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P r e g n a n e d i o l  (5fl-pregnan-3a,2Oa-diol), t h e  C21 s t e r o i d  
m o s t  a b u n d a n t l y  p r e s e n t  in  p r e g n a n c y  u r ine ,  is a re- 
cogn ized  m e t a b o l i t e  of p r o g e s t e r o n e .  Sma l l e r  q u a n t i t i e s  
of t w o  i somers  of  p r e g n a n e d i o l  a re  also p r e s e n t  in  
p r e g n a n c y  u r i ne  as p r o g e s t e r o n e  m e t a b o l i t e s .  T h e s e  are  
5 a - p r e g n a n - 3 a , 2 0 a - d i o l  a n d  5a -p regnan-3 f l , 20a -d io l (F i e -  
ser  a n d  F ieser ,  1959). 

C rys t a l  d a t a  for  p r e g n a n e d i o l  a n d  s o m e  of i ts  i somers  
( inc lud ing  one  of t h o s e  p r e s e n t  in  h u m a n  p r e g n a n c y  
ur ine)  h a v e  b e e n  o b t a i n e d  (Table  1). T h e  X - r a y  m e a s u r e -  
m e n t s  we re  m a d e  w i t h  a g o n i o s t a t  on  a Genera l  E lec t r i c  
X R D - 5  X - r a y  d i f f r ac t i on  un i t ;  u s i n g  Cu  K a  r a d i a t i o n .  

B e f o r e  m e a s u r e m e n t s  we re  m a d e ,  t h e  i den t i t i e s  of t h e  
c rys t a l s  we re  c h e c k e d  b y  d e t e r m i n a t i o n  of t he i r  m e l t i n g  
po in t s ,  w h i c h  were  f o u n d  to  be  w i t h i n  k n o w n  m e l t i n g  
p o i n t  r anges .  R e s u l t s  be fo re  a n d  a f t e r  c ry s t a l l i z a t i on  
c o m p a r e d  f a v o r a b l y ,  a n d  s h o w e d  l i t t le  c h a n g e  d u e  to  t h e  

c ry s t a l l i z a t i on  process .  I n  genera l ,  t h e  m e l t i n g  p o i n t s  of  
t h e  r ec rys t a l l i z ed  s a m p l e s  were  f r o m  0-5 ° to  1.0 ° h i g h e r .  

Space  g r o u p s  w e r e  d e t e r m i n e d  b y  s y s t e m a t i c  absences ,  
t h e  c e n t r o s y m m e t r i c  space  g r o u p s  h a v i n g  b e e n  au to -  
m a t i c a l l y  r u l e d  o u t  b y  v i r t u e  of t h e  op t i c a l  a c t i v i t y  of 
p r e g n a n e d i o l  a n d  i ts  i somers .  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  m a d e ,  a n d  t h e  n u m b e r  of m o l e c u l e s  p e r  u n i t  
cell c a l cu l a t ed .  
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T a b l e  1. Crystal data for pregnanediol 
(C21H3602, MW=320"50)  and  its isomers 

1. 5fl-Pregnan-3c~,200c-diol (pregnanediol). 2. 5fl-Pregnan-3oc,2Ofl-diol. 
4. 5 a-Pregnan-3fl,20 a-diol. 

3. 5/~-Pregnan- 3fl,20fl-diol. 
5. 5 a-Pregnan-  3fl,20/~- diol 

1. 2. 3. 4. 5. 
(g.cm -a, meas.) 1.147 1.067 1.087 1.137 1.061 
(g.em -3, calc.) 1.139 1.078 1-097 1-150 1.077 
Z 4 8 8 2 4 
Space group P212121 P212121 /)212121 P1 C~ 

/ b (A) 24.582 __ 0.009 23.032 __ 0.008 20.83i __ 0.004 12.595 * 6.376 4- 0.008 
c (A) 7-438 11"887 13.145 8"339 12-136 
a __ __ N 104.12 ° - -  

- -  __ __ 92.02 ° 91.39 ° 
- -  _ _ 106.58 ° - -  

V (A 3) 1869.55 3950.67 3878.44 925.58 1975.60 
Solvent E thano l  Methanol  Acetone E thano l  Chloroform 

* No correction factor. 

N o t e s  a n d  N e w s  
Announcements and other items of crystallographic interest will be published under this heading at the discretion of the 

Editorial Board. The notes (in duplicate) should be sent to the General Secretary of the International Union of Crystallo- 
graphy (D. W. Smits, Mathematisch Instituut, University of Groningen, Reitdiepskade 4, Groningen, The Nether- 
lands). Publication of an item in a particular issue cannot be guaranteed unless the draft is received 8 weeks 
before the date of publication. 

P i t t s b u r g h  D i f f r a c t i o n  C o n f e r e n c e  

T h e  t w e n t y - f i r s t  a n n u a l  P i t t s b u r g h  D i f f r ac t i on  Confe rence  
wil l  be  h e l d  N o v e m b e r  6, 7, 8, 1963 a t  Mel lon  I n s t i t u t e ,  
P i t t s b u r g h ,  P e n n s y l v a n i a .  Sessions will  be  d e v o t e d  to  
i n s t r u m e n t a t i o n  a n d  t e c h n i q u e s ,  s t r u c t u r e s ,  m e t a l s  a n d  
a l loys ,  de f ec t  l a t t i ces  a n d / o r  r a d i a t i o n  d a m a g e ,  w i t h  
spec ia l  sess ions on  t r a n s m i s s i o n  m i c r o s c o p y ,  e lec t ron-  

p r o b e  mic roana ly s i s ,  l a t t i ce  d y n a m i c s  a n d / o r  n e u t r o n  
d i f f r ac t ion .  P ro fe s so r  Carol ine  M a c G i l l a v r y  of t h e  Un i -  
v e r s i t y  of A m s t e r d a m  will  be  t h e  g u e s t  s p e a k e r  for  t h e  
T h u r s d a y  e v e n i n g  m e e t i n g .  A p l a c e m e n t  serv ice  will  be  
ava i lab le .  F u r t h e r  i n f o r m a t i o n  can  be  o b t a i n e d  f r o m  
W.  M. Biagas ,  Crucible  Stee l  C o m p a n y ,  P .  O. B o x  7257, 
P i t t s b u r g h  13, P e n n s y l v a n i a ,  U .S .A.  
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