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Table 1. Summary of crystal data of cholesteryl ethyl car-

bonate

Crystal data

C30Hs003

Mw=458.7

Monoclinic, P2,
a=13.4421(6) A
b=11.7107(5) A
¢=35.9076(16) A
B=95.454(1)°

V=5626.9(4) A’

7=8

Data collection

Brucker SMART 1000 CCD
Diffractometer

® scan type

Absorption correction: none
27482 measured reflections
9982 reflections with [ >2 o(I)
Refinement

Refinement on F?

R[F >206(F ?)]=0.0636
wR(F %)=0.2348
§=0.977

9982 reflections

1189 parameters

D.=1.083 (calc.) gcm™
Mo-Ka radiation

p=0.067 mm™'

T=233(2) K

Prism, Colorless
0.401%0.297%x0.215 mm

Omax=28.3°
h=-17—17
k=-15—15
[=-47— 47
Rix=0.056

w=1/[G(F,2)H0.0941 P’
+0.4472P]
where P=(F,+F.?2)/3

(A/6 )mean=0.001
APm=0.432 A
Apmin=-0.276 eA’
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i) st
R
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Fig. 1. The molecular conformation of four Different cho-
lesteryl ethyl carbonate with atomic numbering. Displace-
ment ellipsoids are drawn at the 30% probability level and H
atoms have been omitted for the sake of clarity.
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Table 2. Selected torsion Angle(®) of cholesteryl ethyl carbonate

The e.s.d.'s are in parentheses.

A B C D

Ethyl carbonate linkage

C1-C2-C3-03 174.6(4) 177.2(3) 178.1(4) 177.7(3)
C2-C3-03-C28 133.1(6) 161.7(4) 121.5(6) 158.5(4)
C4-C3-03-C28 -106.4(6) -78.2(4) -119.6(4) -81.5(4)
C3-03-C28-028 -1.5(11) -4.5(7) -5.7(10) 0.7(7)
C3-03-C28-0 178.4(5) 176.2(3) 178.6(5) 180.0(3)
028-C28-0-C29 -2.5(11) -1.5(8) 2.909) -3.0(8)
03-C28-0-C29 177.7(6) 177.8(4) 178.5(5) 177.8(5)
C28-0-C29-C30 -176.9(6) 173.8(5) 180.0(5) -178.1(6)
C17 side chain

C13-C17-C20-C21 -53.3(5) -51.9(6) -55.0(5) -58.9(6)
C13-C17-C20-C22 -177.8(3) -176.6(4) -179.1(3) 176.0(4)
C16-C17-C20-C21 -174.8(4) -173.4(4) -176.6(4) -179.9(4)
C16-C17-C20-C22 60.7(4) 61.9(6) 59.3(4) 55.1(5)
C17-C20-C22-C23 -172.5(3) -163.4(6) -172.1(3) -174.8(5)
C21-C20-C22-C23 61.4(5) 69.5(7) 61.7(5) 58.6(7)
C20-C22-C23-C24 178.2(4) 118.7(13) 174.1(4) 170.7(9)
C22-C23-C24-C25 173.2(4) 179.3(13) -177.2(5) 176.2(8)
(C23-C24-C25-C26 -173.7(4) 146.0(16) 169.0(8) 122.9(12)
C23-C24-C25-C27 63.9(6) -31(3) -67.2(8) -112.0(12)
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Fig. 2. Molecular packing diagram viewed down the b axis. The a axis is horizontal. One unit cell is drawn as a parallelogram.

(a): this work, z=8 (b): crystals from Sigma chem. co., z=4.

(a) (b)
Fig. 3. Optical polarized micrographs of cholesteryl ethyl

carbonate: (a) on heating at 98.2°C, (b) on cooling at
104.4 °C.

o] ¥ (Fig. 3(a)), AT Wi 104.4 °CollA
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Supporting Information Materials

Cholesteryl ethyl carbonate®] crystallographic data:=
Cambridge Crystallographic Data Centre®l] deposition
number CCDC-268328%. B +3}53t}.
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