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Table S1. Comparison of structural parameters for 1 and 2 with other cubane-phosphonates in the literature.

Compound Space  M-0,A P-O,A M-Mface P-Pface  M-Pface M-Pbody M" ionic  Ref
group diagonal, A diagonal, A diagonal, A diagonal, A radius, A”

['BuPO;BEt], 14,/a 1.47 1.50 4.12 3.92 2.85 493 0.25 a
['BuPO;B°Bul, P1 1.47 1.50 4.13 3.93 2.85 4.94 0.25 b
['BuPO;BPh], P2/n 1.46 1.50 4.15 3.93 2.84 4.92 0.25 c
[tBuPO3AliBu]4 14,/a 1.76 1.52 4.56 4.42 3.17 5.50 0.53 d
[PhPO;Ga'Bu], P1 1.85 1.51 4.69 4.42 3.22 5.57 0.61 e
[BuPOsCu(3.5--BuPZH),  C2c 195 153 377 443 3.11 5.15 0.71 £
[PhsCPOSCo(py)]s 4/a  1.94 153 429 4.82 3.06 5.52 0.72 g
['BuPO;Co(2-apy)ls /a 193 152 429 477 3.14 5.56 0.72 this work
['BuPOsZn(2-apy)]s 4/a 193 152 431 472 3.19 5.54 0.74 this work

# Ionic radius for M™" in the tetrahedral geometry.
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Figure S1. Solid State UV-vis spectrum of 1.
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Figure S2. Thermal decomposition of 1 at N, atm.
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Figure S3. Solid State UV-vis spectrum of 2
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Figure S4. Thermal decomposition of 2 at N, atm.
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Figure S5. Solid State UV-vis spectrum of 3.
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Figure S6. Thermal decomposition of 3 at N, atm.
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Figure S7. Solid State UV-vis spectrum of 4.
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Figure S8. Thermal decomposition of 4 at N, atm.
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Figure S9. Solid State UV-vis spectrum of 5.
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Figure S10. Thermal decomposition of 5 at N, atm.
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