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A

B AB

A + B → AB 



ΔE𝑏𝑖𝑛𝑑 = E(AB) − E(A) − E(B) 

E(AB) E(A) E(B)

ΔEbind



L−  +  [M(H2O)𝑛]𝑥+  →  [LM]𝑥−1  +  𝑛. H2O

L- [M(H2O)n]x+

[LM]x-1 n x M

∆E𝑏𝑖𝑛𝑑 = E([LM]𝑥−1)  +  E(𝑛. H2O) −  E(L−)  −  E([M(H2O)𝑛]𝑥+)
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α1 β1 θ1
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C22H17N3O2

355.38

100(2)

orthorhombic

Pbca

8.3056(17)

17.493(4)

23.398(5)

90

90

90

3399.6(12)

8

1.389

0.091

1488

-

MoKα (λ = 0.71073)

3.482 to 53.762

-10 ≤ h ≤ 9, -22 ≤ k ≤ 15, -26 
≤ l ≤ 29

28116
3658 [Rint = 0.0202, Rsigma = 

0.0089]

3658/0/312

1.042

R1 = 0.0341, wR2 = 0.0902

R1 = 0.0369, wR2 = 0.0927

0.28/-0.23

-
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