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Figure S1. Residual map of pyrazinamide, solid lines are the positive contours and dotted 

lines are the negative contours and dashed lines are zero contours. The contours are drawn at 

0.05 eÅ
-3

 interval. The maximum resolution of data used for the fourier calculation is 

sinθ/λ=1.08Å
-1
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Table S1. Geometrical parameters.  

 

Bond lengths (Å) 

 C(1)–C(4) 1.3941(6) 

C(2)– C(3) 1.3940(5) 

C(2)– C(5) 1.5011(5) 

C(1)–N(1) 1.3364(5) 

C(2)–N(1) 1.3377(5) 

C(3)–N(2) 1.3406(6) 

C(4)–N(2) 1.3370(6) 

C(5)–N(3) 1.3293(6) 

C(5)–O(1) 1.2395(5) 

C(1)–H(1) 1.0821(4) 

C(3)–H(3) 1.0840(4) 

C(4)–H(4) 1.0828(4) 

N(3)–H(3A) 1.0094(4) 

N(3)–H(3B) 1.0087(4) 

Bond angles ( ) 

 C(5)–C(2)–C(3) 119.69(3) 

C(2)–N(1)–C(1) 116.60(4) 

C(3)–N(2)–C(4) 116.27(4) 

N(1)–C(1)–C(4) 121.48(4) 

N(1)–C(2)–C(3) 121.86(4) 

N(1)–C(2)–C(5) 118.44(3) 

N(2)–C(3)–C(2) 121.63(4) 

N(2)–C(4)–C(1) 122.13(4) 

N(3)–C(5)–C(2) 116.42(4) 

O(1)–C(5)–C(2) 119.47(4) 

O(1)–C(5)–N(3) 124.10(4) 

C(1)–C(4)–H(4) 120.53(4) 

C(2)–C(3)–H(3) 120.11(4) 

C(4)–C(1)–H(1) 119.87(4) 

C(5)–N(3)–H(3A) 119.08(4) 

C(5)–N(3)–H(3B) 118.68(4) 

N(1)–C(1)–H(1) 118.64(4) 

N(2)–C(3)–H(3) 118.25(4) 

N(2)–C(4)–H(4) 117.33(4) 

H(3A)–N(3)–H(3B) 122.10(4) 

Torsion angles ( ) 

 C(1)–N(1)–C(2)–C(3) -1.5(1) 

C(1)–N(1)–C(2)–C(5) 177.3(1) 

C(2)–N(1)–C(1)–C(4) 0.7(1) 

C(3)–N(2)–C(4)–C(1) -1.0(1) 

C(4)–N(2)–C(3)–C(2) 0.2(1) 

C(3)–C(2)–C(5)–N(3) -176.4(1) 

C(5)–C(2)–C(3)–N(2) -177.6(1) 

C(3)–C(2)–C(5)–O(1) 4.7(1) 

N(1)–C(2)–C(3)–N(2) 1.1(1) 

N(1)–C(2)–C(5)–N(3) 4.7(1) 

N(1)–C(2)–C(5)–O(1) -174.1(1) 



N(2)–C(4)–C(1)–N(1) 0.6(1) 

C(5)–C(2)–C(3)–H(3) 1.5(1) 

C(2)–N(1)–C(1)–H(1) -180.0(1) 

C(3)–N(2)–C(4)–H(4) 178.1(1) 

C(4)–N(2)–C(3)–H(3) -178.9(1) 

N(1)–C(2)–C(3)–H(3) -179.8(1) 

N(2)–C(4)–C(1)–H(1) -178.7(1) 

H(4)–C(4)–C(1)–N(1) -178.5(1) 

H(4)–C(4)–C(1)–H(1) 2.1(1) 

H(3A)–N(3)–C(5)–C(2) 2.7(1) 

H(3B)–N(3)–C(5)–C(2) 178.4(1) 

H(3A)–N(3)–C(5)–O(1) -178.5(1) 

H(3B)–N(3)–C(5)–O(1) -2.8(1) 
 


