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Supplementary information

Red: Co-crystal GDP
Green: Best docked pose of GDP

Figure S1. Superimposed structure of co-crystal and best docked pose of GDP. The RMSD
was calculated 1.235 A

Table S1. Number of pharmacophoric features in hRRM1 molecules calculated using Python

RDKit
Molecules '"HBD ’HBA SHY ‘RA
Gemcitabine |3 5 0 1
NSAH 3 3 4 3
BD 1 2 4 4 1
BD 2 2 3 3 2
BD 3 3 2 4 1
BD 4 3 5 4 2
BD 5 2 7 4 2
BD 6 2 5 4 1
BD 7 3 5 1
BD 8 2 5 5 2
BD 9 4 4 5 1
BD 10 3 3 6 1
BD 11 3 4 5 1
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Figure S2. hRRM1 backbone RMSD bound with proposed molecules, and, Gemcitabine and
NSAH



Figure S3. RMSD of hRRM1 proposed molecules, and, Gemcitabine and NSAH
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Figure S4. The radius of gyration of hRRM1 bound with proposed molecules, and,
Gemcitabinbe and NSAH
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Figure S5. Intermolecular hydrogen bonds between hRRM1 and proposed molecules, and,
Gemcitabine and NSAH



