














Table S1. 37 small‐molecule libraries tested against FPR1 and FPR2. 

Number  Library  Samples  Compounds/mix Total  Name  Structure 

1  506  364  230  42,320  Alkylated 
triamine 

 

2  531  141  2,009 ‐2,499  102,459  Bicyclic 
guanidine 

 

3  882  125  1,681 – 1,763  72,283  C‐6‐
acylamino 
bicyclic 

guanidine 

4  886  95  48  4,560  Benzothiazep
ene 

NH2

O

S

N

O

R1

HN

R2

O

5  914  150  2,500  125,000  N‐acyl 
triamine 

6  923  240  216,000  12,960,000 L‐, D‐, 
unnatural 

Tetrapeptide 
 

 

7  924  240  216,000  12,960,000 L‐, D‐, 
unnatural 

Tetrapeptide 

8  1002  109  1,190 – 1,400  47,600  Urea‐linked 
bicyclic 

guanidine 

 



9  1169  110  1,092 ‐1,764  45,864  Bis‐cyclic 
guanidine 

 

10  1170  110  1,092 ‐1,764  45,864  Bis‐
diketopiperaz

ine 

11  1171  110  1,092 ‐1,764  45,864  Bis‐cyclic 
thiourea 

 

12  1172  110  1,092 ‐1,764  45,864  Bis‐
piperazine 

N

HN N

N

R1

R3

R2

13  1174  110  1,092 ‐1,764  45,864  N‐acylated 
Bis‐

piperazine 

 

14  1275  116  1,258 – 1,665  56,610  Dihydroimida
zolyl‐butyl‐

diketopiperaz
ine 

 



15  1276  116  1,258 – 1,665  56,610  Dihydroimida
zolyl‐butyl‐

cyclic 
thiourea 

16  1277  400  41  16,400  Guanidino 
hydantoin 

 

17  1295  107  1,224 – 1,332  45,288  Acylated 
cyclic 

guanidine 

18  1319  116  1,258 – 1,665  56,610  Dihydroimida
zolyl‐butyl‐
cyclic urea 

19  1324  116  1,258 – 1,665  56,610  Dihydroimida
zolyl‐methyl‐
diketopiperaz

ine 

20  1343  120   17,576 ‐ 28,392  738,192  Pyrrolidine 
pentamine  N

HN
H2N

R1

NH

R2

R3

H
N

R4

 

21  1344  120  17,576 ‐ 28,392  738,192  Pyrrolidine 
Bis‐

diketopiperaz
ine 

 

22  1345  120  17,576 ‐ 28,392  738,192  Pyrrolidine 
Bis‐

piperazine 

 



23  1346  120  17,576 ‐ 28,392  738,192  Pyrrolidine 
Bis‐cyclic 
guanidine 

N

N
N

R2

HN N

R1

HN NH

R4

R3

 

24  1347  120  17,576 ‐ 28,392  738,192  Pyrrolidine 
Bis‐cyclic 
thiourea 

 

25  1387  400  40  16,000  Trisubstituted 
triazinobenzi
midazoledion

es 
H2N

H
N

O

R1 O

N

N
R2

N

N

O

O

R3

26  1409  400  27  10,800  Triazinetrione

OH

O
N

R1

NO

R2

O

O

N
R3

27  1418  96  783 ‐1,160  31,320  N‐Methyl‐
1,4,5‐

trisubstituted
‐2,3‐

diketopiperaz
ine 

 

28  1419  96  783 ‐1,160  31,320  N‐Benzyl‐
1,4,5‐

trisubstited‐
2,3‐

diketopiperaz
ine   

29  1420  96  783 ‐1,160  31,320  N‐methylated 
1,3,4‐

trisubstituted 
piperazine 

30  1421  96  783 ‐1,160  31,320  N‐benzylated 
1,3,4‐

trisubstituted 
piperazine 

 



31  1422  96  783 ‐1,160  31,320  N‐
Methyltriami

ne 

32  1433  74  361 ‐ 684  12,996  Nitrosamine 

 

33  1455  174  3,364  195,112  L‐, D‐, 
unnatural 
Tripeptide 

34  1456  174  3,364  195,112  Tetramine 

 

35  1477  174  3,364  195,112  Platinum 
tetramine 

36  1481  135  1,872 – 2,304  89,856  Poly‐
phenylurea 

37  1509  319  42  13,398  2‐imino‐
1,3,5‐triazino 

[1,2‐a] 
benzimidazol

es 

O

R1
H2N

N

N
N

N
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O

N
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Table S2. Pyrrolidine bis-diketopiperazine positional scanning library (1344, library 21 in Figure 
1) and resulting functionalities at the four positions of diversity. 

 
 
 
 
 

Number  Building block Functionality 
1 27 53   Boc-L-Ala S-methyl 
2 28 54   Boc-L-Phe S-benzyl 
3 29 55   Boc-Gly Hydrogen 
4 30 56   Boc-L-Ile S-2-butyl 
5 31 57   Boc-L-Leu S-isobutyl 
6 32 58   Boc-L-Ser(Bzl) R-hydroxymethyl 
7 33 59   Boc-L-Thr(Bzl) (R,R)-1-hydroxyethyl 
8 34 60   Boc-L-Val S-isopropyl 
9 35 61   Boc-L-Tyr(BrZ) S-4-hydroxybenzyl 
10 36 62   Boc-D-Ala R-methyl 
11 37 63   Boc-D-Phe R-benzyl 
12 38 64   Boc-D-Ile R-2-butyl 
13 39 65   Boc-D-Leu R-isobutyl 
14 40 66   Boc-D-Ser(Bzl) S-hydroxymethyl 
15 41 67   Boc-D-Thr(Bzl) (S,S)-1-hydroxyethyl 
16 42 68   Boc-D-Val R-isopropyl 
17 43 69   Boc-D-Tyr(BrZ) R-4-hydroxybenzyl 
18 44 70   Boc-L-Phenylglycine S-phenyl 
19 45 71   Boc-L-Norvaline S-propyl 
20 46 72   Boc-D-Norvaline R-propyl 
21 47 73   Boc-L-Norleucine S-butyl 
22 48 74   Boc-D-Norleucine R-butyl 
23 49 75   Boc-L-Naphthylalanine S-2-naphthylmethyl 
24 50 76   Boc-D-Naphthylalanine R-2-naphthylmethyl 
25 51 77   Boc-L-Cyclohexylalanine S-cyclohexyl 
26 52 78   Boc-D-Cyclohexylalanine R-cyclohexyl 
      79  1-Phenyl-1-cyclopropanecarboxylic acid (1-Phenyl-cyclopropyl)-methyl 
      80  2-Phenylbutyric acid 2-Phenylbutyl 
      81  3-Phenylbutyric acid 3-Phenylbutyl 
      82 m-Tolylacetic acid m-tolylethyl 
      83  3-Fluorophenylacetic acid 2-(3-Fluoro-phenyl)-ethyl 
      84  3-Bromophenylacetic acid 2-(3-Bromo-phenyl)-ethyl 
      85 ,,-Trifluoro-m-Tolyl) acetic acid 2-(3-Trifluoromethyl-phenyl)-ethyl 
      86 p-Tolylacetic acid p-tolylethyl 
      87  4-Fluorophenylacetic acid 2-(4-Fluoro-phenyl)-ethyl 
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Sublibrary 1: R1 defined for samples 1-26 (28,392 compounds each). Sublibrary 2: R2 defined 
for samples 27-52 (28,392 compounds each).  Sublibrary 3: R3 defined for samples 53-78 
(28,392 compounds each).  Sublibrary 4: R4 defined for samples 79-120 (17,576 compounds 
each). 
 

      88  3-Methoxyphenylacetic acid 2-(3-Methoxy-phenyl)-ethyl 
      89  4-Bromophenylacetic acid 2-(4-Bromo-phenyl)-ethyl 
      90  4-Methoxyphenylacetic acid 2-(4-Methoxy-phenyl)-ethyl 
      91  4-Ethoxyphenylacetic acid 2-(4-Ethoxy-phenyl)-ethyl 
      92  4-Isobutyl-alpha-Methylphenylacetic acid 2-(4-Isobutyl-phenyl)-propyl 
      93  3,4-Dichlorophenylacetic acid 3,4-Dichlorophenethyl 

      
94  3,5-Bis(Trifluoromethyl)-Phenylacetic acid 2-(3,5-bis-trifluoromethyl-phenyl)-

ethyl 
      95  3-(3,4-Dimethoxyphenyl)-Propionic acid 3-(3,4-Dimethoxy-phenyl)-propyl 
      96 Phenylacetic acid Phenethyl 
      97  3,4,5-Trimethoxybenzoic acid 3,4,5-Trimethoxy-benzyl 
      98 Butyric acid Butyl 
      99 Heptanoic acid Heptyl 
      100 Isobutyric acid Isobutyl 
      101 2-Methylbutyric acid 2-Methylbutyl 
      102 Isovaleric acid 3-Methylbutyl 
      103  3-Methylvaleric acid 3-Methylpentyl 
      104  4-Methylvaleric acid 4-Methylpentyl 
      105 p-Toluic acid 4-Methyl-benzyl 
      106 Cyclopentanecarboxylic acid Cyclopentyl-methyl 
      107 Cyclohexanecarboxylic acid Cyclohexyl-methyl 
   108 Cyclohexylacetic acid Cyclohexyl-ethyl 
   109 Cyclohexanebutyric acid Cyclohexyl-butyl 
   110 Cycloheptanecarboxylic acid Cycloheptyl-methyl 
   111 2-Methylcyclopropanecarboxylic acid (2-Methyl-cyclopropyl)-methyl 
   112 Cyclobutanecarboxylic acid Cyclobutyl-methyl 
   113 3-Cyclopentylpropionic acid 3-Cyclopentyl-propyl 
   114 Cyclohexanepropionic acid Cyclohexyl-propyl 
   115 4-Methyl-1-Cyclohexanecarboxylic acid 4-Methyl-1-cyclohexyl-methyl 
   116 4-tert-Butyl-Cyclohexanecarboxylic acid 4-tert-butyl-cyclohexyl-methyl 
   117  4-Biphenylacetic acid 2-Biphenyl-4-yl-ethyl 
   118 1-Adamantanecarboxylic acid Adamantan-1-yl-methyl 
   119 1-Adamantaneacetic acid 2-Adamantan-1-yl-ethyl 
   120 2-Norbornaneacetic acid 2-Bicyclo[2.2.1]hept-2-yl-ethyl 



Table S3. Analytical information for compounds shown in Table 2. 

Compund  Molecular weight  Molecular weight found  % Peak area at 254nm 

a: 1754‐113  697.86  698  35:65 a 

b: 1754‐56  721.93  722  99 

c: 1754‐26  707.9  708  99 

d: 1754‐20  771.94  772  99 

e: 1754‐19  687.87  688  99 

f: 1754‐31  721.93  722  99 

g: 1754‐49  721.93  722  99 

h: 1753‐103  662.86  663  99 
a Compound 1754‐113 contains a racemic mixture at the R3 position with a ratio of 35:65. 



Dataset S1. Structure and activity information for 106 individual compounds derived from library 21:1344

Compound # R1 Functionality R2 Functionality R3 Functionality R4 Functionality FPR1 Ki, nM FPR2 Ki, nM

1754‐1 R‐2‐naphthylmethyl R‐4‐hydroxybenzyl R‐benzyl 4‐methyl‐1‐cyclohexyl‐methyl >10,000 >10,000

1754‐2 R‐2‐naphthylmethyl R‐4‐hydroxybenzyl R‐4‐hydroxybenzyl cyclohexyl‐propyl >10,000 >10,000

1754‐3 R‐2‐naphthylmethyl R‐4‐hydroxybenzyl R‐butyl 4‐methyl‐1‐cyclohexyl‐methyl 4,078 >10,000

1754‐4 R‐2‐naphthylmethyl R‐2‐naphthylmethyl R‐benzyl cyclohexyl‐methyl >10,000 >10,000

1754‐5 R‐2‐naphthylmethyl R‐2‐naphthylmethyl R‐benzyl 4‐methyl‐1‐cyclohexyl‐methyl >10,000 >10,000

1754‐6 R‐2‐naphthylmethyl R‐2‐naphthylmethyl R‐4‐hydroxybenzyl cyclohexyl‐methyl >10,000 >10,000

1754‐7 R‐2‐naphthylmethyl R‐2‐naphthylmethyl R‐4‐hydroxybenzyl cyclohexyl‐propyl >10,000 >10,000

1754‐8 R‐2‐naphthylmethyl R‐2‐naphthylmethyl R‐butyl cyclohexyl‐methyl >10,000 >10,000

1754‐10 S‐propyl R‐2‐naphthylmethyl R‐butyl 4‐methyl‐1‐cyclohexyl‐methyl >10,000 135

1754‐11 S‐isopropyl R‐2‐naphthylmethyl R‐propyl cyclopently‐methyl >10,000 9

1754‐12 S‐isopropyl R‐2‐naphthylmethyl R‐butyl cycloheptyl‐methyl 2,667 12

1754‐13 S‐isopropyl R‐2‐naphthylmethyl R‐butyl cyclobutyl‐methyl 1,438 6

1754‐14 S‐isopropyl R‐cyclohexyl R‐4‐hydroxybenzyl 3‐methylpentyl >10,000 505

1754‐15 S‐isopropyl R‐cyclohexyl R‐4‐hydroxybenzyl cyclopently‐methyl >10,000 183

1754‐16 S‐isopropyl R‐cyclohexyl R‐4‐hydroxybenzyl cyclohexyl‐methyl >10,000 69

1754‐17 S‐isopropyl R‐4‐hydroxybenzyl R‐benzyl cyclohexyl‐methyl 753 10

1754‐18 S‐isopropyl R‐4‐hydroxybenzyl R‐benzyl 2‐Biphenyl‐4‐yl‐ethyl 355 21

1754‐19 S‐isopropyl R‐4‐hydroxybenzyl R‐4‐hydroxybenzyl cyclohexyl‐methyl 3,368 6

1754‐20 S‐isopropyl R‐4‐hydroxybenzyl R‐4‐hydroxybenzyl 2‐Biphenyl‐4‐yl‐ethyl >10,000 15

1754‐21 S‐isopropyl R‐4‐hydroxybenzyl R‐butyl cyclohexyl‐methyl 951 5

1754‐22 S‐isopropyl R‐4‐hydroxybenzyl R‐butyl 2‐Biphenyl‐4‐yl‐ethyl >10,000 31

1754‐23 S‐isopropyl R‐propyl R‐benzyl cyclohexyl‐methyl 1,053 1,500

1754‐24 S‐isopropyl R‐propyl R‐benzyl 2‐Biphenyl‐4‐yl‐ethyl 330 229

1754‐25 S‐isopropyl R‐propyl R‐4‐hydroxybenzyl cyclohexyl‐methyl 721 2,400

1754‐26 S‐isopropyl R‐propyl R‐4‐hydroxybenzyl 2‐Biphenyl‐4‐yl‐ethyl 46 70

1754‐27 S‐isopropyl R‐propyl R‐butyl cyclohexyl‐methyl 758 602

1754‐28 S‐isopropyl R‐propyl R‐butyl 2‐Biphenyl‐4‐yl‐ethyl 279 58

1754‐29 S‐isopropyl R‐2‐naphthylmethyl R‐benzyl cyclohexyl‐methyl 754 8

1754‐30 S‐isopropyl R‐2‐naphthylmethyl R‐benzyl 2‐Biphenyl‐4‐yl‐ethyl >10,000 51

1754‐31 S‐isopropyl R‐2‐naphthylmethyl R‐4‐hydroxybenzyl cyclohexyl‐methyl >10,000 1

1754‐32 S‐isopropyl R‐2‐naphthylmethyl R‐4‐hydroxybenzyl 2‐Biphenyl‐4‐yl‐ethyl >10,000 21

1754‐33 S‐isopropyl R‐2‐naphthylmethyl R‐butyl cyclohexyl‐methyl 260 1

1754‐34 S‐isopropyl R‐2‐naphthylmethyl R‐butyl 2‐Biphenyl‐4‐yl‐ethyl 664 11

1754‐35 S‐propyl R‐4‐hydroxybenzyl R‐benzyl cyclohexyl‐methyl 385 98

1754‐36 S‐propyl R‐4‐hydroxybenzyl R‐benzyl 2‐Biphenyl‐4‐yl‐ethyl 1,123 175

1754‐37 S‐propyl R‐4‐hydroxybenzyl R‐4‐hydroxybenzyl cyclohexyl‐methyl 436 105

1754‐38 S‐propyl R‐4‐hydroxybenzyl R‐4‐hydroxybenzyl 2‐Biphenyl‐4‐yl‐ethyl 1,792 98

1754‐39 S‐propyl R‐4‐hydroxybenzyl R‐butyl cyclohexyl‐methyl 1,336 163

1754‐40 S‐propyl R‐4‐hydroxybenzyl R‐butyl 2‐Biphenyl‐4‐yl‐ethyl 877 265

1754‐41 S‐propyl R‐propyl R‐benzyl cyclohexyl‐methyl 228 >10,000

1754‐42 S‐propyl R‐propyl R‐benzyl 2‐Biphenyl‐4‐yl‐ethyl 63 591

1754‐43 S‐propyl R‐propyl R‐4‐hydroxybenzyl cyclohexyl‐methyl 90 >10,000

1754‐44 S‐propyl R‐propyl R‐4‐hydroxybenzyl 2‐Biphenyl‐4‐yl‐ethyl 2 162

1754‐45 S‐propyl R‐propyl R‐butyl cyclohexyl‐methyl 966 5,997

1754‐46 S‐propyl R‐propyl R‐butyl 2‐Biphenyl‐4‐yl‐ethyl 473 410

1754‐47 S‐propyl R‐2‐naphthylmethyl R‐benzyl cyclohexyl‐methyl 1,373 74

1754‐48 S‐propyl R‐2‐naphthylmethyl R‐benzyl 2‐Biphenyl‐4‐yl‐ethyl >10,000 512

1754‐49 S‐propyl R‐2‐naphthylmethyl R‐4‐hydroxybenzyl cyclohexyl‐methyl 2,322 33

1754‐50 S‐propyl R‐2‐naphthylmethyl R‐4‐hydroxybenzyl 2‐Biphenyl‐4‐yl‐ethyl >10,000 445

1754‐51 S‐propyl R‐2‐naphthylmethyl R‐butyl cyclohexyl‐methyl 3,492 44

1754‐52 S‐propyl R‐2‐naphthylmethyl R‐butyl 2‐Biphenyl‐4‐yl‐ethyl >10,000 454

1754‐56 S‐butyl R‐propyl R‐4‐hydroxybenzyl 2‐Biphenyl‐4‐yl‐ethyl 2 1,321

1754‐57 S‐benzyl S‐hydroxymethyl R,S‐phenyl 4‐methyl‐1‐cyclohexyl‐methyl 2,964 >10,000

1754‐59 S‐butyl S‐hydroxymethyl S‐2‐butyl 4‐methyl‐1‐cyclohexyl‐methyl >10,000 >10,000

1754‐60 S‐butyl S‐hydroxymethyl S‐cyclohexyl 4‐methyl‐1‐cyclohexyl‐methyl >10,000 >10,000

1754‐61 S‐butyl R‐propyl S‐cyclohexyl 4‐methyl‐1‐cyclohexyl‐methyl 411 8,519

1754‐64 S‐butyl S‐hydroxymethyl S‐2‐butyl cyclohexyl‐methyl >10,000 >10,000

1754‐65 S‐butyl S‐hydroxymethyl S‐2‐butyl 4‐tert‐butyl‐cyclohexyl‐methyl 1,847 >10,000

1754‐67 S‐butyl R‐propyl S‐cyclohexyl cyclobutyl‐methyl 773 >10,000

1754‐68 S‐butyl R‐butyl S‐cyclohexyl cyclohexyl‐methyl 2,336 >10,000

1754‐69 S‐propyl S‐hydroxymethyl R,S‐phenyl cyclohexyl‐methyl 1,953 >10,000

1754‐70 S‐propyl S‐hydroxymethyl R,S‐phenyl 4‐methyl‐1‐cyclohexyl‐methyl 2,232 >10,000

1754‐71 S‐propyl S‐hydroxymethyl R,S‐phenyl 2‐Biphenyl‐4‐yl‐ethyl 1,265 3,799

1754‐75 S‐butyl S‐hydroxymethyl R,S‐phenyl cyclohexyl‐methyl 5,493 >10,000

1754‐76 S‐butyl S‐hydroxymethyl R,S‐phenyl 4‐methyl‐1‐cyclohexyl‐methyl 3,192 >10,000

1754‐77 S‐butyl S‐hydroxymethyl R,S‐phenyl 2‐Biphenyl‐4‐yl‐ethyl 1,504 >10,000

1754‐78 S‐butyl S‐hydroxymethyl S‐cyclohexyl 2‐Biphenyl‐4‐yl‐ethyl 797 >10,000

1754‐79 S‐propyl S‐benzyl R,S‐phenyl cyclohexyl‐methyl 872 >10,000

1754‐80 S‐propyl S‐benzyl R,S‐phenyl 4‐methyl‐1‐cyclohexyl‐methyl 583 >10,000

1754‐81 S‐propyl S‐benzyl R,S‐phenyl 2‐Biphenyl‐4‐yl‐ethyl 121 >10,000

1754‐82 S‐propyl S‐benzyl S‐cyclohexyl cyclohexyl‐methyl 560 >10,000

1754‐83 S‐propyl S‐benzyl S‐cyclohexyl 4‐methyl‐1‐cyclohexyl‐methyl 410 >10,000

1754‐84 S‐propyl S‐benzyl S‐cyclohexyl 2‐Biphenyl‐4‐yl‐ethyl 2,019 >10,000

1754‐85 S‐propyl S‐isobutyl R,S‐phenyl cyclohexyl‐methyl 6,139 3,262

1754‐86 S‐propyl S‐isobutyl R,S‐phenyl 4‐methyl‐1‐cyclohexyl‐methyl 3,641 5,861

1754‐87 S‐propyl S‐isobutyl R,S‐phenyl 2‐Biphenyl‐4‐yl‐ethyl 663 >10,000

1754‐88 S‐propyl S‐isobutyl S‐cyclohexyl cyclohexyl‐methyl 145 >10,000

1754‐89 S‐propyl S‐isobutyl S‐cyclohexyl 4‐methyl‐1‐cyclohexyl‐methyl 463 >10,000

1754‐90 S‐propyl S‐isobutyl S‐cyclohexyl 2‐Biphenyl‐4‐yl‐ethyl 1,133 >10,000

1754‐91 S‐butyl S‐benzyl R,S‐phenyl cyclohexyl‐methyl 470 >10,000

1754‐93 S‐butyl S‐benzyl R,S‐phenyl 2‐Biphenyl‐4‐yl‐ethyl 52 >10,000

1754‐94 S‐butyl S‐benzyl S‐cyclohexyl cyclohexyl‐methyl 375 >10,000

1754‐95 S‐butyl S‐benzyl S‐cyclohexyl 4‐methyl‐1‐cyclohexyl‐methyl 217 >10,000

1754‐96 S‐butyl S‐benzyl S‐cyclohexyl 2‐Biphenyl‐4‐yl‐ethyl 595 >10,000

All compounds were analyzed by LCMS.  In all cases the LCMS data identified the desired compound as the major product; the MW found for the major product is reported in the table.  55 of the 106 compounds 

were tested in the duplex assay as crude material,  while the remaining 51 compounds underwent RP‐HPLC purification prior to obtaining their reported activity values.  It should be noted that all “Pure” compounds 

were initially screened as “Crude” and the values reported for purified compounds did not deviate significantly from their activity levels when tested as crude.  We therefore consider the activity values reported for 

the 56 “Crude” compounds to be accurate.



Compound # R1 Functionality R2 Functionality R3 Functionality R4 Functionality FPR1 Ki, nM FPR2 Ki, nM

1754‐97 S‐butyl S‐isobutyl R,S‐phenyl cyclohexyl‐methyl >10,000 2,569

1754‐98 S‐butyl S‐isobutyl R,S‐phenyl 4‐methyl‐1‐cyclohexyl‐methyl 1,684 >10,000

1754‐99 S‐butyl S‐isobutyl R,S‐phenyl 2‐Biphenyl‐4‐yl‐ethyl 592 >10,000

1754‐100 S‐butyl S‐isobutyl S‐cyclohexyl cyclohexyl‐methyl 173 >10,000

1754‐101 S‐butyl S‐isobutyl S‐cyclohexyl 4‐methyl‐1‐cyclohexyl‐methyl 511 >10,000

1754‐102 S‐butyl S‐isobutyl S‐cyclohexyl 2‐Biphenyl‐4‐yl‐ethyl 677 >10,000

1754‐103 S‐benzyl S‐benzyl R,S‐phenyl 2‐(3‐methoxy‐phenyl)‐ethyl 15 >10,000

1754‐104 S‐benzyl S‐benzyl R,S‐phenyl 2‐(4‐Isobutyl‐phenyl)‐propyl 7 >10,000

1754‐105 S‐benzyl S‐benzyl R,S‐phenyl 2‐Biphenyl‐4‐yl‐ethyl 12 >10,000

1754‐106 S‐butyl S‐benzyl S‐2‐butyl 2‐(3‐methoxy‐phenyl)‐ethyl 84 3,863

1754‐107 S‐butyl S‐benzyl R,S‐phenyl m‐tolylethyl 20 >10,000

1754‐108 S‐butyl S‐benzyl R,S‐phenyl p‐tolylethyl 37 >10,000

1754‐109 S‐butyl S‐benzyl R,S‐phenyl 2‐(3‐methoxy‐phenyl)‐ethyl 16 >10,000

1754‐110 S‐butyl S‐benzyl R,S‐phenyl 2‐(4‐methoxy‐phenyl)‐ethyl 14 >10,000

1754‐111 S‐butyl S‐benzyl R,S‐phenyl 2‐(4‐ethoxy‐phenyl)‐ethyl 73 >10,000

1754‐113 S‐benzyl S‐benzyl R,S‐phenyl phenethyl 3 >10,000

1754‐114 S‐benzyl S‐benzyl S‐benzyl 3‐(3 4‐dimethoxy‐phenyl)‐propyl 491 >10,000

1754‐115 S‐benzyl S‐benzyl S‐propyl phenethyl 9 >10,000

1754‐116 S‐benzyl S‐benzyl S‐2‐butyl phenethyl 77 >10,000

1858‐480 S‐butyl R‐propyl R‐4‐hydroxybenzyl 4‐methyl‐1‐cyclohexyl‐methyl >10,000 >10,000

1858‐482 S‐butyl R‐propyl R‐4‐hydroxybenzyl cyclohexyl‐methyl 28 >10,000

1858‐483 S‐propyl R‐propyl R‐4‐hydroxybenzyl 4‐methyl‐1‐cyclohexyl‐methyl >10,000 >10,000



Compound # Molecular Weight Molecular Weight Found Compound grade

1754‐1 784 784 Pure

1754‐2 814 814 Pure

1754‐3 750 750 Pure

1754‐4 804 804 Pure

1754‐5 818 818 Pure

1754‐6 820 820 Pure

1754‐7 848 848 Pure

1754‐8 770 771 Pure

1754‐10 686 686 Pure

1754‐11 644 644 Pure

1754‐12 686 686 Pure

1754‐13 644 644 Pure

1754‐14 666 666 Pure

1754‐15 664 664 Pure

1754‐16 678 678 Pure

1754‐17 672 673 Pure

1754‐18 756 757 Pure

1754‐19 688 688 Pure

1754‐20 772 772 Pure

1754‐21 638 638 Pure

1754‐22 722 722 Pure

1754‐23 608 608 Crude

1754‐24 692 692 Crude

1754‐25 624 624 Crude

1754‐26 708 708 Pure

1754‐27 574 574 Pure

1754‐28 658 658 Crude

1754‐29 706 706 Pure

1754‐30 790 790 Pure

1754‐31 722 722 Pure

1754‐32 806 806 Pure

1754‐33 672 672 Pure

1754‐34 756 756 Pure

1754‐35 672 672 Crude

1754‐36 756 756 Crude

1754‐37 688 688 Crude

1754‐38 772 772 Crude

1754‐39 638 638 Crude

1754‐40 722 722 Crude

1754‐41 608 608 Crude

1754‐42 692 695 Crude

1754‐43 624 624 Pure

1754‐44 708 708 Pure

1754‐45 574 574 Crude

1754‐46 658 658 Crude

1754‐47 706 706 Crude

1754‐48 790 790 Crude

1754‐49 722 722 Crude

1754‐50 806 806 Crude

1754‐51 672 672 Crude

1754‐52 756 756 Crude

1754‐56 722 722 Pure

1754‐57 644 644 Pure

1754‐59 590 590 Pure

1754‐60 630 630 Pure

1754‐61 642 642 Pure

1754‐64 576 576 Crude

1754‐65 632 632 Crude

1754‐67 600 600 Crude

1754‐68 642 642 Crude

1754‐69 582 582 Crude

1754‐70 596 596 Crude

1754‐71 666 666 Crude

1754‐75 596 596 Crude

1754‐76 610 610 Crude

1754‐77 680 680 Crude

1754‐78 700 700 Crude

1754‐79 642 642 Crude

1754‐80 656 656 Crude

1754‐81 726 726 Crude

1754‐82 662 662 Crude

1754‐83 676 676 Crude

1754‐84 746 746 Crude

1754‐85 608 608 Crude

1754‐86 622 622 Crude

1754‐87 692 692 Crude

1754‐88 628 628 Crude

1754‐89 642 642 Crude

1754‐90 712 712 Crude

1754‐91 656 656 Crude

1754‐93 740 740 Pure

1754‐94 676 676 Crude

1754‐95 690 690 Crude

1754‐96 760 760 Crude

1754‐97 622 622 Crude

1754‐98 636 636 Crude



Compound # Molecular Weight Molecular Weight Found Compound grade

1754‐99 706 706 Crude

1754‐100 642 642 Crude

1754‐101 656 656 Pure

1754‐102 726 726 Crude

1754‐103 728 728 Crude

1754‐104 768 768 Pure

1754‐105 774 774 Pure

1754‐106 674 674 Pure

1754‐107 678 678 Pure

1754‐108 678 678 Crude

1754‐109 694 694 Pure

1754‐110 694 694 Pure

1754‐111 708 708 Pure

1754‐113 698 698 Pure

1754‐114 786 786 Crude

1754‐115 664 664 Pure

1754‐116 678 678 Pure

1858‐480 652 652 Pure

1858‐482 638 638 Pure

1858‐483 638 638 Pure



Compound # SMILES

1754‐1 Oc1ccc(cc1)C[C@@H](N1C[C@H](N(CC2CCC(CC2)C)C(=O)C1=O)Cc1ccccc1)CN1CCC[C@H]1CN1[C@@H](CNC(=O)C1=O)Cc1cc2c(cc1)cccc2

1754‐2 Oc1ccc(cc1)C[C@H]1N(CCCC2CCCCC2)C(=O)C(=O)N(C1)[C@H](Cc1ccc(O)cc1)CN1CCC[C@H]1CN1[C@@H](CNC(=O)C1=O)Cc1cc2c(cc1)cccc2

1754‐3 Oc1ccc(cc1)C[C@@H](N1C[C@H](N(CC2CCC(CC2)C)C(=O)C1=O)CCCC)CN1CCC[C@H]1CN1[C@@H](CNC(=O)C1=O)Cc1cc2c(cc1)cccc2

1754‐4 O=C1N(CC2CCCCC2)[C@@H](CN([C@H](Cc2cc3c(cc2)cccc3)CN2CCC[C@H]2CN2[C@@H](CNC(=O)C2=O)Cc2cc3c(cc2)cccc3)C1=O)Cc1ccccc1

1754‐5 O=C1N(CC2CCC(CC2)C)[C@@H](CN([C@H](Cc2cc3c(cc2)cccc3)CN2CCC[C@H]2CN2[C@@H](CNC(=O)C2=O)Cc2cc3c(cc2)cccc3)C1=O)Cc1ccccc1

1754‐6 Oc1ccc(cc1)C[C@H]1N(CC2CCCCC2)C(=O)C(=O)N(C1)[C@H](Cc1cc2c(cc1)cccc2)CN1CCC[C@H]1CN1[C@@H](CNC(=O)C1=O)Cc1cc2c(cc1)cccc2

1754‐7 Oc1ccc(cc1)C[C@H]1N(CCCC2CCCCC2)C(=O)C(=O)N(C1)[C@H](Cc1cc2c(cc1)cccc2)CN1CCC[C@H]1CN1[C@@H](CNC(=O)C1=O)Cc1cc2c(cc1)cccc2

1754‐8 O=C1N(CC2CCCCC2)[C@@H](CN([C@H](Cc2cc3c(cc2)cccc3)CN2CCC[C@H]2CN2[C@@H](CNC(=O)C2=O)Cc2cc3c(cc2)cccc3)C1=O)CCCC

1754‐10 O=C1N(CC2CCC(CC2)C)[C@@H](CN([C@H](Cc2cc3c(cc2)cccc3)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)CCC)C1=O)CCCC

1754‐11 O=C1N(CC2CCCC2)[C@@H](CN([C@H](Cc2cc3c(cc2)cccc3)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)C(C)C)C1=O)CCC

1754‐12 O=C1N(CC2CCCCCC2)[C@@H](CN([C@H](Cc2cc3c(cc2)cccc3)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)C(C)C)C1=O)CCCC

1754‐13 O=C1N(CC2CCC2)[C@@H](CN([C@H](Cc2cc3c(cc2)cccc3)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)C(C)C)C1=O)CCCC

1754‐14 Oc1ccc(cc1)C[C@H]1N(CCC(CC)C)C(=O)C(=O)N(C1)[C@H](CC1CCCCC1)CN1CCC[C@H]1CN1C(=O)C(=O)NCC1C(C)C

1754‐15 Oc1ccc(cc1)C[C@H]1N(CC2CCCC2)C(=O)C(=O)N(C1)[C@H](CC1CCCCC1)CN1CCC[C@H]1CN1[C@H](CNC(=O)C1=O)C(C)C

1754‐16 Oc1ccc(cc1)C[C@H]1N(CC2CCCCC2)C(=O)C(=O)N(C1)[C@H](CC1CCCCC1)CN1CCC[C@H]1CN1[C@H](CNC(=O)C1=O)CCC

1754‐17 Oc1ccc(cc1)C[C@@H](N1C[C@H](N(CC2CCCCC2)C(=O)C1=O)Cc1ccccc1)CN1CCC[C@H]1CN1[C@H](CNC(=O)C1=O)C(C)C

1754‐18 Oc1ccc(cc1)C[C@@H](N1C[C@H](N(CCc2ccc(cc2)‐c2ccccc2)C(=O)C1=O)Cc1ccccc1)CN1CCC[C@H]1CN1[C@H](CNC(=O)C1=O)C(C)C

1754‐19 Oc1ccc(cc1)C[C@H]1N(CC2CCCCC2)C(=O)C(=O)N(C1)[C@H](Cc1ccc(O)cc1)CN1CCC[C@H]1CN1[C@H](CNC(=O)C1=O)C(C)C

1754‐20 Oc1ccc(cc1)C[C@H]1N(CCc2ccc(cc2)‐c2ccccc2)C(=O)C(=O)N(C1)[C@H](Cc1ccc(O)cc1)CN1CCC[C@H]1CN1[C@H](CNC(=O)C1=O)C(C)C

1754‐21 Oc1ccc(cc1)C[C@@H](N1C[C@H](N(CC2CCCCC2)C(=O)C1=O)CCCC)CN1CCC[C@H]1CN1[C@H](CNC(=O)C1=O)C(C)C

1754‐22 Oc1ccc(cc1)C[C@@H](N1C[C@H](N(CCc2ccc(cc2)‐c2ccccc2)C(=O)C1=O)CCCC)CN1CCC[C@H]1CN1[C@H](CNC(=O)C1=O)C(C)C

1754‐23 O=C1N(CC2CCCCC2)[C@@H](CN([C@H](CCC)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)C(C)C)C1=O)Cc1ccccc1

1754‐24 O=C1N(CCc2ccc(cc2)‐c2ccccc2)[C@@H](CN([C@H](CCC)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)C(C)C)C1=O)Cc1ccccc1

1754‐25 Oc1ccc(cc1)C[C@H]1N(CC2CCCCC2)C(=O)C(=O)N(C1)[C@H](CCC)CN1CCC[C@H]1CN1[C@H](CNC(=O)C1=O)C(C)C

1754‐26 Oc1ccc(cc1)C[C@H]1N(CCc2ccc(cc2)‐c2ccccc2)C(=O)C(=O)N(C1)[C@H](CCC)CN1CCC[C@H]1CN1[C@H](CNC(=O)C1=O)C(C)C

1754‐27 O=C1N(CC2CCCCC2)[C@@H](CN([C@H](CCC)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)C(C)C)C1=O)CCCC

1754‐28 O=C1N(CCc2ccc(cc2)‐c2ccccc2)[C@@H](CN([C@H](CCC)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)C(C)C)C1=O)CCCC

1754‐29 O=C1N(CC2CCCCC2)[C@@H](CN([C@H](Cc2cc3c(cc2)cccc3)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)C(C)C)C1=O)Cc1ccccc1

1754‐30 O=C1N(CCc2ccc(cc2)‐c2ccccc2)[C@@H](CN([C@H](Cc2cc3c(cc2)cccc3)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)C(C)C)C1=O)Cc1ccccc1

1754‐31 Oc1ccc(cc1)C[C@H]1N(CC2CCCCC2)C(=O)C(=O)N(C1)[C@H](Cc1cc2c(cc1)cccc2)CN1CCC[C@H]1CN1[C@H](CNC(=O)C1=O)C(C)C

1754‐32 Oc1ccc(cc1)C[C@H]1N(CCc2ccc(cc2)‐c2ccccc2)C(=O)C(=O)N(C1)[C@H](Cc1cc2c(cc1)cccc2)CN1CCC[C@H]1CN1[C@H](CNC(=O)C1=O)C(C)C

1754‐33 O=C1N(CC2CCCCC2)[C@@H](CN([C@H](Cc2cc3c(cc2)cccc3)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)C(C)C)C1=O)CCCC

1754‐34 O=C1N(CCc2ccc(cc2)‐c2ccccc2)[C@@H](CN([C@H](Cc2cc3c(cc2)cccc3)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)C(C)C)C1=O)CCCC

1754‐35 Oc1ccc(cc1)C[C@@H](N1C[C@H](N(CC2CCCCC2)C(=O)C1=O)Cc1ccccc1)CN1CCC[C@H]1CN1[C@H](CNC(=O)C1=O)CCC

1754‐36 Oc1ccc(cc1)C[C@@H](N1C[C@H](N(CCc2ccc(cc2)‐c2ccccc2)C(=O)C1=O)Cc1ccccc1)CN1CCC[C@H]1CN1[C@H](CNC(=O)C1=O)CCC

1754‐37 Oc1ccc(cc1)C[C@H]1N(CC2CCCCC2)C(=O)C(=O)N(C1)[C@H](Cc1ccc(O)cc1)CN1CCC[C@H]1CN1[C@H](CNC(=O)C1=O)CCC

1754‐38 Oc1ccc(cc1)C[C@H]1N(CCc2ccc(cc2)‐c2ccccc2)C(=O)C(=O)N(C1)[C@H](Cc1ccc(O)cc1)CN1CCC[C@H]1CN1[C@H](CNC(=O)C1=O)CCC

1754‐39 Oc1ccc(cc1)C[C@@H](N1C[C@H](N(CC2CCCCC2)C(=O)C1=O)CCCC)CN1CCC[C@H]1CN1[C@H](CNC(=O)C1=O)CCC

1754‐40 Oc1ccc(cc1)C[C@@H](N1C[C@H](N(CCc2ccc(cc2)‐c2ccccc2)C(=O)C1=O)CCCC)CN1CCC[C@H]1CN1[C@H](CNC(=O)C1=O)CCC

1754‐41 O=C1N(CC2CCCCC2)[C@@H](CN([C@H](CCC)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)CCC)C1=O)Cc1ccccc1

1754‐42 O=C1N(CCc2ccc(cc2)‐c2ccccc2)[C@@H](CN([C@H](CCC)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)CCC)C1=O)Cc1ccccc1

1754‐43 Oc1ccc(cc1)C[C@H]1N(CC2CCCCC2)C(=O)C(=O)N(C1)[C@H](CCC)CN1CCC[C@H]1CN1[C@H](CNC(=O)C1=O)CCC

1754‐44 Oc1ccc(cc1)C[C@H]1N(CCc2ccc(cc2)‐c2ccccc2)C(=O)C(=O)N(C1)[C@H](CCC)CN1CCC[C@H]1CN1[C@H](CNC(=O)C1=O)CCC

1754‐45 O=C1N(CC2CCCCC2)[C@@H](CN([C@H](CCC)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)CCC)C1=O)CCCC

1754‐46 O=C1N(CCc2ccc(cc2)‐c2ccccc2)[C@@H](CN([C@H](CCC)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)CCC)C1=O)CCCC

1754‐47 O=C1N(CC2CCCCC2)[C@@H](CN([C@H](Cc2cc3c(cc2)cccc3)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)CCC)C1=O)Cc1ccccc1

1754‐48 O=C1N(CCc2ccc(cc2)‐c2ccccc2)[C@@H](CN([C@H](Cc2cc3c(cc2)cccc3)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)CCC)C1=O)Cc1ccccc1

1754‐49 Oc1ccc(cc1)C[C@H]1N(CC2CCCCC2)C(=O)C(=O)N(C1)[C@H](Cc1cc2c(cc1)cccc2)CN1CCC[C@H]1CN1[C@H](CNC(=O)C1=O)CCC

1754‐50 Oc1ccc(cc1)C[C@H]1N(CCc2ccc(cc2)‐c2ccccc2)C(=O)C(=O)N(C1)[C@H](Cc1cc2c(cc1)cccc2)CN1CCC[C@H]1CN1[C@H](CNC(=O)C1=O)CCC

1754‐51 O=C1N(CC2CCCCC2)[C@@H](CN([C@H](Cc2cc3c(cc2)cccc3)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)CCC)C1=O)CCCC

1754‐52 O=C1N(CCc2ccc(cc2)‐c2ccccc2)[C@@H](CN([C@H](Cc2cc3c(cc2)cccc3)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)CCC)C1=O)CCCC

1754‐56 Oc1ccc(cc1)C[C@H]1N(CCc2ccc(cc2)‐c2ccccc2)C(=O)C(=O)N(C1)[C@H](CCC)CN1CCC[C@H]1CN1[C@H](CNC(=O)C1=O)CCCC

1754‐57 O=C1N(CC2CCC(CC2)C)C(CN([C@@H](CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)Cc2ccccc2)CO)C1=O)c1ccccc1

1754‐59 O=C1N(CC2CCC(CC2)C)[C@H](CN([C@@H](CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)CCCC)CO)C1=O)C(CC)C

1754‐60 O=C1N(CC2CCC(CC2)C)[C@H](CN([C@@H](CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)CCCC)CO)C1=O)CC1CCCCC1

1754‐61 O=C1N(CC2CCC(CC2)C)[C@H](CN([C@H](CCC)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)CCCC)C1=O)CC1CCCCC1

1754‐64 O=C1N(CC2CCCCC2)[C@H](CN([C@@H](CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)CCCC)CO)C1=O)C(CC)C

1754‐65 O=C1N(CC2CCC(CC2)C(C)(C)C)[C@H](CN([C@@H](CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)CCCC)CO)C1=O)C(CC)C

1754‐67 O=C1N(CC2CCC2)[C@H](CN([C@H](CCC)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)CCCC)C1=O)CC1CCCCC1

1754‐68 O=C1N(CC2CCCCC2)[C@H](CN([C@H](CCCC)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)CCCC)C1=O)CC1CCCCC1

1754‐69 O=C1N(CC2CCCCC2)C(CN([C@@H](CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)CCC)CO)C1=O)c1ccccc1

1754‐70 O=C1N(CC2CCC(CC2)C)C(CN([C@@H](CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)CCC)CO)C1=O)c1ccccc1

1754‐71 O=C1N(CCc2ccc(cc2)‐c2ccccc2)C(CN([C@@H](CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)CCC)CO)C1=O)c1ccccc1

1754‐75 O=C1N(CC2CCCCC2)C(CN([C@@H](CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)CCCC)CO)C1=O)c1ccccc1

1754‐76 O=C1N(CC2CCC(CC2)C)C(CN([C@@H](CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)CCCC)CO)C1=O)c1ccccc1

1754‐77 O=C1N(CCc2ccc(cc2)‐c2ccccc2)C(CN([C@@H](CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)CCCC)CO)C1=O)c1ccccc1

1754‐78 O=C1N(CCc2ccc(cc2)‐c2ccccc2)[C@H](CN([C@@H](CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)CCCC)CO)C1=O)CC1CCCCC1

1754‐79 O=C1N(CC2CCCCC2)C(CN([C@@H](Cc2ccccc2)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)CCC)C1=O)c1ccccc1

1754‐80 O=C1N(CC2CCC(CC2)C)C(CN([C@@H](Cc2ccccc2)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)CCC)C1=O)c1ccccc1

1754‐81 O=C1N(CCc2ccc(cc2)‐c2ccccc2)C(CN([C@@H](Cc2ccccc2)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)CCC)C1=O)c1ccccc1

1754‐82 O=C1N(CC2CCCCC2)[C@H](CN([C@@H](Cc2ccccc2)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)CCC)C1=O)CC1CCCCC1

1754‐83 O=C1N(CC2CCC(CC2)C)[C@H](CN([C@@H](Cc2ccccc2)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)CCC)C1=O)CC1CCCCC1

1754‐84 O=C1N(CCc2ccc(cc2)‐c2ccccc2)[C@H](CN([C@@H](Cc2ccccc2)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)CCC)C1=O)CC1CCCCC1

1754‐85 O=C1N(CC2CCCCC2)C(CN([C@@H](CC(C)C)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)CCC)C1=O)c1ccccc1

1754‐86 O=C1N(CC2CCC(CC2)C)C(CN([C@@H](CC(C)C)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)CCC)C1=O)c1ccccc1

1754‐87 O=C1N(CCc2ccc(cc2)‐c2ccccc2)C(CN([C@@H](CC(C)C)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)CCC)C1=O)c1ccccc1

1754‐88 O=C1N(CC2CCCCC2)[C@H](CN([C@@H](CC(C)C)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)CCC)C1=O)CC1CCCCC1

1754‐89 O=C1N(CC2CCC(CC2)C)[C@H](CN([C@@H](CC(C)C)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)CCC)C1=O)CC1CCCCC1

1754‐90 O=C1N(CCc2ccc(cc2)‐c2ccccc2)[C@H](CN([C@@H](CC(C)C)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)CCC)C1=O)CC1CCCCC1

1754‐91 O=C1N(CC2CCCCC2)C(CN([C@@H](Cc2ccccc2)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)CCCC)C1=O)c1ccccc1

1754‐93 O=C1N(CCc2ccc(cc2)‐c2ccccc2)C(CN([C@@H](Cc2ccccc2)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)CCCC)C1=O)c1ccccc1

1754‐94 O=C1N(CC2CCCCC2)[C@H](CN([C@@H](Cc2ccccc2)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)CCCC)C1=O)CC1CCCCC1



Compound # SMILES

1754‐95 O=C1N(CC2CCC(CC2)C)[C@H](CN([C@@H](Cc2ccccc2)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)CCCC)C1=O)CC1CCCCC1

1754‐96 O=C1N(CCc2ccc(cc2)‐c2ccccc2)[C@H](CN([C@@H](Cc2ccccc2)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)CCCC)C1=O)CC1CCCCC1

1754‐97 O=C1N(CC2CCCCC2)C(CN([C@@H](CC(C)C)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)CCCC)C1=O)c1ccccc1

1754‐98 O=C1N(CC2CCC(CC2)C)C(CN([C@@H](CC(C)C)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)CCCC)C1=O)c1ccccc1

1754‐99 O=C1N(CCc2ccc(cc2)‐c2ccccc2)C(CN([C@@H](CC(C)C)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)CCCC)C1=O)c1ccccc1

1754‐100 O=C1N(CC2CCCCC2)[C@H](CN([C@@H](CC(C)C)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)CCCC)C1=O)CC1CCCCC1

1754‐101 O=C1N(CC2CCC(CC2)C)[C@H](CN([C@@H](CC(C)C)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)CCCC)C1=O)CC1CCCCC1

1754‐102 O=C1N(CCc2ccc(cc2)‐c2ccccc2)[C@H](CN([C@@H](CC(C)C)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)CCCC)C1=O)CC1CCCCC1

1754‐103 O(C)c1cc(ccc1)CCN1C(CN([C@@H](Cc2ccccc2)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)Cc2ccccc2)C(=O)C1=O)c1ccccc1

1754‐104 O=C1N(CC(C)c2ccc(cc2)CC(C)C)C(CN([C@@H](Cc2ccccc2)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)Cc2ccccc2)C1=O)c1ccccc1

1754‐105 O=C1N(CCc2ccc(cc2)‐c2ccccc2)C(CN([C@@H](Cc2ccccc2)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)Cc2ccccc2)C1=O)c1ccccc1

1754‐106 O(C)c1cc(ccc1)CCN1[C@H](CN([C@@H](Cc2ccccc2)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)CCCC)C(=O)C1=O)[C@H](CC)C

1754‐107 O=C1N(CCc2cc(ccc2)C)C(CN([C@@H](Cc2ccccc2)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)CCCC)C1=O)c1ccccc1

1754‐108 O=C1N(CCc2ccc(cc2)C)C(CN([C@@H](Cc2ccccc2)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)CCCC)C1=O)c1ccccc1

1754‐109 O(C)c1cc(ccc1)CCN1C(CN([C@@H](Cc2ccccc2)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)CCCC)C(=O)C1=O)c1ccccc1

1754‐110 O(C)c1ccc(cc1)CCN1C(CN([C@@H](Cc2ccccc2)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)CCCC)C(=O)C1=O)c1ccccc1

1754‐111 O(CC)c1ccc(cc1)CCN1C(CN([C@@H](Cc2ccccc2)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)CCCC)C(=O)C1=O)c1ccccc1

1754‐113 O=C1N(CCc2ccccc2)C(CN([C@@H](Cc2ccccc2)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)Cc2ccccc2)C1=O)c1ccccc1

1754‐114 O(C)c1cc(ccc1OC)CCCN1[C@H](CN([C@@H](Cc2ccccc2)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)Cc2ccccc2)C(=O)C1=O)Cc1ccccc1

1754‐115 O=C1N(CCc2ccccc2)[C@H](CN([C@@H](Cc2ccccc2)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)Cc2ccccc2)C1=O)CCC

1754‐116 O=C1N(CCc2ccccc2)[C@H](CN([C@@H](Cc2ccccc2)CN2CCC[C@H]2CN2[C@H](CNC(=O)C2=O)Cc2ccccc2)C1=O)[C@H](CC)C

1858‐480 Oc1ccc(cc1)C[C@H]1N(CC2CCC(CC2)C)C(=O)C(=O)N(C1)[C@H](CCC)CN1CCC[C@H]1CN1[C@H](CNC(=O)C1=O)CCCC

1858‐482 Oc1ccc(cc1)C[C@H]1N(CC2CCCCC2)C(=O)C(=O)N(C1)[C@H](CCC)CN1CCC[C@H]1CN1[C@H](CNC(=O)C1=O)CCCC

1858‐483 Oc1ccc(cc1)C[C@H]1N(CC2CCC(CC2)C)C(=O)C(=O)N(C1)[C@H](CCC)CN1CCC[C@H]1CN1[C@H](CNC(=O)C1=O)CCC



Dataset S2. Structure and activity information for 4 individual compounds derived from library 36:1481

Compound # R1 functionality R2 functionality R3 functionality FPR1 Ki, nM FPR2 Ki, nM

1753‐101 S‐methyl R‐4‐(1‐methyl‐3‐phenyl urea) butyl 4‐phenylbutyl 1 >10,000

1753‐102 S‐methyl R‐4‐(1‐methyl‐3‐phenyl urea) butyl 4‐methyl‐1‐cyclohexylmethyl 6 >10,000

1753‐103 S‐methyl R‐butyl 4‐phenylbutyl 4 >10,000

1753‐104 S‐methyl R‐butyl 4‐methyl‐1‐cyclohexylmethyl 21 >10,000

Compound # Molecular Weight Molecular Weight Found Compound grade

1753‐101 811 811 Pure

1753‐102 789 789 Pure

1753‐103 663 663 Pure

1753‐104 641 641 Pure

Compound #

1753‐101

1753‐102

1753‐103

1753‐104 O=C(Nc1ccccc1)N([C@H](CCCC)CN([C@H](CNC(=O)Nc1ccccc1)C)C(=O)Nc1ccccc1)CC1CCC(CC1)C

All compounds were analyzed by LCMS.  In all cases the LCMS data identified the desired compound as the major product; the MW found for the 

major product is reported in the table.  All 4 compounds were tested in the duplex assay as pure material, as they underwent RP‐HPLC purification 

prior to obtaining their reported activity values.  

SMILES

O=C(Nc1ccccc1)N(CCCC[C@@H](N(CCCCc1ccccc1)C(=O)Nc1ccccc1)CN([C@H](CNC(=O)Nc1ccccc1)C)C(=O)Nc1ccccc1)C

O=C(Nc1ccccc1)N(CCCC[C@@H](N(CC1CCC(CC1)C)C(=O)Nc1ccccc1)CN([C@H](CNC(=O)Nc1ccccc1)C)C(=O)Nc1ccccc1)C

O=C(Nc1ccccc1)N([C@H](CCCC)CN([C@H](CNC(=O)Nc1ccccc1)C)C(=O)Nc1ccccc1)CCCCc1ccccc1




