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Tables:

Table S1: Forward (F) and reverse (R) primers of mRNA.
	Gene Name
	Primer sequences (5'-3')

	IL-25
	F ACCAGGGCAATTCCAGCTTAC
R TGGTTCTCGGGTTCACAGAC

	IL-33
	F GCCCCGAGAAGTAACCATT
RACCCCAACACCCAAATCTACAC

	TSLP
	F GTTCAGTGCTGCTGGCTTTC 
R CCACTTTTACCCGGCTCGTT

	NF-kB1
	F CGCTTAGGAGGGAGAGCCC
R TGCCATTCTGAAGCTGGTGGT

	NF-kB2
	F GCTCTCCACCGGATCTCACC
R CGGCTCTGTCTAGTGGCTCC

	IL-8
	F AGCTCTGTCTGGACCCCAAG
R TTCTCAGCCCTCTTCAAAAACTT

	IL-1β
	F CAGAAGTACCTGAGCTCGCC
R AGATTCGTAGCTGGATGCCG

	IL-6
	F CACAGGGAGAGCCAGAACAC
R AGTTTCCTCTGACTCCATCGC

	[bookmark: OLE_LINK1]TNF-α
	F GGGGTGTGAGAAGAGAGATGGG
R TCTGTGTGCCAGACACCCTA

	IL-10
	F GTAACTAGACCCTGGGCGGG
R CCTGGGGATGAATAGCCCCC

	IL-12A
	F CAGTGGAGGCCTGTTTACCA
R GGCCAGGCAACTCCCATTAGT

	[bookmark: _Hlk167225341]IL-12B
	F TGCGGAGCTGCTACACTCTC
R CCTCCTGGCACTCCACTGAG

	GAPDH
	F GCACCGTCAAGGCTGAGAAC
R ATGGTGGTGAAGACGCCAGT




Tabel S2: The 5'UTR sequences of mRNAs for homo sapiens triple cytokines, NF-κB family members, and NF-κB- target genes. 
	mRNA
	5'UTR sequence

	IL-25
	CTCAAGTCACTCCCTAAAAAGACAGTGGAAATAAATTTGAATAAACAAAACAGGCTTGCTGAAAATAAAATCAGGACTCCTAACCTGCTCCAGTCAGCCTGCTTCCACGAGGCCTGTCAGTCAGTGCCCCACTTGTGACTGAGTGTGCAG TGCCCAGC.

	IL-33
	ACAGAGCTGCAGCTCTTCAGGGAAGAAATCAAAACAAGATCACAAGAATA CTGAAAA.

	TSLP
	ACCCTCGCCACGCCCCTGCTCCCCCGCGGTTGGTTCTTCCTTGCTCTACTCAACCCTGACCTCTTCTCTCTGACTCTCGACTTGTGTTCCCCGCTCCTCCCTGACCTTCCTCCCCTCCCCTTTCACTCAATTCTCACCAACTCTTTCTCTCTCTGGTGTTTTCTCCTTTTCTCGTAAACTTTGCCGCCTATGAGCAGCCACATTGCCTTACTGAAATCCAGAGCCTAACCTTCAATCCCA CCGCCGGCTG CGCGTCGCTC GCCAAAGAA.

	NF-κB1
	GCTAACCGCTGGGCTAGACCGTGGGAGGAGGTTGACAGTAGCTGAGAGGCACATGGGATTAGCGACAGCGGGGAAAGACACATCCGGACCTCGCAGGGGCTAGTCGGCCGAAGGGCCGCGGCCGCCCGGCGGTCATTTCTCTTCACGTCCCTCCGCGGGGCGGGAACGCGAACCGGAGGGGAACTCTTACAAACTTTTAAAATCCCCAACCCCAGCCCCACCTGGGGGATGGTGAGAAGG TTGGAGTGCG CTGCGGCGCG GAGGAGAGAG CTTCAGA.

	NF-κB2
	AACTTTCCTGCCCCTTCCCCGGCCAAGCCCAACTCCGGATCTCGCTCTCCACCGGATCTCACCCGCCACACCCGGACAGGCGGCTGGAGGAGGCGGGCGTCTAAAATTCT GGGAAGCAGA ACCTGGCCGG AGCCACTAGA CAGAGCCGGG CCTAGCCCAG AGAC.

	IL-1β
	ACCAAACCTCTTCGAGGCACAAGGCACAACAGGCTGCTCTGGGATTCTCTTCAGCCAATCTTCATTGCTC AAGTGTCTGA AGCAGCC.

	IL-6
	ATTCTGCCCTCGAGCCCACCGGGAACGAAAGAGAAGCTCTATCTCCCCTCCAGGAGCCCAGCT.

	IL-8
	ACAAACTTTCAGAGACAGCAGAGCACACAAGCTTCTAGGACAAGAGCCAGGAAGAAACCACCGGAAGGAA CCATCTCACT GTGTGTAAAC.

	IL-10
	CAAAGGGCTCAGTCCCTTCGGGGAGGCTTCTGGTGAAGGAGGATCGCTAGAACCAAGCTGTCCTCTTAAGCTAGTTGCAGCAGCCCCTCCTCCCAGCCACCTCCGCCAATCTCTCACTCACCTTTGGCTC CTGCCCTTAG GGTTACCTGG GTTGCCAAGC CTTGTCTGAG.

	IL-12A
	ATTTCGCTTTCATTTTGGGCCGAGCTGGAGGCGGCGGGGCCGTCCCGGAACGGCTGCGGC CGGGCACCCCGGGAGTTAATCCGAAAGCGCCGCAAGCCCCGCGGGCCGGCCGCACCGCACGTGTCACCGAGAAGCTGATGTAGAGAGAGACACAGAAGGAGACAGAAAGCAAGAGACCAG AGTCCCGGGA AAGTCCTGCCGCGCCTCGGG ACAATTATAA AA.

	IL-12B
	AGAAGAAACA ACATCTGTTT CAGGGCCATT GGACTCTCCG TCCTGCCCAG AGCAAG.

	TNF-α
	AGCAGACGCTCCCTCAGCAAGGACAGCAGAGGACCAGCTAAGAGGGAGAGAAGCAACTACAGACCCCCCCTGAAAACAACCCTCAGACGCCACATCCCCTGACAAGCTGCCAGGCAGGTTCTCTTCCTCTCACATACTGACCCACGGCTC CACCCTCTCT CCCCTGGAAA GGACACC.








Table S3: Secondary structures of mRNA of triple cytokines, NF-κB family members, and NF-κB- target genes.
	mRNAs
	Dot-bracket notation
	Minimum Free Energy (kcal/mol)

	IL-25
	.....(((............))).((((((.....((((......)))).((((((.((((..........((((........))))...)))).)))))).))))))..(((((((((.(((((............))))).)).)))).)))....
	-41.20

	IL-33
	..(((((....)))))((((..............................))))...
	-7.40

	TSLP
	......((.((((..((((((....(((((.((((.......((...((.(((...(((..((........))...)))..))).)).....))........))))............................(((((..............)))))........................)))))....)))))).............(((.....)))((((....................))))..)))).))...........
	-35.4

	NF-κB1
	....((((((((((....((((((.....((((((((((..(((.((((......((((..((....))............))))...)))).)))..))).)))))))......))))))..))))))))))..(((((((((...((((((((....(((....)))....)))))))).(((((....(((((((....((.(((.((((((......))))))..))).))))))))))))))((((....)))).)))))))))........
	 -117.50 

	NF-κB2
	.........(((((((((((((((..(((....(((((.............)))))......(((.......)))...))))))))).))))).))))........(((((((....((..((((((.................)))))).))..)))))))..
	-56.25

	IL-1β
	.......((((((.((((((..((((....((..((..(((((......))))).))..))....))))...)))))))))).))..
	-22.70

	IL-6
	.....(((((.(((......((((..((.((((...)))).))))))))).))).))......
	-15.40

	IL-8
	......................(((((((..(((((.((.......)).)))))......((....))...........)))))))....
	-16.43

	IL-10
	...((((((...((((....)))).((..(((((..((((((((.(((.......))).))))))))..)))))..)).(((((((..................(((((..............)))))....((((...)))).....)))))))..)))))).......
	-55.48

	IL-12A
	..............(((..((((...((..((((((((((..((((((..(((.(((((((((...(((((((.(((....((....)).....))))))).)))))))))))))))....((((.((......(((.(((........))))))..)).))))....................))))))..)))))))))).))))))..)))........
	-88.39

	IL-12B
	....((((((.....)))))).((((....((((.....)))).))))........
	-17.60

	TNF-α
	(((....))).(((.....(((..((.(((((...((((.((((((((((((.................((((.........))))...........((((.(.....).))))....))))))))))))..(.....)......))))....)))))))..)))....))).....
	-33.81








[bookmark: _Hlk167840362]Tabel S4: The IDs of homo sapiens triple cytokines, NF-κB family members, NF-κB- target proteins, and Ki-67.

	Protein
	ID

	IL-25
	Q9H293

	IL-33
	O95760

	TSLP
	Q04864

	NF-κB1
	P19838

	NF-κB2
	Q00653

	IL-1β
	P01584

	IL-6
	P05231

	IL-8
	 P10145

	IL-10
	P22301

	IL-12A
	P29459

	IL-12B
	P29460

	TNF-α
	P01375

	Ki-67
	Q70L73





Table S5: The active amino acids of triple cytokines, NF-κB family members, NF-κB- target proteins, and Ki-67.
	Protein
	Active amino acids

	IL-25
	VAL59, PRO60, LEU62 - ARG66, ARG69 - GLU72, CYS74, GLU93, HIS107 - PRO113, ASN129 - LEU132, TYR134.

	IL-33
	PRO3 - PHE27, LEU29 - GLY30, SER32, GLN34, LYS35- PHE44, LEU51 - GLU63, LEU80 - PHE96, ILE98, SER99, VAL101 - GLU121, SER125, SER127, TYR129 - ASP131, SER133, ASP149 - LYS156, LYS158, SER162- HIS168, SER170 - GLY174, VAL177- THR185, TRP193, LYS210- LEU212, ASP214 , PHE217, LEU220- VAL228, LYS233, SER255 GLU256, LEU258, CYS259, GLU261, LEU264 - THR270.

	TSLP
	PRO86 - SER92, LYS95,  GLN122, LYS125 - ARG130, VAL132.

	NF-κB1

	MET1- MET35, LEU37, TYR43 - ILE46, GLN49 - GLY68, PRO70, ALA72 - LYS76, LYS79 -  TYR81, THR101 - HIS107, HIS109, VAL114 - HIS117, ASN138, GLY140 - GLU151, LEU169, LEU201 - VAL211, ARG213, MET215, GLU232 - ALA238, TYR240 , CYS261, THR263- GLU267, TYR269 -  LYS274, GLN276 - ARG283, TYR285, GLU287, GLU288, ASN290 -  LYS319, ILE321, THR324 - PRO326,  GLN332,  ARG334- LYS345, LEU348, TYR350 - GLN360, LYS362 -  GLY379, ALA382 -  GLU470,  GLU491- ALA494, GLN497, ASP498 LEU500, PHE501, GLU503 - ALA505, GLN507 - ALA509, ARG511- ALA513, ALA515 LEU516, TYR519, VAL525,LEU528 -VAL546, LEU549, ALA550, ILE552 - HIS555, LEU558, ASP561, LEU562, LEU569, ILE570, ASP573, ILE574, MET577 - GLN583, LEU588, ILE591- LYS593, GLU595, ASP607, SER609 - ASN616, LEU621, LYS624 - LYS629, LYS638, LYS639, ALA641- ASN653, HIS656, LEU657, MET659- PRO665, VAL671, GLY674 - SER684, ARG686,LEU691, ALA692, GLU694- LEU700, GLY702, CYS703, LEU705, LEU706 - ASP709, HIS711,THR716- ASP718,THR720, HIS724, ILE725, GLY728 - LEU734, ALA736, LEU737, ALA740 ,ASN749, PHE750  - ASP758 ,TRP760 - VAL770, GLY772, THR773, ASP777, MET778, THR780 - GLN783, ASP786, ILE787, LYS791  - GLN805,  GLN837- PHE848, LEU850  - PRO852,  THR857, ASN861,  TYR862 - THR868, GLU871, ALA875, GLN878, ARG912 - MET954, HIS956, GLY962,  LEU964,  GLY966- ILE968.

	NF-κB2

	PRO7 - PRO30, GLU33, LYS47 - PRO66, ALA68, SER70 - LYS72, LYS75 - TYR77, GLU92- VAL96, HIS98- HIS105, HIS107- LYS112, CYS114 -ILE119, ASN134, ASN135, GLY137- THR149,  ILE151- ARG162, GLN164 - GLU168, ARG191 - ARG193, SER195-PHE197, PRO208 – PRO211, ILE213, HIS218- SER239, GLY243 – GLU245, TYR247- LYS252, GLN254 - ASP257, ASP275- THR304, ARG311, ARG313, ASP316 - THR324, TYR326 - VAL329, ASP331, GLU334, VAL335, ARG337 - GLY351, GLY353, HIS355 - GLN435, GLU438, MET439, GLN441 - ALA443, GLU445 - ASN447, ARG449, LEU450, LEU453, ALA454, ARG456 - ALA458, LEU461, TYR464, ALA470, LEU473 - PRO491, LEU494 - GLN500, VAL503, GLN506, ILE507, VAL510, ILE511, ALA514, GLN515 - GLN528, LEU533, VAL535 - GLN539, LEU547, GLY550 - ASP561, HIS565, LEU566, LEU568 - LEU577, ALA586 - ALA588, GLN591, LEU592, MET595 - LEU601, HIS605, LEU606, ARG609- GLU614, GLU630 - GLY633, ARG635, LEU640, GLU643, HIS673, LEU674, GLY677- LEU683, ARG685, LEU686, LEU688 - ALA692, ILE694,  ASN698- HIS731, LEU734 - THR753, GLU755-GLN809, SER820-GLY830, LEU832- ALA834, SER836, VAL844, LEU847-GLY849, GLU851-LEU856, ALA860-HIS900.

	IL-1β
	GLU19, ASP21- TYR57, GLY60 - MET77, VAL79 - PRO82, THR84 - LYS179, LYS181 - SER269.

	IL-6
	SER3- SER5, SER7, GLU70, THR71, ASN73 - ASN76, ARG132 - SER135, GLN184, ASP188, THR191.

	IL-8
	LYS30, GLU31, ARG33 - GLN35, ILE55, HIS60, CYS61, GLU65.

	IL-10
	GLN22, GLY23, GLN25, SER26, SER29, CYS30, TYR77, LEU78, CYS80, GLN81, ARG124, ARG125, ARG128, PRO131- LYS137,GLU140, TYR171, MET174, LYS175.

	IL-12A
	ARG23- ALA28, MET34, HIS39, GLN42, ASN43, LEU45, ARG46, SER49, ASN50, LEU52, GLN53, ARG56, ARG203, VAL207, ASP210, ARG211, SER214.

	IL-12B
	LYS118, GLN120, GLU122, ARG130, GLU132, TRP143, LEU145, ARG179, ARG181, GLU186, GLU188, LYS234, VAL275- GLY279, SER281, LYS282, GLU284 -VAL289 ,VAL298, ILE299, ARG301, ALA304, SER307, ARG309, SER318, TRP319- TRP322.

	TNF-α
	SER85- THR181, ALA187- LEU233.

	Ki-67
	TRP 2- PHE 46,  PRO 68 - ALA 157, CYS 218, LYS 220, ARG 221- GLU 227, ASN 229, VAL 232 - VAL 240, GLY 243 - LYS 245, and SER 279-VAL 416.







Table S6: Sizes and dimensions of grid boxes around the ACE with mRNAs.

	Complex
	Size Å
	Dimension  Å

	IL-25
	X = 7.2,  Y = -8.8,  Z = -15.4
	X = 60.9,  Y = 63.3,  Z = 133.4

	IL-33
	X = -9.9,  Y = -6.5,  Z = -1.2
	X = 61.7,  Y = 34.4,  Z = 39.4

	TSLP
	X = -36.8,  Y = -52.6,  Z = -14.3
	X = 92.3,  Y = 175.5,  Z = 79.2

	NF-κB1
	X = 95.7, Y = 122.3, Z = 163.5
	X = 31.7, Y = -15.2, Z = -2.1

	NF-κB2
	X = 95.4, Y = 135.4, Z = 72.8
	X = -4.5, Y = -51.01, Z = -7.9

	IL-1β
	X = 114.7, Y = 66.6, Z = 71.7
	X = 54.7, Y = -41.7, Z = -4.7

	IL-6
	X = 63.4, Y = 58.6, Z = 64.9
	X = 19.1, Y = -23.5, Z = -18.4

	IL-8
	X = 50.9, Y = 110.4, Z = 66.1
	X = -11.8, Y = -60.5, Z = -25.1

	IL-10
	X = 133.0, Y = 80.7, Z = 62.2
	X = 18.6, Y = -3.8, Z = 5.3

	IL-12A
	X = 59.7, Y = 208.8, Z = 74.7
	X = -1.2, Y = -103.5, Z = -12.5

	IL-12B
	X = 67.4, Y = 35.2, _Z = 38.0
	X = 6.9, Y = -10.6, Z = -9.0

	TNF-α
	X = 150.1, Y = 118.0, Z = 67.2
	X = -43.2, Y = 58.2, Z = -1.3
















Table S7: Sizes and dimensions of grid boxes around the ACE with proteins.

	Complex
	Size Å
	Dimension  Å

	IL-25
	X = 5.4, Y = 11.3, Z = -10.6
	X = 34.0, Y = 29.6, Z = 33.4

	IL-33
	X = 2.3, Y = 11.9, Z = -3.5
	X = 57.8, Y = 87.4, Z = 55.2

	TSLP
	X = -10.7, Y = -2.2, Z = 1.3
	X = 50.5, Y = 25.0, Z = 32.2

	NF-κB1
	X = 132.7, Y = 113.5, Z = 126.92
	X = -3.6, Y = 4.9, Z = -7.5

	NF-κB2
	X = -3.6, Y = 4.9, Z = -7.5
	X = 132.7, Y = 113.5, Z = 126.9

	IL-1β
	X = 7.2, Y = -2.2, Z = -14.0
	X = 77.9, Y = 58.02, Z = 79.5

	IL-6
	X = -39.3, Y = -9.5, Z = 23.5
	X = 56.9, Y = 35.9, Z = 48.9

	IL-8
	X = 6.4, Y = 0.8, Z = -7.9
	X = 20.6, Y = 20.5, Z = 22.2

	IL-10
	X = 2.6, Y = 2.1, Z = -8.8
	X = 37.5, Y = 32.2, Z = 24.3

	IL-12A
	X = -0.3, Y = 11.6, Z = -9.1
	X = 25.0, Y = 25.0, Z = 32.3

	IL-12B
	X = 2.5, Y = -3.6, Z = -25.0
	X = 42.3, Y = 21.2, Z = 46.6

	TNF-α
	X = 47.5, Y = 39.2, Z = 63.7
	X = -4.5, Y = -2.3, Z = -7.0

	Ki-67
	X = 2.9,  Y = 9.4,  Z = 26.4
	X = 100.8,  Y = 98.4,  Z = 148.2


















Table S8: Re-docking results of top poses of ACE/mRNAs complexes using MOE software.

	Complex
	Binding energy kcal/mol
	RMSD Å

	IL-25
	-14.9
	0.6

	IL-33
	-14
	1.01

	TSLP
	-11.2
	1.2

	NF-κB1
	-11.6
	1.6

	NF-κB2
	-12.3
	2.6

	IL-1β
	-12.27
	0.94

	IL-6
	-10.4
	0.4

	IL-8
	-7.2
	1.7

	IL-10
	-9.6
	1.7

	IL-12A
	-12.2
	0.7

	IL-12B
	-14.2
	2.3

	TNF-α
	-10.6
	0.8















	Complex
	Binding energy kcal/mol
	RMSD Å

	IL-25
	-6.7
	3.4

	IL-33
	-8.1
	2.02

	TSLP
	-8.8
	2.01

	NF-κB1
	-7.71
	1.1

	NF-κB2
	-7.11
	1.33

	IL-1β
	-7.5
	0.87

	IL-6
	-6.3
	1.2

	IL-8
	-8.10
	1.3

	IL-10
	-6.96
	1.8

	IL-12A
	-6.91
	1.3

	IL-12B
	-7.25
	1.98

	TNF-α
	-6.7
	2.3

	Ki-67
	-10.5
	1.9


Table S9: Re-docking results of top poses of ACE/proteins complexes using MOE software.
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Figures:

Fig.S1: The 2D and 3D structures of IL-25, IL-33, and TSLP mRNAs. A: The 2D and 3D structures of IL-25 mRNA. B: The 2D and 3D structures of IL-33 mRNA. C: The 2D and 3D structures of TSLP mRNA.
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Fig.S2: The 2D and 3D structures of NF-κB1, NF-κB 2, and IL-1β mRNAs. A: The 2D and 3D structures of NF-κB1 mRNA. B: The 2D and 3D structures of NF-κB2 mRNA. C: The 2D and 3D structures of IL-1β mRNA. 
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Fig.S3: The 2D and 3D structures of IL-8, TNF-α, and IL-6 mRNAs. A: The 2D and 3D structures of IL8 mRNA. B: The 2D and 3D structures of TNF-α mRNA. C: The 2D and 3D structures of IL-6 mRNA.
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Fig.S4: The 2D and 3D structures of IL-10, IL-12A, and IL-12B mRNAs. A: The 2D and 3D structures of IL-10 mRNA. B: The 2D and 3D structures of IL-12A mRNA. C: The 2D and 3D structures of IL-12B  mRNA. 
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Fig.S5: Binding pockets of target proteins. A: Binding pocket of IL-25 protein. B: Binding pocket of IL-33 protein. C: Binding pocket of TSLP protein. D: Binding pocket of NF-κB1 protein. E: Binding pocket of NF-κB2 protein. F: Binding pocket of IL-1β protein. G: Binding pocket of IL-6 protein. H: Binding pocket of IL-8 protein. I: Binding pocket of IL-10 protein. J: Binding pocket of IL-12A protein. K: Binding pocket of IL-12B protein. L: Binding pocket of TNF-α protein. M: Binding pocket of Ki-67 protein. 
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Fig. S6: The 2D interaction maps of re-docked top poses of ACE with IL-25, IL-33, and TSLP mRNAs. A: 2D interaction map of the re-docked pose of ACE with IL-25 mRNA. B: 2D interaction map of the re-docked pose of ACE with IL-33 mRNA. C: 2D interaction map of the re-docked pose of ACE with TSLP mRNA. 
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Fig. S7: The 2D interaction maps of re-docked top poses of ACE with NF-κB family members and its target genes. A: 2D interaction map of the re-docked pose of  ACE with NF-κB1 mRNA. B: 2D interaction map of the re-docked pose of ACE with NF-κB2 mRNA. C: 2D interaction map of the re-docked pose of ACE with IL-1β mRNA. D: 2D interaction map of the re-docked pose of  ACE with IL-6 mRNA. 
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Fig. S8: The 2D interaction maps of re-docked top poses of ACE with NF-κB- target genes. A: 2D interaction map of the re-docked pose of  ACE with IL-8 mRNA. B: 2D interaction map of the re-docked pose of ACE with IL-10 mRNA. C: 2D interaction map of the re-docked pose of  ACE with IL-12A mRNA. D: 2D interaction map of the re-docked pose of  ACE with IL-12B mRNA. E: 2D interaction map of the re-docked pose of  ACE with TNF-α mRNA.






[image: A diagram of different types of metal

Description automatically generated]

Fig. S9: The 2D interaction maps of re-docked top poses of ACE with IL-25, IL-33, TSLP, and Ki-67 proteins. A: 2D interaction map of the re-docked pose of  ACE with IL-25 protein. B: 2D interaction map of the re-docked pose of ACE with IL-33 protein. C: 2D interaction map of the re-docked pose of ACE with TSLP protein. D: 2D interaction map of the re-docked pose of  ACE with Ki-67 protein.
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Fig. S10: The 2D interaction maps of re-docked top poses of ACE with NF-κB family members and its target proteins. A: 2D interaction map of the re-docked pose of  ACE with NF-κB1. B: 2D interaction map of the re-docked pose of ACE with NF-κB2. C: 2D interaction map of the re-docked pose of ACE with IL-1β. D: 2D interaction map of the re-docked pose of  ACE with IL-6. 
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Fig. S11: The 2D interaction maps of re-docked top poses of ACE with NF-κB-target proteins. A: 2D interaction map of the re-docked pose of  ACE with IL-8. B: 2D interaction map of the re-docked pose of ACE with IL-10. C: 2D interaction map of the re-docked pose of  ACE with IL-12A. D: 2D interaction map of the re-docked pose of  ACE with IL-12B. E: 2D interaction map of the re-docked pose of  ACE with TNF-α.

1

image3.jpeg
i
M0

'





image4.jpeg




image5.jpeg




image6.jpeg
O polar * sidechain acceptor
< sidechain donor

basic -~» backbone acceptor
greasy =+ backbonedonor
o proximity - ligand
~ contour exposure

O solventresidue
O metal complex
“ solventcontact

-~ metal/ion contact

~ receptor
CO exposure

~+* nonconserved
~>X nonpresent
inconsistent
©@ arene-arene
©H arene-H
©+ arene-cation




image7.jpeg
O polar ~® sidechain acceptor O solventresidue ~+» nonconserved

Q acidic < sidechain donor O metal complex X nonpresent
Q basic  **backbone acceptor ~ solventcontact © inconsistent
O greasy = backbonedonor ~- metal/ion contact arene-arene
. proximity ™ ligand Oreceptor ©H arene-H
““contour exposure 7 exposure ©+ arene-cation




image8.jpeg
@ ®
o @ ®
A L/
[ ¢
©- ®
® ®
®
®
QO polar - sidechain acceptor QO solventresidue ~+*» nonconserved
QO acidic < sidechain donor O metal complex X nonpresent
O basic -»backboneacceptor - solventcontact © inconsistent
O greasy = backbonedonor -~ metalfion contact (©X©) arene-arene
. Proximity » ligand (O receptor ©H arene-H
“contour exposure " exposure ©+ arene-cation




image9.jpeg
® ®

O polar * sidechain acceptor

Q acidic  + - sidechain donor
O basic -~» backbone acceptor
O greasy =+ backbonedonor

o proximity » ligand
~contour exposure

QO solventresidue
O metal complex
“ solventcontact

~- metal/ion contact

- receptor
[‘O exposure

~+» nonconserved
X nonpresent
© inconsistent
©X9) arene-arene
©H arene-H

©+ arene-cation




image10.jpeg
O polar ~--#»sidechain acceptor O solventresidue —4%» nonconserved

QO acidic < sidechain donor O metal complex > nonpresent
basic - » backboneacceptor - solventcontact © inconsistent
greasy ¢ backbonedonor - metal/ion contact arene-arene

. proximity - ligand O receptor ©H arene-H

~“ contour exposure "\~ exposure @+ arene-cation




image11.jpeg
® o \
& I .\f"
N N
%
E
=
®
-~/ e
O polar ~-#®sidechain acceptor O solventresidue +* nonconserved
Q acidic  * sidechain donor O metal complex X nonpresent
Obasic ~* backbone acceptor solvent contact O inconsistent
O greasy - backbonedonor ~ metalfion contact (©X@ arene-arene
proximity ® ligand oreceptor ©H arene-H
contour exposure exposure ©+ arene-cation




image1.jpeg




image2.jpeg




