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w = 1/tr2(F), (A/O')max = 0,02, [Aplmax = 
0,16 (4)e A -3. Facteurs de diffusion des Interna- 
tional Tables for X-ray Crystallography (1974). Pro- 
grammes de calcul du syst6me SDP (B. A. Frenz & 
Associates, Inc., 1982). Angles de torsion: ORFFE 
(Busing, Martin & Levy, 1964). Fig. 1 et 2: 
ORTEPII  (Johnson, 1976). 

Les coordonn6es atomiques relatives sont rappor- 
t6es dans le Tableau 1.* Les longueurs et les angles 
des liaisons dans le Tableau 2. Les quatre mol6cules 
de N-(dim&hyl-4,6 pyridyl-2) ph6nyl-3 prop6namide- 
(E) pr6sentes dans l'unit6 asym6trique sont d6sign~es 
respectivement par mol6cule 1, mol6cule 2, mol6cule 
3 et mol6cule 4. Les num6ros utilis6s pour nommer 
leurs atomes s'obtiennent en ajoutant aux num6ros 
indiqu6s sur la Fig. 1, les nombres 100, 200, 300 ou 
400. Le premier chiffre du num6ro obtenu d6signe 
ainsi la mol6cule fi laquelle appartient l 'atome. La 
Fig. 1 repr6sente la mol6cule 1 et la Fig. 2 une vue de 
la structure en perspective. 

Litt~rature associ~e. Structure de l'acide (isobutyl-4 
ph6nyl)-2 propionique (McConnell, 1974). Ce com- 
pos6, d6nomm6 aussi ibuprofen ou prufen, est un 
antipyr&ique et un antiinflammatoire. Etude spec- 
trale de quelques N-(pyridinyl-2) benzamides et 
structure cristalline du N-6thyl N-(dim&hyl-4,6 
pyridinyl-2) benzamide (Rodier, Piessard, Le Baut & 

* Les listes des facteurs de structure observ6s et calcul6s, des 
coefficients d'agitation thermique anisotrope, des param&res (non 
affin6s) des atomes d'hydro#ne, des distances C--H, N--H et 
O--H, des distances des atomes aux plans moyens, des angles de 
torsion et des distances interatomiques intermol6culaires ont 6t6 
d6pos6es au d6p6t d'archives de la British Library Document 
Supply Centre (Supplementary Publication No. SUP 52847:44 
pp.). On peut en obtenir des copies en s'adressant fi: The Technical 
Editor, International Union of Crystallography, 5 Abbey Square, 
Chester CHI 2HU, Angleterre. 

Brion, 1987). Synth6se et effets dopaminergiques 
centraux des N-(dim&hyl-4,6 pyridinyl-2) 
benzamides (Bouhayat, Piessard, Le Baut, Sparfel, 
Petit, Piriou & Welin, 1985). Structure cristalline du 
N-(dim6thyl-4,6 pyridinyl-2) benzamide (Rodier, 
Piessard, Le Baut & Michelet, 1986). Compos6s anti- 
inflammatoires non acides: activit6 des N-(dim6thyl- 
4,6 pyridinyl-2) benzamides et de compos6s d6riv6s 
(Robert-Piessard, Le Baut, Courant,  Brion, Sparfel, 
Bouhayat, Petit, Sanchez, Juge, Grimaud & Welin, 
1990). 
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Abstract. 3-Amino-4-azido-l,2,5-thiadiazole, C2H2- 
N6S, Mr = 142-1, monoclinic, P21/a, a=9"018  (1), 
b = 10.975 (1), c = 5-5305 (1) A, /3 = 99.17 (1) °, 
U = 540.4 (1)/~3, Z = 4, Dx = 1.747 Mg m -3, 
A(Cu Kal) = 1-54050 A, /z = 4.423 mm-~,  F(O00) 
= 288, T = 293 K, final R = 0.058 for 761 reflexions. 
The azido group adopts an extended trans conforma- 

tion. The amino N atom, with sp 2 character, partici- 
pates in two N.. .N intermolecular hydrogen bonds, 
3.264 (5) and 3-125 (5) A. 

Experimental. A pale-yellow prism, 0-30 x 0-15 x 
0-55 mm, by recrystallization from C2HsOH. Rigaku 
AFC-5 four-circle diffractometer used with 0-20 

0108-2701/90/091749-03503.00 © 1990 International Union of Crystallography 
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Table 1. Fractional atomic coordinates and equivalent 
isotropic thermal parameters with e.s.d. "s in 

parentheses 

Bcq = (1/ 3 ) Z,YjBoa,* a/*ai.a j. 

x y z B,q (A2) 
S(I) 0"8881 (1) 0"2643 (I) 0"2640 (1) 4"38 (3) 
Y(2) 0"9271 (3) 0"1300 (2) 0"1596 (5) 4"14 (8) 
C(3) 0"8599 (3) 0"0459 (3) 0"2750 (5) 3"53 (8) 
C(4) 0"7772 (3) 0"1002 (2) 0"4500 (5) 3"30 (8) 
N(5) 0"7846 (3) 0"2184 (2) 0"4646 (5) 3"73 (8) 
N(6) 0"8663 (3) -0"0736 (2) 0"2298 (6) 4"56 (10) 
N(7) 0"6973 (3) 0"0246 (2) 0"5885 (5) 4"32 (8) 
Y(8) 0"6320 (3) 0"0798 (2) 0"7377 (5) 3"86 (9) 
N(9) 0.5703 (4) 0.1174 (3) 0.8791 (7) 5.85 (11) 

Table 2. Bond lengths (A) and angles (o) with e.s.d.'s 
in parentheses 

S(1)--N(2) 1.641 (3) C(4)--N(7) 1.404 (5) 
N(2)--C(3) 1-323 (5) N(7)--N(8) 1.244 (4) 
C(3)--N(6) 1.338 (5) Y(8)--Y(9) 1.109 (5) 
C(3)--C(4) 1.441 (5) N(5)---S(1) 1.638 (3) 
C(4)--C(5) 1.301 (4) 

S(1)---N(2)--C(3) 108.4 (2) N(5)---C(4)--N(7) 125.5 (3) 
N(2)---C(3)----C(4) 111.2 (3) C(4)--N(5)--S(1) 107.1 (2) 
N(2)---C(3)--N(6) 123.8 (3) N(5)--S(1)--N(2) 98.0 (1) 
C(4)--C(3)--N(6) 124.9 (3) C(4)--N(7)~N(8) 114.3 (2) 
C(3)--C(4)--N(5) 115.2 (3) N(7)--N(8)--N(9) 172.7 (3) 
C(3)---C(4)--N(7) 119.1 (2) 

scan method, to scan width (1.3 + 0.41tan0) ° and 
scan speed 16 ° min -~. Lattice parameters obtained 
from least-squares analysis of 20 reflexions with 20 
values ranging from 56 to 61 °. Out of  977 reflexions 
scanned within the index range h - 1 0  to 10, k 0 to 
12, l 0 to 6 up to sinO/A <_ 0.56 A. -1 including 95 
equivalent reflexions (Rint=0.042), 761 unique 
reflexions classified as observed with F >  3tr(F). 
Three standard reflexions measured every 150 reflex- 
ions, no significant intensity variation. Intensities 
corrected for Lorentz and polarization factors, but 
absorption correction not applied. Structure solved 
using program package SAPI85 (Yao, Zheng, Qian, 
Hart, Gu & Fan, 1985) version of MULTAN80 
(Main, Fiske, Hull, Lessinger, Germain, Declercq & 
Woolfson, 1980). The refinement was carded out by 
the full-matrix least-squares method with anisotropic 
temperature factors for non-H atoms. The function 
minimized Zw[l(IFol)E-(IFcl)2[] 2 with w = 1/[tr2(Fo) 
+0.02(Fo)2], tr(Fo) determined from counting statis- 
tics. All H atoms located from the difference map 
and refined, the initial thermal parameters set at the 
equivalent isotropic thermal parameter of each 
bonded atom. Final discrepancy indices R '--0.058, 
wR = 0.064, S = 1.719 for 761 reflexions. Maximum 
A/tr = 0-13 in final least-squares cycle. Final 
difference Fourier map showed no residuals greater 
than 0 .32eA -3. All calculations performed using 
a P A N A F A C O M  computer with RCRYSTAN 
(Rigaku Corporation, 1985) X-ray analysis program 

system. The atomic scattering factors were those 
from International Tables for X-ray Crystallography 
(1974). 

Final atomic parameters are listed in Table 1.* 
The bond lengths and angles are listed in Table 2. 
Fig. 1 shows a thermal-ellipsoid plot of the molecule 
with atomic labelling. Fig. 2 presents the crystal 
structure. 

Related literature. The title compound is an isom- 
erization product of 5-amino- 1,2,3-thiadiazolo[4,5-c]- 

* Lists of structure amplitudes, anisotropic thermal parameters 
and H-atom parameters have been deposited with the British 
Library Document Supply Centre as Supplementary Publication 
No. SUP 52882 (4 pp.). Copies may be obtained through The 
Technical Editor, International Union of Crystallography, 5 
Abbey Square, Chester CH1 2HU, England. 

N2 

$1 

C4 

Fig. 1. Thermal-ellipsoid plot. Ellipsoids are drawn at the 50% 
probability level while isotropic hydrogen thermal parameters 
are represented by spheres of arbitrary size. 

a s i n B  

Fig. 2. Projection o f  the crystal structure along the c axis. 
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1,2,5-thiadiazole obtained from 3,4-diamino-l,2,5- 
thiadiazole (Komin & Carmack, 1976). 
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Abstract. 2-Phenyl- 1,2,3-triazolo[4,5-b]pyrazine, 
CIoHTNs, M, = 197.2, orthorhombic, P2]nb, a= 
9-975(1), b=24.238(1),  c=3.921(1)  A, U = 
930.8 (1) A 3, Z = 4, Dx = 1.407 Mg m -3, A(Cu Keel) 
= 1.54050/~, /z = 0.772 mm-i ,  F(000) = 408, T = 
293 K, final R=0.046 for 699 reflexions. The 
dihedral angle between the triazolopyrazine and 
phenyl rings is 2.3 (4) °. 

Experimental. A colorless prism 0.30 x 0.55 x 
0-50mm, recrystallization from C2HsOH/CH2C12. 
Rigaku AFC-5 four-circle diffractometer used with 
0-28 scan method, ¢o scan width (1.3 + 0-41tan0) ° 
and scan speed 16°m in - l  Lattice parameters 
obtained from least-squares analysis of 20 reflexions 
with 28 values ranging from 59 to 61 ° . Out of 973 
reflexions scanned within index range h 0 to 11, k 0 
to 27, l 0 to 4 up to sinO/A ___ 0.56 A-] ,  699 unique 
reflexions classified as observed with F>3cr(F). 
Three standard reflexions measured every 150 reflex- 
ions, no significant intensity variation. Intensities 
corrected for Lorentz and polarization factors, but 
absorption correction not applied. Structure solved 
using program package SAP185 (Yao, Zheng, Qian, 
Han, Gu & Fan, 1985) version of MULTAN80 
(Main, Fiske, Hull, Lessinger, Germain, Declercq & 
Woolfson, 1980). The refinement was carried out by 
the full-matrix least-squares method with anisotropic 
temperature factors for non-H atoms. The function 
minimized Y w [ J ( I F o l )  2 - (IF~l)21] 2 with w = 1/[cr2(Fo) 
+ 0"02(Fo)2], tr(Fo) determined from counting statis- 
tics. All H atoms are located from the difference map 
and refined. Final discrepancy indices, R = 0-046, wR 
= 0.041, S = 1.431 for 699 reflexions. Maximum A/o, 
= 0-11 in final least-squares cycle. Final difference 

0108-2701/90/091751-02503.00 

Fourier maps showed no residuals greater than 
0 .36cA -3. All calculations performed using a 
PANAFACOM computer with RCRYSTAN 
(Rigaku Corporation, 1985) X-ray analysis program 
system. The atomic scattering factors were those 
from International Tables for X-ray Crystallography 
(1974). Final atomic parameters are listed in Table 
1.* The bond lengths and angles are listed in Table 2. 
Fig. 1 shows a thermal-ellipsoid plot of the molecule 
with atomic labelling. 

* Lists of structure amplitudes, anisotropic thermal parameters, 
H-atom coordinates and deviations from the least-squares planes 
have been deposited with the British Library Document Supply 
Centre as Supplementary Publication No. SUP 52883 (4 pp.). 
Copies may be obtained through The Technical Editor, Interna- 
tional Union of Crystallography, 5 Abbey Square, Chester CH1 
2HU, England. 

Table 1. Fractional atomic coordinates and equivalent 
isotropic thermal parameters with e.s.d. 's in 

parentheses 

B~q = (1/3)Z,YjB~,*apa,.aj. 

x y 
N(I) 0"0589 (3) 0"6777 (1) 
N(2) 0"0721 (3) 0-6292 (1) 
Y(3) 0-1975 (4) 0"6089 (1) 
C(4) 0.2738 (4) 0-6480 (1) 
C(5) 0-1885 (4) 0-6898 (1) 
N(6) 0.4106 (4) 0-6477 (1) 
C(7) 0.4537 (6) 0.6920 (2) 
C(8) 0.3665 (6) 0.7341 (2) 

z 8~(A ~) 
0"6545 (4) 3"68 (20) 
0"8170 (3) 3"17 (20) 
0-8500 (5) 3"96 (21) 
0"6951 (6) 3.44 (22) 
0"5767 (7) 3"32 (21) 
0"6532 (8) 5"25 (22) 
0"4864 (9) 5-22 (24) 
0"3682 (8) 4"73 (23) 
0.4075 (6) 4.58 (22) 
0-9365 (6) 3-18 (21) 
0.8744 (6) 4-06 (22) 
0.9771 (9) 5.34 (24) 
1.1379 (9) 5-68 (26) 
1.2046 (8) 5.11 (25) 
1.1082 (8) 4.07 (22) 

N(9) 0.2331 (3) 0.7351 (1) 
C(10) -0.0452 (4) 0.5998 (1) 
C(II) -0.1726 (4) 0.6201 (1) 
C(12) -0.2851 (6) 0-5893 (2) 
C(13) -0.2670 (6) 0-5390 (2) 
C(14) -0.1379 (6) 0.5203 (2) 
C(15) -0.0243 (4) 0.5499 (1) 
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