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Abstract

Cholesteryl isopropyl carbonate(Cy;04Hs,)is orthorhombic, space group P2,2,2,, a=6266(4), b=10836(5),
c=47364(20) A, Z=4, Dc=098 g/em’ and Dm=10lg/cm® The intensity data were collected on a
Nonius CAD-4 diffractometer with a graphite-monochromatized MoKe radiation to a maximum 208 value
of 40°,

The structure are solved by direct methods and refined by Fourier and full matrix least-squares
methods, The present R factor was 022 for 1513 observed reflections, The further refinements are in
progress,

Compared with other cholesterol derivatives, the cholesteryl ring and tail region of the molecule are
normal. The molecular long axes are parallel to the c-axis. There are close packings of cholesterol groups
and loose packings of isopropyl carbonate chains forming monolayers,
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Fig. 1 DTA thermograms obtained at heating rate of 20°C/min. for Cholesteryl isopropyl carbonate.
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Table 1.

equivalent isotropic thermal parameters (x10%)

Fractional atomic coordinates(x10!) and

for non-hydrogen atoms of cholesteryl isopropyl
carbonate,

The esds are in parentheses,

Ueq. = 1/3222 Uj a* a* a a (A?)

Atom X v z Ueq.
C(1)  13030(33) 866(29) 1218 (5) 104
C(2) 13636(48) 1287 (36) 890 (5) 153
C(3) 12679 130 752 200
C(4) 10021(59) -95 (56) 784 (8) 281
C(5)  9579(62) -171(31) 1096 (5) 145
C(6)  8179(54) -1306(27) 1211 (8) 158
C(7)  7007(54) -1283(44) 1468 (5) 179
C(8)  7883(35) -4(22) 1641 (4) 96
C(9)  10301(39) 518 (35) 1581 (8) 140
C(10) 10527(41) 917 (32) 1266 (4) 117
C(11) 10872(43) 1498 (28) 1779 (6) 132
C(12) 10712(31) 1116 (22) 2103 (5) 88
C(13) 8419(29) 624 (21) 2165 (4) 73
C(14)  8016(34) -480 (16) 1981 (4) 69
C(15) 5874(32) -988(20) 2064 (4) 85
C(16)  5999(35) -881(28) 2398 (5) 101
C(17)  8129(46) 5(22) 2445 (5) 101
C(18)  6891(36) 1765 (19) 2134 (5) 91

o

C(19)  9027(61) 1947 (24) 1203 (6) 148
C(20) 8020(69)  812(30) 2753 (5) 166
C(21) 9737(74)  1565(20) 2785 (B) 209
C(22)  7278(57)  -93(25) 2982 (5) 129
C(23)  6826(50)  743(26) 3243 (5) 132
C(24) 580(61)  -234(32) 3473 (5) 185
C(%5)  5510(65)  639(27) 3765 (6) 158
C(26) 4250 -153 3938 215
cn) 7298 1483 3845 215
C(28) 14352 19 339 240
C(29) 15289 -262 -147 366
C(30) 15121 578 441 268
C(31) 15948 -1583 54 610
0(3) 12558 542 410 236
0(28) 15279 -632 373 189
0 14377 467 19 277
23y I
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Table 2. Bond lengths (A) and angles (°) for
cholesteryl isopropyl carbonate.
The esd’s are in parentheses.

C(1)-C2) 1.66(4) C(1)-C(10) 159(3)
C(2)-C(3) 1.54(4) C(3)-C4) 169(4)
C(4)-C(5) 1.51(5) C(5)-Cl6) 161(5)
C(5)-C(10) 1.55(4) Cl6)-C(7) 1.29(5)

A7H 23, 1996.
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Table 3. Selected torsion angles(®) in Cholesteryl Isopropyl Carbonate.

The esd’s are in parentheses.

{1)Steroid skeleton

Ring A

51(3)
-61(3)
71(3)

C(3)-C(4)-C(5)-C(10)
C(4)-C(5)-C(10)-C(1)

C(2)-C(1)-C(10)-C(

-70(2)
64(2)
-60(7)

C(10)-C(1)-C(2)-C(3)

1o

RingB

67(3)
-48(2)
13(3)

C(7)-C(8)-C(9)-C(10)
C(8)-C(9)-C(10)-C(5)
C(6)-C(5)-C(10)-C(9)

C(10)-C(5)-C(6)-C(7)

-44(3)
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60(2)
-68(2)
64(2)
19(2)
-43(2)

C(11)-C(12)-C(13)-C(14)

C(12)-C(13)-C(14)-C(8)

C(9)-C(8)-C(14)-C(13)
C(15)-C(16)-C(17)-C(13)

C(14)-C(13)-C(17)-C(16)

2

-58(2)
57(2)
-53(3)
55(2)
-42(2)

14)-C(8)-C(9)-C(11)
8)-C(9)-C(11)-C(12)
9)-C(11)-C(12)-C(13)
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Fig. 2 The crystal structure of cholesteryl isopropyl carbonate in projection down the a-axis
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