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Figure S1. Atom numbering as used for NMR assignments

ao-1-Zn

Temperature dependent NMR (T = 278 — 353 K) of aa- and af-1-Zn in DMSO-ds
Partial NMR spectra of aa-1-Zn (red) and o5-1-Zn (green) mixture in DMSO-ds at different

temperatures. Increasing signal intensity for ¢5-1-Zn is due to increasing solubilty at higher temperatures.
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NOESY (CD,Cl,, 298 K, 400 MHz) of aa-1-2H and ap-1-2H

Proton numbering according to Fig. S1.
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BC{*H}-NMR (CD,Cl,, 298 K, 100 MHz) of aa-1-Zn

Atom numbering according to Fig. S1.
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HMBC (CD.Cl,, 298 K) of aa-1-Zn

Atom numbering according to Fig. S1.
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HMBC (CD,Cl,, 298 K) of aa-1-Zn (aromatic region)

Atom numbering according to Fig. S1.
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HSQC (CD.Cl,, 298 K) of aa-1-Zn

Atom numbering according to Fig. S1
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HSQC (CD,Cl,, 298 K) of aa-1-Zn (aromatic region)

Atom numbering according to Fig. S1
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NOESY (CD,Cl,, 298 K, 400 MHz) of aa-1-Zn

Proton numbering according to Fig. S1.
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BC{*H}-NMR (CD,Cl,, 298 K, 100 MHz) of ap-1-Zn

Atom numbering according to Fig. S1.
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HMBC (CD,Cl,, 298 K) of af-1-Zn

Atom numbering according to Fig. S1.
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HMBC (CD,Cl,, 298 K) of ap-1-Zn (aromatic region)

Atom numbering according to Fig. S1.
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HSQC (CD.Cl,, 298 K) of ap-1-Zn

Atom numbering according to Fig. S1
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HSQC (CD,Cly, 298 K) of a-1-Zn (aromatic region)

Atom numbering according to Fig. S1

= = = = = = o =
[ L [ [Ty [ L) o] =
= o i [xa] =T - [iry] b=
— — — — — - - =
piadvv s by be v by e e v s by nv s by
“’:ﬂ B
9 -3 _
— =
[is]
. N
N o 3
w
© <> =
o
— =
-
'_|___=-"J
. & —~ _
8 n
fm]
c — L)
) [
— L
E o B
1] S, L3 B
— a &
I =
— o
b ] =
mi
o [ =] B
fom]
— )
o
™ 4
)
™ & - =
=
o
el o
[
B
- m ™
=l /
o o \
\N ™ !
m

S92UBUOSA J;;

S14



Electronic Supplementary Material (ESI) for Dalton Transactions
This journal is © The Royal Society of Chemistry 2012

Normalized (to Soret band) absorption spectra of ap-1-Zn

in n-hexane (—), dichloromethane (—), acetonitrile (—) and chloroform (-). Inset shows magnification of Q-
band region.
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Cartesian Coordinates of DFT optimized aa-1-Zn(NEt;)
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c -2.00991 -6.87717 0.95489
c -1.53013 -7.69947 -0.08433
C -0.77392 -7.09799 -1.10994
c -0.48745 -5.71701 -1.11017
H -2.60214 -7.31971 1.75438
H -0.3989 -7.713 -1.92648
c 5.41203 -1.12063 1.85427
H 2.58465 7.32439 -1.76859
H 5.3989 -1.12446 0.7674

H 5.43623 -1.10153 5.74416
H 7.52776 -1.56535 1.98917
H -3.23061 0.74287 -4.45571
H -5.2946 1.16847 -5.78908
H -7.56473 1.48117 -2.12325
N -1.51618 -1.17845 -0.75791
C 1.52684 7.70219 0.07704
H -7.47573 1.53941 -4.61667
H 7.54754 -1.55465 4.49296
c -0.33315 5.12273 2.23801
H -1.2497 4.64937 1.86246
H 0.22793 4.34594 2.77411
H -0.62202 5.89285 2.9619

c 2.27752 4.65414 -2.1415

H 2.96186 3.87409 -1.78281
H 1.46774 4.14308 -2.67846
H 2.82193 5.27612 -2.86073
c -2.28715 -4.65147 2.13305
H -1.47948 -4.14 2.67283
H -2.96975 -3.87163 1.77066
H -2.83459 -5.27265 2.8507

c 0.33289 -5.11924 -2.2409

H -0.22777 -4.3414 -2.77592
H 1.25045 -4.64733 -1.86597
H 0.62021 -5.88919 -2.96557
c -1.80106 -9.19359 -0.08622
H -1.02713 -9.73639 0.47602
H -2.76643 -9.42679 0.37931
H -1.80914 -9.59854 -1.10529
c 1.82596 9.19081 0.10251
H 0.90968 9.78044 0.23917
H 2.50228 9.44632 0.93053
H 2.30192 9.51957 -0.82836
c -5.53863 1.05389 -0.44438
c 3.02743 -0.59882 4.7189

C 2.01015 -0.37738 5.36817
c -5.62096 1.0354 0.77968
c -5.6888 1.00876 2.21104
c -4.51963 0.76939 2.98015
c -6.92029 1.22035 2.88402
c -4.58463 0.74322 4.38217
H -3.57477 0.6071 2.46853
c -6.97816 1.19273 4.28663
H -7.81854 1.40407 2.30053
c -5.81226 0.95437 5.04181
H -3.68203 0.55919 4.95984
H -7.92759 1.35629 4.79095
H -5.8596 0.9337 6.12793
c 0.80719 -0.1155 6.10194
c 0.80932 -0.10661 7.52116
c -0.40967 0.14019 5.41665
c -0.37352 0.15088 8.23251
H 1.73785 -0.30164 8.05113
c -1.5886 0.39697 6.13413
H -0.41532 0.13447 4.33001
c -1.57682 0.40363 7.5436

H -0.35934 0.15503 9.31984
H -2.51405 0.59164 5.59757
H -2.49149 0.60299 8.09674
Zn -0.00006 0.00106 0.00005
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Cartesian Coordinates of DFT optimized aa-1-Zn(NEts)-dist
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Cartesian Coordinates of DFT optimized aa-1-Zn(NEts)-prox
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N 1.19301 -0.6829 -2.37014
c 2.207 -1.74236 -1.98849
H 2.62421 -1.44812 -1.02

c 1.91821 0.61169 -2.64933
H 1.16599 1.39952 -2.74018
H 2.49991 0.83876 -1.74969
c 2.85079 0.64743 -3.884

H 2.31322 0.4379 -4.81637
H 3.27931 1.65497 -3.97042
H 3.68445 -0.05896 -3.80514
c 1.66869 -3.1792 -1.90219
H 2.45007 -3.81524 -1.46782
H 0.7877 -3.24703 -1.26088
H 1.42041 -3.58793 -2.88895
H 3.03525 -1.73619 -2.71473
H 1.02203 -1.5499 -4.32889
c -0.54642 -0.06612 -4.15287
H 0.01994 0.72872 -4.65168
H -1.19316 -0.53605 -4.90582
H -1.18857 0.38808 -3.39558

N
o}
|
o

.08127 -0.11993 -0.35589
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Cartesian Coordinates of DFT optimized gf-1-Zn
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Zn -0.01082 -0.02923 -0.09239
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Cartesian Coordinates of DFT optimized @f-1-Zn(NEts)
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c 2.07015 -1.57921 -1.95545
H 2.76138 -1.39998 -1.15859
c 1.96613 0.8023 -2.43091
H 1.312 1.66552 -2.56

H 2.66908 1.00793 -1.6229

c 2.74624 0.55468 -3.7354

H 2.20849 0.9773 -4.55827
H 3.71075 1.01283 -3.66663
H 2.86152 -0.49814 -3.88768
c 1.25804 -2.85193 -1.65173
H 1.88207 -3.56211 -1.1506

H 0.42651 -2.60355 -1.02582
H 0.90127 -3.27444 -2.56776
H 2.60892 -1.7112 -2.87044
H 0.76438 -0.80474 -4.12597
c -0.74456 0.53708 -3.39272
H -0.33138 1.2212 -4.10417
H -1.69703 0.19412 -3.73925
H -0.86428 1.03085 -2.45104
Zn -0.02619 -0.03207 -0.09954
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