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DSSeb 

Otimização 
Livre 

Otimização 
com Diedros 

Fixos 

Otimização 
por Blocos 

Átomo 
Otimização 

Livre 
Otimização com 

Diedros Fixos 
Otimização 
por Blocos 

0.503148 0.508838 0.53105550 O27 -0.512526 -0.519284 -0.52012100 

0.112181 0.151928 0.07123800 O28 -0.518212 -0.519230 -0.52012100 

0.523435 0.508833 0.53105550 H29 0.007240 0.137318 0.09000000 

-0.217422 -0.258348 -0.21382450 H30 0.008755 0.134849 0.09000000 

-0.216727 -0.258042 -0.21382450 H31 0.127207 0.134637 0.17815100 

-0.421803 -0.500317 -0.43501900 H32 0.127489 0.131265 0.17815100 

0.888006 1.001328 0.94587700 H33 0.022174 0.120422 0.09000000 

-0.563055 -0.595136 -0.57224600 H34 0.023196 0.120540 0.09000000 

-0.540360 -0.518011 -0.52012100 H35 0.002625 0.131352 0.09000000 

-0.524312 -0.518036 -0.52012100 H36 0.005432 0.137244 0.09000000 

-0.483507 -0.430698 -0.41396100 H37 0.130595 0.127171 0.17815100 

0.142462 0.033129 -0.18000000 H38 0.153755 0.012306 0.17815100 

0.017072 0.126945 -0.18000000 H39 0.027230 0.012360 0.09000000 

-0.101286 -0.098046 -0.18000000 H40 0.023648 -0.020898 0.09000000 

-0.009139 -0.081270 -0.18000000 H41 0.017624 -0.020738 0.09000000 

0.042881 0.149057 -0.18000000 H42 0.013362 0.018811 0.09000000 

0.015048 0.023254 -0.18000000 H43 0.009397 0.018769 0.09000000 

-0.355593 -0.431966 -0.41396100 H44 0.012015 0.023416 0.09000000 

0.937261 1.001328 0.94587700 H45 0.138491 0.023255 0.11339725 

-0.587735 -0.600042 -0.57224600 H46 0.135626 -0.013881 0.11339725 

-0.517611 -0.501422 -0.43501900 H47 0.133271 -0.014003 0.11339725 

0.233999 0.147972 0.07123800 H48 0.139034 0.011626 0.11339725 

0.461869 0.508581 0.53105550 H49 0.115574 0.011704 0.11339725 

-0.253982 -0.242109 -0.21382450 H50 0.122267 0.134981 0.11339725 

-0.263326 -0.242512 -0.21382450 H51 0.121305 0.135223 0.11339725 

0.476515 0.508619 0.53105550 H52 0.115407 0.127270 0.11339725 



DSG 

Átomo 
Otimização 

Livre 

Otimização 
com Diedros 

Fixos 

Otimização 
por Blocos 

Átomo 
Otimização 

Livre 
Otimização com 

Diedros Fixos 
Otimização 
por Blocos 

C1 0.494668 0.505195 0.53105550 C20 -0.254543 -0.234765 -0.21382450 

N2 0.181340 0.135295 0.07123800 C21 0.503615 0.469670 0.53105550 

C3 0.494870 0.508014 0.53105550 O22 -0.578393 -0.515786 -0.52012100 

C4 -0.236776 -0.213382 -0.21382450 O23 -0.572594 -0.515302 -0.52012100 

C5 -0.237311 -0.239508 -0.21382450 H24 0.130966 0.122485 0.11339725 

O6 -0.514447 -0.430148 -0.43501900 H25 0.130881 0.128823 0.11339725 

C7 0.942597 0.849285 0.94587700 H26 0.119053 0.117469 0.11339725 

O8 -0.514368 -0.553647 -0.57224600 H27 0.118984 0.122961 0.11339725 

O9 -0.514126 -0.527825 -0.52012100 H28 0.113855 0.114583 0.17815100 

O10 -0.508307 -0.524467 -0.52012100 H29 0.113771 0.141327 0.17815100 

C11 -0.295527 -0.393247 -0.41396100 H30 0.024327 0.021184 0.09000000 

C12 0.046822 0.182439 -0.18000000 H31 0.024282 0.026946 0.09000000 

C13 -0.289639 -0.384505 -0.41396100 H32 0.114535 0.148195 0.17815100 

C14 0.932028 0.903013 0.94587700 H33 0.114598 0.145859 0.17815100 

O15 -0.515152 -0.574982 -0.57224600 H34 0.136869 0.126052 0.11339725 

O16 -0.515373 -0.512193 -0.43501900 H35 0.125139 0.132314 0.11339725 

N17 0.171546 0.228200 0.07123800 H36 0.136591 0.135755 0.11339725 

C18 0.502722 0.477095 0.53105550 H37 0.125445 0.127883 0.11339725 

C19 -0.252949 -0.250285 -0.21382450     



DSS 

Átomo 
Otimização 

Livre 

Otimização 
com Diedros 

Fixos 

Otimização 
por Blocos 

Átomo 
Otimização 

Livre 
Otimização com 

Diedros Fixos 
Otimização 
por Blocos 

C1 -0.126923 -0.351874 -0.21382450 C24 0.601722 0.782320 0.53105550 

C2 0.597028 0.782272 0.53105550 O25 -0.518147 -0.546276 -0.52012100 

N3 0.158070 0.182584 0.07123800 O26 -0.531079 -0.546276 -0.52012100 

C4 0.597034 0.782272 0.53105550 H27 0.125354 0.188800 0.11339725 

C5 -0.207694 -0.351874 -0.21382450 H28 0.117141 0.188800 0.11339725 

O6 -0.351847 -0.485405 -0.43501900 H29 0.109462 0.188800 0.11339725 

C7 0.934460 0.817094 0.94587700 H30 0.099004 0.188800 0.11339725 

O8 -0.574887 -0.538232 -0.57224600 H31 0.086424 0.188800 0.11339725 

O9 -0.515255 -0.548484 -0.52012100 H32 0.105387 0.188800 0.11339725 

O10 -0.528782 -0.548389 -0.52012100 H33 0.104286 0.188800 0.11339725 

C11 -0.545924 -0.328380 -0.41396100 H34 0.119537 0.188800 0.11339725 

C12 -0.140269 -0.216210 -0.18000000 H35 0.159332 0.172319 0.17815100 

C13 -0.078070 -0.221640 -0.18000000 H36 0.001044 0.127453 0.09000000 

C14 -0.091156 -0.217205 -0.18000000 H37 0.046237 0.127453 0.09000000 

C15 0.149193 -0.238572 -0.18000000 H38 0.047173 0.127453 0.09000000 

C16 -0.549119 -0.328380 -0.41396100 H39 0.023842 0.127453 0.09000000 

C17 0.936944 0.790502 0.94587700 H40 0.160771 0.172319 0.17815100 

O18 -0.356667 -0.551456 -0.57224600 H41 0.162359 0.172319 0.17815100 

O19 -0.149254 -0.474285 -0.43501900 H42 0.025400 0.127453 0.09000000 

N20 0.172500 0.182748 0.07123800 H43 0.047589 0.127453 0.09000000 

C21 0.601724 0.782320 0.53105550 H44 0.040979 0.127453 0.09000000 

C22 -0.169104 -0.352375 -0.21382450 H45 0.005772 0.127453 0.09000000 

C23 -0.574354 -0.352375 -0.21382450 H46 0.159441 0.172319 0.17815100 









ALC Método Faixa de Distância (Å) Moda (Å) 

Dinâmica 4,3 - 7,4 6,6 

Literatura 7,7 7,7 DSG 

Green et al [46] 3,1 - 7,6 6,4 

Dinâmica 6,8 - 10,9 9,5 

Literatura 11,4 11,4 DSS 

Green et al [46] 5,6 - 11,4 9,2 

Dinâmica 6,8 - 12,8 10,8 
DSSeb 

Literatura 13,0 13,0 
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•

01MQIFVKTLTG      11KTITLEVEPS      21DTIENVKAKI    31QDKEGIPPDQ 

41QRLIFAGKQL      51EDGRTLSDYN   61IQKESTLHLV    71LRLRGG 

 

•

01GDVEKGKKIF 11VQKCAQCHTV 21EKGGKHKTGP 31NLHGLFGRKT 

41GQAPGFTYTD 51ANKNKGITWK 61ANTLMEYLEN 71PKKYIPGTKM 

81IFAGIKKKTE 91REDLIAYLKK    101ATNE 

 

•

01GLSDGEWQQV    11LNVWGKVEAD 21IAGHGQEVLI 31RLFTGHPETL 

41EKFDKFKHLK    51TEAEMKASED 61LKKHGTVVLT 71ALGGILKKKG 

81HHEAELKPLA    91QSHATKHKIP 101IKYLEFISDA 111IIHVLHSKHP 

121GDFGADAQGA  131MTKALELFRN 141DIAAKYKELG 151FQG 



±



Sequência Lisina(s) DSG DSS DSSeb Modificação 

LIFAGKQLEDGR 48 + + + dead end 

IQDKEGIPPDQQR 33 - + + dead end 

LIFAGKQLEDGR - 

TLSDYNIQKESTLHLVLR 
48-63 - + + inter 

IQDKEGIPPDQQR - 

TLTGKTITLEVEPSDTIENVK 
11-33 - + + inter 

MQIFVKTLTGK M1-6 - + + intra 

AKIQDKEGIPPDQQR 29-33 - + + intra 

Sequência Lisina(s) DSG DSS DSSeb Modificação 

MIFAGIKK M80-86 - + + intra 

EDLIAYLKKATNE 99-100 + + + intra 

KTGQAPGFTYTDANKNK 39-53 - + + intra 

EETLMEYLENPKK-MIFAGIKK 72-86 - - + inter 

MIFAGIKKKTER 86/87 + + - dead end 

GGKHKTGPNLHGLFGR 25/27 + + - dead end 

KTEREDLIAYLKK 88/99 - + - dead end 

Sequência Lisina(s) DSG DSS DSSeb Modificação 

ASEDLKKHGTVVLTALGGILK 62-63 + + + intra 

LFTGHPETLEKFDK - HKIPIK 42-98 - + + inter 

FKHLK - LFTGHPETLEKFDK 47-42 - - + inter 

NDIAAKYKELGFQG 145-147 - + + intra 

LFTGHPETLEKFDK 42 + + + dead end 

HLKTEAEMK 50 + + + dead end 

HGTVVLTALGGILKK 77 + + + dead end 
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