puebi|e Buipuig/uood
So|nNJajow BErM AelX
'uUo17eU IPJO0D

puUe suoIireuolold uo Buipioe

yorede bune N

a1} weted pue J11 ue bue

9|1} qpd ay1 woJ} uoirewlojul Bunpeo
'sanss| dnpes

pSw ‘JeIsn(o ‘Uoiep.I0D ‘*HIAN B0I1[0aY Spoy® A

ullo.id pue puebi| Jo Apnis ased



doo| Jofew jo doy e ueydoydAi |
SWIOe JUlZ J0J sanpisal Bulreuiplood 9
Joulw pue Jofew @118 aANIe u1sdoo| zZ
AlIANDe Ul
Juenodw | pue punog suol dulzZ Z Sey alis Bulpulg
sonolgnue adA1—-uiyoiuad ul sbul weye|—-eeq se3
S1|1Bel) ‘g wolj ssewride |-ty



90¢ VSIH ¢3aN

79T VSAD OS
98 VdSVcdo
QYT VSIH ¢3aN
¥8 VSIHTAN
¢8 VSIH ¢AN

¢ VNZ NZ
¢ VNZ NZ
¢ VNZ NZ
T VNZ NZ
T VNZ NZ
T VNZ NZ
sAes a1} 9ad

ANIT

ANIT
ANIT
ANIT
ANIT
ANIT

SoNPIsal Bufeu 1pI00)



uz o1xul| nydns

ureyd adAlauljoid uryod |Ausud



9|1}
J01igqiyut jo Buuuibed

2€€/2°0~i TOVOS'0SH 92H INOLY
6ST26'0— S 22S INOLY
606TT'0 VH SZH INOLY
T20€0°0- VH ZH INOLV
YOETE'0 21D 12D INOLY
ureyo aps INydinsSi dNOYS
009%5'0- O O WOLYV
L/¥85°0 DD INOLVY
9G5T0'0 9H VH INOLY
€2T600- T1D VO WOLVY
8v870°'0 VH £9H NOLYV
080/0'0 VH 29H NOLV
€66E£2°0— 21D 90 WOLV
auogeq [Ausudi dNOYD
8TS0T'0 dH Z3H NOLV
8ZTTT'0- VO 23D WOLV
02T9T'0 dH ZaH NOLV
9¢822°0- VO 2dD INOLVY
0TSE2'0 VO 92 INOLY
898€T'0 dH TAH INOLYV
2€622°0- VO TAD NOLY
89/0T°'0dH T3H INOLYV
69860°0— VO T30 NOLYV
JOTTT'0 dH ZH WNOLV
G60ST°0- VD ZO NOLY
Buu [Aueudi dNOYD
0000°T—- ZaS 1S3

0 &

X

auIpPISIY pue auvISAD 01 SBRUIPI00D UZ Joj saydked
pue puebi| asewe)de| eleg o|elew Joj o)1) ABojodo












9|1}
J01igqiyut jo Buuuibed

2€€/2°0~i TOVOS'0SH 92H INOLY
6ST26'0— S 22S INOLY
606TT'0 VH SZH INOLY
T20€0°0- VH ZH INOLV
YOETE'0 21D 12D INOLY
ureyo aps INydinsSi dNOYS
009%5'0- O O WOLYV
L/¥85°0 DD INOLVY
9G5T0'0 9H VH INOLY
€2T600- T1D VO WOLVY
8v870°'0 VH £9H NOLYV
080/0'0 VH 29H NOLV
€66E£2°0— 21D 90 WOLV
auogeq [Ausudi dNOYD
8TS0T'0 dH Z3H NOLV
8ZTTT'0- VO 23D WOLV
02T9T'0 dH ZaH NOLV
9¢822°0- VO 2dD INOLVY
0TSE2'0 VO 92 INOLY
898€T'0 dH TAH INOLYV
2€622°0- VO TAD NOLY
89/0T°'0dH T3H INOLYV
69860°0— VO T30 NOLYV
JOTTT'0 dH ZH WNOLV
G60ST°0- VD ZO NOLY
Buu [Aueudi dNOYD
0000°T—- ZaS 1S3

0 &

X

auIpPISIY pue auvISAD 01 SBRUIPI00D UZ Joj saydked
pue puebi| asewe)de| eleg o|elew Joj o)1) ABojodo



*****************Title*******************************

* Set up replica system for finding best starting
* configurations of bound inhibitor

*

! use the getbl script to generate the psf for this structure
I

set streamer 1

stream getbl.inp

Set streamer O

I Set up replicas of inhibitor
I Make 40 replicas named A1 to A40
Replicating the sh2 segment

set nreps 40
replicate A NReplica @nreps select SEGI sh2 end

i———— get rid of the origina sb2 segment ——————
|

dele atom sele SEGi sh2 end
|

i———— make an aias for these replicas ————————-
|

defi replicas selei segi A* end
|

I-—— use Block to make 2 domains: protein and rplicated ligands ———-
! Put replicasin block 2

! Interactions of atomsin 1 interact with atomsin 1 fully

! I nteraction between protein and ligandsis 1/40

|

calc totblk = @nreps + 1

Block @totblk

prnlev O

set blk 1

coeff111

|abel nextblk
incr blk
call @blk sele segid A@blk end
if @blk .It. @totblk goto nextblk



set blk 1

I-——— interactions of protein with each replicais scaled by 1/nreps

I Interactions between replicasis zero

! Interactions of each replicawith itself is scaled by 1/nreps

! so the total energy will make sense, and in the limit of

! all replicas on top of each other, the energy will be

! the same asasinglereplica

I Thedynamical behavior will be corrected by adjusting the masses:
! since the forces are reduced by afactor of 1/nreps, the

! masses will be reduced by the same factor later on.....

|

éalc repscal 1. / @nreps

|abel nextzero
incr blk
coeff 1 @blk @repscal
coeff @blk @blk @repscal
set blk1 2
label nxtblk1
if @blkl .eq. @blk goto doneblkl
coeff @blk @blk1 0.0
incr blk1
goto nxtblk1
label doneblkl
if @blk .It. @totblk goto nextzero
prnlev 5

ed l-———— End of Block stuff

|- Rotate replicas around an axis increments of 5 degrees
coor axis sele bynu 3527 end seleresi 231 end
setll
label loop
cac2 @1*5
coor rotate axis sele (segi A@1 ) end phi @2
incrlby1
if @1 gt @nreps goto writereps
if @11t 36.5 goto loop

|abel writereps
open unit 1 form name rep@nreps.pdb write
write coor pdb unit 1
closeunit 1

open unit 1 form name rep@nreps.psf write
write psf card unit 1



close unit 1

scal mass multi @repscal sele replicas end

consfix sele .not. segid A* end

|- easy tolerance and small step limit for demo purposes
! reduce tolerance, increase steps for better convergence
! of replicas

mini abnr nstep 1000 tolenr 1.

setll

|abel loopw
open unit 1 write form name sh2repA @1.pdb
write coor sele segid A@1 end pdb unit 1
closeunit 1
incrlby1
if 11t 40.5 goto loopw

stop
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