APPENDICES



APPENDIX A
SUPPORTING INFORMATION

A.1  Mass spectrometry analysis data for [Fe(salRen-5-OMe),]A

complexes
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Figure S1. Mass spectra (LC-MS, positive) of 1.

Di104_ExtemaliSUTI20230912NN41 091323 16w NNa
SUT, Dr Phimphaka Harding

NN41 #1266-1281 RT: 979:9.90 AV: 16 $B:33 330-368 NL: BB4E3
T: ITMS - p ES1 Full ms [50.00-1000.00]

100w 40817

41517
41417 4817 ar708 48T 400 407

4042
39817 40025 A )
T T TT T T T T T T T T T T T T T T T T T T
399 400 401 402 403 404 405 408 407 408 409 410 41 412 413 414 415 418 417 418 419 420 421

Figure S2. Mass spectra (LC-MS, negative) of 1.
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Figure S3. Mass spectra (LC-MS, positive) of 2.
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Figure S4. Mass spectra (LC-MS, negative) of 2.
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Figure S5. Mass spectra (LC-MS, positive) of 3.
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Figure S6. Mass spectra (LC-MS, negative) of 3.
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Figure S7. Mass spectra (LC-MS, positive) of 4.
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Figure S8. Mass spectra (LC-MS, negative) of 4.
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Figure S9. Mass spectra (LC-MS, positive) of 5.
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Figure S10. Mass spectra (LC-MS, negative) of 5.
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Figure S11. Mass spectra (LC-MS, positive) of 7.
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Figure S12. Mass spectra (LC-MS, negative) of 7.
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Figure S13. Mass spectra (LC-MS, positive) of 8.
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Figure S14. Mass spectra (LC-MS, negative) of 8.
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Figure S15. Mass spectra (LC-MS, positive) of 9.
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Figure S16. Mass spectra (LC-MS, negative) of 9.
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Figure S17. Mass spectra (LC-MS, positive) of 10.
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Figure S18. Mass spectra (LC-MS, negative) of 10.
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A.2  PXRD pattern data for [Fe(salRen-5-OMe),]A complexes
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Figure S19. PXRD patterns of 1.
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Figure S20. PXRD patterns of 2.
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Figure S22. PXRD patterns of 4.



87

250004

20000 ]

15000 4

10000

£000 4

[

Intensity

Fhase#1

10000 4

£000

N

-5000 4

2th

Figure S23. PXRD patterns of 5.

*Experimental PXRD diffractograms (black) and the corresponding simulated patterns

(red) for each complex.
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Figure S24. PXRD patterns of 6-10

*Experimental PXRD diffractograms of 6-10, on which all bulk measurements were

done, are amorphous.



A.3  Hirshfeld surface data analysis for [Fe(salBzen-5-OMe),]A

complexes

Figure S25. 2D fingerprint plots of all contacts: H---C, H--O and H--Cl for 1 at 150 K.

Figure S26. 2D fingerprint plots of all contacts: H---C, H--O and H--Cl for 1 at 295 K.
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Figure S27. 2D fingerprint plots of all contacts

Figure S28. 2D fingerprint plots of all contacts
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Figure S29. 2D fingerprint plots of all contacts: H---C, H--O and H---N for 4 at 150 K.

Figure S30. 2D fingerprint plots of all contacts: H---C, H--O and H---N for 4 at 295 K.
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Figure S32. 2D fingerprint plots of all contacts: H---C, H--O and H--:N for 5 at 100 K.
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