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B F X y z . Bll B22 B33 B12 B13 B23
Br 5095(1) 1052(2) 3476(1) | 2052 31587 11898 | —2513 441 | 10352
cl 6778¢2) | —508(6) 8319(3) | 6463 45989 7197 | —5800 | —3200 | 4834
001 9056(3) 826(9) 585(6) | 2239 26180 689 —135 1273 | —3538
002 5678(4) 4257(10) —1765(6) 5214 24024 9925 —1565 - 4903 7833
col 7204(4) | 1131(11) 2496(7) | 1947 13651 6431 145 155 1362
co2 8469¢5) | 102012) 1292(8) | 2170 17592 7316 1208 1007 | 3172
co3 6541(4) | 118111 3195¢8) | 2126 15144 6102 | ~2697 872 | —142
co4 6937(6) | —927¢14) 5992(9) | 3662 21290 8041 | —2755 | —2032| 7925
co5 6271(5) |  3419(11) 1224¢9) | 2831 12148 9431 ~647 | —1720 | —1691
c06 7801(4) |  1738(11) 3006(8) | 2310 12293 6765 —177 | —1318| 1089
co7 6222(5) |  4169(12) 138¢9) | 3113 15590 9096 | —1202 | —1613| 1147
co8 7266(5) 506(11) 1383(8) | 2289 | 14674 6695 757 | —615 | —2110
co9 5756¢5) | 3627(13) | —670¢9) | 3602 17950 7082 2756 | —1222| 3936
c1o 6891¢5) | —559(11) 4777(8) | 3289 13802 7206 —73 | —1296 951
cil 6411¢6) | 1380(15) | 6548(10) | 3248 20864 9337 | —2549 1692 | —6701
ci2 5870(4) |  2227(11) 1515¢8) | 2128 13363 7991 127 | —673| —291
c13 8425¢4) | 1667(11) 2373(8) | 2090 15795 7280 237 | —317| 3000
cl4 6581(4) 754(11) 4475(8) | 1792 15754 6583 | —2811 79| —886
c15 7880(5) 407(11) 763(8) | 2509 15163 6938 559 | —124 | —1858
ci6 5942¢4) |  1535(11) 2654¢8) ] 1865 15441 7952 | —1760 959 | 2854
c17 6360(5) | 1709(12) 5367(9) | 2215 18008 8558 —303 1109 | —3789
c18 5396(5) |  1764(13) 675(9) | 3135 17854 10879 | —5435 | —-3677 | 2305
C19 6704(5) 28(16) 6826(8) 3011 28098 4580 —7180 394 | —2242
c20 5355(6) | 2430(14) | —403(10) | 3865 20675 9838 | —6181 | —4793 | 5753
C21 6062(7) 5540(15) | —2097(12) 6529 20770 14260 —3879 '—5473 16933
C22 9691(5) 1471(20) 1102(13) 1878 46372 20904 ~2651 —107 —642
HO1 6133 1886 7305
HO2 | 7719 2029 3966
HO3 | 7984 148 ~117
HO04 6622 - 3935 1877
HO5 6861 113 911
HO06 7135 -1114 3997
H07 5039 1017 887
HO8 5124 1850 —1160
HO9 | 7169 —1947 6313
H10 | 6635 4856 —63
H11 | 599 6030 —2901
Hi2 41 1313 207
H13 8842 2289 2795
H14 6039 6335 —1326
H15 6086 2656 5028
H16 6545 5240 — 2051
H17 | 9704 708 1611
H18 | 9488 2098 897
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B ¥ 23¢9 B ¥ #%&(4) E ¥ smE(l)
Br—cl 1.919(10) c9—C10 1.435(14) H5—C16 0.977(11)
cl—c6 1.767(15) c10—c11 1.399(14) H6—C17 1.106(12)
o1—CI2 1.390(14) cl1—c12 1.362(15) H7—Cl19 1.013(11)
ol1—c21 1.492(20) ci2—c13 1.440(15) H8—C20 1.100(10)
02—C18 1.370(15) C13—C14 1.376(15) H9—CI0 1.102(10)
02—C22 1.458(17) co9—Cl4 1.388(14) H10—Cl1 1.090(10)
cl—C2 1.371(14) c15—Cl6 1.419(15) Hll—C13 1.016(10)
cl—cl5 1.440(15) C15—C20 1.377(14) HI12—C14 1.013(10)
c2—c3 1.498(11) c16—C17 1.347(17) H13—C21 0.903(18)
C2—C9 1.492(14) c17—cis 1.374(17) H14—C21 1.199(18)
C3—C4 1.396(15) c18—-C19 1.417(16) H15—C21 0.737(18)
c3—cs 1.400(15) C19—C20 1.425(15) H16—-C22 1.009(14)
C4—C5 1.427(16) H1—C4 1.087(10) H17—C22 0.961(14)
c5—C§ 1.359(19) H2—C5 1.082(13) H18—C22 1.118(14)
c6—C7 1.389(19) H3—C7 1.068(13) ‘
c7-—c8 1.389(17) H4--C8 1.071(11)
F4 BEFEHEAE
K ¥ 3 h::1 B F e b=
c12—o1—c21 113.6(10) C2--C9-Cl4 122.2(8)
C18—02—-C22 120.4(9) C10—C9—Cl4 119.6(9)
Br—C1—C2 117.9(8) C9—C10—Cl1 118.9(9)
Br—C1—C15 114.7(7) C10-—-C11—C12 120.1(9)
c2—c1—cl5 127.4(9) Ol—Cl2z—Cl1 126.5(10)
Cl1—-C2—C3 123.5(4) 01-C12--C13 111.2(9)
Ci—-C2--C9 120.8(4) Cl1—Cl12—C13 121.9(9)
C3—C2—C9 115.6(9) Cl2--Cl13—Cl4 117.5(9)
C2—-C3—C4 119.0(9) C9—Cl14—C13 121.9(9)
Cc2—C3—C8 119.7(9) c1—Cl15--Cl6 122.7(9)
C4—C3—C8 120.9(9) C1-—C15--C20 118.3(9)
C3—C4—C5 118.2(9) C16—C15—C20 118.9(9)
C4—C5-—-C6 117.9(11) cl5—Cl16—Cl17 120.2(11)
Cl—C6—C5 115.2(10) Cl16—C17—Cl18 120.5(11)
Cl—C6—C7 119.1(10) 02-~-Cl18—C17 117.0(10)
C5—C6—C7 125.6(12) 02—C18—C19 121.0(10)
C6—C7—C8 115.5(11) Cl17--Cl18—C19 121.9(10)
C3—C8—C7 121.6(10) C18—C19—C20 116.3(9)
C2—C9—-C10 118.1(8) C15—-C20—C19 122.1(9)
Hi—C4--C2 113.0(9) H8—--C20—CI19 114.3(9)
H1—C4—C5 128.3(¢10) H9—C10—CY 119.1(8)
H2—C5 —C4 124.1(11) H9—Clu—Cl1 127.1¢9)
H2-C5—C6 117.8(11) H10—C11—C10 114.1(9)
H3—C7—C6 114.5(12) H10—CI11—C12 125.5(9)
H3—~C7—C8 127.7(12) H11—C13—C12 110.9(9)
H4~C8—C7 124.6(10) H11—C13--C14 130.2(10)
H4—~C8—C3 113.2(9) H12—C14—C9 124.6(9)
H5~C16--C15 121.5(¢10) H12—C14 —C13 113.4(9)
H5--C16—C17 117.9(11) H13—C21—HI15 145.0(24)
H6—~C17—C18 117.1(11) H13—C21—H14 114.7(16)
H6—~C17—C16 119.5(11) H15—C21—H14 97.8(17)
H7~C19—C18 125.9(10) H16—C22—H17 111.4(13)
H7—C19—C20 115.0(10) H16--C22—HI18 115.0(13)
H8—C20—C15 123.4(9) H17--C22—H]18 100.9(12)
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THE CRYSTAL STRUCTURE OF (Z)-1-BROMO-
2-(p~-CHLOROPHENYL)-1,2-DI(p-METHOXYPHENYL)-
ETHYLENE

Bao Guang-moNng Xu Haxe-ru He CUuN-HENG

(Institute of Basic Medical Sciences, Chinese Academy of Medical Sciences)

ABSTRACT

This compound (C.H:s0.C1Br) is monoclinic, with space group P2,/n and e¢ =
19.502(10)A, b =9.118(5)A, ¢ = 11.233(6)A, B = 88.18(1)A. The structure was deter-
mined by MULTAN-80. First, the bromine atom was located on the E-map and the
remaining 26 non-hydrogen atoms were determined by weighted Fourier synthesis. The
atomic parameters were refined isotropically and anisotropically for two cycles respec-
tively, then all the hydrogen atoms were located in the subsequent difference synthesis.
Full matix least square refinement was made with the non-hydrogen atoms anisotropi-
cally and hydrogen atoms isotropically, to a final discrepency factor of B = 0.0776.



