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The  la t t ice  cons t an t s  of e leven  es t rone - re l a t ed  com- 
p o u n d s  (Table 1) were  d e t e r m i n e d  on a Genera l  E lec t r i c  
X R D  5 X - r a y  d i f f rac t ion  u n i t  equ ipped  w i t h  a gon ios t a t  
us ing  Cu Kc~ r ad i a t i on .  Space g roups  were  es tab l i shed  
on the  basis of s y s t e m a t i c  absences  a n d  opt ica l  ac t i v i t y .  

All c rys ta l s  were  g rown  f rom solut ion .  F l o t a t i o n  
d e n s i t y  m e a s u r e m e n t s  were  used to ca lcu la te  t he  n u m b e r  
of molecules  per  u n i t  cell. The  h igh  d i s c r e p a n c y  b e t w e e n  
t h e  m e a s u r e d  (Dm) a n d  ca l cu l a t ed  (Dx) dens i t ies  of 
c o m p o u n d  (3) is due  to t h e  c rys t a l l i za t ion  of one molecu le  
of e t hano l  per  molecu le  of s teroid .  The  d e n s i t y  ca l cu la t ed  
t a k i n g  the  so lven t  of c rys t a l l i za t ion  molecu les  in to  

cons ide ra t i on  is 1-151 g .em -a w h i c h  agrees  w i t h  t h e  
m e a s u r e d  dens i ty .  All of t he  o t h e r  m e a s u r e d  a n d  cal- 
cu la t ed  densi t ies  also agree  w i t h i n  the  e x p e r i m e n t a l  
e r ro r  (4.0 %). 

C o m p o u n d s  (1) a n d  (2) each c rys ta l l i zed  in two  forms.  
B o t h  of t h e  (a) forms  h a d  s imi la r  b u t  n o n - i s o m o r p h o u s  
u n i t  cells. C o m p o u n d s  (2) a n d  (3) are  i somers  b u t  do n o t  
fo rm i somorphous  crys ta ls .  

* This investigation was supported in part  by P .H .S .  
grant  CY-06183 from the National Cancer Inst i tute,  Public 
Heal th Service. 

Formula 
Mol. wt. 
Dm (g.cm -a) 
Dx (g.cm -3) 
Space group 
Z (calc.) 

(A)t 
b (A)¢ 
c (h)t 
~(o) 
Volume (A s ) 
Solvent 

Table  1. Crystal data ( I I ) f o r  some estrone-related compounds 

(1)(a), (b) 
(2)(a), (b) 

(3) 
(4) 
(5) 
(6) 
(7) 
(8) 
(9) 

(I0) 
(11) 

l(a) 

C18H2202 
270.37 

1.17 e 
1.220 

P21 
4 
9.297 

23.317 
7.662 

112.26 
1471 

Methanol 

1,3,5 ( 10)-Estratrien- 3-ol- 17-one 
1,3,5(10)-Estratrien-3,17a-diol 
1,3,5(10)-Estratrien-3,17/~-diol 
1,3,5(10)-Estratrien-3,17/5-diol 3-methyl ether 
1,3,5( 10)-Estratrien-3,17/~-diol 17-acetate 
1,3,5(10)-Estratrien- 17 a-ethinyl-3,17fl-diol 3-methyl ether 
1,3,5 ( 10)-Estratrien- 3,17 a-diol diacetate 
1,3,5( 10)-Estratrien-3-ol- 17-one trirnethyl acetate 
1,3,5( 10)-Estratrien-3,17 c,-diol 3-trimethyl acetate 
1,3,5( 10)-Estratrien-3,17/~-diol dipropionate 
1,3,5(10)-Estratrien-3,17fl-diol 3-benzoate 

l(b) 2(a) 2(b) 3 

C18H2202 C 1 8 H 2 4 0 2  C 1 8 H 2 4 0 2  C18H2402 
270"37 272"39 272"39 272"39 

1.24 s 1.207 1.207 1.14 s 
1.249 1.190 1.190 0.985 

P212121 P21 C2 P21212 
4 4 4 4 

10-051 9-127 19.212 12-241 
18.440 23.293 7.132 23.215 
7.755 7.238 13.422 6-466 
- -  98.78 124.25 

1437 1521 1520 1837 
Acetone Methanol Methanol 9 5 % E t h a n o l  

~f + 0.007. 

4 

C19H2609. 
286.42 

1.200 
1.186 

P21212 
8 

14.004 
35.458 

6.470 

3213 
Heptane  

5 
C20He¢Oa 

314.43 
1.202 
1.220 

P2212 
4 

13.803 
16.912 
7.331 

1711 
95% Ethanol  

Formula  
Mol. wt. 
Dm (g.cm -3) 
Dx (g.cm -3) 
Space group 
Z (calc.) 
a (A)t 
b (h)~f 
c (h)t 
#(°) 
Volume (A a) 
Solvent 

Tab le  1 (cont.) 

6 7 8 9 

C21H2802 C22H2804 C23H3003 C23H3203 
310.44 356.47 354-49 356.51 

1"222 1.203 1" 16 s 1"144 
1.217 1.246 1.175 1"153 

P21 P212121 P21 P21 
4 4 2 2 
6.998 8.663 20-704 16.805 

39.737 29.390 7.318 9.714 
6.871 7.460 6.781 6.356 

117.58 - -  102.51 98.36 
1694 1899 1003 1027 

Heptane Methanol Propanol Hep tane -  
acetone 

+ 0.007. 

10 

C~4H3204 
384.52 

1.209 
1.182 

P21 
4 

23.038 
9.057 

10.352 
95.36 
2160 

Acetone- 
methanol 

11 

C25I-I2803 
376.50 

1.214 
1.251 

P212121 
4 

13.331 
23.846 

6.286 

1998 
95% Ethanol  


