Electronic Supplementary Material (ESI) for RSC Advances.
This journal is © The Royal Society of Chemistry 2023

Supporting Information

Theoretical and solid-state structures of three new macroacyclic Schiff base
complexes and the investigation of their anticancer, antioxidant and

antibacterial properties

Mohammad Taher Rezaei®, Hassan Keypour®*, Saadat Hajari® , Fereshteh yaghoobiP®,

Seyed Hamed Moazzami Farida¢, Masoud Saadati¢, Robert William Gable4

“Faculty of Chemistry, Bu-Ali Sina University, Hamedan 65174, Iran
b Nahavand Higher Education Complex, Bu-Ali Sina University, Hamedan, 65174, Iran
“Department of Science, Faculty of Science, Farhangian University, Tabriz, Iran
4School of Chemistry, University of Melbourne, Victoria 3010, Australia
* Corresponding authors. Tel.: +98 (81) 38242044, fax: +98 (81) 38272404 (H. Keypour)
E-mail addresses: haskeyl@yahoo.com (H. Keypour)



Tuesday, November 13, 2019 2:13 PM

Date
107
100+
901 &y 352 ' 886.3 154519cm
80~ zszz 15cm-1 °922.
Jo152 111165an-
ol 3429.41em-1 \ 30526 cmet 1 1004.1 1
- 32300!’“-1 . N
E & .u.N 1
= \ ) \
1464.64cm-1 758.56cm-1
40° ' S
1446.21cm-1
304
1618.97c-1
20 T T T T ¥ v 104C
4000 3500 3000 2500 2000 1500 1000 500400
Scanned with cm-1 .

pas
— Cam!

Fig. S1. Experimental IR of ligand
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ig. S2. Experimental IR of the Ni-L
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Fig. S3. Experimental IR of the Cu-L

1000 500400



IR intensity

600

550

500

w oW IN I
S a S o
A P U

150

100-]

50

500

Fig. S4. Experimental IR of the Co-L
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Fig. S5. Calculate IR of the L
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Fig. S6. Calculate IR of the Co-L
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Fig. S7. Calculate IR of the Cu-L
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Fig. S9. UV-Vis of the L



1.6

1.4

12 pom*

274 nm

260 360 460 560 660 760 860

Fig. S10. UV-Vis of the Co-L
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Fig. S11. UV-Vis of the Ni-L
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Fig. S13. 'THNMR of the ligand
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Fig. S14. BCNMR of the ligand



