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e Modelagem Comparativa da CA de M. tuberculosis

A modelagem comparativa foi feita com o servidor Swiss Model (https://swissmodel.expasy.org/). Foi
usada a sequéncia primaria da estrutura 2A5V e, como molde, a cadeia A da estrutura da CA de
Methanothermobacter thermautotrophicus contendo em seu sitio ativo o ligante acido 4-(2-hidroxietil)-1-

piperaziniletanossulfénico (Hepes), cédigo 1G5C no PDB (resolugdo de 2,10 A).

Template I df:'n(:i‘ty Oligo-state | Resolution Sinf;:;ity Range | Coverage GMQEe QM;QI\L::SCO
1G5C 24,22 monomer 2,10 A 0,31 Zlgé 0,76 0,45 0,54
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Target HHHHHHGPNTNPVAAWKALKEGNEREFVAGRPQHPSQSVDHRAGLA-AGQKPTAVI

template upload.l.A = -———-————————-—- IKDILRENQDFRFR--———-——-————— DLSDLKHSPKLCI
Target FGCADSRVAA--EIIFDQGLGDMEVVRTAGHVIDSAVLGSIEYAVTVLNVPLIVV
template upload.l.A ITCMDSRLIDLLERALGIGRGDAKVIKNAGNIVDDGVIRSAAVAIYALGDNEIITI
Target LGHDSCGAVNAALAAINDGTLPGGYVRDVVERVAPSVLLG--RRDGLSRVDEFEQ
template upload.l.A VGHTDCGMARLDEDL---—=——-==— IVSRMRELGVEEEVIENFSIDVLNPVGDEE
Target RHVHETVAILMARSSAISERIAGGSLAIVGVTYQLDDGRAVLRDHIGNIGEEV

template upload.l.A ENVIEGVKRLKS-SPLIPE----- SIGVHGLIIDINTGRLKPLYL-----—-——
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Comparison with Non-redundant Set of PDB Structures
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Tabela 1S. ACP- Fun¢do GoldScore

Componente Principal Desvio Padrao Propor¢ao da Variancia Propor¢dao Acumulada
CP1 3,6214 0,4371 0,4371
cP2 2,3808 0,1890 0,6261
cpP3 1,6151 0,0869 0,7130
CP4 1,5067 0,0757 0,7887
CP5 1,2874 0,0552 0,8440
CP6 1,0181 0,0346 0,8785
cpP7 0,9056 0,0273 0,9058

Tabela 2S. ACP - Fungdo ChemPLP

Componente Principal Desvio Padrao Proporgdo da Variancia Proporgdo Acumulada
CcpP1 3,6240 0,3980 0,3980
CcP2 2,4483 0,1816 0,5796
CcP3 1,75051 0,09286 0,67250
CP4 1,58521 0,07615 0,74864
CP5 1,35019 0,05524 0,80389
CP6 1,05337 0,03362 0,83751

Tabela 3S. ACP - Funcdo ChemScore

Componente Principal Desvio Padrao Proporgdo da Variancia Proporg¢ao Acumulada
CP1 3,3661 0,3541 0,3541
CcP2 2,4137 0,1821 0,5362
CcP3 1,7066 0,0910 0,6272
CP4 1,6881 0,0891 0,7162
CP5 1,4250 0,0635 0,7797
CP6 1,1765 0,0432 0,8229

Tabela 4S. ACP - Fungdo ASP

Componente Principal Desvio Padrao Proporgdo da Variancia Proporg¢ao Acumulada
CP1 3,6536 0,43060 0,4306
CcP2 2,3692 0,18110 0,6117
CcP3 1,71829 0,09524 0,70693
CP4 1,52833 0,07535 0,78227
CP5 1,32860 0,05694 0,83921
CP6 1,10520 0,03940 0,8786
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