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SUPPORTING INFORMATION 

 

 
Figure S1. Graphical illustration of the initial structure of the atomistic mixed-lipid simulation aa-

hc-PCPA, indicating POPA placement. The hemichannel is shown in ribbon representation. POPA 

lipids are shown as van der Waals’ spheres.  
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cg-hc-POPC: PC
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B) 

cg-hc-9PCPA: PC
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C) 

cg-hc-9PCPA: PA
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D) 

cg-hc-2PCPA: PC
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E) 

cg-hc-2PCPA: PA
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F) 

cg-hc-7PCPCHOL: PC
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G) 

cg-hc-7PCCHOL: cholesterols
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Figure S2(A-G). Bar charts of average numbers of extra- and intra-cellular interfacial lipids around 

each of the 6 subunits of the protein for all four replicate CG simulations of each system over the 

final 3200 ns. Each bar is labelled with simulation replicate and subunit ID (eg. R1S1 = replicate 1, 

subunit 1). Error bars indicate standard deviations calculated over each trajectory. .  
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B) 

cg-hc-2PCPA: PA
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C) 

cg-hc-7PCCHOL: cholesterols
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Figure S3(A-C). Bar charts of interface:bulk lipid composition ratio for POPA for each subunit and 

replicate simulation of A) cg-hc-9PCPA and B) cg-hc-2PCPA; and for cholesterol in C) cg-hc-

7PCCHOL. Each bar is labelled as described in Fig. S2 caption.   

 

 



 
6 
 

  

 

 

 

 

 

Figure S2. 
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C)  

Figure S4: Histograms of lipid-protein contact lifetimes calculated over the entire course of each 

simulation trajectory for the cg-hc-POPC replicate simulations 2 (A) to 4 (C) The y-axes are 

truncated at 10 to ensure visibility of the bars for high lifetime lipids. IC dot plots with longest 

lifetime lipids circled are shown beneath each histogram. 
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cg-hc-2PCPA (simulation 2)
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C)  

 

Figure S5: Histograms of lipid-protein contact lifetimes calculated over the entire course of each 

simulation trajectory for the cg-hc-2PCPA replicate simulations 2 (A) to 4 (C). IC dot plots with 

longest lifetime POPA circled are shown beneath each histogram. 
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C) 

 

Figure S6: Histograms of lipid-protein contact lifetimes calculated over the entire course of each 

simulation trajectory for the cg-hc-7PCCHOL replicate simulations 1 (A), 2 (B) and 4 (C).  
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D) 

 

Figure S7: Histograms of lipid-protein contact lifetimes calculated over the entire course of each 

simulation trajectory for the cg-hc-9PCPA replicate simulations 1 (A) to 4 (D). 
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A) 

cg-hc-POPC: PC phosphates
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B) 

cg-hc-2PCPA: PA phosphates
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C)

cg-hc-POPC: PC glycerols
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D) 

cg-hc-2PCPA: PA glycerols
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E) 

cg-hc-POPC: PC tails
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F) 

cg-hc-2PCPA: PA tails
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Figure S8. CG average numbers of contacts between lipid functional groups and Cx26 residues, for 

A) PC phosphates from simulation cg-hc-POPC; B) PA phosphates from simulation cg-hc-

2PCPA; C) PC glycerols from cg-hc-POPC; D) PA glycerols from cg-hc-2PCPA; E) PC tails 

from cg-hc-POPC; and F) PA tails from cg-hc-2PCPA. Averages and standard deviations (error 

bars) for these charts are taken over the trajectory-averaged values (final 3200 ns) for six subunits 

in four replicate simulations. 
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A) 

aa-hc-POPC: PC phosphates
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B) 

aa-hc-PCPA: PA phosphates
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C)

aa-hc-POPC: PC glycerols
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D)

aa-hc-2PCPA: PA glycerols
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E) 

aa-hc-POPC: PC tails
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F) 

aa-hc-PCPA: PA tails
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Figure S9. AA average numbers of contacts between lipid functional groups and Cx26 residues, for 

A) PC phosphates from simulation aa-hc-POPC; B) PA phosphates from simulation aa-hc-PCPA; 

C) PC glycerols from aa-hc-POPC; D) PA glycerols from aa-hc-PCPA; E) PC tails from aa-hc-

POPC; and F) PA tails from aa-hc-PCPA. Averages and standard deviations (error bars) for these 

charts are taken over the trajectory-averaged values (final 6 ns) for six subunits.  


