Supplementary tables containing raw and normalized Ki values
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TREEHEE I EHEE - EEEHE R
g | 8| F| 5| E| N BlE8| S| RREF|BZ8| 8| 7R Z| =] 2
5-HTia | 2550 | 3762 | >10E4 | 1841 | 240 | >1E4 | 1.9 307 | 3812 | 123 | 120 | 1324 | 318 | 2219 |3656 |>10E4| 7.3 | >1E4
5-HTig | 940 | >1E4 | >1E4 | >1E4 | 104 | >1E4 | 74 252 | 8575 | 302.8 | >1E4 | 5137 | 8544 | >1E4 |>1E4 | >1E4 | 39 | >IE4
5-HTip | 635 | >1E4 | >1E4 | >1E4 | 263 93 63 732 | 859 | 225 | 3742 | 1718 | 618.8 | 457.8 [208.9 | >1E4 | 7.8 | >1E4
5-HTg | 1427 | >1E4 | >1E4 | 5205 | 119 455 360 626 | 415.1 | 3496 | >1E4 | >1E4 | 2338 | 1013 |3542 | >IE4 | 929 | NA
5-HTa | 231 | >1E4 | >1E4 | >1E4 | 276 | 2323 | 2011 | 439 | 399 | 4483 | >1E4 | >1E4 | 2579 | 165.4 |507.4 | 5842 | 113 | >1E4
5-HT | 39 91 500 792 13.5 107 | 3884 | 25.1 6 585 |3985| 163 42 3359|117 | 1544 | 30 | NA
5-HTyc | 415 | 6418 | >I1E4 | >1E4 | 89.5 334 538 104 539 | 2186 | >1E4 | >1E4 | 1567 | 458 | 3980 | 4062 | 30.6 | >1E4
5-HTsa | 5311 | >1E4 | >1E4 | >1E4 | >1E4 | 611 276 | >1E4 | >1E4 | 9529 | >IE4 | >1E4 | 4373 | >1E4 |>1E4 | >1E4 | 9 NA
5-HT¢ | s535 | >1E4 | >1E4 | >1E4 | 319 487 | 355 | 2971 | 1362 | 1302 | >1E4 | >1E4 | 4543 | 2113 | 8155 | >1E4 | 69 | NA
5-HT; 506 | 3547 | >1E4 | >1E4 | 209 87.5 39 425 | 968.7 | 19.8 | 3423 | 1231 | 2839 | 5769 | 1591 | >1E4 | 6.6 | NA
D, >1E4 | >I1E4 | >1E4 | >1E4 | >1E4 | 271 | 795 | >1E4 | >I1E4 | >1E4 | >1E4 | >I1E4 | >1E4 |9687.5 |>1E4 | >1E4 | 177 | >1E4
D, >1E4 | >1E4 | >I1E4 | >1E4 | 3371 | >I1E4 | 3562 | 3339 | 2795 | >1E4 | >1E4 | >I1E4 | 9249 | >1E4 |>1E4 | >1E4 | 110.1 | >1E4
Ds 808 | >1E4 | >1E4 | >1E4 | 7116 | >1E4 | 497 | 1345 | 1835 | 2470 | 3321 | >IE4 | 1361 | >1E4 |>1E4 | >1E4 | 27 | >1E4
D, >1E4 | >I1E4 | >1E4 | >1E4 | >1E4 | >I1E4 | 3120 | >1E4 | >I1E4 | 6331 | >1E4 | >IE4 | 2014 | >1E4 |>1E4 | >1E4 | 1584 | >1E4
Ds >1E4 | >I1E4 | >1E4 | >1E4 | >1E4 | >IE4 | >1E4 | >1E4 | >I1E4 | >1E4 | >IE4 | >I1E4 | >1E4 | >1E4 |>1E4 | >1E4 | 3444 | NA
aa >1E4 | >I1E4 | >I1E4 | >1E4 | >1E4 | 1745 | >1E4 | >1E4 | >1E4 | >1E4 | >1E4 | >1E4 | 880.8 | >1E4 | 3219 | >1E4 |1127.7| NA
ap >1E4 | >I1E4 | >1E4 | >1E4 | >1E4 | 973 | >1E4 | >1E4 | >1E4 | >1E4 | >1E4 | >1E4 | 4434 | >1E4 |>1E4 | >1E4 | 8677 | NA
ana 4266 | 1655 | 2532 | 8930 | 308 | 1561 | 1890 | 490 | 729.7 | 175 | >1E4 | >1E4 | 457.6 | 73.7 |579.9| >1E4 | 458 | Na
sy 1527 | 690 | 1785 | >1E4 | 664 | 257 | 2640 | 305 | 981.8 | 1693 | 2870 | 5293 | 3393 | 340 |873.7| >1E4 | NA | NA
Qs 593 | 229 | 1346 | 7453 | 103 258 508 90 | 1659 | 637 | 2523 | 2865 | 514.4 | 600.6 |9213 | >IE4 | NA | NA
B 2425 | >1E4 | >1E4 | >I1E4 | >1E4 | >1E4 | >I1E4 | >1E4 | 9202 | >1E4 | >1E4 | >1E4 | >1E4 | 590.9 | >1E4 | >1E4 |1600.7 | >1E4
B> 302 | >1E4 | >1E4 | >I1E4 | >1E4 | >1E4 | >1E4 | >1E4 | 1184 | >1E4 | >1E4 | >1E4 | >IE4 | 138.6 | 48.9 | >1E4 | 34609 | NA
SERT | 8538 | >1E4 | >1E4 | >1E4 | >1E4 | 3742 | 2032 | >1E4 | >1E4 | 6409 | 1258 | 2531 | 156.7 | 684.7 | >1E4 | >1E4 | >1E4 | 5487
DAT | >1g4 | >1E4 | >1E4 | >I1E4 | >I1E4 | >I1E4 | >I1E4 | >I1E4 | >I1E4 | >1E4 | >IE4 | >1E4 | 1500 | >1E4 |>1E4 | >1E4 | >1E4 | 1980
NET | >1E4 | >1E4 | >1E4 | >1E4 | >1E4 | >1E4 | 2859 | >1E4 | >IE4 | >I1E4 | >IE4 | >1E4 | >1E4 | >1E4 |>1E4 | >1E4 | >1E4 | NA
I, 1596 | >1E4 | 2197 | 2677 | 2155 | 650 | 2498 | >1E4 | 2080 | 8794 | 356 | 759.5 | 340 | >1E4 |>1E4| NA | NA | NA
o 2193 | NA | NA | >IE4 | >1E4 | 5209 | >1E4 | >1E4 | 3870 | >1E4 | 1798 | 9443 | 396.8 | 8565 |>1E4| NA | NA | 5839
(op) >IE4 | NA | NA | >1E4 | >1E4 | >I1E4 | >1E4 | >I1E4 | >1E4 | 9179 | 2702 | 3002 | 2917 | 9172 |>1E4| NA | NA | 206
DOR | >1g4 | NA | NA | >1E4 | >1E4 | Na NA | >1E4 | >I1E4 | >1E4 | >1E4 | >I1E4 | >1E4 | >1E4 |>1E4| NA | >1E4 | >1E4
KOR | >1g4 | >1E4 | >1E4 | >1E4 | >1E4 | >1E4 | >1E4 | >1E4 | >1E4 | >1E4 | >1E4 | >1E4 | >1E4 | >1E4 |>1E4 | NA | >1E4 | 2717
MOR | >1g4 | NA | >1E4 | >1E4 | >1E4 | NA NA | >1E4 | >I1E4 | >1E4 | >1E4 | >I1E4 | >IE4 | >1E4 |>1E4| NA | >1E4 | 4362
M, >IE4 | NA | >IE4 | >1E4 | >1E4 | >I1E4 | >1E4 | >1E4 | >I1E4 | >1E4 | >1E4 | >IE4 | >1E4 | 2720 |>1E4| NA | NA | >1E4
M, >1E4 | >I1E4 | >1E4 | >1E4 | >1E4 | >I1E4 | >1E4 | >1E4 | >IE4 | >1E4 | >1E4 | >I1E4 | >1E4 | 1989 |>1E4 | >IE4 | NA | >1E4
M3 1151 | NA | 1851 | >1E4 | 821 | >1E4 | >I1E4 | 25563 | 6922 | >1E4 | >1E4 | >1E4 | >I1E4 | 1428 | NA | NA | NA | >IE4
M, >IE4 | NA | 8245 | >1E4 | >1E4 | >I1E4 | >1E4 | >1E4 | >I1E4 | >1E4 | >IE4 | >I1E4 | >1E4 | 5777 | NA | NA | NA | NA
M; >1E4 | >I1E4 | 6330 | >1E4 | >1E4 | >I1E4 | >1E4 | 1725 | 1502 | >1E4 | >1E4 | >I1E4 | >1E4 | 2208 |>1E4 | >1E4 | NA | NA
H, 9120 | NA | >I1E4 | >1E4 | >1E4 | NA NA | >1E4 | >I1E4 | 4819 | 3583 | >1E4 | 1251 | 1757 |>1E4 | 1407 |1543.5| >1E4
H, >1E4 | >I1E4 | >1E4 | >1E4 | >1E4 | >IE4 | >1E4 | >1E4 | >I1E4 | >1E4 | >IE4 | >I1E4 | >1E4 | >1E4 |>1E4 | >IE4 | NA | NA
CB, >1E4 | >I1E4 | >1E4 | >1E4 | >1E4 | >IE4 | >1E4 | >1E4 | >IE4 | NA | >IE4 | >IE4 | >1E4 | >IE4 |>1E4| NA | NA | NA
CB, >1E4 | >IE4 | NA | >1E4 | >1E4 | >IE4 | >1E4 | >I1E4 | >I1E4 | >1E4 | >IE4 | >I1E4 | >1E4 | >IE4 |>1E4| NA | NA | NA
Ca+ >IE4 | NA | 1198 | >IE4 | NA | >IE4 | >1E4 | >1E4 | >I1E4 | >1E4 | >IE4 | >IE4 | >IE4 | NA | NA | NA | NA | NA
NMDA | >1g4 | NA | >I1E4 | >1E4 | >1E4 | NA NA | >1E4 | >I1E4 | >1E4 | >IE4 | >1E4 | >IE4 | >1E4 |>1E4| NA | >1E4 | 2001

Table S1: Raw binding affinity data (nm) for all compounds and binding sites. “NA* indicates
missing data. As described in the methods section, binding affinities were capped at 10.000 nM.

Table adapted from Ray (2010).
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87 | |2 | |8|B |ZBS|R |38 3R B |8 g |7 |3
5-HTia | 34 36 | 40 | 33 | 24| 40 03 | 25| 26 1.1 2.1 2.1 15 33 | 36| 40 | 09| 40
5-HTis | 30 40 | 40 | 40 | 20| 40 19 | 24 | 29 25 4.0 3.7 2.9 40 | 40 | 40 | 06 | 40
5-HTip | 28 40 | 40| 40 | 14| 20 08 | 19| 19 14 3.6 32 2.8 27 | 23| 40 |09 | 40
5-HTg | 32 40 |40 | 37 | 21| 27 26 | 28 | 26 35 4.0 4.0 34 30 [ 35| 40 | 20| Na
5-HTza | 14 40 | 40| 40 | 14| 34 33 | 16| 16 27 4.0 4.0 34 22 | 27| 28 | 11| 42
5-HT3m | 06 20 | 27| 29 | 11| 20 36 | 14| 08 18 2.6 22 1.6 25 | 11| 22 | 15| Na
5-HTyc | 16 38 | 40| 40 | 20| 25 27 | 20| 17 33 4.0 4.0 32 17 | 36| 36 | 15| 40
5-HTsa | 37 40 | 40| 40 | 40 | 28 24 | 40 | 40 3.0 4.0 4.0 3.6 40 | 40| 40 | 10| NA
5-HT¢ | 37 40 | 40 | 40 | 25| 27 16 | 35| 31 2.1 4.0 4.0 3.7 33 [ 39| 40 |08 | Na
5-HT; | 27 35 |40 | 40 |23 | 19 06 | 26 | 30 13 35 3.1 25 38 |32 ] 40 |08 | Na
D, 40 40 | 40| 40 | 40 | 24 19 | 40 | 40 40 40 40 40 40 | 40| 40 | 22| 40
D, 40 40 | 40| 40 | 35| 40 36 | 35| 34 40 40 40 40 40 | 40| 40 | 20| 40
Ds 2.9 40 | 40| 40 |39 | 40 27 | 31| 33 3.4 35 40 3.1 40 | 40| 40 | 14| 48
D, 40 40 | 40| 40 | 40| 40 35 | 40 | 40 3.8 40 40 33 40 | 40| 40 | 22| 40
Ds 40 40 | 40| 40 | 40| 40 40 | 40 | 40 40 40 40 40 40 | 40| 40 | 25| Na
aia 40 40 | 40 | 40 | 40| 32 40 | 40 | 40 40 40 40 2.9 40 | 35] 40 |31 | Na
B 40 40 | 40| 40 | 40| 30 40 | 40 | 40 40 40 40 26 40 | 40| 40 | 39| Na
ana 3.6 32 | 34| 40 | 25| 32 33 | 27| 29 22 4.0 4.0 2.7 19 | 28] 40 | 17| Na
sy 32 28 | 33| 40 | 28| 24 34 | 25| 30 32 35 3.7 25 25 | 29| 40 | Na| Na
Qs 2.8 24 | 31| 29 | 20| 24 27 | 20| 22 2.8 3.4 35 2.7 28 | 30| 40 | Na| Na
B 34 40 | 40 | 40 | 40 | 40 40 | 40 | 40 40 40 40 40 28 | 40 | 40 | 32| 40
B2 25 40 | 40 | 40 | 40 | 40 40 | 40 | 3.1 40 40 40 40 21 | 17| 40 | 35| Na
SERT | 39 40 | 40| 40 | 40| 36 33 | 40 | 40 38 3.1 34 22 28 | 40 | 40 | 40| 27
DAT 4.0 40 | 40 | 40 |40 | 40 40 | 40 | 40 40 40 40 32 40 | 40| 40 | 40| 33
NET 4.0 40 | 40 | 40 | 40 | 40 35 | 40 | 40 4.0 4.0 4.0 4.0 40 |40 | 40 |40 | NaA
I, 32 40 | 23| 34 | 33| 28 34 | 40 | 33 2.9 26 2.9 25 40 | 40| NA | NA| NA
o 33 NA | NA| 40 | 40| 37 40 | 40 | 36 40 33 40 26 39 | 40 | Na | Na| 38
lop) 40 NA | NA| 40 | 40| 40 40 | 40 | 40 3.0 3.4 35 35 40 | 40| NA | NA| 23
DOR 4.0 NA | NA| 40 | 40| NA | NA | 40 | 40 40 40 40 40 40 | 40| NA | 40 | 40
KOR 4.0 40 | 40| 40 |40 | 40 40 | 40 | 40 40 40 40 40 40 | 40| NA | 40 | 34
MOR | 40 NA | 40| 40 | 40| NA | NA | 40| 40 40 40 40 40 40 | 40| NA | 40| 36
M, 40 NA | 40| 40 | 40| 40 40 | 40 | 40 40 40 40 40 34 | 40 | NA | NA | 44
M, 40 40 | 40| 40 | 40| 40 40 | 40 | 40 40 40 40 40 33 | 40| 40 | NA | 46
M3 3.1 NA | 33| 40 | 29| 40 40 | 34| 28 40 40 40 40 32 | NA| NA | NA | 41
M, 40 NA | 39| 40 | 40| 40 40 | 40 | 40 40 40 40 40 28 | NA| Na | Na| Na
M; 40 40 | 38| 40 | 40| 40 40 | 32| 32 40 40 40 40 33 | 40 | 40 | Na| Na
H, 40 NA | 40| 40 [ 40| NA | NA | 40| 40 3.7 3.6 40 2.1 32 |40 | 31 | 32| 40
H, 40 40 | 40| 40 | 40 | 40 40 | 40 | 40 40 40 40 40 40 | 40| 40 | NA| NA
CB,; 40 40 | 40| 40 | 40| 40 40 | 40 | 40 NA 40 40 40 40 | 40| NA | NA| NA
CB, 40 40 | NA | 40 | 40| 40 40 | 40 | 40 40 40 40 40 40 | 40| NA | NA| NA
Ca+ 4.0 NA | 31| 40 | NA| 40 40 | 40 | 40 40 40 40 40 NA | NA| NA | NA| NA
NMDA | 40 NA | 40| 40 | 40| Na NA | 40 | 40 4.0 4.0 4.0 4.0 40 | 40 | NA | 40 | 33

Table S2: Normalized binding affinity data for all compounds and binding sites. Values represent
pKi = -log;o(K;) without inclusion of the minus sign, since it is present for all values. “NA*
indicates missing data. As described in the Methods section, normalized binding affinities were
capped at -4. Table adapted from Ray (2010).




