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pho log ique  p a r  P icc in i  (1895; see also Groth) ,  p a r  u n  
c h a n g e m e n t  d ' axes  de  m a t r i c e :  I °°1 

0 3 0  
0 0 1  

Les en reg i s t r emen t s  des p lans  r6c iproques  s u i v a n t  les 
axes  [100] et  [010] on t  ~tg r~alisgs ~ l ' a ide  d ' u n  r6 t ig raphe  
R i m s k y - N o n i u s .  Les ex t inc t ions  sys t6ma t iques  relev6es 
dans  ces p lans  son t  d u  type"  

hO1 avee  1 = 2n + 1 e t  0k0 avec / c  = 2n + 1 

Ces ex t inc t ions  sys t~ma t iques  sont  ca rac t~r i s t iques  d u  
g roupe  de  symdt r i e  m o n o c l i n i q u e  P21/c. 

Le n o m b r e  de  g r o u p e m e n t s  K2MoO3Fa,H20 pa r  mai l l e  
est  de  4. (densit6 mesur~e :  3,00 g . cm -3, densi t~ calcul~e:  
2,96 g.cm-3).  

L a  d ~ t e r m i n a t i o n  de  la s t r u c t u r e  a t o m i q u e  est  en  vo le  
d ' a c h ~ v e m e n t .  
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Es t rone ,  C18H2202, t he  es t rogen ica l ly  ac t ive  pheno l ic  
m e t a b o l i t e  of es t radiol ,  is used  in t he  t r e a t m e n t  of 
p ros ta t i c  c a r c i n o m a  a n d  inope rab le  m a m m a r y  c a r c i n o m a  
as wel l  as for r e p l a c e m e n t  t h e r a p y  in  es t rogen  def ic iency.  
I t  is c h a r a c t e r i z e d  b y  the  p resence  of r eac t ive  g roups  a t  
c a r b o n  a t o m s  3 a n d  17. Tab le  1 lists c rys ta l  d a t a  for  

* This investigation was supported in part  by PHS grant  
CY-6183 from the National Cancer Insti tute,  Public Heal th  
Service. 

a series of es t rone  de r iva t ives  wi th  subs t i t uen t s  in  e i t he r  
or  b o t h  of these  posi t ions .  

L a t t i c e  cons t an t s  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  g o n i o s t a t - e q u i p p e d  X - r a y  d i f f rac t ion  
u n i t  w i t h  Cu K s  r ad ia t ion .  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 .  
F l o t a t i o n  dens i ty  m e a s u r e m e n t s  were  used  in ca lcu la t ing  
t h e  n u m b e r  of molecu les  pe r  u n i t  cell. T h e  m e a s u r e d  
a n d  ca l cu l a t ed  dens i t ies  agree  w i t h i n  t he  e x p e r i m e n t a l  
e r ro r  (3.0%). Mel t ing  poin ts ,  before  a n d  a f te r  crys ta l l iza-  
t ion,  ag reed  w i t h  va lues  r eco rded  in t he  l i t e ra tu re .  

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

1. 1,3,5(10)-Estratrien-3-ol-17-one 3-methyl ether 
2. 1,3,5(10)-Estratrien-3-ol- 17-one 3-acetate 
3. 1,3,5(10)-Estratrien-3-ol- 17-one 3-ethyl ether 
4. 1,3,5 (10), 16-Estratetraen-3,17-diol diacetate 
5. 1,3,5(10)-Estratrien-3-01-17-one 3-benzoate 

1 2 3 4 

Formula  C19H2402 C o o H 2 4 0 3  C2oH2eO 2 022H2604 
:Mol.wt. 284.40 312.41 298-43 354.45 
Dm (g.cm -3) 1-222 1"205 1.170 1.215 
Dx (g.cm -3) 1-239 1.202 1.208 1-243 
Space group P212121 P212121 P212121 P212x21 
Z (calc.) 4 4 4 4 
a (A)* 11.820 10.834 11"560 11.384 
b (A)* 18-449 14.838 19.504 21-902 
c (/~)* 6.988 10.733 7.274 7.597 
8 ( o )  - -  _ _ _ 

V (A a) 1524 1725 1640 1894 
Solvent Acetone Heptane Acetone-  95% Ethanol  

methanol  

5 
025HpeOs 

374.48 
1.247 
1.244 

P21 
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10-562 
10.146 
10-357 

115.78 
999 

Acetone 

* _+ 0.005 A 


