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Fig. S1. Distribution of experimental efficiencies of P3HT-based OSC in the data set.
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Fig. S2. Pearson correlation between experimental PCE and predicted PCE calculated through k-
nearest neighbor (k-NN), artificial neural network (ANN) and linear regression (LR) using 4 and

7 descriptors.

Table S1. Difference between experimental and predicted HOMO and LUMO values for NFAs
not included in training and test sets.

No  Acceptor Exp.

HOMO

Pred.
HOMO

Diff Exp. Pre

LUMO

d. Diff. Ref.

LUMO




(eV) (eV) (eV) (eV)
1 CDTCN -5.39 -5.41 0.02 -3.80 -3.73 0.07 !
2 FOCe6-IC -5.42 -5.42 0.00 -3.77 -3.79 0.02 2
3 FOCG6-FIC -5.47 -5.46 0.01 -3.81 -3.89 0.08 2
cis-
4 PolyPBI -5.82 -5.78 0.04 -3.79 -3.82 0.03 3
5 NTIC-OMe -5.53 -5.47 0.06 -3.70 -3.72 0.02 ¢
6 NTIC-F -5.52 -5.49 0.03 -3.77 -3.77 0.00
DTFTS5-
7 FIC -5.52 -5.47 0.05 -3.87 -3.88 0.01 3
8 BTTPC -5.47 -5.51 0.04 -3.78 -3.81 0.03 ¢
IDTV-
9 ThIC -5.43 -5.38 0.05 -3.72 -3.71 0.01 7
10 BCDT-4F -5.46 -5.50 0.04 -3.86 -3.79 0.07 8
11 NFTI -5.46 -5.41 0.05 -3.77 -3.78 0.01 °
12 ITOM1 -5.5 -5.43 0.07 -3.76 -3.73 0.03 10
13 ITOM4 -5.49 -5.44 0.05 -3.81 -3.75 0.06 10
14 ITThC -5.47 -5.43 0.04 -3.76 -3.76 0.00 '
15  FDICTF -5.43 -5.50 0.07 -3.71 -3.76 0.05 12
16  FDNCTF -5.42 -5.49 0.07 -3.73 -3.73 0.00 P
17 O-NTIC -5.51 -5.51 0.00 -3.67 -3.75 0.08 4
18  O-NTNC -5.54 -5.51 0.01 -3.78 -3.74 0.04
19 YO -5.59 -5.50 0.04 -3.78 -3.75 0.03 B3
20 IDTT-T -5.52 -5.44 0.06 -3.54 -3.56 0.02 16

Table S2. Experimental and DFT calculated HOMO and LUMO values of NFAs

No. Exp. Calc. Diff. Exp. Calc. Diff. Method Ref.
HOMO | HOMO LUMO | LUMO
(eV) | (eV) (eV) | (eV)
1 -5.56 -4.98 0.58 -3.81 -2.91 0.9 B3LYP/6- 17
31G(d)
2 -5.7 -6.83 1.13 -3.99 | -1.34 2.65 | B3LYP/6- 17
31G(d)
3 -5.5 -5.56 0.06 -3.25 -2.94 0.31 | B3LYP/6- 18
31G*
4 -5.55 -5.86 0.31 -3.29 | -3.26 0.03 | B3LYP/6- 18
31G*
5 -6.07 -5.82 0.25 -3.96 | -3.05 091 | B3LYP/6- 19
31g+(d,p)
6 -6.14 -5.87 0.27 -4.21 -3.65 0.56 | B3LYP/6- 19
31g+(d,p)
7 -5.52 -4.55 0.97 -3.86 -2.7 1.16 | B3LYP/6- 20




31G(d.p)

8 546 | -456 | 09 | -3.81 | 272 | 1.09 | B3LYP/6- | 20
31G(d.p)
9 564 | -5.08 | 056 | -3.99 | -33 | 0.69 | B3LYP/6- | 20
31G(d.p)
10 | 551 | 52 | 031 | -355 | -3.13 | 042 | B3LYP/6- | 2!
31G
11 | 543 | 512 | 031 | -338 | 295 | 043 | B3LYP/6- | 22
31G
12 5.6 | -6.03 | 0429 | -3.03 | 2.98 | 0.05 | B3LPY/6- | 23
311+G(d)
13 | 592 | 618 | 0258 | 298 | 297 | 001 | B3LPY/6- | 23
311+G(d)
14 | 523 | 553 | 0299 | -3.44 | 342 | 002 | B3LPY/6- | 23
311+G(d)
15 | 547 | 577 | 0299 | -3.64 | -342 | 022 | B3LPY/6- | 23
311+G(d)
16 | -592 | 645 | 0533 | -3.82 | -3.94 | 0.119 | B3LPY/6- | 23
311+G(d)
17 | 569 | -6.18 | 0.494 | -39 | -3.94 | 0.039 | B3LPY/6- | 23
311+G(d)
18 | -566 | -6.02 | 0356 | -3.29 | -3.47 | 0.178 | B3LPY/6- | 23
311+G(d)
19 -6 629 | 029 | -34 | -3.65 | 025 | B3LYP/6- | 2°
31G(d,p)
20 58 | -576 | 004 | -33 | -3.15 | 0.15 | B3LYP/6- | 2#
31G(d,p)
21 57 | -577 | 007 | 34 | -327 | 0.13 | B3LYP/6- | 2*
31G(d.p)
22 | -6.09 | 587 | 022 | -409 | -348 | 0.61 | B3LYP/6- | 25
31G**
23 | -6.14 | 588 | 026 | -408 | 348 | 06 | B3LYP/6- | 25
31G**
24 | -6.19 | 594 | 025 | 408 | 349 | 0.59 | B3LYP/6- | 25
31G**
25 | -5.93 | 524 | 069 | -3.78 | -335 | 043 | B3LYP/6- | 26
31G
26 | -5.68 | -523 | 045 | -3.81 | -326 | 0.55 | B3LYP/6- | 26
31G
27 | 557 | 549 | 0.08 | -3.95 | -3.14 | 081 | B3LYP/6- | 26
31G
28 | 581 | 546 | 035 | -3.99 | 346 | 053 | B3LYP/6- | 27
31G*
29 54 | -504 | 036 | -3.65 | -3.07 | 0.58 | B3LYP/6- | 28
31G(d,p)
30 -5.4 5 04 | -361 | -3.05 | 056 | B3LYP/6- | 28




31G(d.p)

31 6.1 6 01 | 43 | -35 | 08 | B3LYP6- | 28
31G(d.p)
32 | 542 | 518 | 024 | -3.68 | -325 | 043 | B3LYP/6- | 2
31G
33 | -5.63 | -527 | 036 | -359 | -3.15 | 044 | B3LYP/6- | 2
31G(d,p)
34 | 532 | 498 | 034 | -323 | 2.81 | 042 | B3LYP/6- | ®
31G
35 | -541 | -5.05 | 036 | -355 | 299 | 0.56 | B3LYP/6- | 2®
31G
36 | -537 | 521 | 0.16 | -3.64 | -3.18 | 0.46 | B3LYP/6- | 2®
31G
37 | -531 | -534 | 0.03 | -344 | -3.17 | 027 | B3LYP/6- | 2!
31G (d, p)
38 | 531 | 541 | 01 | -342 | -328 | 0.14 | B3LYP/6- | 3!
31G
39 | -5.62 | -6.06 | 044 | -3.65 | -3.78 | 0.13 | B3LYP/6- | 2
31G(d)
40 | -546 | 536 | 0.1 | -3.61 | 341 | 02 | B3LYP/ 3
6-31G
41 | -548 | 556 | 008 | -3.44 | 297 | 047 | B3LYP/6- | *
31G(d)
42 | 562 | 576 | 014 | 342 | 296 | 0.46 | B3LYP/6- |
31G(d)
43 | 554 | 567 | 013 | -346 | 283 | 063 | B3LYP/6- |
31G(d)
44 | -625 | 618 | 007 | -4.14 | 3.67 | 047 | B3LYP/6- |
31G(d.p)
45 | 605 | 6.1 | 005 | 413 | -3.64 | 049 | B3LYP/6- |
31G(d.p)
46 | 569 | 579 | 0.1 | -428 | -39 | 038 | B3LYP6- |
31G(d,p)
47 | 515 | 469 | 046 | 365 | 28 | 085 | B3LYP/6— | ¢
31G
48 52 | 47 | 05 | 374 | 281 | 093 | B3LYP/6— | 36
31G
49 | 525 | 488 | 037 | -3.68 | 288 | 08 | B3LYP/6— |
31G
50 | 533 | 489 | 044 | 361 | 289 | 0.72 | B3LYP/6— | 36
31G
51 | -5.01 | -5.15 | 0.14 | -34 | 291 | 049 | B3LYP/6- | ¥
31G(d)
52 | -5.08 | -538 | 03 | -3.62 | -34 | 022 | B3LYP/6- | ¥
31G(d)
53 | 544 | 471 | 073 | 344 | 281 | 0.63 | B3LYP/6- | 38




31G(d.p)

54 -5.3 -4.54 0.76 341 | -2.76 0.65 | B3LYP/6- 38
31G(d,p)
55 -5.42 -4.81 0.61 -3.65 -3.03 0.62 B3LYP/6- 39
31G (d, p)
56 -5.91 -6.17 0.26 -3.79 -3.71 0.08 B3LYP/6- 40
31G*
57 -5.89 -6.11 0.22 -3.81 -3.68 0.13 B3LYP/6- 40
31G*
58 -5.82 -5.75 0.07 -3.55 -3.54 0.01 B3LYP/6- 4
31G+(d,p)
59 -4.79 -5.66 0.87 -3.57 -4.83 1.26 B3LYP/6- 42
31+G(d,p)
60 -4.87 -5.76 0.89 -3.61 -4.88 1.27 B3LYP/6- 42
31+G(d,p)
61 -4.92 -5.82 0.9 -3.63 | -4.93 1.3 B3LYP/6- 42
31+G(d,p)
62 -4.94 -5.88 0.94 -3.64 | -4.99 1.35 | B3LYP/6- 42
31+G(d,p)
63 -5.07 -6 0.93 -3.74 | -5.12 1.38 | B3LYP/6- 42
31+G(d,p)
64 -5.45 -5.04 0.41 -2.59 -1.9 0.69 | B3LYP-6- 43
31G(d,p)
65 -5.26 -4.9 0.36 -2.69 | -2.05 0.65 | B3LYP/6- 43
31+G(d,p)
66 -5.1 -5.1 0 2.3 -1.9 0.4 | B3LYP/6- 44
31G**
67 -5.24 -4.98 0.26 -2.82 -2.8 0.02 | B3LYP/6- 4
31G(d, p)
68 -5.04 -4.84 0.2 -2.7 -2.45 0.25 B3LYP/6- 45
31G(d, p)
69 -5.3 -4.68 0.62 -3.18 -2.82 0.36 B3LYP/6- 46
31G(d)
70 -5.3 -4.68 0.62 -3.2 -2.83 0.37 B3LYP/6- 46
31G(d, p)
71 -5.57 -5.54 0.03 -3.94 -3.55 0.39 B3LYP/6- 47
31G(d,p)
72 -5.59 -5.54 0.05 -3.89 -3.54 0.35 B3LYP/6- 47
31G(d,p)
73 -5.67 -5.81 0.14 -3.94 -3.6 0.34 B3LYP/6- 48
31G(d)
74 -5.62 -5.76 0.14 -3.92 -3.55 0.37 B3LYP/6- 48
31G(d)
75 -5.58 -5.66 0.08 -3.85 | -3.42 0.43 | B3LYP/6- 48
31G(d)
76 -5.31 -4.66 0.65 -324 | -2.72 0.52 | B3LYP/6- 49




31G(d)

77 | 548 | 478 | 07 | 332 | 281 | 051 | B3LYP/6- | ¥
31G(d)
78 | 533 | -5.05 | 028 | -327 | 2.8 | 047 | B3LYP/6- | ¥
31G(d)
79 | 584 | 574 | 01 | 406 | -3.51 | 055 | B3LYP/6- | O
31G(d, p)
80 | -5.75 | -5.64 | 0.11 | 404 | -3.47 | 057 | B3LYP/6- |
31G(d, p)
81 | -569 | -557 | 0.12 | 401 | -3.44 | 057 | B3LYP/6- |
31G(d, p)
82 | 545 | -5.18 | 027 | 379 | -327 | 052 | B3LYP/6- |
31G
83 57 | 58 | 01 | 387 | 329 | 058 | B3LYP/6- | >
31G(d)
84 | 573 | 595 | 022 | 393 | -595 | 2.02 | B3LYP/6- | 2
31G(d)
85 | 402 | -6.03 | 201 | 578 | 358 | 22 | B3LYP/6- | 2
31G(d)
86 | 547 | 525 | 022 | 39 | 329 | 0.61 | B3LYP/6— | 53
31G**
87 | 532 | -5.06 | 026 | 395 | -33 | 0.65 | B3LYP/6— | 53
31G**
88 | -551 | -545 | 006 | -39 | -339 | 051 | B3LYP/6- | o
31G(d)
89 55 | 537 | 013 | -3.97 | 335 | 0.62 | B3LYP/6- |
31G(d)
90 | -5.61 | -547 | 0.14 | 404 | 341 | 0.63 | B3LYP/6- | *
31G(d)
91 | -532 | -535 | 003 | -3.85 | -3.36 | 049 | B3LYP/6- | 5
31G(d)
92 | 549 | 553 | 004 | 409 | 359 | 05 | B3LYP/6- |
31G(d)
93 | 567 | -558 | 009 | -3.85 | -3.42 | 043 | B3LYP/6- | 6
31G(d,p)
94 | 553 | 564 | 011 | -3.83 | -3.56 | 027 | B3LYP/6- | 7
31G
95 55 | -556 | 006 | -3.81 | -3.48 | 033 | B3LYP/6- |
31G
96 | -5.66 | -57 | 004 | -3.86 | -3.6 | 026 | B3SLYP/6- |
31G
97 | 599 | 575 | 024 | 395 | -3.49 | 046 | B3LYP/6- | 38
31G*
98 | -5.74 | 546 | 028 | 393 | -35 | 043 | B3LYP/6- | 38
31G*
99 | 562 | 567 | 005 | -39 | -3.59 | 031 | B3LYP/6- | ¥




31G(d.p)

100 | -554 | -553 | 001 | -391 | -3.55 | 036 | B3LYP/6- |
31G(d.p)
101 | -56 | 542 | 018 | -3.65 | 285 | 08 | B3LYP/6- | ©
31G**
102 | 557 | 54 | 017 | -3.63 | 289 | 0.74 | B3LYP/6- | ©
31G**
103 | 575 | 566 | 009 | 37 | 291 | 079 | B3LYP/6- | ©
31G**
104 | 548 | 54 | 008 | 335 | 245 | 09 | B3LYP/6- | ©
31G (d)
105 | 539 | 517 | 022 | 284 | 213 | 071 | B3LYP/6- | ©
31G (d)
106 | 581 | 62 | 039 | -3.95 | 403 | 0.08 | B3LYP/6- | ©
311G**
107 | 56 | 57 | 01 | -395 | 38 | 0.15 | B3LYP/6- | ©
311G**
108 | 562 | 58 | 018 | -357 | 322 | 035 | B3LYP/6- | ©
311+G(d,p)
109 | 564 | 62 | 056 | 41 | 421 | 0.11 | B3LYP/6- | ©
311+G(d,p)
110 | -5.75 | 593 | 0.18 | -3.56 | -3.18 | 038 | B3LYP/6- | ©
311+G(d,p)
111 | -58 | 637 | 057 | -407 | 406 | 001 | B3LYP/6- | ©
311+G(d,p)
112 | 53 | 52 | o1 36 | 322 | 038 | B3LYP/6- | ¢
31G(d,p)
113 | -56 | -546 | 014 | 36 | -322 | 038 | B3LYP/6- | ©
31G(d.p)
114 5 489 | 011 | -3.6 | -326 | 034 | B3LYP/6- | ©
31G(d.p)
115 | 595 | 58 | 0.15 | 402 | -352 | 05 | B3LYP/6- | ©
31G(d)
116 | 601 | 6.1 | 009 | 3.8 | 343 | 037 | B3LYP/6- | ©
31G(d)
117 | 598 | 607 | 009 | 377 | 34 | 037 | B3LYP/6- | ©
31G(d)
118 | -596 | -6.04 | 0.08 | -3.76 | -3.39 | 037 | B3LYP/6- | ©
31G(d)
119 | 634 | 769 | 1.345 | 3.73 | 275 | 098 | B3LYP/6- | 6
31G(d)
120 | -638 | -7.67 | 1292 | -3.98 | -3.05 | 093 | B3LYP/6- |
31G(d)
121 | -587 | 727 | 1397 | -39 | 2.8 1.1 | B3LYP/6- | ©
31G(d)
122 | -6.05 | 744 | 1388 | 389 | 268 | 121 | B3LYP/6- | ©




31G(d)

123 | 58 | 578 | 0.02 | -39 | 345 | 045 | B3LYP/6- |
31G(d)

124 | 6.1 | -6.05 | 0.05 4 | 347 | 053 | B3LYP/6- | ©8
31G(d)

125 | -54 | 534 | 006 | -3.8 | 344 | 036 | B3LYP/6- | ©
31G(d)

126 | -582 | 633 | 051 | -3.49 | -3.92 | 043 | B3LYP/6- | 7
31G*

127 | 597 | 695 | 098 | -4.11 | 248 | 1.63 | B3LYP/6- |
31G**

128 | -573 | 679 | 1.06 | -4.18 | 251 | 1.67 | B3LYP/6- | !
31G**

129 | 595 | 611 | 0.16 | -3.57 | -3.62 | 0.05 | B3LYP/6- | 7~
31G

130 | 559 | -554 | 0.05 | -3.59 | 349 | 0. | B3LYP6- | 7~
31G

Table S3. HOMO energy level, LUMO energy level, PCE and structures of NFAs with >7.5%
PCE for P3HT based OSCs

No | HOMO | LUMO | PCE Structure
(eV) (eV) (%)

1 5.368 3.726 | 8.101

2 5.448 3.785 | 7.992




5.449 3.79 | 7.992
5.41 3.694 | 7.888
5.409 3.692 | 7.888
5.373 3.758 | 7.58

10




7 5.38 3.779 7.58
8 5.379 3.773 7.58
9 5.389 3.738 7.58
10 | 5.392 3.752 7.58
11 | 5.395 3.763 7.58

11




12 5.39 3.73 7.58
13 | 5.388 3.73 7.58
14 | 5.379 3.763 7.58
15 | 5.401 3.794 | 7.58

12




16 | 5.389 3.775 7.58
17 | 5.385 3.77 7.58
18 | 5.387 3.772 7.58
19 | 5.393 3.784 | 7.58
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14



7.52

7.52
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15



28 | 5.462 3.785 7.52
29 | 5.401 3.679 | 7.58
30 | 5.406 3.7 7.58
31 | 5.403 3.69 7.58




32 | 5.404 3.695 7.58
33 | 5.409 3.742 7.58
34 | 5.402 3.678 7.58
35 | 5.405 3.682 7.58

17




36 | 5.434 3.726 | 7.58
37 | 5.399 3.673 7.58
38 | 5.399 3.667 | 7.58
39 5.5 3.768 | 7.964

18




40 | 5.446 3.702 7.52
41 | 5.445 3.708 7.52
42 | 5.441 3.663 7.58
43 5.44 3.654 | 7.58

19




44 5441 | 3652 | 7.58
45 | 5476 | 3754 | 7.58
46 | 5447 | 3684 | 758 | o

20




47 | 5.443 3.673 7.58
48 | 5.444 3.755 7.52
49 | 5.439 3.748 7.52

21




50 | 5.444 3.771 7.52
51 | 5.445 3.769 7.52
52 | 5.445 3.765 7.52

22




53 | 5.444 3.762 7.52
54 | 5.444 3.759 7.52
55| 5.441 3.718 7.52
56 | 5.455 3.756 7.52

23




57 | 5.453 3.744 | 7.52
58 545 3.706 7.52
59 | 5454 3.719 7.52

24




60 | 5459 [ 3.738 [ 7.52
61 | 5449 | 3.684 | 7.52
62 | 5414 | 3.778 | 7.656

25




63 542 3.754 | 7.656
64 | 5426 3.749 | 7.656
65 | 5.441 3.748 7.52
66 | 5.441 3.754 | 7.52

26




67 | 5.441 3.75 7.52
68 | 5.441 3.75 7.52
69 | 5413 3.757 7.52

27




70 | 5.431 3.761 7.52
71 | 5.447 3.765 7.52
72 | 5422 3.696 | 7.888
73 543 3.772 7.52

28




74 | 5424 3.72 7.52
75 | 5422 3.771 7.52
76 543 3.796 | 7.888
77 | 5.412 3.748 | 7.52

29




78 | 5.435 3.75 7.52
79 | 5.424 3.701 7.52
80 | 5.419 3.726 7.52
81 5.41 3.68 7.52

30




82 | 5.451 3.714 | 8.284
83 | 5451 3.715 | 8.284
84 | 5451 3.724 | 8.284

31




85 5.518 3.798 7.52 ch :CN
86 | 5.357 3.694 7.52
87 | 5.374 3.793 7.52
Table S4. Green solvents for selected for 87 NFAs.

NFAs | Solvent 1 Solvent 2 Solvent 3 Solvent 4 Solvent 5
1 Butyl Lactate | Acetone 1-Pentanol Ethyl Acetate Anisole

2 Ethyl Lactate | 2-Butanol 1-Pentanol 1-Butanol Acetone
3 1-Pentanol Ethyl Lactate | Acetone Butyl Lactate 1-Butanol
4 Butyl Lactate | Acetone 1-Pentanol Ethyl Acetate Anisole

5 Butyl Lactate | Acetone 1-Pentanol Ethyl Acetate Anisole

6 Butyl Lactate | Acetone 1-Pentanol Ethyl Acetate Anisole

7 Butyl Lactate | Acetone 1-Pentanol Ethyl Acetate Anisole

8 Butyl Lactate | Acetone 1-Pentanol Ethyl Acetate Anisole

9 Butyl Lactate | Acetone 1-Pentanol Ethyl Acetate Anisole
10 Butyl Lactate | Acetone 1-Pentanol Ethyl Acetate Anisole
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11 Butyl Lactate | Acetone 1-Pentanol Ethyl Acetate Anisole
12 Anisole Ethyl Acetate | Acetone 2-Methylanisole | 1-Pentanol
13 Butyl Lactate | Acetone 1-Pentanol Ethyl Acetate Anisole
14 Butyl Lactate | Acetone 1-Pentanol Ethyl Acetate Anisole
15 Acetone Butyl Lactate | 1-Pentanol Anisole 2-Methylanisole
16 Butyl Lactate | Acetone 1-Pentanol Ethyl Acetate Anisole
17 Butyl Lactate | Acetone 1-Pentanol Ethyl Acetate Anisole
18 Acetone Butyl Lactate | 1-Pentanol 2-Butanol Anisole
19 Butyl Lactate | Acetone 1-Pentanol Ethyl Acetate Anisole
20 Butyl Lactate | Acetone 1-Pentanol Ethyl Acetate Anisole
21 2-Butanol Ethyl Lactate | 1-Pentanol 1-Butanol Acetone
22 1-Butanol 2-Butanol Ethyl Lactate 1-Pentanol Acetone
23 2-Butanol Ethyl Lactate | 1-Pentanol 1-Butanol Acetone
24 2-Butanol Ethyl Lactate | 1-Pentanol 1-Butanol Acetone
25 1-Butanol Ethyl Lactate | 2-Butanol 1-Pentanol Acetone
26 Acetone Butyl Lactate | 1-Pentanol 2-Butanol Anisole
27 1-Butanol 2-Butanol Ethyl Lactate 1-Pentanol Acetone
28 2-Butanol Ethyl Lactate | 1-Pentanol 1-Butanol Acetone
29 Acetone Butyl Lactate | 1-Pentanol 2-Butanol Anisole
30 Butyl Lactate | Acetone Anisole Ethyl Acetate 2-Methylanisole
31 Butyl Lactate | Acetone 1-Pentanol Ethyl Acetate Anisole
32 Anisole Ethyl Acetate | Butyl Lactate 2-Methylanisole | Acetone
33 Butyl Lactate | Acetone Anisole Ethyl Acetate 2-Methylanisole
34 Butyl Lactate | Acetone 1-Pentanol Ethyl Acetate Anisole
35 Butyl Lactate | Acetone 1-Pentanol Ethyl Acetate Anisole
36 Butyl Lactate | Acetone 1-Pentanol Ethyl Acetate Anisole
37 Acetone Butyl Lactate | 1-Pentanol 2-Butanol Anisole
38 Acetone Butyl Lactate | 1-Pentanol 2-Butanol Anisole
39 1-Pentanol Ethyl Lactate | Acetone Butyl Lactate 1-Butanol
40 Acetone Butyl Lactate | 1-Pentanol 2-Butanol Anisole
41 Acetone Butyl Lactate | 1-Pentanol 2-Butanol Anisole
42 Acetone Butyl Lactate | 1-Pentanol 2-Butanol Anisole
43 Acetone Butyl Lactate | 1-Pentanol 2-Butanol Anisole
44 Acetone Butyl Lactate | 1-Pentanol 2-Butanol Anisole
45 1-Pentanol Ethyl Lactate | Acetone Butyl Lactate 1-Butanol
46 1-Pentanol Ethyl Lactate | Acetone Butyl Lactate 1-Butanol
47 Butyl Lactate | Acetone 1-Pentanol Ethyl Acetate Anisole
48 Butyl Lactate | Acetone 1-Pentanol Ethyl Acetate Anisole
49 Butyl Lactate | Acetone 1-Pentanol Ethyl Acetate Anisole
50 Butyl Lactate | Acetone 1-Pentanol Ethyl Acetate Anisole
51 Butyl Lactate | Acetone 1-Pentanol Ethyl Acetate Anisole
52 Butyl Lactate | Acetone 1-Pentanol Ethyl Acetate Anisole
53 Butyl Lactate | Acetone 1-Pentanol Ethyl Acetate Anisole
54 Butyl Lactate | Acetone 1-Pentanol Ethyl Acetate Anisole
55 Butyl Lactate | Acetone 1-Pentanol Ethyl Acetate Anisole
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56 Anisole Ethyl Acetate | Butyl Lactate 2-Methylanisole | Acetone
57 Butyl Lactate | Acetone Anisole Ethyl Acetate 2-Methylanisole
58 Butyl Lactate | Acetone 1-Pentanol Ethyl Acetate Anisole
59 Butyl Lactate | Acetone 1-Pentanol Ethyl Acetate Anisole
60 Butyl Lactate | Acetone Anisole Ethyl Acetate 2-Methylanisole
61 Butyl Lactate | Acetone 1-Pentanol Ethyl Acetate Anisole
62 Butyl Lactate | Acetone 1-Pentanol Ethyl Acetate Anisole
63 Butyl Lactate | Acetone 1-Pentanol Ethyl Acetate Anisole
64 Butyl Lactate | Acetone 1-Pentanol Ethyl Acetate Anisole
65 1-Pentanol 2-Butanol Ethyl Lactate 1-Butanol Acetone
66 1-Butanol Ethyl Lactate | 2-Butanol 1-Pentanol Acetone
67 1-Butanol Ethyl Lactate | 2-Butanol 1-Pentanol Acetone
68 1-Butanol Ethyl Lactate | 2-Butanol 1-Pentanol Acetone
69 Butyl Lactate | Acetone 1-Pentanol Ethyl Acetate Anisole
70 Butyl Lactate | Acetone 1-Pentanol Ethyl Acetate Anisole
71 Butyl Lactate | Acetone 1-Pentanol Ethyl Acetate Anisole
72 Acetone Butyl Lactate | 1-Pentanol 2-Butanol Anisole
73 Anisole Ethyl Acetate | 2-Methylanisole | Butyl Lactate Acetone
74 Anisole Ethyl Acetate | 2-Methylanisole | Butyl Lactate Acetone
75 Butyl Lactate | Acetone 1-Pentanol Ethyl Acetate Anisole
76 Butyl Lactate | Acetone Anisole Ethyl Acetate 2-Methylanisole
77 Butyl Lactate | Acetone 1-Pentanol Ethyl Acetate Anisole
78 Ethyl Acetate | Anisole 2-Methylanisole | Butyl Lactate Acetone
79 Anisole Ethyl Acetate | Butyl Lactate 2-Methylanisole | Acetone
80 Ethyl Acetate | Anisole 2-Methylanisole | Butyl Lactate Acetone
81 Anisole Ethyl Acetate | 2-Methylanisole | Butyl Lactate Acetone
82 Butyl Lactate | Acetone 1-Pentanol Ethyl Acetate Anisole
83 Butyl Lactate | Acetone Anisole Ethyl Acetate 2-Methylanisole
84 Butyl Lactate | Acetone 1-Pentanol Ethyl Acetate Anisole
85 1-Pentanol Ethyl Lactate | Acetone Butyl Lactate 1-Butanol
86 Butyl Lactate | Acetone 1-Pentanol Ethyl Acetate Anisole
87 Acetone Butyl Lactate | 1-Pentanol 2-Butanol Anisole
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