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C(8)—C(8a) 1.538(8) C(82)—C(9) 1.554(8)
C(1Y—0(@) 1.502(8) G(1)—C(8a’) 1.537(8)
C(1)—0(1) 1.201(7) C(2)—C(3) 1.538(9)
0(3")—0(4") 1.523(9) C(4)—C(4a) 1.510(8)
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0(8)—C(8a’) 1.541(8) C(8a)—C(9") 1.556(8)
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C(5)—C(4a)—0(3) 60.7(3) 0(8a) —C(4a)—0(3) 113.1(4)
C(4a)—C(5)—C(6) 120.6(5) C(4a)—C(5)—0(3) 58.2(3)
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C(3")—C(4')—C{4a") 106.7(5) 0(4')—C(4a’) —C(5") 117.4(5)
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The Crystal Structures and Molecular Configurations of
3apB-Hydroxy-4a-chloro—7a3-methylperhydroindan-1, 5-
dione and 4a83, 58-Epoxy-8a/3-methyldecalin-1, 6-dione

Zhang Zbi-Ming Xia Zong—Xiang* Cai Zu-Yun Wang Ying
(Shanghat Institute of Organic Chemistry, Academia Sinica, Shanghat)

Abstract

The orystal structures and molecular configurations of 8aBS-hydroxy—4a—chloro—
7afB-methylperhydroindan-1, 5-dione (1) and 4aB, 58-epoxy-8a8-methyldecalin-1, 6~
dione(2) have been deftermined by X-ray crystal structure analysis. The orystals of
compound 1 belong to orthorhombie, the space group is Pbea, with ¢=10.439 (1), b=
19.950(2), ¢=9.455 (1)&, Z =8. The orystals of compound 2 are monoclinio, the space
group is P2;/e with ¢=8.355(2), 5=9.221(2), 0=25.801(4)A, B=94.19(1)°,Z =8. The
X-ray diffraction data of both compounds were collected on RASA-IIS four—-ocirele diffrac—
tometer. Both crystal structures were solved by direot method and refined by block-
diagonal least-squares method to the R values of 0.043 and 0.064 for 1810 and 1804
independent reflections for compound 1 and 2 respectively. The molecule of 1 possesses
a-chloro, B-methyl and B-hydroxyl groups. The molecular configuration of 3a8, 48-
epoxy-7TaB-methylperhydroindan-1, 5-dione (3) has been deduced from that of com-
pound 1, with B-methyl and B-epoxy groups. The crystal structure of compound 2
shows that both methyl and epoxy groups are in S-configuration. Therefore, the a—epoxy
group in molecules of 2, deduced from NMR by Danishefsky et al., should be revised.
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