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…

{set frame 0}{frame < 100}{incr frame}{

animate goto $frame

set donor [atomselect top 

“name O N and within 2 of

(resname GCL and name HO)”]

lappend [$donor get index] list1

set acceptor [atomselect top 

“resname GCL and name O and 

within 2 of (protein and name HN HO)”]

lappend [$acceptor get index] list2

}

…
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GLN  41 OE1 NE2 
TRP  48 O NE1
GLY  64 O 
ALA  65 O 
HIS  66 O ND1
LEU  67 O 
ASN  68 ND2 
ASP 130 OD1 
GLY 133 O 
SER 136 O 
TYR 138 O 
PRO 139 O N 
ASN 140 OD1 ND2
HIS 142 ND1 
THR 167 OG1 
GLY 195 O 
PRO 196 O 

LEU 197 O 
THR 198 O 
GLY 199 O 
PHE 200 O 
ALA 201 O 
ASN 203 ND2 

LYS  33 HZ1 HZ3 
GLN  41 HE21 
TRP  48 HE1 
HIS  66 HD1 
ASN 68 HD22 
TYR 138 HN 
ASN 140 HN HD21 HD22
HIS 142 HD1 
GLY 199 HN 
ASN 203 HN HD21HD22 
ARG 206 HE HH21HH22
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Note that glycerols moved, but not 
as extensively as earlier!

We need to enforce 
an entire 

conduction event.

initial state

final (1ns) state
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Trajectory of glycerol pulled by constant force
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Correlated Motion of Water in the Channel

Water pair correlation

The single file of 
water molecules is 
maintained.
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