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S2
Crystal Data
formula ' o ST(C20H20N805)' 12 .S(H?_O)
formula weight ' 765.24 :
crystal system triclinic '
space group _ - Py ‘
~ crystal color : yellow
crystal size ' 0.35x0.29x0.05mm
unit cell dimensions ‘
a 8.4435(6)A
b 10.6655(7)A
c 19.199(1)A
a 92.251(5)°
B 98.868(5)°
Y 92.881(5)
v 1704.2(1)
Z 2
calculated density 1.491g/cm’
m . 36.83cm’
transmission factor _ ‘
max , 0.83 )
min 0.34
temperature : 25°C
wavelength 1.5418A
20(max/min) : 120°/2°
number of reflections /
total / 5023
>20(I) | : 4373 :
data collection method . diffractometer, 6-20 scan.
Rg* : 0.076
wRp* ‘ 0.084 ,
Apmax/Apmin 0.42/-.23 (e 10\’3)

*Re=2||Fol-|F¢|/ZFo
*wRp=[Zw(|Fo|-|F¢|)*/ZF0?]
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Fractional Atom Coordinates of Water Oxygens x10° and Isotropic
Temperature Factors x10°. Standard deviations are given in parentheses.

0(1aw)
0 (1BW)
o(2W)
O(3W)
o(4w)
O (5W)
O(62aW)
0(6BW)
O(7W)
o(8w)
O (9W)
o(10w)
o(11w)
o(12w)
0(13wW)
0(14w)
0(15wW)
O(16W)
0(17W)
o(18wW)
o(19wW)
0(20aw)
0(20BW)
0(21W)
0(22awW)
0(22BW)
0(23W)
0(24W)
0(25awW)
0(25BW)
0(25CwW)

* PP=Population Parameter or Occupancy

X
3118(26)
2486(24)
7956(8)
2590(12)

263(7)
-1503(10)

=7520(23) .

850(50)
7637(7)

878(7)
3802(8)
6963(10)
4082(12)
1293(9)
3249(8)

-13(7)
8845(11)
~-6549(8)
-5095(10)
2924(15)
7902(6)
5627(20)
7755(33)
1233(14)

133(37)

577(38)
5650(15)
-5945(15)
6177 (48)

4772(62)

7584 (25)

Y
9760(21)
9805(19)
1846(6)
4301(9)

855(5)
-5299(8)
-8258(19)

1805(40)
2266(5)

4093(6)

4637(7)

4824 (8)

4244(9)

-3843(7)

1933(7)

4059(5)

5026(9)
-2670(6)

-8527(8)

9763(13)
6453 (5)

1247(16)
2074(27)
3563(12)
11903(29)
1045(31)

5790(11).

-5872(12)
2442(38)

1728(51)
2075(20) -

497(11)
1074(10)
9865(3)

855(5)

-1242(3)

999 (4)

60(10)
1070(21)
8259(3)
8218(3)
7623(4)
8360(4)
9319(5)
1873(4)
- 8618(4)
9611(3)
2508(5)
-9080(3)
-6449(4)
2507 (7)
9567(3)

977 (8)
1582(15)
2938(6)
3065(15)
2496(16)

399(6)

-7593(6)
2382(20)
1854 (26)
3060(10)

Factor

U
159(8)
146(7)
78(2)
133(3)
62(1)
110(2)
159(7)
233(16)
64(1)

72(2) -

87(2)
108(2)
127(3)
99(2)
90(2)
67(2)
124(3)
82(2)
115(3)
181(5)

59(1)

156(6)
123(9)
107(3)
138(10)
143(10)
168(4)
170(4)
137(13)
184(19)
184(7)

PP*
0.5
0.5

0.25
0.25
0.50

S6

[y
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Table Bond Lengths and Angles for SrMTX

Distances (A) - -

Atoms ‘ Molecule A : Molecule B
N(1)-C(2) 1.36(2) , 1.34(2)
N(1)-C(8A) ‘ A 1.35(2) 1.3?(2)’ |
C(2)-N(2) | 1.38(2) 1.38(2)
C(2)-N(3) 1.34(2) . 1.34(2)
N(3)-C(4) 1.35(2) 1.35(2)'
C(4)-N(4) 1.35(2) 131 @)
C(4)-C(4A) O 1.439) - 1.46(2)
C(4A)-N(5) | 1.35(2) | 1.53(2)
C(4A)-C(8A) 138(2) | 1.37(2)
N(5)-C(6) 1.33(2) | . 1.382)
C(6)-C(7) .1.39(2) o 1.38(2)
C(6)-C(9) 1.50(2) | 151(2)
C(7)-N(8) 1.33(2) o ‘ 1.28@)
N(8)-C(8A) 1.39(2) 1.38(2)
C(9)-N(10) | 1.47(2) h 1.49(2)
N(10)-C(10) | 1.46(2) 1.45(2)
N(10)}-C(11) 1.39(2) ‘ | 1.38(2)
- C(11)-C(12) 1.402) o 1.41(2)
C(11)-C(16) 1.41(2) | 1.38(2)
C(12)-C(13) 140@2) 1.35(2)
c(a-cay 1.402) - 1.41(2)
C(14)-C(15) 1.39(2) , 1.37(2)
C(14)-C(17) | 1.48(2) | 1512)

C(15)-C(16) 140@2) : 1.40(2)
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‘ : S8
Table (continued) Bond Lengths and Angles for SIMTX

Distances (A)

Atoms Molecule A | Molecule B
C(17)-0(17) 1.27(2) ', 1.23(2)
C(17)-N(18) 1.34(2) | 1.33(2)
N(1 8)-C(i 9 146(1) C1a82)
C(19)-C(20) | 1532 1.50(2)
C(19)-C(21) 154(2) o 1.56(2)
C(20)-O(1) 1.25@2) | 1.26(2)
C(20)-0(2) | 1.26(2) | 1.24(2)
c@1)-c2) 1.54(2) C1.522)
C(22)-C(23) 151(2) o 1570)
C(23)-0(3) 1.25(2) - 1.24(2)
C(23)-0(4) o 1.28(2) ' 1.18(2)
Angles (°)

C(2)-N(1)-C(8A) 113(1) o 113(1)
N(1)-C(2)-N(2) 116(1) C117(1)
N(1)-C()-N@)  128(1) | 130(1)
N(2)-C(2)-N(3) 1e(1) 113(1)
C(2)-N(3)-C(4) | | 17(1) | 117(1)
N(3)-C(4)-N(4) 19(1) | | 121(1)
N(3)-C(4)-C(4A) | 120(1) | | 119(1)
N(4)-C(4)-C(4A) : 1»21(1) ' | 120(1) .
C(4)-C(4A)-N(5) 120(1) O 118(1)

C(4)-C(4A)-C(8A) 117(1) 170)




© 2000 American Chemical Society, J. Med. Chem., Mastropaolo jm0001141 Supporting Info Page 8

Table (continued) Bond Lengths and Angles for SIMTX >
| | Angles (°) |
Atoms © MoleculeA | Molecule B
N(5)-C(4A)-C(8A) 123(1) , 126(1)
C(4A):-N(5)-C(6) 1701) . 114(1)
N(5)-C(6)-C(7) 120(1) ‘ 120(1)
N(5)-C(6)-C(9) 119(1) | 116(1)
C(7)-C(6)-C(9) | 120(1) o 124(1)
C(6)-C(7)-N(8) O 124(1) 126(1)
C(7)-N(8)-C(8A) 115(1) | 116(1)
N(1)-C(8A)-C(4A) 125(1) a 125(1)
N(1)-C(8A)-N(8) | 115(1) ' 116(1) .
C(4A)-C(8A)-N(8) 120(1) 119(1)
C(6)-C(9)-N(10)> 110(1) 110(1)
C(9)-N(10)-C(10) 15(1) - | 113(1)
CO-N(10)-C(11) 120(1) N | 121(1)
C(10)-N(10)-C(11) 119(1) 120(1)
N(10)-C(11)-C(12) | | 123(1) - 122(1)
N(10)-C(11)-C(18) 120(1) : | 1211)
C(12)-C(11)-C(16) . | 117(1) | 117(1)
C(11)-C(12)-C(13) 123(1) , | 121(1) |
C(12)-C(13)-C(14) 120(1) - 122(1) |
C(13)-C(14)-C(15) 118(1) 117(1)
C(13)-C(14)-C(17) ‘ 124(1) o 124(1)
C(15)-C(14)-C(17)- 118(1) 119(1)
C(14)-C(15)-C(16) 122(1) S 122(9)

C(11)-C(16)-C(15) 120(1) , 125(1)
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Table (continued) Bond Lengths and Angles for SMTX >0
Angles (°)

Atoms ‘ Molecule A " Molecule B
C(14)-C(17)-0(17) Co1200) 120(1)
C(14)-C(17)-N(18) 118(1). I TE Y0
0(17)-C(17)-N(18) E 1210) | | 122(1)
C(17)-N(18)-C(19) - 122(1) : 122(1)
N(18)-C(19)-C(20) 110(1) | 110(1)
N(18)-C(19)-C(21) | g 109(1) - 110(1)
C(20)-C(19)-C(21) _ 110(1) N ._ ©110(1)
C(19)-C(20)-0(1) S119(1) O 118(2)
C(19)-C(20)-0@2) S 118 o 119(1)
0(1)-C(20)-0(2) C123(1) 124(2)
C(19)-C(21)-C(22) 1100 111(1)
C(21)-C(22)-C(23) S 1151y | 4 114(1)
C(22)-C(23)-0(3) ’ 118(1) R 1 118(1)
C(22)-C(23)-0(4) ey ' 118(1)'

0(3)-C(23)-0(4) ’ . 124(1) E T 124(2).




