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XRD Data of the Compound 3k. 
 

 

Figure S1. ORTEP structural drawing of 3k. (CCDC: 1486515) 

Table S1. Crystallography data for 3k 

complex 3k 

Empirical formula C9H13N3O3 

Formula weight(g mol
-1

) 211.22 

Temperature 293 (2)  K 

Wavelength 0.71073 Å 

Crystal system Monoclinic   

space group C2/c 

Unit cell dimensions 

a = 26.518(14) Å    

b = 6.018(3) Å 

c = 18.911(8) Å   

α = 90° 

β = 134.50(2)° 

γ = 90° 

Volume (Å
3
) 2152.5(19)  

Z 8 

(g cm
-3

) 1.304 

F(000) 896 

Crystal size(mm
3
) 0.44 x 0.32 x 0.30 

Theta range for data collection 2.15 ° to 25.50 ° 

Limiting indices 

-30<=h<=32 

-6<=k<=7 

-22<=l<=22 
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Reflections collected / unique 4250 / 1992 

Data / restraints / parameters 1992 / 0 / 139 

GOF 0.982 

R1,wR2[I﹥2σ(I)] 
R1 = 0.0656 

wR2 = 0.1744 

R1,wR2(all data) 
R1 = 0.1052 

wR2 = 0.2175 

Largest diff. peak and hole(e Å
3
) 0.476 and -0.391 

 

Table S2. Bond lengths [Å] and angles [°] for 3k 

N1-N2  1.340(3) N1-C4  1.361(4) N1-H1  0.9000 N2-C6  1.345(4) 

N3-C3  1.341(4) N3-C2  1.460(4) N3-C1  1.469(4) C1-H1A  0.9600 

C1-H1B  0.9600 C1-H1C  0.9600 C2-H2A  0.9600 C2-H2B  0.9600 

C2-H2C  0.9600 C3-O1  1.248(4) C3-C4  1.497(4)  C4-C5  1.387(4) 

C5-C6  1.404(4) C5-H5  0.9300 C6-C7  1.479(4) C7-O2  1.203(4) 

C7-O3  1.346(4) C8-O3  1.456(4) C8-C9  1.511(5) C8-H8A  0.9700 

C8-H8B  0.9700 C9-H9A  0.9600 C9-H9B  0.9600 C9-H9C  0.9600 

N2-N1-C4  113.9(2) N2-N1-H1  124.5 C4-N1-H1  120.8 N1-N2-C6  103.5(2) 

C3-N3-C2  124.8(2) C3-N3-C1  118.3(2) C2-N3-C1  116.9(2) N3-C1-H1A  109.5 

N3-C1-H1B  109.5 H1A-C1-H1B  109.5 N3-C1-H1C  109.5 H1A-C1-H1C  109.5 

H1B-C1-H1C  109.5 N3-C2-H2A  109.5 N3-C2-H2B  109.5 H2A-C2-H2B  109.5 

N3-C2-H2C  109.5 H2A-C2-H2C  109.5 H2B-C2-H2C  109.5 O1-C3-N3  121.6(3) 

O1-C3-C4  117.4(3) N3-C3-C4  121.1(3) N1-C4-C5  105.7(2) N1-C4-C3  115.9(2) 

C5-C4-C3  138.5(3) C4-C5-C6  104.6(2) C4-C5-H5  127.7 C6-C5-H5  127.7 

N2-C6-C5  112.2(3) N2-C6-C7  119.1(3) C5-C6-C7  128.7(3) O2-C7-O3  124.2(3) 

O2-C7-C6  125.8(3) O3-C7-C6  110.0(2) O3-C8-C9  106.7(3) O3-C8-H8A  110.4 

C9-C8-H8A  110.4 O3-C8-H8B  110.4 C9-C8-H8B  110.4 H8A-C8-H8B  108.6 

C8-C9-H9A  109.5 C8-C9-H9B  109.5 H9A-C9-H9B  109.5 C8-C9-H9C  109.5 

H9A-C9-H9C  109.5 H9B-C9-H9C  109.5 C7-O3-C8  116.3(2)  

 


