Supplementary Materials

Figure S1 a-t. Shows the 2D ligand interaction with dexamethasone and screened targets.
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a. CCL5 and Dexamethasone 2D interaction
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¢. IL-1 Dexamethasone 2D interaction diagram

b. CXCL8 and Dexamethasone 2D interaction
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d. IL-6 Figure 4 and Dexamethasone 2D

interaction diagram
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e. IL-12 Dexamethasone 2D interaction diagram

LEU
K144 K\ | \
N \ /
[ L 4  — i
A /\ £\
\ S N—/
\

* N :
* .
. -
. "
GLU - o
K:141 Gl
[:145 K:106 PHE
K:124
ASP ILE
K:146 e K148
K:150
GLN
K:114
Interactions

D van der Waals D Alkyl

- Conventional Hydrogen Bond

PRO
K107

ARG
K:104

GLU
K:lle

g. IL-18 and Dexamethasone 2D interaction
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f. IL-12 Dexamethasone 2D interaction diagram
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h. IL-21 and Dexamethasone 2D interaction

diagram
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i. IL-33 and Dexamethasone 2D interaction
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k. INFg and Dexammethasone 2D interaction
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0. IL-1 Receptor and Dexamethasone 2D

interaction diagram

ILE A:214 GLY
A:216 ASP

A:221
A:217

Interactions
D van der Waals D Halogen (Fluorine)
- Conventional Hydrogen Bond D Alkeyl

I:I Carbon Hydrogen Bond

n. TGFB1 and Dexamethasone 2D interaction
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Table S1. Shows the molecular weight (kDa) of the cytokines and chemokines that were emoplyed in the
study. An median molecular weight of 17.3 kDa demonstrates that cytokines and chemokines are
realtievely small in the currently know protien universe.

Inflammatory Marker (IM) PDB Code Molecular Weight (kDa)

IFNal 3UX9 22
IL-1B 5MVZ 17.5
IL-12 1F45 57.89
IL-18 3WO3 7.2
IL-33 2KLL 18.16
INFa2 475R 19
INFg 1FYH 17
TGFB1 5vap 25
TGFB2 4KXZ 12.7
TGFB3 1TGK 47.2
TNF 1TNF 17.3
IL-1a 1IRA 31
IL-6 1ALU 21
IL-8 5D14 8.4
IL-21 20QP 15.4
CCL1 1DOK 15.5
CCL2 2LIE 13
CCL3 3FPU 7.8
CCL 1RTN 15.7
CXCLS8 1ILQ 18.87
CXCL 10 1080 10
Mean: 19.89
Median: 17.30




