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Empirical formula  C40 H48 Br2 N6 

Formula weight  772.66 

Temperature  296(2) K 

Wavelength  0.71073 Å 

Crystal system  Orthorhombic 

Space group  P212121 

Unit cell dimensions a = 7.7645(3) Å = 90°. 

 b = 22.0759(6) Å = 90°. 

 c = 22.8524(6) Å  = 90°. 

Volume 3917.1(2) Å3 

Z 4 

Density (calculated) 1.310 Mg/m3 

Absorption coefficient 2.104 mm-1 

F(000) 1600 

Crystal size 0.300 x 0.080 x 0.040 mm3 

Theta range for data collection 1.782 to 25.052°. 

Index ranges -9<=h<=9, -26<=k<=26, -27<=l<=27 

Reflections collected 46066 

Independent reflections 6892 [R(int) = 0.0644] 

Completeness to theta = 25.052° 99.6 %  

Absorption correction Semi-empirical from equivalents 

Refinement method Full-matrix least-squares on F2 

Data / restraints / parameters 6892 / 0 / 433 

Goodness-of-fit on F2 1.044 

Final R indices [I>2sigma(I)] R1 = 0.0460, wR2 = 0.1063 

R indices (all data) R1 = 0.0613, wR2 = 0.1119 

Absolute structure parameter 0.037(5) 

Extinction coefficient n/a 

Largest diff. peak and hole 0.418 and -0.473 e.Å-3 

 



  

 

 

 

 

 

 

Empirical formula  C23 H25 Br N4 

Formula weight  437.38 

Temperature  200(2) K 

Wavelength  0.71073 Å 

Crystal system  Triclinic 

Space group  P-1 

Unit cell dimensions a = 8.2818(5) Å = 101.306(3)°. 

 b = 11.6418(6) Å = 93.417(3)°. 

 c = 11.8747(7) Å  = 108.729(3)°. 

Volume 1053.93(11) Å3 

Z 2 

Density (calculated) 1.378 Mg/m3 

Absorption coefficient 1.966 mm-1 

F(000) 452 

Crystal size 0.300 x 0.180 x 0.100 mm3 

Theta range for data collection 2.278 to 25.051°. 

Index ranges -9<=h<=9, -13<=k<=13, -14<=l<=14 

Reflections collected 16145 

Independent reflections 3696 [R(int) = 0.0746] 

Completeness to theta = 25.051° 98.8 %  

Absorption correction Semi-empirical from equivalents 

Refinement method Full-matrix least-squares on F2 

Data / restraints / parameters 3696 / 0 / 253 

Goodness-of-fit on F2 1.158 

Final R indices [I>2sigma(I)] R1 = 0.0632, wR2 = 0.1249 

R indices (all data) R1 = 0.0822, wR2 = 0.1358 

Extinction coefficient n/a 

Largest diff. peak and hole 0.919 and -0.766 e.Å-3 
  



 

Empirical formula  C18 H15 N3 

Formula weight  273.33 

Temperature  200(2) K 

Wavelength  0.71073 Å 

Crystal system  Orthorhombic 

Space group  P212121 

Unit cell dimensions a = 6.0229(4) Å = 90°. 

 b = 10.9007(6) Å = 90°. 

 c = 22.3630(14) Å  = 90°. 

Volume 1468.22(16) Å3 

Z 4 

Density (calculated) 1.237 Mg/m3 

Absorption coefficient 0.075 mm-1 

F(000) 576 

Crystal size 0.300 x 0.080 x 0.020 mm3 

Theta range for data collection 2.609 to 30.100°. 

Index ranges -8<=h<=8, -15<=k<=15, -31<=l<=31 

Reflections collected 84562 

Independent reflections 4312 [R(int) = 0.0794] 

Completeness to theta = 25.242° 99.9 %  

Absorption correction Semi-empirical from equivalents 

Refinement method Full-matrix least-squares on F2 

Data / restraints / parameters 4312 / 0 / 190 

Goodness-of-fit on F2 1.075 

Final R indices [I>2sigma(I)] R1 = 0.0397, wR2 = 0.0992 

R indices (all data) R1 = 0.0445, wR2 = 0.1024 

Absolute structure parameter 0.3(6) 

Extinction coefficient n/a 

Largest diff. peak and hole 0.235 and -0.246 e.Å-3 
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Karen guanidines CD21H (1D 1H) MeOD 300MHz 
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fc35k683 14 (1D 13C) MeOD 300MHz 
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fc168b 10 (1D 1H) MeOD 300MHz 
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fc168b 12 (1D 13C) MeOD 300MHz 
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fc171 20 (1D 1H) MeOD 300MHz 
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fc171 12 (1D 13C) MeOD 300MHz 
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fc176 10 (1D 1H) MeOD 300MHz 

2
0
,3

2
0
,0

1
1
9
,8

2
0
,7

9
,6

4
5
,5

3
1
,2

2
4
,8

p
p

m

2
,1

2
7

2
,1

4
6

2
,1

6
6

3
,3

0
6

3
,3

2
5

3
,3

4
4

3
,6

7
1

3
,6

9
1

3
,7

1
1

3
,8

6
4

4
,8

7
2

6
,6

2
2

7
,0

7
8

7
,0

9
1

7
,0

9
8

7
,1

1
3

7
,1

2
1

7
,1

3
2

7
,3

2
8

7
,3

5
1

7
,3

5
6

7
,4

1
2

7
,4

2
3

7
,4

3
5

7
,4

4
6

7
,4

5
3

7
,4

6
4

7
,4

7
2

7
,4

9
1

7
,4

9
8

7
,5

2
0

7
,5

2
6

0
2
0

4
0

6
0

8
0

1
0

0
1

2
0

1
4

0
1
6
0

0,511,522,533,544,555,566,577,5
ppm

%
5
0

1
0

0
1
5
0

%

fc176 11 (1D 13C) MeOD 300MHz 
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fc187 10 (1D 1H) MeOD 300MHz 
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fc187 12 (1D 13C) MeOD 300MHz 
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Karen guanidines k673C (1D 13C) MeOD 300MHz 
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Karen guanidines K676H (1D 1H) MeOD 300MHz 
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p
p

m

2
2
,8

6
7

2
5
,9

4
4

2
6
,0

6
0

2
9
,0

2
7

3
0
,6

1
3

3
4
,0

1
6

4
1
,2

7
4

4
4
,5

6
8

4
9
,1

5
0

5
1
,3

9
0

6
3
,6

0
8

6
7
,0

4
0

8
0
,5

8
1

1
2
9
,6

7
8

1
2
9
,7

5
0

1
2
9
,8

7
4

1
3
0
,2

0
8

1
3
0
,2

9
6

1
3
8
,4

2
6

1
5
6
,6

2
2

1
5
7
,8

8
7

0
2

0
4

0
6
0

8
0

1
0

0
1
2
0

0102030405060708090100110120130140150160
ppm

%
5
0

1
0

0
1
5
0

%
 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

  



fc26f178p 10 (1D 1H) MeOD 300MHz 
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fc26f178p 14 (1D 13C) MeOD 300MHz 
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fc182 10 (1D 1H) MeOD 300MHz 
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fc182 12 (1D 13C) MeOD 300MHz 
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fc48l185 10 (1D 1H) CDCl3 300MHz 
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fc48l185 14 (1D 13C) CDCl3 300MHz 
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fc181 220 (1D 1H) MeOD 300MHz 
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fc35k661 10 (1D 1H) MeOD 300MHz 
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Karen guanidines k661C (1D 13C) MeOD 300MHz 
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fc05k774 14 (1D 13C) MeOD 300MHz 
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fc05k774 10 (1D 1H) MeOD 300MHz 
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fc24ah10f1 20 (1D 1H) MeOD 300MHz 
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fc24ah10f1 24 (1D 13C) MeOD 300MHz 
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Bruno Art guanidines N°24 13C (1D 13C) CDCl3 300MHz 
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Bruno Art guanidines N°24 1H (1D 1H) CDCl3 300MHz 
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cyclopropyl fc42b619f2 12 (1D 13C) CDCl3 300MHz 
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cyclopropyl fc42b619f2 10 (1D 1H) CDCl3 300MHz 
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cyclopropyl fc42b619f1 10 (1D 1H) CDCl3 300MHz 
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