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Figure S1. *H NMR spectrum (401 MHz, CDCls) of 2a
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Figure S3. *H NMR spectrum (401 MHz, CDCls) of 2b
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Figure S4. *H NMR spectrum (401 MHz, CDCIs) of 2c
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Figure S5. B3C{*H} NMR spectrum (101 MHz, CDCIs) of 2c
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Figure S6. *H NMR spectrum (401 MHz, CDCls) of 3
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Figure S7. 3C{*H} NMR spectrum (101 MHz, CDCIs) of 3
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Figure S8. *H NMR spectrum (401 MHz, CDClz) of 4a
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Figure S9. 13C{*H} NMR spectrum (101 MHz, CDClIs) of 4a
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Figure S10. 77Se{*H} NMR spectrum (76 MHz, CDClIs) of 4a
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Figure S11. *H NMR spectrum (401 MHz, CDClz) of 5a
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Figure S12. 13C{*H} NMR spectrum (101 MHz, CDCIls) of 5a
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Figure S13. 77Se{*H} NMR spectrum (76 MHz, CDCIs) of 5
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Figure S14. 'H NMR spectrum (401 MHz, CDCls) of 6a
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Figure S15. 13C{*H} NMR spectrum (101 MHz, CDClz) of 6a
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Figure S16. *H NMR spectrum (401 MHz, CDClIs) of 6b
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Figure S17. B3C{*H} NMR spectrum (101 MHz, CDClIs) of 6b
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Figure S18. 'H NMR spectrum (401 MHz, CDCIls) of 6¢c
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Figure S19. 13C{*H} NMR spectrum (101 MHz, CDClzs) of 6c.
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Cartesian coordinates of the DFT-optimized structures

cis-4a
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Fe2C23N2H22Se02
C 0.488666000
Fe 1.984800000
Fe -0.400392000
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trans-4a
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Fe2C23N2H22Se02
C 0.752829000
Fe 2.006398000
Fe -0.320759000
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-0.708594000
-1.837496000
-0.080479000
-1.772552000
-2.106033000
-2.344965000
-3.186258000
-1.623055000
4.386536000
3.635264000
3.700774000
2.107711000
4.516393000
2.537842000
2.299297000
1.744777000
0.812645000
2.437872000
-0.928029000
-1.426504000
3.372682000
2.551130000
2.102944000
0.603879000
1.273701000
0.221015000
0.562501000
0.399752000
1.171721000
0.460866000
1.834984000
2.024534000
1.538540000
1.968181000
1.064155000
2.367183000
-0.089575000
0.476333000
-1.067851000
0.421949000

-0.373137000
0.855054000
0.633626000

-1.249600000
1.535455000
2.308031000
2.784351000
2.038996000
2.956793000

3.725313000

-0.434281000

-0.381230000

-1.314638000
1.444082000

-2.184308000

-0.925982000

-1.444383000
0.243816000
0.784771000
0.603852000
0.175015000

0.942528000
2.033765000
0.367072000
2.247715000
2.813476000
3.730861000
2.194948000
2.566279000
1.041622000
1.963668000
2.801499000
-0.833727000

-1.590914000

-2.132366000
2.794694000
3.645075000
3.872669000
2.187113000
2.620615000
4.273372000
2.145618000
5.095506000
3.964187000
1.125006000
0.584734000
0.398910000
1.568488000
4.656559000
4.143271000
4.904266000
5.600218000

0.767889000
1.253919000
2.234111000
0.079906000
2.784571000
3.764091000
3.949817000
3.591506000
5.007830000
3.420799000
4.899277000
4.077008000
3.026358000
4.519083000
2.904831000
2.169027000
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cis-ba

52
Fe2C23N2H22Se02
C 0.579215000
Fe 2.035672000
Fe -0.363012000
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trans-6a

51
Fe2C23N2H2202

C 0.606625000
Fe 1.878747000
Fe -0.470031000
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Ses

8
Se8
Se
Se
Se
Se
Se
Se
Se
Se

1.433625000
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