Supplementary Materials
S1. The variation in C–Br and C–Cl bond lengths (Å) of the C6H4BrCl molecule under different external electric fields was calculated using the B3LYP/def2-TZVP basis set.
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S2. The changes in the potential energy curves of the C–Cl and C–Br bonds in the C6H4BrCl molecule under different external electric fields were calculated using the B3LYP/def2-TZVP basis set. 

. 
S3. The dissociation energies of the C6H4BrCl molecule calculated using the B3LYP/6-311G(d,p) and B3LYP/def2-TZVP basis sets.
	Basis set
	Br-BDE
	Cl-BDE

	B3LYP/6-311（d,p）
	79.28444701
	90.93023541

	B3LYP/def2-TZVP
	80.2410586
	48.6477513



S4. The energy gap and its variation of the C6H4BrCl molecule under different external electric fields, calculated using the long-range corrected CAM-B3LYP functional and the 6-311G(d,p) basis set
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S5. The excitation energies of the C6H4BrCl molecule under different external electric fields, calculated using TDDFT with the long-range corrected functional (CAM-B3LYP) to simulate GW-level effects.
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	Excited State

	
	
	1
	2
	3
	4
	5
	6
	7
	8
	9

	0
	E/eV
	5.2639
	5.7280
	5.8193
	6.7073
	6.7411
	6.9181
	6.9674
	7.0101
	7.0745

	0.005
	E/eV
	5.2266
	5.7438
	5.7905
	6.5144
	6.5841
	6.6253
	6.7936
	6.8564
	6.9052

	0.010
	E/eV
	5.1487
	5.5877
	5.7505
	6.1576
	6.2447
	6.3757
	6.3917
	6.5851
	6.8109

	0.015
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	5.0152
	5.3536
	5.5700
	5.6769
	5.8844
	5.9365
	6.1558
	6.3558
	6.7069

	0.020
	E/eV
	4.8084
	5.0509
	5.1648
	5.1836
	5.4123
	5.6342
	5.8596
	6.1557
	6.4063

	0.025
	E/eV
	5.2453
	5.2627
	5.7977
	6.1300
	6.5603
	6.8510
	6.8852
	6.9396
	7.0388
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