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C,\H,,0,N, BEXER,ZSHEBY D! -P2,2,2, Bfase = 19.756(3) & ,6 = 17.013(3) &,
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F] Weissenberg JRMBMEE Lave FIHEY mmm, FIHARZEHEICHEN: 200,
h=2n+1; 0k0,k=2n+1;001,!=2n+ 1 B RZGHELt, dkHEHEEHY
D-P2,2,2,. EIEBE a=19.756(3) R, 6 =17.013(3)R, ¢ = 7.482(1DAR, a =g =
y =90°, RIEASTFHz=14, BIEKITEEE D, = 1.462g - cm™,

FI PW-1100 FHRAFT H KR ETHEERE, WERAEN: ok, B, ARHBAS
(64 =13.3°); Hift A (6) HE 3—53°, HENBEARTH BTN Anae = 20, &nax = 17,
Imax="73 BRI =30(1) 4 R INEE s bt > SHAZ AT S A 800 18314, LR BRI NER 2504 1592 4,

A Wilson S ERBRHEERI B = 3.754 A2, WHIRF K = 04177, JH—1k
SRR | E 5T 5 fF & 30 BREER BUEE. '
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S.EMEBE

HEERCBEAERTNENSH—ERETLRSRERER, RAEXNAE
Meg/ N3 (XTLEF) #17. M (sin6/2) <050, 2=ZREMAKEBERKEE
J&, R =10.129, BEfE#T—REMFPERERBKEE, R = 0.085,

ARBEFERFUE IR TZEEEHE, RENFEFENEETI, HR+24

" 3 A 4

SRTFEZEEEBEBERNER, B 3RRASETFRTEERAE.

BEXN WK, & EERTHEGESHERNERFERERY SETHRREHNE
FIRMEIREE ARGEITRIE, B (sin6/2) < 0.50, R = 0.051; BL (hir) o Wesiis
F> R = 0.063,

BIERNERTRHARSEAMRERKME 1 Fsl. &R 2,3 IRABLIHEATR
o FRRKEAE. -

B 4 FrRA R CMBEZER TR REASEHE, 2 TR LGER L B KA.
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1 AR5 BBV B MULTAN-78 B2 EIBh43 4T, 60tk B0, S0 7 TR i,

HEFBRIE| = 142 19 236 MTSMEIE| > 1.29 #Y 350 AMT4E A, 9 5 H1#E BLA W &
B HARRRERE, HbIkE EE, £FBNE EERY, SREREH T4K. It
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# 1
No. x y z B
o, 0.41659 (19) 0.32667 (21) 0.83505 (49) 3.46
o, 0.28654 (17) 0.34432 (29) 0.49322 (52) 3.19
0, 0.07080 (20) 0.46221 (21) .0.25815 (56) 4.40
o, 0.48638 (20) 0.41481 (27) —~0.03020 (50) 4.16
o 0.14437 (22) 0.09143 (27) 0.39169. (54) 4.52 .
T 0, 0.37514 (19) 0.47938 (22) ' 0.43211 (50) 3.53
o, 0.38112 (29) 0.19151 (28) 0.62173 (84) 6.09
o, 0.22692 (24) 0.46341 (33) 0.93665 (71) 6.17
o, 0.33235 (23) 0.31482 (36) 0.22921 (62) 6.57
Oy 0.29491 (32) 0.01148 (35) 0.80582 (70) 7.47
0, 0.29086 (44) 0.15355 (42) 0.45992(113) 10.20
o 0.48434 (28) 0.05955 (33) 0.93171 (88) 6.79
N 0.13909 (57) 0.24336 (44) 0.75071(154) 9.22
C, 0.35130 (25) 0.35569 (35) 0.57656 (71) 3.11
C, 0.35094 (26) 0.31381 (36) 0.75802 (75) 2.90
Cy 0.42520 (27) 0.40725 (36) 0.88258 (72) 3.32
c, 0.28387 (29) 0.32317 (35) 0.32009 (78) 3.22
'Cs 0.36374 (27) 0.44225 (32) 0.60236 (69) 3.37
C, 0.42775 (27) 0.45544 (30) 0.71287 (69) 2.98
C, 0.03677 (30) 0.08182 (34) 0.74542 (77) 3.82
<, 0.17385 (28) 0.47348 (34) 0.86534 (80) 3.56
C, 0.18096 (35) 0.04968 (47) 0.27431 (85) 3.97
Cyo 0.33703 (36) 0.22767 (39) 0.74928(110) 5.27
C,, 0.09384 (28) 0.10605 (34) 0.67448 (72) 3.29
Cy, 0.14040 (32) 0.05631 (39) - 0.56607 (79) 3.89
s 0.35120 (58) 0.15496 (49) 0.47755(175) 6.58
Cy4 0.02503 (30) 0.41655 (42) 0.17331 (99) 4.69
Cys 0.11831 (41) 0.18295 (39) 0.71619(102) 5.66
‘Cyq 0.49972 (32) 0.37338 (42) 0.13599 (67) 4.29
-Cyr 0.40552 (98) 0.12182 (95) 0.36560(258) 14.22
o 0.21193 (32) 0.31298 (45) " 0.26383 (99) 9.94
Cyy 0.15186 (39) 0.43835 (39) 0.69330 (90) 9.25
Cso 0.03540 (38) 0.33117 (38) - ' 0.22041(152) 10.81
<y 0.18607 (56) 0.09331 (71) 0.09605(108) 11.25
H, 0.38354(202) 0.33651(245) 0.50471(634) 2.28
H, 0.31552(382) 0.33037(454) 0.83601(1096) 5.27
H, 0.38479(248) 0.42420(295) 0.95414(719) 2.46
H, 0.32816(220) 0.46207(271) 0.66227(637) 2.39
H, 0.47097(218) 0.44038(246) 0.65424(597) 1.81
H, 0.02530(297) 0.03089(344) 0.72412(835) 5.08
H, 0.28955(288) 0.21755(329) 0.70690(813) 5.39
H, 0.34325(323) 0.20395(387) 0.86888(942) 5.87
H, 0.18930(329) 0.05170(384) 0.59775(952) 5.45
H,, 0.12159(262) " 0.00388(307) 0.55558(704) 5.04°
H,, 0.44683(286) 0.37890(328) 0.20214(852) 7.14
H,, 0.01136(283) 0.17924(328) 0.87712(774) 7.04
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#® 2 &/ ¥
BAET @il BEET gr(d) BEET gr(4)
0,—C, 1.436(7) 0,—Cie 1.431(11) C,—Cy 1.492(10)
0,—C, 1.426(8) 0,—Cyy 1.378(14) C,—C, 1.527 (8)
0,—C, 1.436(7) 0,—C, 1.189 (8) C,—Cy, 1.313 (9)
0,—C, 1.345(8) 0,—C, 1.183 (8) C,—Cy 1.482 (9)
0,—C, 1.442(7) 0,—C; 1.169(11) C,—C,, 1.484(10)
0,—C,, 1.351(8) 0,,—Cs 1.199(16) C,—Cy, 1.530(11)
0,—C, 1.380(8) 0,,—Cy, 1.196(10) C,—C,, 1.490 (8)
0,—C,, 1.432(8) Cc,—C, 1.533 (9) C,;,—Cys 1.429(10)
0.—C, 1.341(9) Cc,—C, 1.505 (9) C;,—Cy; 1.474(25)
0,—-C,, 1.437(8) C,—C,s 1.492(10) C1—Cao 1.509¢11)
0,—C;s 1.446(7) Cy—C, 1.512 (9) C,s—N 1.137(12)
0,—C, 1.353(8)
% 3 2 f
HEET g () BEEAT @ () BREFT g (°)
C,—0,—~C; 110.8(5) 0,—C,—C, 108.5(6) 0,—C,—Cyy 110.5 (8)
C,—0,—C, 119.3(5) 0,—C,—Cyy 109.9(6) 0,0—C,—C;, 125.5 (9)
C—0;—C,, 117.5(5) 0,—C,—O0, 123.6(6) 0,—C,;—C, 109.8 (7)
Cy—0,—Cy4 114.7¢5) 0,—C,—Cys 126.5(7) C,—C;;,—C,, 124.9 (7)
C,—0,—C,, 113.8(6) C,—C,—C, 110.4¢5) C,—C,;—Cy, 119.3 (7)
C,—0,—C, 118.4(5) C,—C,—O, 110.0(5) C,;—C,—Cys 115.5 (7)
C,o—0,—Cys 117.1(8) C—C5—0, 106.6(5) 0,—C,,—C,, 110.0 (6)
C,—C,—C; 110.0(5) C,—C,—C; 110.3(5) 0,—C,;—Oy, 121.4(11)
Cc,—C,—0, 108.5(5) C,—C,—O, 109.3(5) 0,,—C,;3—Cy; 130.8(13)
C;—C,—0, 109.4(5) Cs;—C—O, 106.6(5) - 0,—C;3,—Cy, 107.8(12)
0,—C,—C, 106.3(5) C—C—Cy 127.5(7) 0,—C,,—O,, 124.3 (8)
0,—C,—Cyq 109.5(6) 0, —C;—O, 123.4(7) 0,—C4—Cup 110.7 (7)
C,—C,—Cy, 114.7(6) 0,—Cy—C,i, 110.5(6) 0,:—C,s—Cyy 124.9 (9)
0,—-C, -0, 108.2(5) . 04—Cy—C,yy 126.1(7) C,,—C;s—N 178.5(10)
0,—C,—C, 108.4(5) 0,—C,—0y 124.0(9) 0,—C;—C, 107.7 (6)
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$boh, C—C=N REFRHR.

3. ESBBEERER, Ou, N, Cu M1 Cy I EMARER (B) HEET FHHE.
B3 N, Cp EFERIRE. #H4REENIN S8 %Y 0.80, MIHEBERIK (B) TREIE
WK, XRAXBRETZREEBI U ELFER.
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DETERMINATION OF PENTAACETYLSARMENTOSIN
CRYSTAL STRUCTURE

Gu YuaN-xIN ZBENG CHAO-DE  QIAN JIN-zI
(Institute of Physics, Academia Sinica)
ZHENG QI-TAL
(Institute of Biophysics. Academia Sinica)

ABSTRACT

Pentaacetylsarmentosin is a derivative of Sarmentosin which is one of effective com-
ponent of plant Sedum sarmentosum Bunge. The molecular formula is C,H,:0:.N.
Pentaacetylsarmentosin crystals belongs to.the orthogonal system, space group Di-
P2,2,2,., The cell dimensions are a = 19.756(3)A, b = 17.013(3)A, ¢ = 7.482(1)A; four
molecules are contained in a cell (z =4). Intensity data were collected on a PW-1100
four circle diffractometer. ’ B '

The original MULTAN-78 was not successful in solving the structure, the correct
structure solution was obtained by optimal selection method used to improve the index
distribution of starting reflection set.

Refinement of the structure paramenters was acheived by block-matrix Least-
squares (program XTL (1974)), B = 0.051 (sin 8/A << 0.48), R = 0.063 (all observed
reflections).  All the positions of hydrogen atoms except the methyes were located by
the difference syntheses. ‘



