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Table S1: Binding energies (kcal/mol) for S66 data set

No. DFTB3 DFTB3-UFF DFTB3-SK  DFTB3-D3  CCSD(T)"!
1 -4.400 -3.799 -4.423 -4.860 -4.918
2 -4.331 -3.655 -4.414 -5.098 -5.592
3 -3.920 -3.369 -4.082 -4.732 -6.908
4 -7.356 -6.328 -7.541 -8.475 -8.103
) -3.867 -3.572 -4.105 -4.845 -5.757
6 -3.466 -3.524 -4.089 -4.848 -7.554
7 -6.335 -5.940 -6.948 -7.850 -8.23

8 -3.812 -3.364 -3.886 -4.403 -5.009
9 -1.188 -1.840 -1.836 -2.329 -3.059
10 -0.563 -0.761 -1.390 -2.040 -4.16
11 -1.983 -2.523 -3.228 -4.073 -5.419
12 -3.381 -2.495 -3.510 -4.348 -7.266
13 -3.441 -4.130 -4.243 -5.032 -6.187
14 -2.714 -3.648 -4.075 -4.664 -7.454
15 -5.532 -6.939 -7.144 -7.917 -8.63
16 -3.618 -3.671 -3.856 -4.439 -5.124
17 -12.861 -12.165 -14.099 -15.148 -17.182
18 -3.298 -2.915 -3.487 -4.257 -6.857
19 -2.977 -3.065 -3.570 -4.351 -7.41
20 -17.374 -15.342 -17.748 -19.150 -19.093
21 -13.611 -12.368 -14.480 -15.468 -16.265
22 -16.415 -14.946 -17.120 -18.425 -19.491
23 -15.439 -14.316 -16.498 -17.542 -19.189
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Figure S1: 2-D potential energy map for theggomplexes of AMP with : (a) (5,0) CNT, (b)
(6,0) CNT, (c) (7,0) CNT, (d) (8,0) CNT, (e) (9,0) CNT, (f) (10,0) CNT, (g) (11,0) CNT,
(h) (12,0) CNT, (i) (13,0) CNT, (j) (14,0) CNT, and (k) (15,0) CNT, all in vacuum. The
red colored x symbol represents the minimum energy.
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Figure S2: 2-D potential energy map for theggomplexes of AMP with : (a) (5,5) CNT, (b)
(6,6) CNT, (c) (7,7) CNT, (d) (8,8) CNT, (e) (9,9) CNT, and (f) (10,10) CNT, all in vacuum.
The red colored x symbol represents the minimum energy.
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Figure S3: 2-D potential energy map for the ggmplexes of the solvated AMP with : (a) (5,0)
CNT, (b) (6,0) CNT, (c) (7,0) CNT, (d) (8,0) CNT, (e) (9,0) CNT, (f) (10,0) CNT, (g)
(11,0) CNT, (h) (12,0) CNT, (i) (13,0) ONT, (j) (14,0) CNT, and (k) (15,0) CNT. The red
colored x symbol represents the minimum energy.
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Figure S4: DOS for CNTs with the chirality of: (a) (5,0), (b) (6,0), (c¢) (7,0), (d) (8,0), (e)
(9,0, (£) (10,0), () (11,0), (h) (12,0), (i) (13,0), ) (14,0), and (k) (15,0). The red and blue
colored curves respectively correspond to the isolated and the complexed CNT in vacuum
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Figure S5: DOS for CNTs with the chirality of: (a) (5,5), (b) (6,6), (¢) (7,7), (d) (8,8), (e)
(9,9), and (f) (10,10). he red and blue colored curves respectively correspond to the isolated
and the complexed CNT in vacuum.
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Figure S6: DOS for CNTs with the chirality of: (a) (5,0), (b) (6,0), (c¢) (7,0), (d) (8,0), (e)
(9,0), (£) (10,0), () (11,0), (h) (12,0), (i) (13,0), (j) (14,0, and (k) (15,0). The red and blue
colored curves respectively correspond to the isolated and the complexed CNT in solution.
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Figure S7: DOS for CNTs with the chirality of: (a) (5,5), (b) (6,6), (c) (7,7), (d) (8,8),
(e) (9,9), and (f) (10,10). The red and blue colored curves respectively correspond to the
isolated and the complexed CNT in solution.
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