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Table S1. Mulliken atomic charges of the cationic (N−1) state of dibazol used for the calculation of the condensed Fukui functions.
	Atom
	Mulliken charge, e

	C1
	0.520553

	C2
	0.597503

	C3
	−0.437406

	C4
	−0.155589

	C5
	−0.110595

	C6
	−0.627902

	C7
	−0.272789

	H8
	0.174594

	H9
	0.181263

	H10
	0.188467

	H11
	0.158601

	H12
	0.340700

	N13
	−0.080635

	N14
	0.044468

	C15
	−0.521784

	C16
	−0.030742

	C17
	−0.313526

	C18
	−0.188173

	C19
	0.857161

	C20
	−0.228890

	C21
	−0.319530

	H22
	0.164224

	H23
	0.163359

	H24
	0.137668

	H25
	0.146205

	H26
	0.160417

	H27
	0.232252

	H28
	0.220126



Table S2. Mulliken atomic charges of the neutral and radical-anionic states of dibazol used for the charge-distribution analysis.
	Atom
	Neutral state
	Radical-anionic state

	C1
	0.428037
	0.314898

	C2
	0.564730
	0.365652

	C3
	−0.479985
	−0.505950

	C4
	−0.185674
	−0.224808

	C5
	−0.201655
	−0.202738

	C6
	−0.658754
	−0.707110

	C7
	−0.255069
	−0.917709

	H8
	0.121364
	0.088557

	H9
	0.123452
	0.086881

	H10
	0.123794
	0.087966

	H11
	0.107129
	0.078291

	H12
	0.305706
	0.298169

	N13
	−0.113819
	−0.187733

	N14
	−0.052033
	−0.098836

	C15
	−0.520951
	0.219330

	C16
	−0.068188
	−0.015661

	C17
	−0.343749
	−0.951242

	C18
	−0.214328
	−0.083943

	C19
	0.944570
	0.852600

	C20
	−0.259798
	0.756389

	C21
	−0.367569
	−0.960641

	H22
	0.129140
	0.088959

	H23
	0.130127
	0.093085

	H24
	0.116523
	0.107067

	H25
	0.131195
	0.086822

	H26
	0.131346
	0.094474

	H27
	0.195286
	0.135056

	H28
	0.169174
	0.102176



