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Tab 1 Crystal data and structure refinement for rotenone

PC— 586

SHELXS—97  SHELXL—97

empirical fomula (C23H2206 £/ mm 0. 0%
formula weight 394.41 F(000) 1664
crystal system orthothombic crystal size/ mm 0.23X0. 13X 0 10
space group P21212 0/ 2.01~24.7
unit cell dimensions reflections collected 12 061
a/ nm 0 &18(D) independent reflections 5967
b/ nm 1 986 9(3) data / restraints/ parameters 5976/ 0/ 54
o 2 361 8(4) goodness—of— fit on F~ 0.0% 1
V/nm’ 3950 (1 final R1[ > 26( 1)) Ri= 00485 wR~0.1250
Z 8 Ry(all data) Ri= 00974 wR,=0.1500
0/g em ° 1 26 larg diff peak and hole (e nm ) 385, — 304
: 2000— 12—26 A AEF(1969— ), B, HE .
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Tabh 2 Bond lengths and bond angles for rotenone
1 Steveosaneride 1 2 Steveosaneride 2
bond lengths/ nm bond lengths/ m
o(H—C2m Q142 1(5) o(1) — C(D 0 1370(5) 07 —C43) 0. 144 4(6) 0 — Cc2 0.1376(5
0(2)—C(3) Q 140 0(5) 02)—C4) 0142005 0(8—C2D 0. 1424(5 0 @®—CQ26 0.1381(5
03)—C6) Q 136 5(5) 03)—C(5) 0143205 009 —C(28 0. 1434(6) 0(9O—C29 0.1376(5
04— C1O Q 136 5(5) 04)—C() 0 146 5(7) 00 —C(32) 0. 147 6(6) 0 (10— C(33) 0.1365(6)
05— C(14) Q 121 7(6) 0(6)—C9) Q142 4(5) oD —C37) 0. 121 8(® C41D—0012 0.1385(5
C8)— 0 Q 137 2(5) C(D—C® 0 137 6(6) 0012 —C42) 0. 1440(5 C(24)—C(25) 0.136 0(6)
C(2)—C3) Q 139 1(6) C18 —C(D 0 141 2(6) Cc24)—CD 0. 140 0(6) C(26)—C(25) 0.1394(6)
CH—CB) Q 150 0(6) c(3—CcUe 0 136 4(6) C(26)—C (39 0. 138 1(6 C(28)—C(27) 0.1504(6)
C6)—C(T) Q 138 6(6) C1(3»—C5 Q 151 4(6) C(28)—C(38) 0. 1522(7D C(29)— C(36) 0.1409(D
C(H—CcAa0) Q 140 1(6) ce®—CAU3 Q 1403(6) C(29)— C (30 0. 1370(D C(30)—C31) 0.1503(7D
C(8)—C9) Q 152 9(6) C(D—C® Q149 1(7D C(30)—C(33) 0. 136 8(6) C(32)—C@3D) 0.1558(6)
CaD—Cc0) Q 136 9(6) C(O—CcQ@D Q 146 0(1) C(32)—C 4 0. 149 5(6) C(33)—C(34) 0.1380(7D
C13)—C12) Q 142 2(6) Ccap—ca2 Q138 1(6) C(34)—C (35 0. 1359(8 C(36)— C(37) 0.1474(8
C5—c4) Q 153 6(6) C3)—CUd Q 145 8(6) C(36)—C(35 0. 140 8(6) C(38)—C(37) 0.148 8(7D
cae)—can Q 140 0(6) C6)—C15 Q 151 8(6) C(39)—C(38 0. 151 8(6) C(39)— C40) 0.1405(6)
Cc8)—cAan Q 138 2(6) cQbh—C2 Q151 0(2) C(41)— C 40 0. 1379(6 C(44)—C45) 0.1493(D
CQ2D—C(23) Q 128 2(2) C(44)— C(46) 0. 1297(6)
bond argles/ () bond angles/ ()
C(6)—03)—C(5 116 3(4 C(3H—0)—CA) 115 8(3) C(26)— 0@ —CQ27) 117 9(4) C(33)— 000 —(32) 108. 7(3)
C(3)—cae)—can 118 3(4 c)—Ccue—Ccas 121 3(d C(25)—C2D— 0D 125 0(4) C(25)—C(24)—CU4D 119. 7(4)
Cc7)—Cca6)—Cd15) 120 4(3) 03)—C6)—C(D 117 24 oD —C24—CUD 115 3(4) 0 (10— C(33)—C30)  113.24)
0(3)—C(6)—C(13) 122 34 C(h—Cc®—CcAU3 120 54 010 —C(@33)—C(34) 12 354) C(30)— C(33)— C(3d 123. 2(5)
C(16)—C3)—01® 12334 C6—C3)—C® 122 24 012 —CUD—CH0) 123 94 02— CHUD—C24)  116. 0(4)
0(2)—C3)—C(2 114 5(3) 0(6)—CU8)—CU7) 12554 C40)—CUb—C2b 120 14) C(30)— C(29)— 09 117. 5(5)
0(6)— C(18—C(D 114 8(4 Ccan—Cca®—Cc 119 6(4 C(30)— C(29— C 36 120 7(4) 09— C29»—CG36 121. 9(4)
C(6)— C(13)—C(12) 118 44 Ce—Cca3)—Ccu4 121 24 0(8) —C(26)—C(39) 124 2(4) 0@®—CQ26—C(25 114. 8(4)
C(12)—C13)—CcU4) 120 2(5 CO—C(D—CUm 117 7(5 C(39)—C(Q260—C(125 121 0(4) C(33)— C330)—C29» 118. 7(5)
C(6)—C(H—C®]) 132 54 CUO—C(D—C® 109 7(4 C(33)—CBO—CG3D 109 6(4) C(29)— C330)—C3D 131. 7(4)
C10O)—0BD—C® 108 2(4 C—C(D—0) 125 14D 010 —C(32)—C44) 111 44) 0m—C(3Y—C@31) 105 6(4)
C(2)—C(H—CU8) 119 3(4) o(H—C(1H—CAU) 115 6(3) C44)—Cc(3—Cc3D 113 7(4) C(24)— C(25)— CQ26) 120. 3(4)
C8)—CcamnH—cae) 120 9(4) C»—CcU5»—CUe 108 8(3) C(29—CBe—C(35 117 8(5) C(29)— C(36)— C(3D 120. 3(4)
C()—Cca5—ca4) 111 6(3) Ce—Ca»—Ccud) 112 14 C(35)— C(36)—C3D 121 5(5) C(35)— C(34)—C(33) 117. 8(5)
cao—can—ca2 116 54 C(h—C@—C®B 119 6(4 C(26)— C (39— C (40 118 5(4) C(26)— C(39)— C(3® 119. 6(4)
0(2)—C4)—C(3 111 7(3) 05)—CU4)—C3) 123 4(4) C(40)— C (39— C(38) 122 0(4) C(41)— C40)— C(39 120. 3(4)
05)—Ccd—C5 121 04 C3)—Cd—C(5) 115 5(5 0(9—C (28 —CQ27) 107 2(4) 09— C(28—C(3® 112. 0(4)
0(3)—C(5)—C(D 110 4(3) 03)—CB)—C5) 114 0(3) C(27)— C (29— C (38 110 6(4) C(37)— C(38)— C(39 112. 3(4)
C)—CBH)— s 110 54 Cap—Cca2»—cda3 122 1(5 C(37)— C (38— C (28 110 6(4) C(39)— C(38)— C(2® 108. 6(4)
cap—Ccao—ow 123 44 Ccap—caeo—c 124 6(4 C(34)—C(35)—C36 121 8(5) 0@®—C2D—C(2® 114. 6(4)
04)—Ccam—Cc 111 9(5 C(D—C®—CO® 102 0(H C(30)—CGBD—C(3D 102 3(3) oOD—C@BND—CG36) 122.7(5)
CQ2D—C(9HO—0@ 109 7(6) CQ2D—C®—C® 115 6(5 01D —C@B7H)—C38) 122 0(5) C(36)— C(37)— C(3® 115. 2(5)
0(4)—C(9—C(® 107 7(4 c23)—Cc2D—C® 123 0(D C(24)— 0D —C43) 116 4(4) C(46)— C(44)— C45 123. 9(5)
C13)—0E—C1Y 116 7(3) C(D—0)—CQ0) 117 13 C(46)— C(4)—C(3D) 123 2(5) C(45)— C(44)—C(3D 112. 9(4)
C(23)—CQD—C(22) 128 0(D CO—Cc2h—C(2 109 0(D), C41)—002)—C42) . 117 0(4) C(29)—0(9 —C(28 116, 1(4)
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Fig 1 Ortep view of the rotenone(omitting the H atoms for clarity)
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Fig 2 Ortep view for wo stereoisomendes of mtenone
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Crystal Structure of Rotentone

YANG Shi-ping"?, HUANG Ji-guang', LIANG Bing-quan®, XU Hanhong'
(1 Labh of Insect Toxicology, South China Agric Univ., Guangzhou 510642, China;
2 Fopai Enterpises Ca LTD, Nanhai 528244, China)

Crystal data: Orthorhombic, space group

Abstract. Rotentone was characterized by single-crystal X-ray analysis.
%, Z = 8 The crystal structure

P2i2121, a=0.84178(1), b=1 98 9(3), ¢=2 361 8(4)nm, V= 3.950(1) mm

shows that there are two stereoisomerides of rotenone in solid state.

Keywords: extract; crystal structure; rotentone; biopesticide
[ JBE ¢r)



