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Figure S1a. Computed structures for [Zn(Gly-H)(Gly)]* complexes.

1 I e 9
Q. ) - J’ & d
i Jd \
5 _ "o -
j. gN2
gN1 51.9/52.6 gC
0/0 48.1/48.8 94.1/87.0
0/0 101.0/93.9

gz OH gH20
146.4/152.1 11939 150.8 176.9/172.3
154.2/159.9 .9/120. 160.5/155.9

104.4/105.3



Electronic Supplementary Material (ESI) for Physical Chemistry Chemical Physics

This journal is © The Owner Societies 2014

Figure S1b. Computed transition structures for [Zn(Gly-H)(Gly)]* complexes.

TSg-H1
230.0/230.0
256.3/256.3

;’ )

TS-gwl
194.3/205.1
166.2/177.0

29%s
col
o

2 .”JJ'Q‘
, 04}

TSg-H2
228.6/226.1
248.1/245.6

TS-gw?2
196.0/202.6
182.1/188.6



Electronic Supplementary Material (ESI) for Physical Chemistry Chemical Physics
This journal is © The Owner Societies 2014

Figure S2a. Computed structures for [Zn(Pro-H)(Pro)]* complexes.
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Figure S2b. Computed structures for [Zn(Pro-H)(Pro)]* complexes.
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Figure S2b. Computed structures for [Zn(Pro-H)(Pro)]* complexes.
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Figure S2c. Computed structures for [Zn(Pro-H)(Pro)]* complexes.
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Figure S2d. Computed structures for [Zn(Pro-H)(Pro)]* complexes.
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Figure S2d. Computed transition state structures for [Zn(Pro-H)(Pro)]* complexes.
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Figure S3. Comparison of the
energetics of H, loss and the Pro-H,
loss mechanisms.
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Figure S4. Comparison of fragmentation 291  [Zn(Pro-H)(Pro)]*

induced by infrared multiphoton activation. o0 4
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Figure S5
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Figure S6. SORI/CID of m/z 180 isolated after CID of m/z 293.
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Figure S7. IRMPD of m/z 295 ([®®Zn(Pro-H)(Pro)]*) following its isolation.
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Figure S8. a) SORI MS
of m/z 178 formed
SORI of ([Zn(Pro-
H)(Pro)]*) and b) SORI
MS of m/z 181 formed
from SORI of
([Zn(2,5,5-d-Pro-
H)(2,5,5-d.-Pro)]*).
The dissociation of
this ion is the topic of
JPCB, 2013

117
70

181

137 153
135
114
68
134 178
132 150 l

—7n Pro 000002 d- HESH{bLCD->S0R] 178.06000)




