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Table S1 Refined positional and thermal parameters for WCl4(CH3CN)2

Atom
x
y
z
Ueq*

W
0.0000
0.3022(6)
0.0000
0.02589(11)

Cl(1)
0.0934(4)
0.0825(6)
-0.1717(7)
0.0496(12)

Cl(2)
0.0867(3)
0.5181(6)
-0.1845(7)
0.0314(9)

N
0.1447(7)
0.306(4)
0.2818(14)
0.034(2)

C(1)
0.2241(8)
0.319(3)
0.4334(16)
0.031(2)

C(2)
0.3299(9)
0.302(4)
0.6292(18)
0.042(3)

H(1)
0.3549
0.4298
0.7027
0.05

H(2)
0.4015
0.2467
0.5645
0.05

H(3)
0.3098
0.2173
0.7617
0.05

Ueq = (1/3)ijUijaiajaiaj

Table S2 Distances (Å) and Angles (°) in optimized structures of WCl4(1-NCCH3). Corresponding energies are also given.


1 coord. B3LYP

singlet spin state

(+CH3CN)
1 coord. B3LYP

triplet spin state (+CH3CN)
1 coord. BPW91

singlet spin state

(+CH3CN)
1 coord. BPW91

triplet spin state (+CH3CN)

W-Cl
2.28-2.29
2.30-2.33
2.28-2.34
2.29-2.33

W-N
2.11
2.16
2.05
2.10

N-C
1.16
1.16
1.18
1.17

C-C
1.45
1.45
1.45
1.45

C-H
1.09
1.09
1.10
1.10

Cl-W-Cl
92.6-126.8
94.8-119.2
91.7-126.9
93.6-119.5

Cl-W-N
84.2-87.1
85.2
84.5-88.4
86.4

W-N-C
176.8
180.1
176.7
180.1

N-C-C
180.0
179.9
180.0
180.0

E / u.a.
-393.3091893
-393.3409098
-393.4042712
-393.4316909

