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The following tables show the coformers found in the red and yellow clusters described at the
end of the results section. Where possible, the CSD refcode is provided. For coformers that do not
have an identifiable refcode, the canonical SMILES code is provided instead.

This table holds the coformers for the red cluster:

# | degree | CSD refcode/canonical SMILES code
1 13 DOCDAC

2 10 AMXBPM10

3 9 Fcle(F)e(C(=0)0)c(c(c1Br)F)F

4 9 TEKKUP

5 8 ETYNBZ

6 8 Oclc(F)c(F)c(c(clF)F)I

7 7 Fclee(F)c(c(clF)DF

8 7 DNEDAM

9 7 Oclc(F)c(F)c(c(clF)F)Br

10 7 OC(=0)[CaaH]1C[Ca@aH](C[C@aH](C1)C(=0)0)C(=0)0
11 7 Oclcce(cee(el)O)ele2eccec2e(c2elecec2)clec(O)ee(cl)O
12 6 KOFJUK

13 6 DOCCOP

14 6 VITKAL

15 6 NAPHOL

16 6 NOMBEA

17 5 AWEXOQ

18 5 WEBNUO

19 5 WEBMIB

20 5 I1C#Cclecec2elecle(cecelc2) CHCT
21 5 EGEPEO

22 5 | AJEYAQ

23 5 Oclcee(ccl)[CQ@]12C[C@H]3C[C@@H](C1)C[C@Q](C2)(C3)clcee(ccl)O
24 5 Necleee(eel)/N=N/clcceeel

25 4 TELXAJ

26 4 SILGOK

27 4 IC#Cclcccccl C#CI

28 4 WEBNOI

29 4 WEBMUN

30 4 WEBNAU




31 4 WEBMOH

32 4 PIDGOZ

33 4 TETBBZ22

34 4 VITJUE

35 4 VAMBOA

36 4 C|Te]C#Cclcece2elecle(ccecle2) CHC[Te]C
37 4 RIJHIE

38 4 ZEHGEY

39 4 N#Cclce(O)ee(cl)O

40 4 TICHUI

41 4 IKACUT

42 4 GIMBOT

43 4 Oclcee(celSclee(Cl)ececlO)Cl
44 4 OHADAD

45 4 GUWCOQ

46 4 PEXBZA

47 4 MAMPOL

48 4 WINWUL

49 4 SAFNIW

50 3 CC(=0)cle(O)ce(ccl10)0

51 3 | JOQKEF

52 3 CROTAC

53 3 BIFFAZ

54 3 TERRUDO1

95 3 UNADUK

56 3 PEYRAP

57 3 WEBNEY

o8 3 IKAYEZ

59 3 OC(=0)COclcece(cl)C(=0)0
60 3 CC([Si](clee(cc(cl)[SiJ(C(C)C)(C(C)C)O)[Si](C(C)C)(C(C)C)0O)(C(C)C)O)C
61 3 DOCCUV

62 3 ATUVIU

63 3 XAPVOA

64 3 OC(=0)[Ca@H]1[C@@H](C(=0)0)[C@@H]2c3c([CQH]1clc2ccecl )cece3d




65 3 TUVXAM

66 3 DOYJEH

67 3 QQQBSS01

68 3 OC(=0)clcnH]|c(=0)nH]c1=0

69 3 TAJPAW

70 3 | MIQVUF

71 3 ABEGEU

72 3 IC#Cclceee(cl)N(=0)=0

73 3 IC#Cclcece(cel)I

74 3 BUXBZA

75 3 Z77ZLA010

76 3 IC#C[CQQ]1(0)CC[CQ](CC1)(O)C#CI

7 3 HIXVIW

78 3 O=C(cle(F)c(F)c(c(c1F)F)I)Nele(F)e(F)c(c(clF)F)Br
79 3 OC(=0)clcec(cel)Oclne(ne(nl)Oclece(ccl)C(=0)0)Oclece(ccl)C(=0)0
80 3 Oclcee(cclCl[CQ]12C[C@@H]3C[C@H](C1)C[CQ](C2)(C3)clecc(c(c1)Cl)O
81 3 DEBJUQ

82 3 | IMOQIN

83 3 LURNOB

84 | 3 | WUMHAQOI

85 3 Fclee(F)e(c(clF)Br)F

86 3 SULDAZ

87 3 ETEYUX02

88 3 PAXNIL

89 2 O[C@H]|([C@@H](C(0)0)0)C(0)0O

90 2 VAPBIY

91 2 WIGPUZ

92 2 Clele(Cl)e(Cl)e(c(c1CIDI

93 2 Brclee(Br)c(c(cl)Br)O

94 2 CCclc(C(=0)0)c(CC)c(c(c1C(=0)0)CC)C(=0)0
95 2 N#C[Se]CC#CCH#CC[Se] C#N

96 2 UYIREB

97 2 UYIRAX

98 2 BOLNEW




99 2 FESNOG

100 2 OC(=0)cleec(c (cl)C(*O)O)O

101 2 F[C@@H]1[C@H](Br)[CQ@H](F)[CQH]([CQH]([CQ@H]1F)Br)F

102 2 F[C@H]1[C@@H](Br)[CQH](F)[CQQH]([CQQH]([CQH]|1F)Br)F

103 2 WEBNIC

104 2 Cl[C@aH]1[C@H](I)[C@QH](Cl)[CaH]([CaQH]([Ca@aH]1C])I)C]

105 2 SUGYEZ

106 2 DOCCEF

107 2 PUYTEI

108 2 KEQTIL

109 2 OC(=0)CCC[SiJ(O[SiJ(CCCC(=0)0)(C)C)(C)C

110 2 C#CCCCC(=0)0

111 2 BOXMUZ

112 2 THAHIL

113 2 HIHJIR

114 2 MAGHIO

115 2 C#C[CQQ]1(0)CC[CQ](CC1)(0)C#C

116 2 TOYPUS

117 2 WACJUF

118 2 OJURAO

119 2 OC(=0)clee(0)e(c(cl)O)Br

120 2 C[Te]C#Cclc(F)c(F)c(c(c1F)F)C#C[Te|C

121 2 | IMOQOT

122 2 ADOGUW

123 2 PINPILO1

124 2 IGALUY

125 | 2 | OJIHAQ

126 2 C|C@@]12CC[Ca@](c3clcc(0)c(e3)0)(cle2ec(0)e(cl)O)C

197 9 C[C@H]1c2cc(c(cc20)0)[Ca@H](C)c2ce(c(cc20)0)[C@Q@H](c2cc([CQQH](c3ccle(O)cc30)
C)c(0)cc20)C

128 1 2 | FO(C(C(C(CM(F)F)(F)F)(F)F)(F)F)(C(C(C(C(CM(F)F) (F)F)(F)F)(F)F) (F)F)F
Fcle(OCc2cce(cc2)OP2(=NP(=NP(=N2)(Oc2ccc(cc2)COc2¢(F)c(F)c(c(c2F)F)I)Oc2cce

129 2 (cc2)COc2¢(F)c(F)c(c(c2F)F)I) (Oc2ecc(cc2) COc2¢(F)c(F)c(c(c2F)F)I)Oc2ecc(cc2) COc2e
(F)e(F)e(e(c2F)F)I)Oc2ece(cc2)COc2e (F)e(F)e(e(c2F)F)I)e(F)e(e(c1F)I)F

130 2 POXYEH

131 2 FEDHUU




132 2 GEMXEB

133 2 UHELOI

134 2 RASCEU

135 2 Oclcc20[C@H](c3cc(0)c(c(e3)0)0)[CQH](C(=0)c2¢(c1)0)0O
136 2 OTATAF




This table holds the coformers for the yellow cluster:

# | degree | CSD refcode/canonical SMILES code
1 18 PENDAM

2 17 AZSTBA

3 16 CICYOD

4 15 O=C1N(c2cence2)C(=0)c2c3clecelede(cec2)C(=0)N(C1=0)cleencel
5 12 OWOHAL

6 12 GURCOL

7 10 LIZCUS

8 9 | QARYEO

9 9 PHENAT

10 8 CC(=0)cleencel

11 8 PYRBTA

12 8 O=N(=0)clccc(ccl)C(clece(ccl)N(=0)=0)(cleee(ccl)N(=0)=0)clcec(ccl)N(=0)=0
13 8 | EDEQAG

14 8 cleee(enl)elneenH]1

15 7 TPPOSS

16 7 nlcce(ccl)/C=C/clcecenl

17 7 WEFBOZ

18 7 | VIQBOM

19 7 GENYIH

20 7 Brclene(e(nl)Br)N

21 6 TPPHSE

22 6 Cclee2nen(c2cclC)Celecencl

23 6 JEHGUB

24 6 Cclee2nen(c2cc1C)Celeencel

25 6 RIBGIS

26 6 CN1CCC[C@H]1clceencl

27 6 nlcee(ecl)celece(sl)eleccol

28 5 CNC(=S)NC

29 5 0O/C(=C\C(=0)clceccecl)/cleencel
30 5 O=C(NCclccencl)NCelecencel

31 5 YIJBEZ

32 5 VAPPIP

33 5 KAQCAJ




34 5 DPHDSE

35 5 IVEJUO

36 5 COUMARO1

37 5 nlcce(ccl)celece(sl)cleeesl

38 4 cleee(enl)Cnlenc2clecec?

39 4 ON1C(=C(C)N(C(=C1C)C)0)C
40 4 Cclee(C)ee(cIN#C)C

41 4 POWGEQ

42 4 CC(=0)NCclcenecl

43 4 HAKNAJ

44 4 HUVHAJ

45 4 SUSWUB

46 4 YADJIY

47 4 MANTHRO1

48 4 WIZFOA

49 4 OKILEB

50 | 4 | HEQXOR

51 4 NEXBOI

52 4 FINNEW

53 3 PACLAK

54 3 | QESZUK

55 3 cleee(ccl)clneenlCeleencel

56 3 CIJXAX

57 3 cleee(enl)elece(c2ecence2)e(celelecencl)elecencl
o8 3 GUQYID

59 3 C1CCSCS1

60 3 Cclne(ne(cl)C)elne(C)ec(nl)C
61 3 SLCPYA

62 3 ZEFHOK

63 3 RECFIS

64 | 3 | CEQVAY

65 3 [H|1[S@]23N41[CH2|2[CH2|1[S@@]25[CH2|([CH2]34)N12[H]5
66 3 DPHSOX03

67 3 CNITBZ02




68 3 BERTIB

69 3 Nclnee(nel)Br

70 3 SOBKOL

71 3 JULZAR

72 3 ZORSEG

73 3 cleec2e(cl)cecle2necel

74 3 C=Cclccnccl

75 3 BEYGUK

76 3 OFIZEK

7 3 nlcce(ccl)Cnlencel

78 3 ONI1C(=N(C(C1(C)C)(C)C)O)cleccccl
79 3 LIDCANI10

80 3 Ccleee(ccl)C(=0)C

81 3 NERDUN

82 3 WIFKIF

83 3 O=C1IN2Cc3ccce(n3)CN3CN(CN(Cednc(CNICN(C2)C(C)(C)C)cecd)C3=0)C(C)(C)C
84 2 RIVPOE

85 2 CC(=0)clecencl

86 2 YIZZIT

87 2 Clclece2e(nl)clnececlec2

88 2 C/C(=C/C(=0)C)/NCCNICCNCC1
89 2 C/C(=C/C(=0)C)/NCCN1CCOCC1
90 2 C/C(=C/C(=0)cleceecl) /NCCN1ICCNCC1
91 2 BENJUD

92 2 | PACNEQ

93 2 TASKIL

94 2 NN1CCOCC1

95 2 DADMBP

96 2 O1CCN(CC1)CCN=C1CCSCC1

97 2 OWEKEH

98 2 BENLUD

99 2 cleee2n(cl)nne2

100 2 NEDXAX

101 2 Cclece(c(cclelece(cel)clee(C)e(celC)eleencel)C)eleencel




102 2 DMHTEZ10

103 2 SUBTISO01

104 2 FEXRIK

105 2 nlcc(ce(cl)cleencel)cleenceel
106 2 KENDOA

107 2 C1CNCCS1

108 2 VAZMOB

109 2 COclceee(c10)/C=N/clecc(ccl)C#N
110 2 EXUPOE

111 2 EHELOT

112 2 WIFXIU

113 2 DIXREH

114 2 CASHOT

115 2 ATAKOY

116 2 cleee(enl)elece(cel)C(=C(clece(cel)cleeencel )elece(ecel)elecencl)elece(ecl)elecencl
117 2 clenc2c(cl)nc[nH|2

118 2 PAPSEG

119 2 TEHZIP

120 2 CCCCCcleec(cel)CH#Celeencel
121 2 PUQYEH

122 2 cleee(enl)Cnlencel

123 2 COclence(cl)C#Celecencl

124 2 ZOHFEK

125 | 2 | NIQDOG

126 2 AMIPYR

127 2 HIWLEH

128 2 VABDOR

129 2 nlcee(ccl)/C=C/clecec2elccec?
130 2 | IQUGUY

131 2 Ccleenc2clecele2necclC

132 2 XECYEM

133 2 JITPIL

134 2 AMACPH

135 2 SEUREA




136 2 OLUNOA

137 2 FOFDIN

138 2 DPHDTE

139 2 EHUKIC

140 2 nlcee(ccl)Cnlenc2clecec?

141 2 NMKPIP

142 2 COclce(C=0)cc(c1Br)0OC

143 2 CALXEW

144 2 [H]1[0@]23N41[CH2|2[CH2]1[0Q@@]25[CH2]([CH2]34)N12[H]5
145 2 TUDHAE

146 2 MESITN

147 2 [S-]C1=CC[NH+](C=C1)clcenccl

10




