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Histogram of the Ga-O(P) distances reported in the CSD 2015
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Figure S1: Histogram of the Ga—O(P) distances reported in the CSD 2015



Histogram of the P-O(Ga) distances reported in the CSD 2015
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Figure S2: Histogram of the P-O(Ga) distances reported in the CSD 2015
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Figure S3: Molecular graph of 1 showing the Ga---H weak interactions. The green spheres
are bond critical points (BCP).

Table S1: Topological properties of the bond critical points (BCP) of the Ga—N bonds and
Ga---H interactions in 1.

Ga-N Ga--+H15 Ga--+H12 Ga---H27 Ga---H24
p(rsce)/e-A3 0.513 0.054 0.074 0.054 0.074
V 2p(rgcp)/e-A™® 7.471 0.361 0.506 0.361 0.506
£ 0.078 0.049 0.171 0.047 0.169
h -0.017 0.0004 0.0002 0.0004 0.0002
Dl/e 0.469 0.054 0.078 0.054 0.068
dBP/A 2.043 2.994 2.648 2.990 2.649




Figure S4: Molecular graph of the reacting complex 1+P showing the Ga---H weak
interactions. The green spheres are bond critical points (BCP).

Table S2: Topological properties of the bond critical points (BCP) of the Ga—N bonds and
Ga---H interactions in the reacting complex 1+P.

Ga-N1 Ga-N2 Ga:-H15 Ga---H12 Ga---H27 Ga---H24 Ga-:--H30

p(rece)/ e-A”

V 2p(race)/ e-A”
£

h

Dl/e

dse/A

0.526 0.526 0.013 0.007 0.008 0.005 0.017
7.615 8.314 0.189 0.094 0.101 0.074 0.175
0.073 0.079 11.664 4.000 1.615 15.953 0.217
-0.018 -0.018 0.0002 0.0004 0.0003 0.0004 -0.0009
0.464 0.486 0.075 0.038 0.043 0.021 0.091
2.036 2.014 2.522 3.108 2.879 3.385 2.565



Nuclear Coordinates for 1
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0.0009200

1.3927530
1.2468840
-1.3896750
0.0025880
0.0031700
-1.2424010
2.4733550
3.0229450
2.2027580
3.1590470
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-3.1554530
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Nuclear Coordinates for the reacting complex 1+P
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