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T h e  c o m p l e x  A g S C I ~ . P ( C H e .  CH2.CHa)  a be longs  to  t h e  
space  g r o u p  P21/c. L a t t i c e  c o n s t a n t s :  

a = 6 . 3 2 ± 0 . 0 2 ,  b = 1 4 . 0 0 ± 0 . 0 5 ,  c = 1 8 . 2 4 ± 0 . 0 7 / ~ ;  

f l = l 1 4 ° _ _  10' ;  Z = 4 .  

T h e  s ter ie  cha rac t e r i s t i c s  of t h e  m o l e c u l e  were  desc r ibed  
in p r e l i m i n a r y  p a p e r s  ( P a n a t t o n i  & F r a s s o n ,  1960; 
Wurco, P a n a t t o n i  & F r a s s o n ,  1960). A c o m p l e t e  descr ip-  
t i on  is n o w  r e p o r t e d .  T h e  re l i ab i l i ty  f ac to r  is R = 0 . 1 0  
for  0kl re f lex ions  a n d  R = 0.11 for  hO1 ref lexions .  Tab l e  1 
shows  a t o m i c  c o o r d i n a t e s  w i t h  s t a n d a r d  d e v i a t i o n s  
c a l c u l a t e d  b y  C r u i c k s h a n k ' s  m e t h o d  (1949). V a l u e s  of a 
we re  c a l c u l a t e d  for  t h e  wel l  r e so lved  a t o m s ,  n e g l e c t i n g  
s o m e  o v e r l a p p i n g  c a r b o n  a t o m s  of p r o p y l  cha ins  for  
w h i c h  i t  was  n o t  poss ib le  to  ca l cu la t e  t h e  f o r m  of t h e  
m a x i m u m  of e l ec t ron  d e n s i t y .  F ig .  1 shows  a p e r s p e c t i v e  
of a p a i r  of molecu les .  I n  th i s  f igure  t h e  p r o p y l  g r o u p s  

Tab le  1. Atomic coordinates with standard deviations 

a(x) a(y) (r(z) 
x/a y/b z/c (h) (A) (A) 

Ag +0.0260 +0.5700 +0.4195 0.0037 0.0033 0.0038 
S +0.2730 --0.0805 +0.0890 0-011 0.014 0.012 
P +0.2110 +0.2140 +0.1380 0.015 0.009 0-021 
N +0-3090 --0.5100 +0.3990 0.024 0.060 0.063 
C(1) +0-2340 +0.2810 +0.0620 0.080 0.036 0.060 
C(2) +0.3420 +0.2410 +0.0030 0.050 0.061 0-084 
C(3) +0.4190 +0.2080 +0.4431 0.048 0.060 0.058 
C(4) +0.4900 +0-6860 +0.2920 0.080 0.066 0.073 
C(5) +0.4431 +0.6270 +0-2320 0.080 0.027 0-049 
C(6) +0-3333 +0-6060 +0.1610 0.080 0.042 0.063 
C(7) +0.2490 +0-3120 +0.1831 0.080 0.085 0.059 
C(8) +0.0813 +0.3670 +0.2020 0.075 0.090 0.065 
C(9) +0-1220 --0.0670 +0.3150 0.057 0.090 0.073 
C(10) +0.4700 --0-0150 +0.0800 0.058 0.090 0.090 

a r e  n e g l e c t e d .  I n  T a b l e  2 b o n d  l e n g t h s  a n d  ang les  a re  
l i s ted .  

F o u r i e r  syn thes i s ,  s t r u c t u r e  fac to rs ,  b o n d  l e n g t h s  a n d  
ang les  were  c a l c u l a t e d  w i t h  a n  e lec t ron ic  c o m p u t e r  
(Ol ive t t i  E l e a  6001), w i t h  p r o g r a m s  e l a b o r a t e d  in  ou r  
l a b o r a t o r y  w i t h  t h e  h e l p  of t h e  t e c h n i c a l  p e r s o n n e l  of  
t h e  C.E.C.S .  a n d  Ol ive t t i  S .p .A.  w h o s e  a s s i s t ance  we  
g r a t e f u l l y  a c k n o w l e d g e .  

T a b l e  2. Bond lengths and angles 

Ag-S 2.83 +0.02 /~ C(1)-C(2) 1.59 +0.15 A 
Ag-S" 2.88 +__0.02 C(2)-C(3) 1-55 !0"15  
A g - P  2.48 ±0.03 C(4)-C(5) 1.50 ±0 .16  
Ag-N 2-10 ±0 .10  C(5)-C(6) 1.50 +_0.14 
N-C(10) 1-42 ±0 .18  C(7)-C(8) 1-45 +0-19 
C(10)-S 1.81 ±0 .14  C(8)-C(9) 1.55 ±0-19 
P-C(1) 1.71 _+0.11 Average 
P-C(4) 1.84 ±0 .13  C-C 1-53 P-C(7) 1.73 ±0 .14  

Average 
P - C  1.76 

/_ S -Ag-S '  93 ° 30' /_ S ' - A g - P  104 ° 50" 
Ag-S ' -Ag  86 ° 40' P - A g - N  130 ° 00' 
S -Ag-N 108 ° 00' Ag-P-C(1)  109 ° 40' 
Ag-N-C(10) 165 ° 20" Ag-P-C(4)  110 ° 00' 
N-C(10)-S" 155 ° 20" Ag-P-C(7)  112 ° 40' 
C(10)-S'-Ag 91 ° 00" Average 

A g - P - C  110 ° 46" 
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Fig. 1. A perspective view of the molecular  chain of AgSCN. P(Catt~) 3. The propyl radicals are neglected. 


