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GEL STRUCTURES OF DPPC, DPPE, AND DLPE 

 
Fig. S3: Snapshots of gel structures of DPPC, DPPE, and DLPE in water. The color scheme 

is the same as used in Fig. 2 in the main text. The gel structures are characterized by the 

high degree of ordering of the lipid tails, which contain only few gauche defects. All 

structures formed spontaneously, starting from a Lα structure. (Left) DPPC. The snapshot 

was taken after 300 ns of simulation at 283 K of a system containing 196 lipids and 10 

water molecules per lipid. Note the uniform tilt of the acyl chains. (Middle) DPPE. The 

snapshot was taken after 140 ns of simulation at 303 K of a system containing 256 lipids 

and 23 water molecules per lipid. The lipids are less tilted than in the DPPC structure. An 

undulation of the bilayer is visible. This is suppressed at lower hydration. (Right) DLPE. 

The snapshot was taken after 300 ns of simulation at 283 K of a system containing 64 lipids 

and 10 water molecules per lipid. The acyl chains are less well packed than in the gels of 

DPPC and DPPE.  


