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Table S1. The shortest pathway of crucial residues to I-Loop in the AABPs-open and AABPs-closed systems. 

Systems Possible shortest pathways 

GlnBP-

open 

(1) D10→Y123→V154→V176→G171→A96; (2) A67→L180→G177→G171→A96; (3) 

G68→Y123→V154→V176→G171→A96;  

(4) K115→Y143→N170→G171→A96; (5) G119→L155→G177→G171→A96; (6)D157→V154→V176→G171→A96 

HisJ-open (1) D11→K201→Q79→Q141→D149→V114→I102; (2) Y14→Q79→Q141→D149→V114→I102; (3) 

L52→Q79→Q141→D149→V114→I102;  

(4) S69→E202→D53→Q79→Q141→D149→V114→I102; (5) L117→Q79→Q141→D149→V114→I102 

LAOBP-

open 

(1) D11→D32→K44→C45→K62→D91→A96→E123→K98; (2) F52→A96→E123→K98; (3) 

S70→S184→K188→D75→N129→E123→K98 

(4) S72→S184→K188→D75→N129→E123→K98; (5) R77→K76→N129→E123→K98; (6) 

L117→R93→E123→A96→K98 

GlnB-

closed 

(1) D10→K125→T130→K110→V104→V176→A96; (2) A67→A126→T130→K110→V104→V176→A96 

(3) G68→A126→T130→K110→V104→V176→A96; (4) K115→T130→K110→G171→V176→A96 

(5) G119→K129→K110→G171→V176→A96; (6) D157→T130→K110→G171→V176→A96 

HisJ-closed (1) D11→C38→Q44→T43→P57→Q79→K189→K186→P104→E107→G134→F159→I102 

(2) Y14→G168→E162→P183→T105→E107→G134→F159→I102; (3) 

L52→R77→K189→K186→P104→E107→G134→F159→I102 

(4) S69→C38→Q44→T43→P57→Q79→K189→K186→P104→E107→G134→F159→I102; (5) 

L117→R93→P104→E107→G134→F159→I102 

LAOBP-

closed 

(1) D11→G34→G9→I27→K229→K225→D232→K176→K98; (2) F52→I8→I27→K229→K225→D232→K176→K98;  

(3) L117→Q78→K189→E177→K98; (4) S70→K60→D21→Y223→Q219→D232→K176→K98; 

(5) S72→A66→I27→K229→K225→D232→K176→K98; (6) R77→D75→K189→E177→K98 

 


