








P ‘|

P '/ .
L/ .



&l






= —ViU(t‘l FN)

;+ -) y - /
"1221# 34/ 153*163



o
%II

U;;
* & 7
*&
* &8 7
* &7( 8 & 9
* 8$

A+ ) . /
"1221# 34/ 153*163

+ g [(Jij/?"ij)u — (0;/
9 0 5<=,0;

2.0 :
1.5
1.0k
0.5
2.0k
i 1 i i 1 1
0.3 0.4 2.5 0.8 .7
rinm)
—_— | Ju—
=>'=07 @A@

0

0.8



01 232/ 3&
565




9

[/ 8*
;9
?
@ -
) |
6
2|
2<=,B

/DD (E ((

%
% (
% -

9 C
E D D

D

D




#S %

& $ % #



.+ C D!
«3 E #F 1%
. % | % G$)

1 1 1 1 1 1 1
o 50 100 150 200 250 300 350 400
time/[ps]



pressure/[bar]

4000

3000 -

2000 |

1000

-1000

-2000

-3000

-4000
0

2 4 6 8 10
time/[ps]

20

temperature/[K]

320

300

280

260

240

220

200

180
0

1
10 12
time/[ps]

14

16

18

20



9

title =
s Bun parameters

OPLS Lysoziyme

integrator md
nsteps 500000
dt = 0.00Z
s Tutput control

natxout = 1000
natwout = 1000
nItxcoout = 1000
nstenergy = 1000
nstlog = 1000

- Bond parameters
continuation = weg
constraint_algorithm = lincs
constraints = all-bonds
lincs_iter = 1
lincs order = 4

7 Heighborsearching
ns_type = grid
natlist =
rlist = 1.0
roeoul ombs = 1_0
wdwr = 1.0

s Electrostatics
coulombt ype = PHME
pme__order = 4
fourierspacing = 0O_.1%

s Temperature coupling is on

MDDy

leap—frog integrator
* 500000 = 1000 pas, 1
=

ns

3
zZ

sawvwve coordinates every Z ps

gsave welocities every Z ps

Htco compressed trajectory cutput ewvery Z2 ps
Sawvwe energies ewvery 2 p=s

update log £file ewvery Z ps

Bestarting after NPT

holonomic constraints

211 Pponds (even heawy atom—H bonds)
accuracy of LIMCS

alsoc related to accuracy

constrained

search neighboring grid cells
10

short—range neighborlist cutoff
short—range electrostatic cuto

==

{im mm)
{im mm)
{im mm)

short—range wvan der Waals cutoff

Particle Mesh Ewald
cubic imterpolation
grid spacing for FFT

for long—range electrostatics

tocoupl = W—rescale s modified Berendsen thermostat
toe—grps Protein Non—Frotein F btwo coupling groups — more accurate
tau_t a_1 o.1 7 Time constant, in ps
ref t = =200 =200 r reference temperature, one for each group, in E
s Pressure coupling is= on
pooupl = Parrinello—Rahman 7 Pressure coupling omn im NPT
pooupltype = isotropic ; niform scaling of box wectors
tau_ = Z._.0 s time constant, in ps
ref p = 1.0 s reference pressure, in barc
;

compressibility = 4_5e—5

7 Pericdic boundary conditions

rbc = HV=
; Dispersion correction
DigsplCorr = EnerPres

7 Veloocity generation
gen_wel = no

<=8 9
/DD (E (( E

C

D D

igsothermal compressibility of water, bar~-—1

32—-D FEBC
wdW scheme

account for cut—off

Velocity generation is off
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'PR0O38-329:CL3525-10790'

'‘GLUS35-303:CL3525-10790 2.45 0.31 1.58 2.49 3.04
'GLUS35-303:CL3526-10791" 2.45 0.19 1.84 2.47 2.83
'CL3525-10790:CL3526-10791" 2.36 0.57 0.69 2.46 3.25
'‘GLU7-30:CL3525-10790' 2.35 0.30 1.57 2.34 3.01
'‘ASP8-39:CL3525-10790 2.28 0.47 1.02 2.31 3.20
'‘GLU7-30:CL3526-10791" 1.83 0.28 0.95 1.83 2.62
'PRO38-329:CL3526-10791' 1.69 0.27 1.09 1.70 2.73
'‘ASP8-39:CL3526-10791" 1.64 0.23 0.90 1.68 2.15
'‘GLU7-30:PRO38-329' 1.45 0.10 1.21 1.44 1.78
'‘GLU7-30:GLU35-303 1.13 0.12 0.83 111 1.52
'‘GLU35-303:PR0O38-329 1.13 0.14 0.75 1.15 1.41
'‘ASP8-39:GLU35-303' 0.96 0.14 0.65 0.96 1.28
'‘ASP8-39:PRO38-329' 0.96 0.07 0.68 0.96 1.14

'‘GLU7-30:ASP8-39' 0.53 0.10 0.35 0.52 0.82
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