.9(2) c4 ¢c5 €7 03 59.3(2)
NI ¢c5 €7 cC8 —174. 1(4) N1 €5 <C7 03 —51.9(2)
cC4 €5 N1 CI 17. 4(2) c4 C5 N1 C6 —167.0(3)
c7 €5 N1 <cC1 141. 6(3) c7 €5 N1 C6 —42.8(2)
c5 ¢c7 Cc8 C9 —54.5(2) c5 ¢7 €8 cCi3 125.1(3)
03 ¢c7 <C8 €9 177. 6(3) 03 c¢7 c8 cCI3 —2.9(2)
c7 C8 C9 C10 177.1(4) c13 c8 €9 ClI0 —2.3(D)
c7 €8 CI3 Cl2 —178. 4(4) c9 €8 cC13 CI12 1.1(2)
cs c9 c1o cu 1.3(2) c9 cl0 c11 cl2 .6(2)
c10 c11  Cc1z  cC13 —1.8(2) cl1 Ccl2 c13 C8 .8(2)
cC4 Cl4 Cl5 cCl6 —178. 3(4) Ccl19 C14 C15 Cl6 .8(2)
c4 cC14 cC19 ci18 178. 4(4) cl5 C14° c19 cC18 —.9(2)
cl4 c15 Ccl6 cC17 v .0(2) cis c16 c17  Cl8 —. 6(D)
cl6  c17  C18  C19 .5(2) c17 c18 c19 Cl4 4@

7 : : c9 ‘ ~,
LA . - %) )
C17 S C18 "-.\ - § - - Cc8 “C13
i ’ c19 P c1s
c16 - i - c4 L.c7

. 03 5 -
ST TE i e \)"’M'g“"\)
‘f lé 4 : l\\\ - C3 - " é‘%ﬂm‘ )03
/ N1 oo CB (‘&.%‘ Nl%,,“ .
3 o )
< o o “,'3 Y
3 é" _ // 02 r” i )
| - “C1 .
by , \Cl ¥ § C6
0! J
a ofen
[0} )

Fig 1 Drawing diagram. ) Fig 2 Setreodrawing.
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Fig 3 The molecular packing in unit cell.
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2. “P IR LI X-HT 4T B AL L E R LT O B B R B P R B
T2 RN X055 47 S, R R NBF R H A W8 B F. _
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4. CET L4250 iR g5, EwmACPEZLE RS R EEHEEERSE) (1960~
1990) , ATRAE N AR “BRIERE", AP RS BINEEW S FR AW EBHR. EWIEHE.
& T REZS M R FARSUE S FEWLERESE R T 52 - UKy
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“H i PE "R 2 FR N &5 A\ CFTD(Chinese folk and tradition database)#k{4: . {# Fi & Al & &
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WM R 1R 7 “CFTD 3K {4 . i °F CFTD %K {4 75247 T 286,386, 486 R H KA MM L, 1
METFH ", SR FELREYTAE.
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EXRENREEHIE.
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THE CRYSTAL STRUCTURE ATLAS DATA BASE
SYSTEM FOR CHEMICAL CONSTITUENTS OF
CHINESE TRADITIONAL AND FOLK MEDICINE

Y Lu, QT Zheng and BM Wu*

(Institute of Materia Medica, Chinese Academy of Medical Sciences, Beijing 100050 ;
* Institute of Biophysics, Academia Sinica, Beijing 100101)

ABSTRACT The atlas data base system for chemical constituents of Chinese traditional and folk
medicine is the first one for single crystal structure in China. It includes about 250 crystal structures of
chemical ingredients of Chinese traditional and folk medicine. It has searching, plotting and computing
functions. It is a useful reference base. All softwares are written in dbaselll, FORTRAN and
Assembler Languages. They can be tun on PC—286,386,486 and their combatible microcomputers.

Key words Chinese traditional and folk medicine; Crystal structure; Atlas data base





