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Supplementary Figures

Figure legends
Figure S1 (a): Total mass density profile of water and lipids components, viz. head groups (HG), tails (T), PO4 and glycerol ester (GE) for the considered bilayer models (A) M1, (B) M2 and (C) M3.
Figure S1 (b): Total mass density profile of water and lipids components, viz. head groups (HG), tails (T), PO4 and glycerol ester (GE) for the considered bilayer models (A) M4, (B) M5, (C) M6 and (D) M7.
Figure S1 (c): Total mass density profile of water and lipids components, viz. head groups (HG), tails (T), PO4 and glycerol ester (GE) for the considered bilayer models (A) M8 and (B) M9.
Figure S1 (d): Total mass density profile of water and lipids components, viz. head groups (HG), tails (T), PO4 and glycerol ester (GE) for the considered bilayer models (A) M10, (B) M11, (C) M12 and (D) M13.
Figure S2: Comparison of phospholipids phosphate (phosphate-phosphate) 2D RDFs of tetramer bilayer models, i.e. M10, M11, M12 and M13 models.
Figure S3 (a): Comparison of 2D RDFs of CHL/POPC, CHL/POPE, PSM/POPC and PSM/POPE. 
Figure S3 (b): Comparison of 2D RDFs of CHL/POPC and CHL/POPE.
Figure S3 (c): Comparison of 2D RDFs of PSM/POPC and PSM/POPE.
Figure S4: Snapshots of lipid complexes in model M7 showing probable hydrogen bond and CHL oxygen and the carbonyl oxygen of POPC (a) the distance corresponding to the first major peak and (b) the distance corresponding to the second major peak in CHL/POPC RDFs.
Figure S5: Snapshots of lipid complexes in model M9 showing probable hydrogen bond and CHL oxygen and the carbonyl oxygen of POPE (a) the distance corresponding to the first major peak and (b) the distance corresponding to the second major peak in CHL/POPE RDFs.
Figure S6: Snapshots of lipid complexes in model M9 showing the oxygen-oxygen distance in the CHL cluster and the distance corresponding to both peak in CHL/CHL RDFs.
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Figure S1 (a): Total mass density profile of water and lipids components, viz. head groups (HG), tails (T), PO4 and glycerol ester (GE) for the considered bilayer models (A) M1, (B) M2 and (C) M3.
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Figure S1 (b): Total mass density profile of water and lipids components, viz. head groups (HG), tails (T), PO4 and glycerol ester (GE) for the considered bilayer models (A) M4, (B) M5, (C) M6 and (D) M7.
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Figure S1 (c): Total mass density profile of water and lipids components, viz. head groups (HG), tails (T), PO4 and glycerol ester (GE) for the considered bilayer models (A) M8 and (B) M9.
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Figure S1 (d): Total mass density profile of water and lipids components, viz. head groups (HG), tails (T), PO4 and glycerol ester (GE) for the considered bilayer models (A) M10, (B) M11, (C) M12 and (D) M13.
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[bookmark: _GoBack]Figure S2: Comparison of phospholipids phosphate (phosphate-phosphate) 2D RDFs of tetramer bilayer models, i.e. M10, M11, M12 and M13 models.
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Figure S3 (a): Comparison of 2D RDFs of CHL/POPC, CHL/POPE, PSM/POPC and PSM/POPE.
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Figure S3 (b): Comparison of 2D RDFs of CHL/POPC and CHL/POPE.
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Figure S3 (c): Comparison of 2D RDFs of PSM/POPC and PSM/POPE.
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Figure S4: Snapshots of lipid complexes in model M7 showing probable hydrogen bond and CHL oxygen and the carbonyl oxygen of POPC (a) the distance corresponding to the first major peak and (b) the distance corresponding to the second major peak in CHL/POPC RDFs.
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Figure S5: Snapshots of lipid complexes in model M9 showing probable hydrogen bond and CHL oxygen and the carbonyl oxygen of POPE (a) the distance corresponding to the first major peak and (b) the distance corresponding to the second major peak in CHL/POPE RDFs.
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Figure S6: Snapshots of lipid complexes in model M9 showing the oxygen-oxygen distance in the CHL cluster and the distance corresponding to both peak in CHL/CHL RDFs.
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