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Table S1. Force constants (N m‑1) for the carbonyl bonds of the mono- and binuclear {Re(CO)3Cl} complexes of 1‑8, in CH2Cl2 solution, calculated using Cotton’s force field approximation. 


Ground State
Reduced


kax
keq
kl
kb
kax
keq
kl
kb

[Re(CO)3(bpy)Cl]a 
1505
1544
60

-43
-52
3


Re1
1505
1560
54

-44
-49
7.4


Re2
1505
1556
55

-47
-46
6.5


Re3
1506
1557
55






Re4
1511
1566
54

-33
-56
9.1


Re5
1513
1566
53






Re6
1511
1562
54

-39
-38
3.4


Re7
1513
1566
52

-38
-45
7.1


Re8
1517
1570
52

-38
-42
5.7


Re21
1516
1571
51.7
4.4
-22
-38
5.5
-0.3

Re22
1515
1568
53.1
4.5
-24
-38
5.8
0.6

Re23
1515
1568
51.7
4.0
-19
-36
7.8
2.6

Re24
1520
1575
50.6
4.4
-27
-39
7.1
0.6

Re25
1522
1584
49.3
4.9
-23
-45
6.2
0.7

Re26
1526
1579
50.0
4.5
-26
-41
5.3
1.1

Re27
1519
1584
48.6
5.3
-27
-38
7.6
2.1

Re28
1529
1587
47.5
4.9
-30
-43
6.9
-0.4

a Data measured in CH3CN. Taken from reference 29.

