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Table SI1: 2 D pictures of the binding interactions between the newly synthesized series of
3,5 disubstituted 1,2,4-oxadiazoles (5a-5k) into the colchicine binding site in B-tubulin compared to

Col and the docked co-crystallized inhibitor.

No. Compound 2 D binding interactions
1 5a
2 5b
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5h




9 5i
10 5i
11 5k




Col

Docked co-crystallized inhibitor
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Redocked Co-crystallized Inhibitor
2D 3D

Figure SI1: 2 D and 3 D representations of the redocking process between the co-crystallized inhibitor
(green) and the docked one (red).
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oxadiazole-13C
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o-amino oxadiazole-1H
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0-amino oxadiazole-13C
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5d

P-aminobenzoyl oxadiazole-13C
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P-aminobenzoyl oxadiazole-D20
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Transmittance [%]
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Trimethoxy oxadiazole-1H
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D-rana-trimethoxy oxadiazole-cl3
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glycine oxadiazole-1H
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5f

glycine-Oxadiazole-13C
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Elemental analysis report

A 7
A-Azhar Universie- W
G, S e = | ST =3
The Rezional Center for Mycolozy and Biotechnology —

Requester Data:

Name: Dr. Rana Tarek Diab
Authority: Faculty of Pharmacy, Zaga Zig University

Sample Data:
Nine samples had been submutted for elemental analyss.

Analvsis Report:

Sample Cade C% H% N% S%
éh 60.71 6.68 10.28 0
5k 63.39 6.48 947 0
5i 62.75 6.42 9.73 0
5f 60.39 5.52 1079 0
L 67.84 895 731 0
5 71.32 895 6.17 0
e 62.50 541 13.10 0
Mi 69.04 9.28 6.85 0
Ni 61.09 497 13.68 0
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The Regional Center for Mycolozy and Biotechnology Waeme”
Requester Data:
Name: Dr. Rana Tarek Diab
Authority: Faculty of Pharmacy. Zaga Zig University
Sample Data:
Ten samples had been submtted for elemental analysis.
Analvsis Report:

Sample Code C% H% N% S%
N-T-D 55.70 549 6.83 751
N-T-L 55.68 5:532 991 2198

5h 62.16 537 13.12 0
OL 71.38 952 6.17 0
5d 62.19 540 13.08 0
Ph 65.16 538 9.13 0
5a 66.43 5.79 8.81 0
5q 63.38 543 8.40 0
S 70.71 085 6.13 0
Be 59.89 5.63 122 0
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One dose assay graph for compounds 5a-k

5a

vevelopmental 1 nerapeuncs Frogram

One Dose Mean Graph

NEC: D-824575 /1

Cong: 1.00E-5 Motar

Test Date: Aug 17, 2020

Experimant ID: 20080533

Report Date: Sep 05, 202
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5b

Developmental Therapeutics Program | wsc: p-a20408/1 | Conc: 1.00E-5 Msiar | Test Date: ©ct 20, 2020

One Dose Mean Graph Experiment I0: 20100556 Report Date: Mar 07, 202
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5C

Developmental Therapeutics Program

One Dose Mean Graph

NSC: D-320400 /1

Conc: 1.00E-5 Moiar

Taest Date: Oct 20, 2020

Experiment ID: 20100550

Report Date: Mar 07, 2021
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DEVE|meentﬂ| Therﬂpeutlﬂs Prﬂ-gral“ NSC: O-824578 /1 Cong: 1.00E-5 kMotar Test Date: Aug 17, 2020
One Dose Mean Graph Experiment ID: 20080533 Report Date: Sep 05, 2020
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Developmental Therapeutics Program

One Dose Mean Graph

NSC: D-824577 /1 Conc: 1.00E-5 Motar

Tast Date: Aug 17, 2020

Experiment ID: 20080533

Report Date: Sep 05, 2020
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Developmental Therapeutics Program

One Dose Mean Graph

WNSC: D-824574 /1

Conc: 1.00E-5 kMotar

Test Date: Aug 17, 2020

Exparimant ID: 20080533

Report Date: Ssp 05, 2020
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Developmental Therapeutics Program
One Dose Mean Graph

WNSC: D-320470 /1 Conc: 1.00E-5 Moiar

Tasat Date: Oot 20, 2020

Experimant IDx 20100550

Report Date: Mar 07, 2021
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Developmental Therapeutics Program

One Dose Mean Graph

WEC: D-824572 /1

Conc: 1.00E-5 Moiar

Test Date: Aug 17, 2020

Experimant ID: 20080533

Roport Date: Sep 05, 2020
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Developmental Therapeutics Program | wsc: pasores 1 | Cone: 1.00E-5Maar | Test Date: Mov 02, 2020
One Dose Mean Graph Experimant ID: 20110501 Report Date: kiar 07, 2021
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Developmental Therapeutics Program | wsc: p-aores/1 | Conc: 1.00E-5 Molar | Test Date: Mowv 02, 2020
One Dose Mean Graph Experiment ID: 20110581 Report Date: Mar 07, 202
Fanal'CGsall Line Growth Percant Mean Growth Percent - Growth Percent
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Developmental Therapeutics Program | wsc: p-s2o7e7/1 | Conc: 1.00E-5Molar | Test Date: Mov 02, 2020
One Dose Mean Graph Experiment ID: 20 10581 Report Date: Mar 07, 202
Panal/Csall Line Growth Percent Mean Growth Percent - Growth Percent
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Tubulin polymerization report

Researcher : Dr..Rana Tarek email: r.diab@zu.edu.eg mob.
Assay : Tubulin enzyme assay
Samples : 2 compounds
Ref. -
Date :09-03-2018
Reader : Tecan-Spark reader
Kit used : Cloud-clone corp) SEB870Hu EIA Kit For Tubulin Beta (TUBb).
Solvent :DMSO
Lab Report

Compound Tubulin Binding

IC50

% Colchicine 399 237 0.075 |

TUB-ICs
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