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Workflow 1: CHARMM code for loop reconstruction
The following lines were used in the CHARMM input.

Add loop definition here
set e0 ?ener ! system energy
setb 1
label nextloop
block 2
call 2 sele .not. loop@b end ! block with loop deleted
coeff 1 1 0.0
coeff 12 0.0
coeff22 1.0 ! self energy with loop excluded
end
energy
block
clear
end
if ?ener .le. @e0 then ! check if energy improves
set loop_id @b ! save loop id
set e0 ?ener ! update energy
endif
incr b by 1
if @b .le. 8 goto nextloop ! loop over all 8 loops

I after identifying the problematic loop, next is read through the loop library and rebuild
energy I system energy

set e0 ?ener

setil

label nextframe

open read unit 10 card name ../crd-loop/loop@loop id.@i.crd ! read loop coordinate
read coor unit 10 card resid

coor orient rms mass sele Ipr@loop _id end ! reorient with respect to the loop
open read unit 10 card name final/@crdnam.crd

read coor unit 10 card resid sele .not. loop@loop id end ! replace the rest of the complex
back

energy I evaluate energy

if ?ener .le. @e0 then ! check if the new coordinate is better
set d @i ! save trajectory frame number

set e0 ?ener

endif

incriby 1

if @i .le. 100 goto nextframe



