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1. Hydrogen bonding tables of complexes 1-4 (Table SI 1 to 4)
2. Crystal packing and intermolecular forces of complexes 1-4 (Figure SI 1a to 1d)
3. 1H NMR and 13C NMR spectra of complexes 1-4 (Figure SI 2a to Figure SI 4b)
4. UV-Vis spectra of complexes 1-4 (Figure SI 3a-d)
5. IR spectra of complexes 1-4 (Figure SI 4a-d)
6. Graphical representation of the half-maximal effective concentration of complex 3 in various cancer cell lines and normal human cells (Figure SI 5)

Table SI 1: Summary of the hydrogen interactions (distances (Å) and angles (°)) observed in the structure of (1).  
	D—H···A
	Symmetry
	D—H (Å)
	H···A (Å)
	D···A (Å)
	D—H···A (°)

	C7-H7···O1
	#1
	0.95
	2.48
	3.371(7)
	157

	C10-H10A···O5
	#2
	0.98
	2.60
	3.514(6)
	156


Symmetry transformation used to generate equivalent atoms: #1 ½ + x, 3/2 – y, ½ + z; #2 1 - x, 1 - y, 1 – z;  
Table SI 2: Summary of the hydrogen interactions (distances (Å) and angles (°)) observed in the structure of (2).  
	D—H···A
	Symmetry
	D—H (Å)
	H···A (Å)
	D···A (Å)
	D—H···A (°)

	N3-H17···O5
	#1
	0.88
	1.93(4)
	2.759(5)
	156


Symmetry transformation used to generate equivalent atoms: #1 1 - x, 2 - y, 1 – z



Table SI 3: Summary of the hydrogen interactions (distances (Å) and angles (°)) observed in the structure of (3).
	D—H···A
	Symmetry
	D—H (Å)
	H···A (Å)
	D···A (Å)
	D—H···A (°)

	N2-H2···O5
	#1
	0.88
	1.97
	2.804(7)
	157

	C7-H7···O2
	#2
	0.87
	1.94
	2.791(4)
	167

	C12-H12···O1
	#3
	0.95
	2.44
	3.264(5)
	145


Symmetry transformation used to generate equivalent atoms: #1 x, y, – 1 + z; #2 1/2 - x, 1/2 + y, ½ + z
						          : #3 1/2 + x, 1/2 – y, z
Table SI 4: Summary of the hydrogen interactions (distances (Å) and angles (°)) observed in the structure of (4).
	D—H···A
	Symmetry
	D—H (Å)
	H···A (Å)
	D···A (Å)
	D—H···A (°)

	N3-H3A···O6
	#1
	0.88
	1.98
	2.837(5)
	165

	O6-H6B···O5
	#2
	0.87
	1.94
	2.791(4)
	167

	C12-H12···F1
	#3
	0.95
	2.44
	3.264(5)
	145

	C21-H21···O6
	#1
	0.95
	2.50
	3.405(6)
	159


Symmetry transformation used to generate equivalent atoms: #1 x, 1/2 – y, 1/2 + z; #2 1 - x, -1/2 + y, 1/2 – z
						          : #3 1 – x, 1 – y, 1 – z
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Figure SI 1a: Molecular packing (left) and intermolecular hydrogen interactions (right) of 1.
[image: A close-up of a molecule
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Figure SI 1b: Molecular packing (left) and intermolecular hydrogen interactions (right) of 2.

[image: ][image: ]
Figure SI 1c: Molecular packing (left) and intermolecular hydrogen interactions (right) of 3.
[image: A close-up of a dna structure
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Figure SI 1d: Molecular packing and intermolecular hydrogen interactions of complex 4.



1H NMR and 13C NMR spectra for 1-4. spectrum for 1-4. 



Figure SI 2a: 1H NMR spectrum of fac-[Re(Pico)(CO)3L1], 1 (solvent: CDCl3).





Figure SI 2b: 13C NMR spectrum of fac-[Re(Pico)(CO)3L1], 1 (solvent: CDCl3)Figure SI 2a: 1H NMR spectrum of fac-[Re(Pico)(CO)3L4], 2 (solvent: DMSO-d6).
[image: ]
Figure SI 2b: 13C NMR spectrum of fac-[Re(Pico)(CO)3L4], 2 (solvent: DMSO-d6).


Figure SI 2a: 1H NMR spectrum of fac-[Re(I)(CO)3(5Br-3-F-pico)L1], 3 (solvent: DMSO-d6).

Figure SI 2b: 13C NMR spectrum of fac-[Re(I)(CO)3(5Br-3-F-pico)L1], 3 (solvent: DMSO-d6).


Figure SI 2a: 1H NMR spectrum of fac-[Re(I)(CO)3(5-Br-3-F-pico)L2], 4 (solvent: DMSO-d6).


Figure SI 2b: 13C NMR spectrum of fac-[Re(I)(CO)3(5-Br-3-F-pico)L2], 4 (solvent: DMSO-d6).








UV-Vis spectra for 1-4. 
[image: ]312 nm

Figure SI 3a: UV-Vis spectrum of complex 1 (solvent: Methanol).292 nm

[image: ]
Figure SI 3b: UV-Vis spectrum of complex 2 (solvent: Methanol).

[image: A black background with a black square

AI-generated content may be incorrect.]Figure SI 3c: UV-Vis spectrum of complex 3 (solvent: Methanol).332 nm

344 nm

[image: A black background with a black square

AI-generated content may be incorrect.]Figure SI 3d: UV-Vis spectrum of complex 4 (solvent: Methanol).

IR spectra for 1-4. 
Figure SI 4a: IR spectrum of complex 1.1550 cm-1
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Figure SI 4b: IR spectrum of complex 2.
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Figure SI 4c: IR spectrum of complex 3.
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Figure SI 4d: IR spectrum of complex 4.

[image: ]Half-maximal effective concentrations (EC50) of complex 3 in various cancerous and normal lung fibroblast cell lines (N=2)
[image: ]
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Figure SI 5: Graphical representation of Half-maximal effective concentrations of complex 3 in various cancerous and normal lung fibroblast cell lines (N = 2). 
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