Supplementary material S1. Model quality validation: The 3D structures were generated using
SWISS-MODEL and evaluated using Ramachandram plot.

Analysis of structure proteins with to new and known variants on AMR genes
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Swiss Model template- PDB: 1zvu.1.A, identity is 71%.

Selected model: 1, chain A




Ramachandran Plot result:
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Swiss Model template- PDB: 4y15.2.A, identity is 82%.

Selected model no: 1, chain A
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Ramachandran Plot result:
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Residues in most favoured regions [A.B.L] 412
Residues in additional allowed regions [a,b.Lp] 22
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‘Based on an analysis of 118 structures of resolution of at least 2.0 Angstroms
and Rfactor no greater than 20%, a good quality model would be expected
to have over 90% in the most favoured regions.
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Swiss Model template-PDB: 1f5v.1.A, identity is 92%.

Selected model no: 1




Ramachandran Plot result:
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Residues in most favoured regions [A.B.L] 378
Residues in additional allowed regions [a.b.1,p] 42

Residues in generously allowed regions [~a.~b.~L~p] 0

Residues in disallowed regions 2

Number of non-glycine and non-proline residues 422 1000%
Number of end-residues (excl. Gly and Pro) 6

Number of glycine residues (shown as triangles) 30

Number of proline residues 24

Total munber of residues 482

Based on an analysis of 118 structures of resolution of at least 2.0 Angstroms
and Refactor no greater than 20%, a good quality model would be expected
to have over 90% in the most favoured regions
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Analysis of structure proteins with GWAS-based new variants.
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Swiss Model template- PDB:2pmb.1.B, identity is 68%.

Selected model no: 1, chain A
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Based on an analysis of 118 structures of resolution of at least 2.0 Angstroms
and R-factor no greater than 20%, a good quality model would be expected

to have over 90% in the most favoured regions
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Swiss Model template-PDB:4nmw.1.A, identity is 100%




Selected model no: 1, chain A

Ramachandran Plot result:
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Residues in disallowed regions 1 0s%
‘Number of non-glycine and non-proline residues 217 100.0%
‘Number of end-residues (excl. Gly and Pro) 2
Number of glycine residues (shown as triangles) 21
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Based on an analysis of 118 structures of resolution of at least 2.0 Angstroms
and R-factor no greater than 20%, a good quality model would be expected
to have over 90% in the most favoured regions
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3wdo.1.A, identity is



Selected model no: 1

Ramachandran Plot result:
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‘Based on an analysis of 118 structures of resolution of at least 2.0 Angstroms
and R-factorno greater than 20%, a good quality model would be expected
t0 have over 90% in the most favoured regions.
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2kse.1.A, identity is



Selected model no: 3

Ramachandran Plot result:
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‘Based on an analysis of 118 structures of resolution of at least 2.0 Angstroms
and R-factor 1o greater than 20%, a good quality model would be expected.
1o have over 90% in the most favoured regions.
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Template- PDB: 2gcq.1.A , identity is 100%.

Selected model no: 1




Ramachandran Plot result:

wecA

Template-
identity is 33%

Selected model no: 1
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‘Based on an analysis of 118 structures of resolution of at least 2.0 Angstroms.
and R-factor o greater than 20%, a good quality model would be expected
to have over 90% in the most favoured regions.
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PDB:5jnq.1.A,
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‘Based on an analysis of 118 structures of resoluion of at least 2.0 Angstroms
andR than 20%,a good q be expected
to have over 90% in the most favoured regions.
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