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Chemical considerations lead to the following pos- 
sible molecular configurations for 1,4-dinaphthoquinone 
(Cohen, 1961) : 
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Dinaphthoquinone  forms bri l l iant  yellow needles elon- 
gated about  the [b] axis. The following unit-cell dimen- 

sions were obtained from oscillation and Weissenberg 
photographs about  the [b] axis:  

a--13.22,  b=3.80,  c=16.29  A; fl=118-7 °. 

The space group is uniquely  determined as P21/a by  the 
systematic  absences, hO1 absent  for h odd, 0k0 absent  
for k odd. The calculated densi ty  of 1.46 g.cm. -s, assum- 
ing 2 molecules in the un i t  cell, is in agreement  wi th  
the observed densi ty  of 1.48 g.cm. -a obtained by  the 
f loatat ion method  in carbon te t rachlor ide-benzene mix- 
tures. The molecular symmet ry  is therefore T and the 
trans configuration (I) is the  only acceptable s t ructure  
consistent wi th  the chemistry.  The short  [b] axis requires 
an almost  p lanar  molecule with  a t i l t  not  exceeding 30 ° 
from (010). 
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The green crystals  of Ni[SC(I~H~)2]~(NOs)2 and olive- 
green crystals of Ni[SC(IqH~)~]6(C104) 2 were prepared by  
gramko (1961). F rom rota t ing-crys ta l  photographs,  t aken  
wi th  Cu Kc~ radiat ion and cal ibrated wi th  aluminium, 
and from Weissenberg and precession photographs  the 
following results were obtained. 

Ni[SC(NH~)~]6(N0s)~ is m0noclinic wi th  

a=22 .48 ,  b=9.28,  c = 1 6 . 3 5 A ;  f l=129.8 °. 

The calculated densi ty  oc = 1-64 g.cm.-S; the measured 
densi ty  ~o = 1.62 g.cm. -3. 

There are four molecules in the uni t  cell. 
The conditions for the presence of reflections are: 

hkl: h +/c = 2 n  
hOl : 1 = 2 n  . 

which leads to two possible space groups:  Cc-CJ and 
¢21e-C~h. 

Ni[SC(NH~)2]6(CI04)2 is te t ragonal  wi th  

a = 9.68, e = 29.47 .~ .  

The calculated densi ty  ~c= 1.74 g.cm.-8; the  measured 
densi ty  Qo = 1.72 g.cm. -s. 

There are four molecules in the uni t  cell. 
The conditions for the presence of reflections are:  

hkl : no conditions 
00/: l = 4n 
h00: h -- 2 n ,  

which leads to two possible space groups:  P41212-D ~ and 
P43212-D~4. 
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