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APPENDIX A 
SUPPORTING INFORMATION 

 
A.1 Mass spectrometry analysis data for [Fe(salRen-5-OMe)2]A 

complexes 

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

 
Figure S2. Mass spectra (LC-MS, negative) of 1.

!"#AB&DEF*HI-.#LMN#2A2PA4R2#SSBR A4TRPT2PURV"RP"A: SSBR
LMN;U!HU<=[\]=-A-U_-HC[Ia
SSBRUbRP:VcRB22 dN" RAeIBcRAe4I gh" PI Li" 2M Pe42cBeA4 Sk" ReRPDI
N" lNmLUnU]UDLlURp..U\TUrMAeAAcRAAAeAAs

VR2 VRP VRB VRM VRV VRI VR: VR4 V2A V2R V22 V2P V2B V2M V2V V2I V2: V24 VPA VPR VP2 VPP
\Tt

A

M

RA

RM

2A

2M

PA

PM

BA

BM

MA

MM

VA

VM

IA

IM

:A

:M

4A

4M

RAA

d
*
.-
F[u
*
Ug
v
p
I
C
-
I
Z*

V22eB2

V2PePP

V2BeB2
V2AeMA

V2ReMA V2MeB2 V2VePPVR:eMA VR4eB2 V2IeB2VRMeMA

!"#AB&DEF*HI-.#LMN#2A2PA4R2#SSBR A4TRPT2PURV"RP"A: SSBR
LMN;U!HU<=[\]=-A-U_-HC[Ia
SSBRUbR2VVcR2:R dN" 4eI4c4e4A gh" RV Li" PP PeP4cPeV: SM" :e:BDP
N" kNlLUcU]UDLkUmn..U\RUpTAeAAcRAAAeAAr

P44 BAA BAR BA2 BAP BAB BAT BAV BAI BA: BA4 BRA BRR BR2 BRP BRB BRT BRV BRI BR: BR4 B2A B2R
\Ts

A

T

RA

RT

2A

2T

PA

PT

BA

BT

TA

TT

VA

VT

IA

IT

:A

:T

4A

4T

RAA

d
*
.-
F[t
*
Ug
u
n
I
C
-
I
v*

BA:eRI

BRAeRI

BA4eRI

BRReRI

BR2eA:

BAVeRI
BRPeRI

BAIe2T BRTeRI BR:eRIBRVeRIBABe2T BRBeRI BRIeA: B2AeRIBATePP BR4eRIBA2ePPBAAe2T BAPePPP4:eRI

[Fe(salBzen-5-OMe)2]+ 



    77 

 
Figure S3. Mass spectra (LC-MS, positive) of 2. 

 

Figure S4. Mass spectra (LC-MS, negative) of 2. 
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Figure S5. Mass spectra (LC-MS, positive) of 3. 

 
Figure S6. Mass spectra (LC-MS, negative) of 3. 
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Figure S7. Mass spectra (LC-MS, positive) of 4. 

 
Figure S8. Mass spectra (LC-MS, negative) of 4. 
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Figure S9. Mass spectra (LC-MS, positive) of 5. 

 
Figure S10. Mass spectra (LC-MS, negative) of 5. 
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Figure S11. Mass spectra (LC-MS, positive) of 7. 

 
Figure S12. Mass spectra (LC-MS, negative) of 7. 
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Figure S13. Mass spectra (LC-MS, positive) of 8. 

 
Figure S14. Mass spectra (LC-MS, negative) of 8. 
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Figure S15. Mass spectra (LC-MS, positive) of 9. 

 
Figure S16. Mass spectra (LC-MS, negative) of 9. 
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Figure S17. Mass spectra (LC-MS, positive) of 10. 

 
Figure S18. Mass spectra (LC-MS, negative) of 10. 
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A.2 PXRD pattern data for [Fe(salRen-5-OMe)2]A complexes 

 
Figure S19. PXRD patterns of 1. 

 

 
Figure S20. PXRD patterns of 2. 



    86 

 
Figure S21. PXRD patterns of 3. 

 

 
Figure S22. PXRD patterns of 4. 
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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. 
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A.3 Hirshfeld surface data analysis for [Fe(salBzen-5-OMe)2]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: H···C, H···O and H···I for 3 at 150 K. 

 

Figure S28. 2D fingerprint plots of all contacts: H···C, H···O and H···I for 3 at 295 K. 
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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 S31. 2D fingerprint plots of all contacts: H···C, H···O and H···N for 5 at 30 K. 

 

Figure S32. 2D fingerprint plots of all contacts: H···C, H···O and H···N for 5 at 100 K. 
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Figure S33. 2D fingerprint plots of all contacts: H···C, H···O and H···N for 5 at 295 K. 
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