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Table S1. Solvent parameters and Cartesian coordinates of the solvent sites for DRISM input.
	Atom
	z (a.u.)
	σ (a.u.)
	ε (kcal/mol)
	x (Å)
	y (Å)
	z (Å)

	Cyclopentane C5H10 (70.10 g/mol, Dielectric Constant = 1.97, Density = 0.7454 g/cm3)

	CH2
	0.0000
	3.9050
	0.1180
	-0.0171
	0.4690
	-1.1995

	CH2
	0.0000
	3.9050
	0.1180
	0.7441
	1.0476
	0.0000

	CH2
	0.0000
	3.9050
	0.1180
	-0.0171
	0.4690
	1.1995

	CH2
	0.0000
	3.9050
	0.1180
	-0.3491
	-0.9791
	-0.7786

	CH2
	0.0000
	3.9050
	0.1180
	-0.3491
	-0.9791
	0.7786

	Cyclohexane C6H12 (84.16 g/mol, Dielectric Constant = 2.02, Density = 0.7785 g/cm3)

	CH2
	0.0000
	3.9050
	0.1180
	-3.0522
	1.4981
	-1.8525

	CH2
	0.0000
	3.9050
	0.1180
	-2.7703
	0.5022
	0.9233

	CH2
	0.0000
	3.9050
	0.1180
	-1.6701
	1.3448
	-1.1974

	CH2
	0.0000
	3.9050
	0.1180
	-4.1376
	1.7628
	-0.7966

	CH2
	0.0000
	3.9050
	0.1180
	-1.6852
	0.2365
	-0.1327

	CH2
	0.0000
	3.9050
	0.1180
	-4.1525
	0.6546
	0.2681

	n-pentane C5H12  [image: ]
(72.15 g/mol, Dielectric Constant = 1.84, Density = 0.6262 g/cm3)

	CH3
	0.0000
	3.9050
	0.1750
	-2.2752
	0.9243
	1.9639

	CH3
	
	
	
	-0.5785
	-3.8772
	2.0141

	CH2
	0.0000
	3.9050
	0.1180
	-1.1710
	-2.7541
	1.1628

	CH2
	
	
	
	-2.0253
	-0.3377
	1.1376

	CH2
	0.0000
	3.9050
	0.1180
	-1.4313
	-1.4785
	1.9707

	Heptane C7H16 [image: ] 
(100.21 g/mol, Dielectric Constant = 1.92, Density = 0.6840 g/cm3)

	CH3
	0.000   
	3.9050
	0.1750
	3.7745
	-2.3905
	-1.4901

	
	
	
	
	-2.3854
	1.9654
	-1.4944

	CH2
	0.000   
	3.9050
	0.1180
	2.2344
	-2.3904
	-1.4901

	
	
	
	
	-1.8721
	0.5134
	-1.4951

	CH2
	0.000   
	3.9050
	0.1180
	1.7211
	-0.9385
	-1.4901

	
	
	
	
	-0.3321
	0.5134
	-1.4922

	CH2
	0.000   
	3.9050
	0.1180
	0.1812
	-0.9385
	-1.4929

	Benzene C6H6 (78.048 g/mol, Dielectric Constant = 2.274, Density = 0.8737 g/cm3)

	C
	-0.115   
	3.5500
	0.0700
	1.4000
	0.0000
	0.0000

	C
	-0.115   
	3.5500
	0.0700
	0.7000
	-1.2124
	0.0000

	C
	-0.115   
	3.5500
	0.0700
	-0.7000
	-1.2124
	0.0000

	C
	-0.115   
	3.5500
	0.0700
	-1.4000
	0.0000
	0.0000

	C
	-0.115   
	3.5500
	0.0700
	0.7000
	1.2124
	0.0000

	C
	-0.115   
	3.5500
	0.0700
	-0.7000
	1.2124
	0.0000

	H
	0.115   
	2.4200
	0.0700
	2.4800
	0.0000
	0.0000

	H
	0.115   
	2.4200
	0.0700
	1.2400
	-2.1477
	0.0000

	H
	0.115   
	2.4200
	0.0700
	-1.2400
	-2.1477
	0.0000

	H
	0.115   
	2.4200
	0.0700
	-2.4800
	0.0000
	0.0000

	H
	0.115   
	2.4200
	0.0700
	-1.2400
	2.1477
	0.0000

	H
	0.115   
	2.4200
	0.0700
	-1.2400
	2.1477
	0.0000

	Toluene C7H8 [image: ]
(92.138 g/mol, Dielectric Constant = 2.38, Density = 0.862 g/cm3)

	CH3
	0.115   
	3.8000
	0.1700
	0.0000
	2.9100
	0.0000

	C1
	-0.115   
	3.5500
	0.0700
	0.0000
	1.4000
	0.0000

	C2
	-0.115   
	3.5500
	0.0700
	-1.2124
	0.7000
	0.0000

	
	
	
	
	1.2124
	0.7000
	0.0000

	C3
	-0.115   
	3.5500
	0.0700
	-1.2124
	-0.7000
	0.0000

	
	
	
	
	1.2124
	-0.7000
	0.0000

	C4
	-0.115   
	3.5500
	0.0700
	0.0000
	-1.4000
	0.0000

	H2
	0.115   
	2.4200
	0.0300
	-2.1477
	1.2400
	0.0000

	
	
	
	
	2.1477
	1.2400
	0.0000

	H3
	0.115   
	2.4200
	0.0300
	-2.1477
	-1.2400
	0.0000

	
	
	
	
	2.1477
	-1.2400
	0.0000

	H4
	0.115   
	2.4200
	0.0300
	0.0000
	-2.4800
	0.0000

	Ethanol C2H5OH (46.048 g/mol, Dielectric Constant = 24.55, Density = 0.7892 g/cm3)

	CH3
	0.0000
	3.7750
	0.2070
	-1.9028
	-1.4551
	0.0000

	CH2
	0.2650
	3.9050
	0.1180
	-1.4300
	1.4000
	0.0000

	O
	-0.7000
	3.0700
	0.1700
	0.0000
	-1.4000
	0.0000

	H
	0.4350
	0.7000
	0.0460
	0.2998
	0.8961
	0.0000



Table S2. Kaolinite solute parameters and Cartesian coordinates for 3D-RISM-KH input.
	Kaolinite solute

	Atom
	z (a.u.)
	σ (a.u.)
	ε (kcal/mol)
	x (Å)
	y (Å)
	z (Å)

	Al
	1.575
	4.2712
	1.33E-06
	1.81
	6.755
	30.777

	Al
	1.575
	4.2712
	1.33E-06
	1.924
	9.764
	30.757

	Al
	1.575
	4.2712
	1.33E-06
	4.505
	11.234
	30.781

	Al
	1.575
	4.2712
	1.33E-06
	4.38
	5.263
	30.746

	Si
	2.1
	3.302
	1.84E-06
	1.003
	5.393
	28.065

	Si
	2.1
	3.302
	1.84E-06
	1.104
	8.33
	28.052

	Si
	2.1
	3.302
	1.84E-06
	3.617
	9.859
	28.035

	Si
	2.1
	3.302
	1.84E-06
	3.668
	3.855
	28.037

	O
	-1.05
	3.1655
	0.1554
	0.821
	5.516
	29.695

	O
	-1.05
	3.1655
	0.1554
	1.288
	8.281
	29.693

	O
	-1.05
	3.1655
	0.1554
	3.505
	9.96
	29.679

	O
	-1.05
	3.1655
	0.1554
	3.87
	3.768
	29.671

	O
	-1.05
	3.1655
	0.1554
	4.731
	8.743
	27.635

	O
	-0.95
	3.1655
	0.1554
	0.909
	11.017
	29.747

	O
	-0.95
	3.1655
	0.1554
	-0.074
	3.847
	31.807

	O
	-0.95
	3.1655
	0.1554
	0.21
	6.635
	31.81

	O
	-0.95
	3.1655
	0.1554
	0.317
	9.924
	31.81

	O
	-0.95
	3.1655
	0.1554
	3.372
	6.487
	29.73

	O
	-0.95
	3.1655
	0.1554
	2.602
	8.241
	31.775

	O
	-0.95
	3.1655
	0.1554
	2.919
	11.028
	31.825

	O
	-0.95
	3.1655
	0.1554
	2.707
	5.339
	31.757

	H
	0.425
	0.7
	0.046
	1.278
	2.745
	29.144

	H
	0.425
	0.7
	0.046
	0.881
	4.038
	31.838

	H
	0.425
	0.7
	0.046
	-0.28
	7.475
	31.881

	H
	0.425
	0.7
	0.046
	0.489
	10.25
	32.704

	H
	0.425
	0.7
	0.046
	3.783
	7.186
	29.202

	H
	0.425
	0.7
	0.046
	2.335
	8.253
	32.706

	H
	0.425
	0.7
	0.046
	2.524
	11.907
	31.938

	H
	0.425
	0.7
	0.046
	2.811
	5.503
	32.728

	Al
	1.575
	4.2712
	1.33E-06
	6.953
	6.763
	30.759

	Al
	1.575
	4.2712
	1.33E-06
	7.047
	9.748
	30.8

	Al
	1.575
	4.2712
	1.33E-06
	9.636
	11.263
	30.762

	Al
	1.575
	4.2712
	1.33E-06
	9.503
	5.308
	30.802

	Si
	2.1
	3.302
	1.84E-06
	6.154
	5.397
	28.016

	Si
	2.1
	3.302
	1.84E-06
	6.258
	8.336
	28.036

	Si
	2.1
	3.302
	1.84E-06
	8.756
	9.87
	28.054

	Si
	2.1
	3.302
	1.84E-06
	8.802
	3.873
	28.033

	O
	-1.05
	3.1655
	0.1554
	5.99
	5.505
	29.652

	O
	-1.05
	3.1655
	0.1554
	6.419
	8.283
	29.678

	O
	-1.05
	3.1655
	0.1554
	8.633
	9.972
	29.697

	O
	-1.05
	3.1655
	0.1554
	8.952
	3.798
	29.674

	O
	-1.05
	3.1655
	0.1554
	9.88
	8.753
	27.663

	O
	-0.95
	3.1655
	0.1554
	6.079
	11.022
	29.77

	O
	-0.95
	3.1655
	0.1554
	5.123
	3.839
	31.757

	O
	-0.95
	3.1655
	0.1554
	5.291
	6.623
	31.752

	O
	-0.95
	3.1655
	0.1554
	5.46
	9.985
	31.856

	O
	-0.95
	3.1655
	0.1554
	8.552
	6.56
	29.757

	O
	-0.95
	3.1655
	0.1554
	7.639
	8.224
	31.796

	O
	-0.95
	3.1655
	0.1554
	8.036
	11.078
	31.76

	O
	-0.95
	3.1655
	0.1554
	7.852
	5.418
	31.774

	H
	0.425
	0.7
	0.046
	6.557
	2.904
	29.56

	H
	0.425
	0.7
	0.046
	5.005
	3.809
	32.715

	H
	0.425
	0.7
	0.046
	4.696
	7.392
	31.682

	H
	0.425
	0.7
	0.046
	4.93
	9.288
	32.263

	H
	0.425
	0.7
	0.046
	9.009
	7.332
	29.396

	H
	0.425
	0.7
	0.046
	7.422
	8.194
	32.737

	H
	0.425
	0.7
	0.046
	8.025
	11.135
	32.722

	H
	0.425
	0.7
	0.046
	7.356
	4.581
	31.82

	O
	-1.05
	3.1655
	0.1554
	1.394
	6.844
	27.437

	O
	-1.05
	3.1655
	0.1554
	2.118
	4.249
	27.707

	O
	-1.05
	3.1655
	0.1554
	2.183
	9.373
	27.423

	O
	-1.05
	3.1655
	0.1554
	3.955
	2.382
	27.397

	O
	-1.05
	3.1655
	0.1554
	4.719
	4.917
	27.391

	O
	-1.05
	3.1655
	0.1554
	6.526
	6.856
	27.402

	O
	-1.05
	3.1655
	0.1554
	7.284
	4.293
	27.618

	O
	-1.05
	3.1655
	0.1554
	7.339
	9.376
	27.413

	O
	-1.05
	3.1655
	0.1554
	9.117
	2.39
	27.422

	O
		-1.05
	3.1655
	0.1554
	9.887
	4.912
	27.407
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