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This supporting information contains the structures of cluster anions studied computationally using
the M06-2X/6-31++G(d,p) method and basis set combination. Relative energetics are included
for clusters of the same size in units of kcal mol™.

Figure S.1 - Select Py -(H.0)3 and [PyH-OH] -(H.0); structures along with relative energies.
Figure S.2 - Select Py :(H.0)4 and [PyH-OH] -(H.0)s structures along with relative energies.
Figure S.3 - Select Py -(H.0)s and [PyH-OH] -(H.0), structures along with relative energies.
Figure S.4 - Select Py -(H.0)s and [PyH-OH] -(H.0)s structures along with relative energies.
Figure S.5 - Select Pd-(H,0) and Pd-(H,0), structures along with relative energies.

Figure S.6 - Select Pd-(H.0)3 and [PdH-OH] -(H,0), structures along with relative energies.
Figure S.7 - Select Pd-(H,0)4 and [PdH-OH] -(H.0)3 structures along with relative energies.
Figure S.8 - Select Pd-(H,0)s and [PdH-OH] -(H.0), structures along with relative energies.
Figure S.9 - Select Pd :(H,0)s and [PdH-OH] -(H.0)s structures along with relative energies.
Figure S.10 - Select Pm(H,0) and Pm-(H,0), structures along with relative energies.

Figure S.11 - Select Pm - (H,0)3 structures along with relative energies.

Figure S.12 - Select Pm™(H,0), structures along with relative energies.
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Figure S.13 - Select Pm™(H,0)s and [PmH-OH] -(H,0), structures along with relative energies.
Figure S.14 - Select Pm - (H,0)s and [PmH-OH] -(H,0)s structures along with relative energies.
Figure S.15 - Select Pz -(H,0) and Pz -(H,0); structures along with relative energies.

Figure S.16 - Select Pz -(H,0)s structures along with relative energies.

Figure S.17 - Select Pz -(H,0),4 and [PzH-OH] -(H,0)3 structures along with relative energies.
Figure S.18 - Select Pz -(H,0)s and [PzH-OH] -(H,0), structures along with relative energies.
Figure S.19 - Select Pz -(H,0)s and [PzH-OH] -(H,0)s structures along with relative energies.
Figure S.20 - Select Tz -(H,0) and Tz -(H,0), structures along with relative energies.

Figure S.21 - Select Tz -(H,0)3 structures along with relative energies.

Figure S.22 - Select Tz -(H,0), structures along with relative energies.

Figure S.23 - Select Tz -(H,0)s structures along with relative energies.

Figure S.24 - Select Tz -(H,0)¢ and [TzH-OH] -(H,0)s structures along with relative energies.
Figure S.25 - Photoelectron Spectra of Py -(H,0), and [PyH-OH] -(H,0)p.1.

Figure S.26 - Photoelectron Spectra of Tz -(H,0);.
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Figure S.2
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Figure S.3
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Figure S.4
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Figure S.5
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Figure S.6
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Figure S.7
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Figure S.8
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Figure S.9
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Figure S.10
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Figure S.11
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Figure S.12
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Figure S.13
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Figure S.14
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Figure S.15
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Figure S.16

0.00 kcal mol-! 0.23 kcal mol-! 0.80 kcal mol-

2.37 kcal mol-l 3.80 kcal mol-!



Figure S.17
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Figure S.18
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Figure S.19
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Figure S.20
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Figure S.22
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Figure S.23
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Figure S.24
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Figure S.25
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Figure S.26
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