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Table 1.  Crystal data and structure refinement for 2008sjc0013.

Identification code 
2008sjc0013 (is60)
Empirical formula 
C11 H12 Ag F3 N6 O3 S

Formula weight 
473.20

Temperature 
120(2) K

Wavelength 
0.71073 Å
Crystal system 
Triclinic

Space group 
P-1

Unit cell dimensions
a = 10.95900(10) Å
a= 96.4450(10)º.


b = 11.4830(2) Å
b= 111.7310(10)º.


c = 14.0360(2) Å
g = 97.3180(10)º.

Volume
1602.88(4) Å3
Z
4

Density (calculated)
1.961 Mg/m3
Absorption coefficient
1.446 mm-1
F(000)
936

Crystal size
0.10 x 0.10 x 0.08 mm3
Theta range for data collection
3.17 to 27.50º.

Index ranges
-14<=h<=14, -14<=k<=14, -18<=l<=18

Reflections collected
35959

Independent reflections
7338 [R(int) = 0.0488]

Completeness to theta = 27.50º
99.7 % 

Absorption correction
Semi-empirical from equivalents

Max. and min. transmission
0.7456 and 0.6434

Refinement method
Full-matrix least-squares on F2
Data / restraints / parameters
7338 / 0 / 451

Goodness-of-fit on F2
1.060

Final R indices [I>2sigma(I)]
R1 = 0.0352, wR2 = 0.0832

R indices (all data)
R1 = 0.0434, wR2 = 0.0878

Largest diff. peak and hole
0.735 and -0.874 e.Å-3
Table 2.  Atomic coordinates ( x 104) and equivalent isotropic displacement parameters (Å2x 103)

for 2008sjc0013.  U(eq) is defined as one third of the trace of the orthogonalized Uij tensor.

________________________________________________________________________________


x
y
z
U(eq)

________________________________________________________________________________

C(1)
8636(3)
5369(3)
9113(2)
18(1)

C(2)
7475(3)
3416(3)
9320(3)
28(1)

C(3)
8919(3)
3742(3)
8306(2)
21(1)

C(4)
9604(3)
4732(3)
8128(2)
21(1)

C(5)
8173(3)
6173(3)
9722(2)
18(1)

C(6)
8400(3)
9103(3)
10491(2)
18(1)

C(7)
7889(3)
9975(3)
10990(2)
17(1)

C(8)
5827(3)
8659(3)
10968(3)
27(1)

C(9)
6624(3)
10857(3)
11628(2)
21(1)

C(10)
7661(3)
11684(3)
11669(2)
20(1)

C(11)
2364(3)
5180(3)
4259(2)
19(1)

C(12)
3624(3)
3937(3)
3471(3)
26(1)

C(13)
4018(3)
6160(3)
3977(2)
24(1)

C(14)
3451(3)
6942(3)
4406(3)
26(1)

C(15)
1375(3)
4254(3)
4303(2)
19(1)

C(16)
212(3)
1299(3)
3726(2)
18(1)

C(17)
-784(3)
411(3)
3812(2)
19(1)

C(18)
-134(3)
-1422(3)
3077(2)
24(1)

C(19)
-1998(3)
-1310(3)
3705(2)
22(1)

C(20)
-2433(3)
-399(3)
4131(2)
22(1)

C(21)
5757(4)
4249(4)
1712(3)
37(1)

C(22)
3780(3)
-95(3)
3221(3)
31(1)

Ag(1)
1316(1)
7146(1)
5378(1)
22(1)

Ag(2)
129(1)
2107(1)
1048(1)
22(1)

F(1)
4744(2)
4815(3)
1423(2)
66(1)

F(2)
5354(3)
3273(2)
2037(2)
57(1)

F(3)
6013(2)
3882(2)
879(2)
48(1)

F(4)
4270(2)
-1098(2)
3126(2)
40(1)

F(5)
4822(2)
796(2)
3676(2)
56(1)

F(6)
3156(3)
-229(3)
3871(2)
63(1)

N(1)
8312(2)
4163(2)
8932(2)
19(1)

N(2)
9417(2)
5738(2)
8629(2)
20(1)

N(3)
8533(2)
7301(2)
9795(2)
19(1)

N(4)
7950(2)
7978(2)
10346(2)
19(1)

N(5)
6773(2)
9786(2)
11200(2)
19(1)

N(6)
8453(2)
11127(2)
11268(2)
18(1)

N(7)
3328(2)
5048(2)
3891(2)
21(1)

N(8)
2427(2)
6334(2)
4589(2)
21(1)

N(9)
1258(2)
3164(2)
3913(2)
21(1)

N(10)
245(2)
2413(2)
4049(2)
19(1)

N(11)
-952(2)
-784(2)
3496(2)
18(1)

N(12)
-1679(2)
672(2)
4197(2)
21(1)

O(1)
8146(2)
4398(2)
3069(2)
37(1)

O(2)
7600(3)
6071(2)
2183(2)
43(1)

O(3)
6693(2)
5652(2)
3482(2)
32(1)

O(4)
2198(3)
1208(2)
2236(2)
38(1)

O(5)
1647(2)
-903(2)
1588(2)
34(1)

O(6)
3518(2)
270(3)
1412(2)
37(1)

S(1)
7219(1)
5195(1)
2741(1)
24(1)

S(2)
2662(1)
151(1)
1972(1)
19(1)

________________________________________________________________________________

Table 3.   Bond lengths [Å] and angles [º] for 2008sjc0013.

_____________________________________________________

C(1)-N(2) 
1.332(4)

C(1)-N(1) 
1.355(4)

C(1)-C(5) 
1.451(4)

C(2)-N(1) 
1.466(4)

C(2)-H(2A) 
0.9800

C(2)-H(2B) 
0.9800

C(2)-H(2C) 
0.9800

C(3)-N(1) 
1.366(4)

C(3)-C(4) 
1.379(4)

C(3)-H(3) 
0.9500

C(4)-N(2) 
1.363(4)

C(4)-H(4) 
0.9500

C(5)-N(3) 
1.287(4)

C(5)-H(5) 
0.9500

C(6)-N(4) 
1.287(4)

C(6)-C(7) 
1.444(4)

C(6)-H(6) 
0.9500

C(7)-N(6) 
1.334(4)

C(7)-N(5) 
1.358(4)

C(8)-N(5) 
1.472(4)

C(8)-H(8A) 
0.9800

C(8)-H(8B) 
0.9800

C(8)-H(8C) 
0.9800

C(9)-N(5) 
1.364(4)

C(9)-C(10) 
1.365(4)

C(9)-H(9) 
0.9500

C(10)-N(6) 
1.378(4)

C(10)-H(10) 
0.9500

C(11)-N(8) 
1.338(4)

C(11)-N(7) 
1.354(4)

C(11)-C(15) 
1.442(4)

C(12)-N(7) 
1.471(4)

C(12)-H(12A) 
0.9800

C(12)-H(12B) 
0.9800

C(12)-H(12C) 
0.9800

C(13)-C(14) 
1.361(5)

C(13)-N(7) 
1.366(4)

C(13)-H(13) 
0.9500

C(14)-N(8) 
1.368(4)

C(14)-H(14) 
0.9500

C(15)-N(9) 
1.280(4)

C(15)-H(15) 
0.9500

C(16)-N(10) 
1.299(4)

C(16)-C(17) 
1.445(4)

C(16)-H(16) 
0.9500

C(17)-N(12) 
1.333(4)

C(17)-N(11) 
1.361(4)

C(18)-N(11) 
1.465(4)

C(18)-H(18A) 
0.9800

C(18)-H(18B) 
0.9800

C(18)-H(18C) 
0.9800

C(19)-C(20) 
1.370(4)

C(19)-N(11) 
1.370(4)

C(19)-H(19) 
0.9500

C(20)-N(12) 
1.364(4)

C(20)-H(20) 
0.9500

C(21)-F(1) 
1.315(4)

C(21)-F(3) 
1.335(4)

C(21)-F(2) 
1.340(5)

C(21)-S(1) 
1.823(4)

C(22)-F(5) 
1.332(4)

C(22)-F(6) 
1.338(4)

C(22)-F(4) 
1.346(4)

C(22)-S(2) 
1.806(3)

Ag(1)-N(8) 
2.152(2)

Ag(1)-N(10)#1 
2.231(2)

Ag(1)-N(12)#1 
2.456(3)

Ag(2)-N(6)#2 
2.170(2)

Ag(2)-N(3)#3 
2.284(2)

Ag(2)-N(2)#3 
2.418(3)

N(2)-Ag(2)#3 
2.418(3)

N(3)-N(4) 
1.403(3)

N(3)-Ag(2)#3 
2.284(2)

N(6)-Ag(2)#4 
2.170(2)

N(9)-N(10) 
1.401(3)

N(10)-Ag(1)#1 
2.231(2)

N(12)-Ag(1)#1 
2.456(3)

O(1)-S(1) 
1.438(2)

O(2)-S(1) 
1.453(3)

O(3)-S(1) 
1.445(2)

O(4)-S(2) 
1.437(2)

O(5)-S(2) 
1.435(2)

O(6)-S(2) 
1.433(2)

N(2)-C(1)-N(1)
111.1(3)

N(2)-C(1)-C(5)
123.5(3)

N(1)-C(1)-C(5)
125.4(3)

N(1)-C(2)-H(2A)
109.5

N(1)-C(2)-H(2B)
109.5

H(2A)-C(2)-H(2B)
109.5

N(1)-C(2)-H(2C)
109.5

H(2A)-C(2)-H(2C)
109.5

H(2B)-C(2)-H(2C)
109.5

N(1)-C(3)-C(4)
106.1(3)

N(1)-C(3)-H(3)
126.9

C(4)-C(3)-H(3)
126.9

N(2)-C(4)-C(3)
109.6(3)

N(2)-C(4)-H(4)
125.2

C(3)-C(4)-H(4)
125.2

N(3)-C(5)-C(1)
118.1(3)

N(3)-C(5)-H(5)
121.0

C(1)-C(5)-H(5)
121.0

N(4)-C(6)-C(7)
121.8(3)

N(4)-C(6)-H(6)
119.1

C(7)-C(6)-H(6)
119.1

N(6)-C(7)-N(5)
110.4(2)

N(6)-C(7)-C(6)
122.7(3)

N(5)-C(7)-C(6)
126.9(3)

N(5)-C(8)-H(8A)
109.5

N(5)-C(8)-H(8B)
109.5

H(8A)-C(8)-H(8B)
109.5

N(5)-C(8)-H(8C)
109.5

H(8A)-C(8)-H(8C)
109.5

H(8B)-C(8)-H(8C)
109.5

N(5)-C(9)-C(10)
106.8(3)

N(5)-C(9)-H(9)
126.6

C(10)-C(9)-H(9)
126.6

C(9)-C(10)-N(6)
109.1(3)

C(9)-C(10)-H(10)
125.4

N(6)-C(10)-H(10)
125.4

N(8)-C(11)-N(7)
110.3(3)

N(8)-C(11)-C(15)
122.3(3)

N(7)-C(11)-C(15)
127.4(3)

N(7)-C(12)-H(12A)
109.5

N(7)-C(12)-H(12B)
109.5

H(12A)-C(12)-H(12B)
109.5

N(7)-C(12)-H(12C)
109.5

H(12A)-C(12)-H(12C)
109.5

H(12B)-C(12)-H(12C)
109.5

C(14)-C(13)-N(7)
106.4(3)

C(14)-C(13)-H(13)
126.8

N(7)-C(13)-H(13)
126.8

C(13)-C(14)-N(8)
109.7(3)

C(13)-C(14)-H(14)
125.1

N(8)-C(14)-H(14)
125.1

N(9)-C(15)-C(11)
121.8(3)

N(9)-C(15)-H(15)
119.1

C(11)-C(15)-H(15)
119.1

N(10)-C(16)-C(17)
118.4(3)

N(10)-C(16)-H(16)
120.8

C(17)-C(16)-H(16)
120.8

N(12)-C(17)-N(11)
111.4(3)

N(12)-C(17)-C(16)
123.6(3)

N(11)-C(17)-C(16)
125.1(3)

N(11)-C(18)-H(18A)
109.5

N(11)-C(18)-H(18B)
109.5

H(18A)-C(18)-H(18B)
109.5

N(11)-C(18)-H(18C)
109.5

H(18A)-C(18)-H(18C)
109.5

H(18B)-C(18)-H(18C)
109.5

C(20)-C(19)-N(11)
106.0(3)

C(20)-C(19)-H(19)
127.0

N(11)-C(19)-H(19)
127.0

N(12)-C(20)-C(19)
110.5(3)

N(12)-C(20)-H(20)
124.8

C(19)-C(20)-H(20)
124.8

F(1)-C(21)-F(3)
108.8(3)

F(1)-C(21)-F(2)
106.7(3)

F(3)-C(21)-F(2)
107.3(3)

F(1)-C(21)-S(1)
111.0(3)

F(3)-C(21)-S(1)
111.6(3)

F(2)-C(21)-S(1)
111.2(3)

F(5)-C(22)-F(6)
108.4(3)

F(5)-C(22)-F(4)
107.0(3)

F(6)-C(22)-F(4)
106.1(3)

F(5)-C(22)-S(2)
112.0(3)

F(6)-C(22)-S(2)
111.7(2)

F(4)-C(22)-S(2)
111.3(2)

N(8)-Ag(1)-N(10)#1
165.25(10)

N(8)-Ag(1)-N(12)#1
119.28(9)

N(10)#1-Ag(1)-N(12)#1
73.16(9)

N(6)#2-Ag(2)-N(3)#3
158.08(9)

N(6)#2-Ag(2)-N(2)#3
120.81(9)

N(3)#3-Ag(2)-N(2)#3
72.77(9)

C(1)-N(1)-C(3)
107.2(2)

C(1)-N(1)-C(2)
127.9(3)

C(3)-N(1)-C(2)
124.9(3)

C(1)-N(2)-C(4)
105.9(3)

C(1)-N(2)-Ag(2)#3
108.45(19)

C(4)-N(2)-Ag(2)#3
145.6(2)

C(5)-N(3)-N(4)
112.4(2)

C(5)-N(3)-Ag(2)#3
117.3(2)

N(4)-N(3)-Ag(2)#3
130.21(18)

C(6)-N(4)-N(3)
112.1(2)

C(7)-N(5)-C(9)
107.6(2)

C(7)-N(5)-C(8)
127.7(3)

C(9)-N(5)-C(8)
124.6(2)

C(7)-N(6)-C(10)
106.1(2)

C(7)-N(6)-Ag(2)#4
131.22(19)

C(10)-N(6)-Ag(2)#4
122.4(2)

C(11)-N(7)-C(13)
107.6(2)

C(11)-N(7)-C(12)
128.1(3)

C(13)-N(7)-C(12)
124.3(3)

C(11)-N(8)-C(14)
106.0(3)

C(11)-N(8)-Ag(1)
129.4(2)

C(14)-N(8)-Ag(1)
124.4(2)

C(15)-N(9)-N(10)
112.4(2)

C(16)-N(10)-N(9)
111.6(2)

C(16)-N(10)-Ag(1)#1
118.02(19)

N(9)-N(10)-Ag(1)#1
130.22(19)

C(17)-N(11)-C(19)
106.9(2)

C(17)-N(11)-C(18)
127.7(3)

C(19)-N(11)-C(18)
125.2(3)

C(17)-N(12)-C(20)
105.3(2)

C(17)-N(12)-Ag(1)#1
106.78(19)

C(20)-N(12)-Ag(1)#1
147.8(2)

O(1)-S(1)-O(3)
116.78(15)

O(1)-S(1)-O(2)
113.90(16)

O(3)-S(1)-O(2)
114.76(16)

O(1)-S(1)-C(21)
103.72(16)

O(3)-S(1)-C(21)
103.22(16)

O(2)-S(1)-C(21)
101.79(19)

O(6)-S(2)-O(5)
114.63(16)

O(6)-S(2)-O(4)
116.36(17)

O(5)-S(2)-O(4)
113.90(15)

O(6)-S(2)-C(22)
102.43(15)

O(5)-S(2)-C(22)
104.02(16)

O(4)-S(2)-C(22)
103.10(16)

_____________________________________________________________

Symmetry transformations used to generate equivalent atoms: 

#1 -x,-y+1,-z+1    #2 x-1,y-1,z-1    #3 -x+1,-y+1,-z+1 

#4 x+1,y+1,z+1 

Table 4.   Anisotropic displacement parameters (Å2x 103)for 2008sjc0013.  The anisotropic

displacement factor exponent takes the form: -2p2[ h2a*2U11 + ... + 2 h k a* b* U12 ]

______________________________________________________________________________


U11
U22
U33
U23
U13
U12
______________________________________________________________________________

C(1)
16(1) 
14(1)
23(1) 
3(1)
7(1) 
4(1)

C(2)
28(2) 
17(2)
46(2) 
8(1)
20(2) 
4(1)

C(3)
21(1) 
18(2)
24(2) 
1(1)
8(1) 
6(1)

C(4)
23(1) 
19(2)
22(2) 
2(1)
9(1) 
8(1)

C(5)
15(1) 
18(1)
23(1) 
3(1)
8(1) 
4(1)

C(6)
16(1) 
20(2)
18(1) 
4(1)
7(1) 
7(1)

C(7)
17(1) 
18(1)
18(1) 
6(1)
8(1) 
5(1)

C(8)
21(2) 
23(2)
39(2) 
1(1)
16(1) 
-1(1)

C(9)
21(1) 
21(2)
22(2) 
1(1)
10(1) 
9(1)

C(10)
22(1) 
16(1)
21(1) 
3(1)
9(1) 
8(1)

C(11)
20(1) 
18(2)
20(1) 
4(1)
9(1) 
6(1)

C(12)
28(2) 
23(2)
33(2) 
1(1)
18(1) 
10(1)

C(13)
23(2) 
23(2)
30(2) 
4(1)
15(1) 
0(1)

C(14)
28(2) 
21(2)
32(2) 
5(1)
16(1) 
0(1)

C(15)
21(1) 
17(2)
21(1) 
3(1)
10(1) 
7(1)

C(16)
18(1) 
18(2)
18(1) 
4(1)
7(1) 
6(1)

C(17)
21(1) 
17(1)
18(1) 
4(1)
7(1) 
5(1)

C(18)
27(2) 
19(2)
29(2) 
2(1)
15(1) 
8(1)

C(19)
20(1) 
20(2)
23(2) 
3(1)
6(1) 
1(1)

C(20)
19(1) 
22(2)
25(2) 
3(1)
10(1) 
3(1)

C(21)
32(2) 
37(2)
40(2) 
-5(2)
14(2) 
12(2)

C(22)
29(2) 
38(2)
28(2) 
7(2)
12(1) 
13(2)

Ag(1)
26(1) 
20(1)
27(1) 
3(1)
15(1) 
9(1)

Ag(2)
22(1) 
18(1)
32(1) 
8(1)
15(1) 
4(1)

F(1)
29(1) 
68(2)
71(2) 
-19(1)
-8(1) 
22(1)

F(2)
54(2) 
35(1)
83(2) 
-15(1)
44(1) 
-14(1)

F(3)
55(1) 
55(2)
29(1) 
-6(1)
14(1) 
16(1)

F(4)
37(1) 
39(1)
53(1) 
22(1)
17(1) 
22(1)

F(5)
41(1) 
50(2)
47(1) 
-11(1)
-13(1) 
10(1)

F(6)
67(2) 
109(2)
38(1) 
33(1)
33(1) 
48(2)

N(1)
19(1) 
15(1)
26(1) 
4(1)
9(1) 
5(1)

N(2)
21(1) 
19(1)
22(1) 
4(1)
9(1) 
6(1)

N(3)
19(1) 
17(1)
24(1) 
5(1)
11(1) 
6(1)

N(4)
25(1) 
15(1)
20(1) 
3(1)
11(1) 
7(1)

N(5)
19(1) 
17(1)
23(1) 
3(1)
10(1) 
3(1)

N(6)
17(1) 
17(1)
21(1) 
4(1)
9(1) 
6(1)

N(7)
21(1) 
20(1)
24(1) 
2(1)
12(1) 
5(1)

N(8)
24(1) 
17(1)
25(1) 
2(1)
14(1) 
4(1)

N(9)
22(1) 
19(1)
25(1) 
5(1)
12(1) 
4(1)

N(10)
17(1) 
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