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45 F 1 (Molecule 1) 4 ¥ 2 (Molecule 2)
% Yy 2 Beg x Y g Beg

G 5776(5) 4492 (9) 803(8) 508 (31) 1032(5) 5858 (8) 818(7) 425(28)
Cy 5238 (5). .| 4097(12),"{ 8924(8) | 657(42) 1998(5) | 5535(11).| 8699(8) .| 579(36)
C; 5748(6) | 4286(12) | 10373(8) 668(43) | 2401(5) | 5648(12).1 7569(9) . |- 638(41)
Cy 6279(5) | 5831(10) | 10647(7) .| 471(31) | 2110{&) | 7165(10) | 6711(8) 523 (33)
Cs 6371(4) 6724(9) 9669 (6) 405(27) 1431 (4) 8016(9) | 6773(6) | 630(28)
Cg 6050(4) | 6274(8) 8249(6) | 354(24) 879(4) | 7625(8) .| 7630(4) 371(25)
O | 6680(4) | 6794(9) 7483(6) | 868 (25) ~80(4) | 8061(9) | 6973(8) | 411(27)
Cs 7427(5) - |- 5630(12) 7615(8) | 574(38) —595(4) | 6736(11) | 6018(7) 513(33)
Cy | 7106(6) 3903(12) 7364(8) |- 672(42) ~455(5) 5060(11) | 6663(8) 575(36)
G 6599(5) | 8402(9) 8239(8) 554(34) 498(5) .| 4633(9)° | TOBT(7) 504 (33)
Cyy 6063 (4) 7106(10) 6103(6) |- 615(27) —880(4) { *8459(9) 8152 (6) 417(27)
Cue 5271(5) 7442(9) 6386.(7) 678(30) 427(4) 9154(9) 9115(6) 421(27)
Cis 6402(5) | 8274(12) | 5242(7) 599(39) | —1154(5) | 9660(12) | 7371(9) 667 (43)
. Cu 6292(8) 1587 (12) 8058 (10) 919(52). 640 (7) 2916(10) | 7681(9) 503 (45)
O;s~ | 6669(6) 6261(12) | 12081(18) 663 (41) 2649(11) | - 7566(18) | 5736(12) | 1314(89)
Oy 5266(3) | 7258(6) 7601(4) | 4261(8) 1131(3) | 8699(6) | 8804(4) 854 (16)
O, 4884(3) | 8558(8) .| 5686(5) | 634(26) 495(3) | 10004(7) | 10053(5) 558 (23)
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(Perspective view of the structure of the molecule 1)
®2 2 A (B
[Bond angles(®)}
5 F 1 | 4 F 2 5 F1 | & F 2 5 F 1 | 45 F 2
(Molecile 1) (Molscule 2) (Molecule 1) [(Molecule 8) (Molecule 1) {(Molecule2)
G4C1Cs 107.8(8) | 108.3(8) C1CeCs 113.1(8) 114; .2(8) C1C1oCy 111.2(8) | 110.3(8)
CGiCpo | 114.9(8) | 114.8(8) C1Ce0y 108.3(8) | 108.4(8) 0;010015 108.3(8) | 108.3(8)
CeCiCyo | 109.9(8) | 108.3(8) CsCsCr 112.6(8) | 112.4(8) ‘ CoC1Crs | 113.6(8) | 110.1(8)
CC50q 112.1(8) | 110.3(®) CsCeO1 108.3(8) | 108.4(8) C01,Cra | 102.0(8) | 102.5(8)
G040y 112.0(8) | 113.3(8) 0604 102.3(8) | 102.5(8) CC1Cs | 115.7(8) | 115.2(8)
CyCy0s 121.2(9) | 122.0(9) 030:Cy1 117.5(8) | 117.1(8® C15011Cre | 112.4(8) | 111.6(8)
CsCaCrz | 115.3(8) | 114.8(8) CeC:Ci1 102.4(8) | 102.3(8) C4101201 | 110.1(9) | 110.0(8)
GyCiCis | 123.5(9) | 123.9(9) CsC:Cs 114.3(8) | 113.1(8) C11C120, | 128.6(10) | 129.1(10)
CyCsCs 124.8(9) | 124.2(9) C:CeCh 112.1(8) | 111.8(8) 01010, 1 121.3(20) | 120.5(10)
C;Ce05 112.8(8) | 112.4(8) CsCoCio 112.1(8) | 109.8(8) Ce01Cr2 | 110.6(9) 110.3(9)
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(Least-squares plane and diviations for 5-membered lactons)
0.157112+40.91297y+-0,376572=9.14346

On Gz Cs Gr 0y Ci3

—0.2418(604) 0.1567(604) —0,1155(600) 0,1812(601) 0.1848(596) 0.4821(612)
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THE MOLECULAR AND CRYSTAL STRUCTURE
OF DEOXYISODIHYDROARTEANNUIN B

Lin X10-vYUN* ZuANG SHU-DE WU SHEN
(Institute of Biophsics, Academia Sinica, Beijing)

- ABSTRACT

Deoxyisodihydroarteannuin B (CisHss0,) forms monoolinie crystals with space
group P2;, there are four moleoules in an unit cell, with parameters a=16.262,
5=8.084, ¢=10.679 A, B =108.08°, The three-dimensional intensity data were
collected by PW-1100 four-circle diffractometre and the number of the independent
diffractions amounts to 2810. The structure was solved by direct method and refined
by block-diagonal least square method, the final R factor is 0.073.

According to the arrangement of atoms in space, the structure shows that rings
A and B are cis—fused.



