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Table S1. Cartesian coordinates for 1 and 1 .

1 1+.
X Y 4 X Y z

Zn  4.453866 0.410893 0.034552 Zn 4.385371 0.481615 -0.008192
N 5.578467 2.099674 0.44916 N 5.452166 2.188872 0.469169
N 2.734015 1.555714 0.114602 N 2.642509 1.598873 -0.01033

N 3.325993 -1.262711 -0.420854 N 3.312355 -1.208806 -0.536618
N 6.167473 -0.749866 -0.01368 N 6.11286 -0.654245 0.035494
C 6.23259 4.235364 1.005708 C 6.044398 4.33323 1.057625
C 5.11236 3.373456 0.679541 Cc 4.961042 3.453657 0.666539
C 3.761913 3.767609 0.622667 C 3.604419 3.832446 0.52794

C 2.6683 2.914177 0.337899 Cc 2.546587 2.963015 0.196609
C 1.297973 3.348136 0.203837 Cc 1.174082 3.371049 -0.002391
C 0.553773 2.241885 -0.089689 Cc 0.461243 2.249263 -0.307232
C 1.455836 1.122948 -0.142015 Cc 1.389119 1.14443 -0.308345
C 1.05474 -0.218425 -0.41599 C 1.035928 -0.207923 -0.60005

C 1.956715 -1.318881 -0.516056 C 1.959264 -1.289607 -0.710599
C 1.551074 -2.68135 -0.730399 C 1.59066 -2.654209 -0.997236
C 2.684474 -3.442724 -0.763369 C 2.737506 -3.391712 -0.988455
C 3.800989 -2.547167 -0.575818 C 3.82503 -2.482505 -0.700931
C 5.159754 -2.946631 -0.536436 C 5.177115 -2.85973 -0.581308
C 6.253453 -2.095706 -0.286714 Cc 6.241741 -1.99008 -0.244659
C 7.650017 -2.488195 -0.29467 Cc 7.639281 -2.364921 -0.161982
C 8.381721 -1.373153 -0.011218 Cc 8.333694 -1.241972 0.180656
C 7.4468 -0.286068 0.161599 Cc 7.371985 -0.172886 0.298096
Cc 7.798151 1.034124 0.459041 Cc 7.679696 1.152039 0.62045

Cc 6.941123 2.128999 0.605624 Cc 6.802976 2.237471 0.710833
Cc 7.35822 3.467678 0.951644 C 7.181761 3.580246 1.077712
H 0.529004 -3.00702 -0.834139 H 0.584461 -2.99578 -1.179221
Cc 3.455549 5.2114 0.880938 Cc 3.26935 5.27518 0.75335

Cc 2.742173 5.600348 2.026541 C 2.498347 5.668085 1.859136
Cc 2.46107 6.945021 2.272721 C 2.193529 7.013186 2.073305
Cc 2.88694 7.927353 1.376004 C 2.651221 7.986908 1.18315

C 3.595862 7.554708 0.232123 C 3.417456 7.60809 0.078732
C 3.877275 6.20945 -0.012429 C 3.726003 6.263586 -0.133414
C 5.456203 -4.395028 -0.778405 C 5.518682 -4.298176 -0.825509
C 5.206833 -4.981632 -2.03005 C 5.412218 -4.85254 -2.111024
C 5.484795 -6.330223 -2.257238 C 5.737476 -6.190717 -2.338531
C 6.017745 -7.119497 -1.235723 C 6.171248 -6.996806 -1.283993
C 6.270473 -6.549685 0.013748 C 6.279524 -6.456785 -0.000641
C 5.992181 -5.200626 0.239667 C 5.957793 -5.117897 0.22658

H 1.913436 7.2254 3.168971 H 1.604516 7.300755 2.940122
H 3.928315 8.311292 -0.474139 H 3.775747 8.359201 -0.619957
H 5.289316 -6.762748 -3.235177 H 5.657792 -6.601038 -3.341539
H 6.680883 -7.156444 0.816941 H 6.613881 -7.077839 0.825965
H 2.668844 8.974744 1.567537 H 2.415393 9.034166 1.350592
H 6.161644 5.285549 1.249806 H 5.94378 5.382752 1.292146
H 0.951094 4.366777 0.29951 H 0.810486 4.386141 0.062204
H -0.504281 2.186542 -0.290567 H -0.584553 2.178935 -0.563401
H 2.415349 4.838612 2.728848 H 2.15047 4.913228 2.558951

H 4.424248 5.92186 -0.906036 H 4.319808 5.971723 -0.995188
H 8.380754 3.772035 1.138269 H 8.186066 3.89869 1.326728
H 2.754776 -4.512784 -0.894529 H 2.841122 -4.453559 -1.15776

H 9.458544 -1.285792 0.065306 H 9.401031 -1.139564 0.330117
H 8.01739 -3.483492 -0.499155 H 8.033217 -3.353016 -0.349402
H 6.183239 -4.762096 1.215175 H 6.040314 -4.701534 1.226836
H 4.798261 -4.368527 -2.828428 H 5.084357 -4.224744 -2.934986
H 6.234584 -8.169806 -1.412105 H 6.425644 -8.038036 -1.461366
Fe -3.444274 -1.036554 -0.73497 Fe -3.39406 -1.161254 -0.674281
P -3.397752 -0.875401 1.552138 P -3.183577 -0.79205 1.649856
P -3.777039 1.212039 -0.74553 P -3.839893 1.135816 -0.80184

Cc -0.33818 -0.47284 -0.573637 Cc -0.346256 -0.501155 -0.741238
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Figure SI.  H spectrum of 1 observed at 300 MHz in C¢Ds.
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Figure S2. 31P NMR spectrum of 1 observed at 122 MHz in C¢Ds.
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Figure S3.  1H NMR spectrum of 2 observed at 300 MHz in C¢Ds.
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Figure S4. 3P NMR spectrum of 2 observed at 122 MHz in C¢Dg.
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Figure S5.  'H NMR spectrum of 3 observed at 300 MHz in C¢Ds.
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Figure S6. 3P NMR spectrum of 3 observed at 122 MHz in C¢Dg.

o
£
o
o
N £
_ S.al O
Y-
& & o ey
\ @«
o F
5 -
L = o~
Vst L
@
Do
< L
______‘__,/ b
LLL T8 e -
O T )
S «©
“\? -
3 L
¢ I:
N 3
s
/‘ b
8 [,

LLL'28 ——— — e -

S10



Electronic Supplementary Material (ESI) for Dalton Transactions
This journal is © The Royal Society of Chemistry 2013

Figure S7. The molecular orbitals of 1. The contour value is 0.035. A value in a parenthesis

indicates the orbital energy level (in hartree).
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Figure S8. The molecular orbitals 1™ calculated using the restricted open-shell approximation.

The contour value is 0.035. A value in a parenthesis indicates the orbital energy level (in hartree).
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Figure S9.
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