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Table 1. Summary of data collection and refinement parameters for compounds 16, 29 and 36.

Crystal 16 29 36

Molecular formula C12H16N20 C11H11BrN2O CisH11BrN2O

Formula weight, M, 204.27 267.13 315.17

Crystal system Orthorhombic | Triclinic Orthorhombic

Space group Pna2; P-1 Pbca

a(A) 13.6149(7) 7.3577(7) 8.9526(6)

b (A) 10.7361(6) 8.8681(8) 15.2031(13)

c(A) 7.5693(5) 9.2732(10) 18.7081(11)

a(®) 90 99.895(8) 90

B (°) 90 111.643(10) 90

v (°) 90 103.274(8) 90

Volume (A3%) 1106.41(11) 524.91(9) 2546.3(3)

V4 4 2 8

Independent reflections 1949 2122 2575

Peale (Mg / m3) 1.226 1.690 1.644

Reflections collected 4807 4109 12529

Rint 0.0278 0.0518 0.0312

Index ranges hk/ -12<=h<=16, _8<=h<=9 -11<=h<=11
A3<cke=13, | -l0<ckes1n | (EEKEEI6
oeciecs 11<=1<=10 -21<=I<=23

Goodness- of- fit on F 0.957 1.012 1.044

Final Rindices [/ > 20 (/)] 2R1=0.0440, |°R1=0.0469, ®R1 =0.0403,
®PwR2 =0.0911 | "wR2=0.0930 | "wR2 =0.0941

u, mm* 0.079 3.888 3.221

Apmin and max (e / A3)

0.144 and -0.12¢

0.546 and -0.506

0.543 and -0.710

CCDC number

1897620

1897621

1897622

2R1=2||Fo| - |Fc||/]| Z |Fol.

b WR; = {  w(Fo? - Fc?)?/ T w(Fo?)%}Y/2,
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56,3510
T 55.8288
——44.1136

"

Cl N

0)

14

160 140 120 100 80 60 40 20 ppm
Intens. C1MH14CITN2O 1 ,225.08
X107
1.5+ HN
] cl /r>
225.07892 \ )
i )
1.0 14
0.5
J 227.07597
b 226.08228
1 l 228.07932
0-0" ] T T T )1 T T T T T
220 222 224 226 228 230 232 234 236 238 miz
Sum Formula _ Sigma miz  Errlppm]  Mean Errjppm]  Err[mDa]  rdb N Rule e
C11H14CIIN2O1 0.097 225.07892 6.38 8.73 1.44 550 ck even
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Sum Formula Sigma miz _Ere [opm]  Mean Err [ppm]  Err[mDal rdb N Rule e
C12H1I7N202 0.005 221.12845 5.17 4.86 1.14 550 ok even
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T 1
160 140

100 80 G0 40 20
Intens. C11TH1INZO1 187.09
x1087
i N
| o
3 N
] 187.08659 | )
R (o]
4 20
2._
1_
] 188.08995
0 T i i i T 7 7 7 i 7
182 184 186 188 180 192 194 196 198 mfz
Sum Formula  Sigma miz  Err[ppm] Mean Errfppm] Err[mDa] rdb N Rule e
C1THTINZO 0.067 187.08659 7.28 7.06 1.36 7.50 ok even
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Sum Formiila Sigma miz  Errfppm]  Mean Err[ppm]  Err[mBa]  rdb N Rule e
C11THI3INZ201 0.020 189.10224 -0.33 -1.33 -0.06 650 ok even
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Sum Formula Sigma miz  Err [ppm]

Mean Err [ppm] Err [mDa]
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CTtHHOGIINZO1 0.008 22104762 -0.15
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