Cryana Tutorial

In this tutorial you can find the way to get Cryana from ParamagneticCyana2.1.

At the end of the tutorial we explain Cryana new commands.

Files

We refer to original ParagneticCyana2.1 files.

New files:
crystaldata.f

getcrydip.f

Replaced files
findzerocoords.f
psegrad.f
pseviol.f

Modified files
copy.f
cyana.for
cyanadata.f
fen.f

grad.f

readf.f

violst.f

viosta.f



Details on modified files:

copy.f

add th

Q000

Q

e subroutine:

COPPSE: Copy pcs.

Mauro und Enrico

subroutine coppse (i

use cyanadata

implicit real (kind=selected real kind(12))
include 'pse.incl'

indxdip (j)=indxdip (i)

pshiftpse (j)=pshiftpse (i)

tolprot (j)=pshiftpse (i)

wprot (j)=wprot (i)

end

(a=h,o0-2)
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ori(j ri(i}
tolorii(j)=ori(i)
weiori(d)=weiori (i)
end

tolori(j)=ori(i)
weiori(d)=weiori (i)

implicit real (kind=selscted real kind(12))

{a-h, o-z)

2
< ALOCET : Allocate memory for orientational constraints. =] ALOCET : Allocate memory for orientational constraints.
< <
E:— o Peter suntert, Z7-01-2003 -] Peter suntert, Z7-01-2003
L it ittt bbbt L T e Rttt bbbt
subroutine aloori (n,nstep) subroutine aloori (n,nstep)
< =]
use cyanadata use cyanadata
o o (o]
<] o (2] <] T (2]
—— Ln:1 Col: 1/58 Car: 1/58 1252 Uniix Ln: 1 Col: 1/58 Car: 1/53 1252 Lnix
u | (2]

1)

2)

3)

for

cyana.

add

use crystaldata
change
cmd*100 > cmd*250
add 3 parameters

ncmd=38

1 differenza trovata
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= c
program cyana program cyana 3
= [
use cyanadata use cyanadata
use crystaldata
= c
implicit real (kind=selected real kind(12)) (a-h,o-z) implicit real (kind=selected real kind(12)] (a-h,o-z)
character™* (*) vers, sys, macext character* (*) vers, sys, macext
parameter (vers="VERSION',macext='.cya’, parameter (verz=TVERSION', macext=".cya’,
* sye="GYSTEM™] * sye=TGYSTEM"]
include '"pse.incl' include 'pse.incl'
include 'orj.incl' include 'orj.incl'
include 'rde.inel” include 'rde.incl”
include 'cer.incl' include 'cer.incl'
= [
#IF mpi THEN #IF mpi THEN
include 'mpif.ht include "mpif.h?
#END IF #END IF
= c
parameter (maxp=50) parameter (maxp=50)
character param (mazp]*200, cmd*100, inifil*Z00, hlpdir* character param (maxp)*z00, cmd*250, inifil*200, hlpdir*
O ©
parameter (ncmd=35) parameter (ncmd=38
dimension idtyp (ncmd) dimension idtyp (ncmd)
character comand (ncmd)*20 character comand (nemd) =20
data (comand(i),idtyp(i),i=1, ncmd)/ data (comand(i),idtyp(i),1i=1, ncnd)/
< m | [2] 2] m
- Ln:1 Col 1/58 Car: 1/58 1252 Unix Ln: 1 Col: 1/S8 Car: 158 1252
x
il | (]
Pronto 7 differenze trovate

4) add

'funcalc' , 0,
* 'include cry' ,0, 'exclude_cry' , 0,
—
X
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] character comand (ncmd) *20 character comand (ncmd) *20 .
data (comand (i), idtypii), i=1, nomd) S data (comand (i), idtypii),i=1, nomd) S
*  tangles' 1, Tangstat® .1, Tatoms® o1, *  tangles' .1, Tangstat® .1, Tatoms® o1,
* T"calibrate' 1, "distances” 21, Tgrid” .1, * T"calibrate' 1, "distances” L1, Tgrid” .1,
* 'minimize"’ L1, Tpeaks"' L1, "randomize” L1, * 'minimize"’ L1, "peaks"' 1, "randomize” L1,
: tread” .0, Tshifts' o1, s tread” .0, Tshifts' o1,
*  'structures' 1, Twrite’ L0, Tmd” 1, *  'structures' 1, Twrite’ 0, Tmd” 1,
* Tassign' L1, "couplings" L1, "gradient” L1, * Tassign® L1, "couplings" 1, "gradient” L1,
*  '"molecules' ol "library" 505 *  '"molecules' ol "library" 50 Tfuncale’ .0,
* ‘'include pse’ ,0, ‘exclude pse’ 0, * ‘'include pse’ ,0, ‘exclude pse’ 0,
* 'include_cry' L0, Texclude _cry’ .o,
* 'include_cecr' ,0, ‘exclude_ccr’ 0, * 'include_cecr' 0, ‘exclude cer’ L0,
* 'reg pse_wio” ,0, Tout pse wiao® 0, * 'reg pse_wio” ,0, Tout pse wio® 0,
*  'rec orj_vio® 0, Tout_orj_wio' 0, "paeor]” L0, * 'rec orj_vio® 0, Tout_orj_wio® 0, "pseor]” L0,
* 'rec_rde_vie' ,0, ‘out_rde_wvio® ,0, pserde’ .0, * 'rec_rde_vie' ,0, ‘out_rde_wvia® 0, pserde’ .0,
*  'pzeudoglomsa init’ ,0, "pseudoglomsa data’, O, *  'pzeudoglomsa init’ 0, "pseudoglomsa data’, O,
* "pzeudoglomsa_out' 0, "generate_<vo®, o/ * "peeudoglomsa_cut' 0, "generate_<vo', o/
mpi THEW mpi THEW
——————————————————————————————————————————————————— initialize m eSS m——m e m— e ———-—————-—--————----——-——---- initialize
primt *, 'MPI_INIT' primt *, "MPI_INIT'
call MPT_init (ierror) call MPT_init (ierror)
if (ierror.ne.0) call fatmsg ("Cannot initialize MPI.') if (ierror.ne.0) call fatmsg ("Cannot initialize MPI.')
call MPI_comm rank (MPI_COMM WORLD, myrank, ierror) call MPI_comm rank (MPI_COMM WORLD, myrank, ierror)
print *, 'MPT process’,myrank,’ is up" print *, "MPT process’,myrank,’ is up'
call MPI comm size (MPI COMM WORLD, nsize, ierror) call MPI comm size (MPI COMM WORLD, nsize, ierror)
if {myrank.eq.0) print *, "there are',nsize, ' MEI praocesses’ if {myrank.eq.0) print *, "there are',nsize, ' MEI praocesses’
print *, 'process®,myrank,’ waiting on initialization harrier print *, 'process’,myrank,’ waiting on initialization harrier
call MPT harrier (MPT COMM WORTD. ierrar call MPT harrier (MPT COMM WORTD. ierrar)
<] | I | [2]<] | I
= Ln: 1 Col: 1j58 Car: 1/58 1252 Urii Ln: 1 Col: 1)56 Car: 1j58 1252 Urix
x
) | (2]
Pranika 7 differenze trovate



5) add

case ('include cry')

crydipflag=.true.

call putlin(2, 'Pseudocontact crystal
('exclude cry')

crydipflag=.false.

call putlin(2, 'Pseudocontact crystal

case

toggled ON')

toggled OFF'")

= [cyana.for - cyana.for
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call struct
case (Twrite’)
call writef

(param, nparam)

(param, nparam, vers)

case ("include_pssT)

dipflag=.true.

call putlin(Z, "Pzeudocontact toggled ONT)
case ('exclude pse’)

dipflag=.fals=e.

call putlin (2, "Pseudocontact toggled OFF')

case ("pseudoglomsa init')

call pseudoglomsail, 0}

c¢all putlin(Z, "Ready to perform pseudoglomsa’)
case ('pseudoglomsza_data’)

call pseudoglomsail, 0)
case ('"pseudoglomsa out')

call params (param,nparam, 'structurss=1<=01

append’ )

<] | m |

Ln: 1 Col: 1/58 Car: 1/58 1252

call struct
case (Twrite’)
call writef

(param, nparam)

(param, nparam, vers)

case ("include_pse’)

dipflag=.true.

call putlin(Z, 'Pseudocontact toggled ONT)
case ('exclude pse’)

dipflag=.fals=e.

call putlin (2, 'Pseudocontact toggled OFF')
case ("include_cry")

crydipflag=.true.

cage ("exclude_cry’)
crydipflag=.false.

case ("pseudoglomsa_init')
call pseudoglomsa (0, 0)

case ('pseudoglomsza_data’)
call pseudoglomsa(l, 1)
case ("pseudoglomsa out')
call params [param,nparam, "structures=1<{=@1
append’ )
@] | i |

Ui Ln: 1 Cal: 1/S8 Car: 1/58 1252

call putlin (2, 'Pseudocontact crystal toggled ONT)

call putlin (2, 'Pseudocontact crystal toggled OFET)

call putlin (2, 'Ready to perform pseudoglomsa’)

Pranta

6)

add

case ('funcalc')
call inifcn(2)

call fcn(perso)

7 differenze trovate
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case ['"pseudoglomsza_data')
call pseudoglomsa(l, )
case ["pseudoglomsa out')
call params (param,nparam, 'structures=1<=@1
append’)
npsestr=iparam('structures’)
if {.not.haverr()) then
call pseudoglomsa (2, npsestr)
endif
case [Tgenarate_cvo')
call pseudcglomsa (3, 0)

case ("rec_pse_vic')
call params (param,nparam,’structure=@i

case ['"pseudoglomsza_data')
call pseudoglomsa(l, )
case ["pseudoglomsa out')
call params (param,nparam, 'structures=1<=@1
append’)
npsestr=iparam('structures’)
if {.not.haverr()) then
call pseudoglomsza (2, npsestr)
endif
case [Tgenerate_cvo')
call pseudeglomsa(3, 0)
case (Tfuncalc')
call inifen(2)
call fen(perso)
case ("rec_pse_vic')
call params (param,nparam,’structure=@i

append’)
npsestr=iparam('structurs"’]
if (.not.haverr().and.npsestr.le. maxstrpze) then

do 1g=1, ndip
totvio (iq, npsestr)=pviol (iq)

enddo
elseif (npsestr.gt.maxstrpse) then

call putlin(Z, "Structurs number too big')
endif

case [Tout pse wvio')
call params (param,nparam,'structures=@i
append”) [se]

append’)
npsestr=iparam('structurs"’]
if (.not.haverr().and.npssstr.le.maxstrpze) then
do 1g=1, ndip
totwio (i1g, npsestr)=pviocl (iq)
enddo
elseif (npsestr.gt.maxstrpse) then
call putlin (2, "Structurs number too big')
endif
case [Tout pse wio')
call params (param,nparam, structures=@i
append’)
<] [ m |
Ln: 1 Col: 1/58 Car: 1/S8 1252 Unixx

[ ] )

Ln: 169 Col: 63j63 Car: 6363 1252 Unix

Pranta

cyanadata.f

1) change
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File Modffica  Visualizza  Unisci

Strumenti  Plugin - Finestra 7

Bl REF EEE| > bl Paa®

x CEl
o amean average of total ensrgy over MD trajecto
=3 Srms standard deviation of total energy over
o] derms rms of total energy change per step over
[ tfasym target function asymptote parameter
=3 tfoffs= target function asymptote offset paramet
=3 modetf target functicn tvpe
I3 izeed random number generator seed
= level current minimization lewvel
= iswap iz swapping of diastersotepic atoms on?
= iexpnd expansion of pseudo atoms on/off (1/0)
= ipssud input/output of pseudo atoms on/off (1/0
= nsel number of selected atoms/angles/peaks/di
=

parameter (nctyp=6)

dimension cut (nctyp),tolppm(maxdim),tolpik (maxdim)
pointer uplval(:)
save nuv, idumv, cutfra, cut, viocap, cutlaec,

* hblen, hbang, calcon, tolppm, tolpik, cbedis, uplval,
* ek, dt, stprms, stpmax, emean, erms, ekmean, ekrms, der
* tfasym, tfoffs, modetf, izeed, level, iswap, iexpnd, 1
=
= - - funetiec
=
= haverr has an error occurred?
= havint has an interrupt occurred?
=3 havpar ()} was a parameter with the given name =psc
o opticn() was an coptlon with the given name specif
| a3 intp() print integer number (3%d)

paramagneticeyana-2 1 - cyanadl, | cyanadatal - cpanadata f

< amean average of tetal energy over MD trajecto!
<] Srms standard deviation ¢f total energy over
= derms rms of total energy change per step over
< tfasym target function asymptote parameter
[ tfoffs= target function asymptote offset paramet
<] modetf target functicn tvpe
<] izeed random number generator seed
[ level current minimization level
=} igwap iz swapping of diastersotepic atoms on?
c iexpnd expansion of pseudo atoms on/off (1/0)
c ipssud input/output of pssudo atoms on/off (1/0
c nsel number of selected atoms/angles/peaks/di
[
parameter (nctyp=7)
dimension cut (nctyp),tolppm (maxdim), tolpik (maxdim)
pointer uplval (:)
save nuv, idumv, cutfra, cut, vicocap, cutlaec,
* hblen, hbang, calcon, tolppm, tolpik, cbedisg, uplval,
* ek, dt, stprms, stpmax, emean, erms, ekmean, ekrms, der
* tfasym, tfoffs, modetf, izeed, level, igwap, iexpnd, 1
[
= - --—- functio
[
=4 haverr has an error occurred?
=} havint has an interrupt occurred?
[ havpar () was a paramster with the given name specs
=1 opticn()] was an optleon with the given name specif
c intp () print integer number (3%d) hﬂ

<] i | 2]

<] i | B

Ln: 1 Col: 1/58 Car: 1/58 1252 Unix:
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ut

(=) 2002-05 Peter Gu Copyright ({c) Z002Z-05 Peter Guntert. All rights reserved.
= [
=1 =3 FCH Calculate the valus of the target function|c FCN: Calculate the valus of the target function
= [
= Vectorized version for the CRAY CFT77 comp|c WVectorized version for the CRAY CFT77 comp|
o Peter Guntert, 12-A-1989 < Peter Guntert, 12-6-1989
o O O
subroutine fcn (f) subroutine fcn (f)
= c
use cyanadata use cyanadata
use crystaldata
= c
implicit real (kind=selected real kind(12)) (a-h,o-z) implicit real (kind=selected real kind(12)] (a-h,o-z)
include 'pse.incl' include 'pse.incl'
include 'orj.inclT include 'orj.inclT
include "rde.incl' include "rde.incl'
include 'ccr.inel” include 'cor.incl'
= =
Il print *,TFCHT = print *,TECHT
nfen=nfen+l nfen=nfen+l
= —-——— generate Cartesi|c =  —-mmmmmmmm e generate Cartesi
o 1f (jaswap.le.D) print *, "Calling GENER from FCN' =1 1f (jaswap.le.0) print *, "Calling GENER from FCN'
if {jaswap.le.0) call gener if {jaswap.le.0) call gener
L= it ettt fle  ———----———— f
call violat
G distan|c distan
vu=0.10 [se]
< Im [2] <] Im [E]]
T Lmi1 col 158 Can 1fS 1252 Urix Ln: 1 Cal: 1/S8 Car: 1j58 1252 Ui
I ] =]
Pronko 2 differenze trovate
2) change
if (dipflag) f=f+wdip*pseviol () > if (dipflag.or.crydipflag) f=f+pseviol()
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paramagneticepana-2.14 - ciyanadh || cop opy.f | readff - readtf | psegradt - psegradf | cyal cyanator | font-font

* [
f =f + VORT * WEIORJ f + VORJ * WEIORJ
< add rde < add rde
VRDC=0.0 WRDC=0.0
DO I=1,JRDC DO I=1, JRDC
VRDC=VRDC+WRDC (IRDCVIOL (I} ) *RDCVIOL [I] **npower VRDC=VRDC+WRDC (IRDCYIOL(I) ) *RDCVIOL [I] **npower
END DO END DO
f = f + VRDC = WEIRDC f = f + VRODC = WEIRDC
(o e e e
[ ADD PEEUDOCONTACT COMTRIBUTION c ADD PEEUDOCONTACT CONTRIEBUTION
[ T T, S e T,
o write (6, *) "dipflag=",dipflag |ATTENZICNE =1 write (6, *) "dipflag=",dipflag L|ATTENZIONE
if (dipflag) f=f+wdip*pseviocl () if (dipflag.or.crydipflag) f=f+pseviol()
o .. = T YRR =H
[ END PEEUDOCONTACT CONMTRIBUTION [ END PEEUDOCONTACT CONTRIBUTION
(o e e e
] e T e
[ ADD CCR CONSTRAINTS CONTRIBUTION C ADD CCR CONSTRAINTS CONTRIBUTION
(o T T, O e
corvie=0. corvie=0.
if i{ccrflg) call ccrviol (indstr) if (ccrflg) call ccrvicl (indstr)
e f=ft+ccrvio f=ft+cervio
O € 3]
< m | [2] <] m | 2]
= Ln: 1 Col: 1/58 Car: 1/58 1252 Unix Ln: 1 Col: 158 Car: 1/58 1252 Unix
I ] @

Pronto

grad.f
1) add

use crystaldata

2 differenze trovate
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Z002-05 Peter Gu Copyright ({c) Z002Z-05 Peter Guntert. All rights reserved.
= [
=3 GRAD Calculate the gradient of the target funct|c GRAD: Calculate the gradient of the target funct
= [
= Vectorized version for the CRAY CFT77 comp|c WVectorized version for the CRAY CFT77 comp
o Peter Guntert, 12-A-1989 < Peter Guntert, 12-6-1989
o Modified wersion, Z0-May-1998 o Modified wversion, Z0-May-1998
= - - - - [ - - -
subroutine grad (g subroutine grad (g)
= [
use cyanadata use cyanadata
use crystaldata
= [
implicit real (kind=selected real kind(12)) (a-h,o-z) implicit real (kind=selected real kind(12)) (a-h,o-z)
include '"pss.incl' include 'pes.inclT
include 'orj.incl' include 'orj.incl'
include 'rde.incl” include 'rde.incl”
include 'cer.inel”t include 'cer.incl”t
parameter (npowrl=npower-1) parameter (npowrl=npower-1}
dimension g(ndfree),d(jvdw+nlol+isym), v (6, jrdwinlol+ dimension g (ndfree),d(jvdwinlol+ijsym), r (6, jvdwinlol+
a(6,-l:ndfree),iul (jvdwinlol), iuZ (jvdwinle * a(6,-1l:ndfree), iul (jvdwinlol), iuZ (jvdwinlo
o print *, "BEGIN of GRAD:',nupl,nlel, nvdw, nacec Is3 print *, "BEGIN of GRAD:',nupl,nlel, nvdw, naceo
<] print *,'BEGIN of GRAD:',jupl,jleol, jvdw, jaco I print *, " BEGIN of GRAD:', jupl,jlel, jvdw, jaco
C e distan|e = @ —-mmmmmmmmmmmm distan
if (jvdw.gt.0) then if (jvdw.gt.0) then
nvpowl=nvpowr-1 nvpowl=nvpowr-1
if (modetf.eq.l) then if (modetf.eq.l) then [se]
< Im | [2] <] Im | [E]]
= Ln: 1 Col: 158 Car: 1/58 1252 Urix Ln: 1 Cal: 1/S8 Car: 1j58 1252 Ui
I ] =]
Pronko 2 differenze trovate
2) change
if (dipflag) call psegrad(ndfree,q) > if (dipflag.or.crydipflag) call psegrad(ndfree,qg)
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Y*a(3, 1 (coo(3,13)-co0i3,12))*a (3,
end do end do
270 CONT INUE 270 CONTINUE
END TIF] END IF
O e [ ettt ettt
[ ADD PSEUDOCOMTACT GRADIENT (o} ADD PSEUDOCOMTACT GRADIENT
ettt ettt ettt ettt
if (dipflag) call psegrad(ndfrees, g) IATTENZIONE if {dipflag.or.crydipflag) eall pseqrad(ndfree, q)
O e O e
[ END PSEUDOCOMTACT GRADIENT (o} END ESEUDOCOMTACT GRADIENT
O T
O e [ ettt ettt
[ ADD CCR CONBTRAINTS GRADIENT [ ADD CCR CONBTRAINTS GRADIENT
O T
if {cecrflg) call ccrgrad(ndfree, gl if {cerflg) call ccrgrad(ndfree, q)
c - [ - - -—-
[ [ END CCR CONSTRAINTS GRADIENT
[ C
L= - - ——-- symmet |c - - - symmet’j
|| if i(jsym.gt.0) then if (jsym.gt.0) then
I:f 7] = print *, 'GRAD Jjsym=",Jjsym =1 print *, 'GRAD Jjsym=",Jjsym
[ | TEwsymtnpower TEwsymtnpower
d(l:jeym) =vreyvicl (1: jeym) **npowrl d(1l:jeym) =vreyviol (1:jeym) **npowrl [
< i | [2] 2] i | (=]
— Ln: 462 Caol: 13113 Car: 13113 1252 Uniix Ln: 467 Col: 4/56 Car: 4/56 1252 Lnix
m | (=]

use crystaldata

2 differenze trovate
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READF: Read various input files.

Modified version, 20-May-15%8

subroutine readf (param,nparam)

[¢]

use cyanadata

implicit real (kind=selected_real kind(12))
include '"pse.incl'
include 'orj.inclT
include 'rde.incl”
include 'cor.inel?
logical flag(nd),ref
character param (nparam)® (*),type*20, typ 20, filnamn*40
filter*200, format*20
if (nparam.lt.l) then
call errmsg ('Missing parameter "file'.
return
end if
i=indexr (param (1), '/ ")
j=indexr (paramil),'. ")
if (j.gt.i) then
type=param (1) (J+1:

(a~h,o0-z)

")

<l
Ln: 1 Col: 1/58 Car: 1/58

1252 Ui

(<) 5 Peter Guntert. All rights reserwved.
c
= READF: Read various input files.
[
=1 Modified version, 20-May-1598
&
subroutine readf (param,nparam)
=
use cyanadata
use crystaldata
[
implicit real (kind=selected_real kind(12)] (a-h,o-z]
include 'pse.incl'
include 'orj.inclT
include 'rde.incl'
include 'cer.inel?
logical flag(nd), ref
character param (nparam)* (*],type*20, typ*20, filnan*80
* filter*200, format*20
= gene
if (nparam.lt.l; then
call errmsg ("Missing parameter "file"”.T)
return
end if
i=indexr (param (1), '/ ")
j=indexr (param(l),'. ")
if i(j.gt.i) then
type=param (1) (j+1:) s
< m ] B

Ln: 1 Cal: 1/S8 Car: 1/58 1252

Pronto

2)

add omr and cry
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paramagneticcyana-2.1% - ciyanadh | cyana.for - cyanafor | cyana.for - cyanalfor | copy.f - copyi | fonf - fent | findzerocoords. - findzerocoords.f gradf—gradll fEﬂdf-"fEﬂdf-'l

if inparam.lt.1l) then

| call errmsg ('Missing parameter "file".')
return
end if
i=indexr (param (1), '/ ")
j=indexr (param(l),'.7)
if i(j.gt.i) then
type=param (1) (7+1:
call params (param,nparam, 'file=* ** 7//
Tunknown=error|warning|skip=error’]
if (haverr()) return
else

call params (param, nparanm,

* "type=lib|zeqlang|cor|pdb|upl|lol|ace]|
* "peaks | zpk|prot |bmrb|nmrview|zplor| T/ /
* "pse|lorj|cos|cor|cpr|met | rde| T4
* "file=0@f. Stype ** unknown=error|warning|
if (haverr()) return
call getpar ("typeT,type)
end if

call getpar ("file',filnam)
mode=iparam ("unknown’i-1

=
if inaa.eq.0 .and. type.ne.'lib') then
call errmsg ('No library present.’]
return
else if (nr.eq.0 .and. type.ne.'lib’” .and. type.ne.’
call errmsg ('No sequence present.’)
< I =

Ln: 366 Col: 72/72 Car: 7272 1252 Uniix

if inparam.lt.l) then -
call errmsg ("Missing parameter "file". ')
return
end if
i=indexr (param (1), '/ ")
j=indexr (param (1), '. ")
if (j.gt.i) then
type=param (1) (7+1:
call params (param,nparam,'file=* ** 7//
'unknown=error|warning|skip=error’]

|

if (haverr()) return
else
call params (param, nparam,
* "type=lib|zeqlang|cor|pdb|upl|lol|ace]|
= "peaks | =zpk|prot |bmrb|nmrview|zplor|omr
* "pselorj|cos|cor|cpr|met | rde|cry| /S
* "file=0@f.Stype ** unknown=error|warning|
if (haverr()) return
call getpar ("type',type)
end if

call getpar ("file', filnam]
node=iparam (Tunknown’)-1

[
if inaa.eq.0 .and. type.ne.'1lib") then
call errmsg ('No library present.’)
return
else if (nr.eq.0 .and. type.ne.’lib’ .and. type.ne.’
call errmsg ("No sequence present. ') hﬂ
<] il =

Ln: 462 Col: 6969 Car: 69j69 EOL: LF 1252 Mescolato

=

if (hawerr (i retunrn

"welght=@r=1.0 tenscors=@i=1 perc=0r=0.1 dtens=@1=1 append’)

if thawerriiy return

Twelght=0r=1.0 tensors=@i=1 perc=@r=0.1 dtens=@i=1 append’)

Pranta

3)

add cry case

'cry')

case (
call params
'weight=Q@r=1.0 tensors=@i=1 perc=@r=0.1 dtens=@i=1

'OMweight=@r=10.0 OMtol=Qr=0.1 '//

8

(param, nparam, 'tolerance=0@r=0.4 crystal=@i=1

4 diffsrenze trovate

pseudo

'/
'/



'celldimx=@r=0.0 celldimy=Q@r=0.0 celldimz=@r=0.0 '//
'symmetry=none |P21212|P212121|P222|P2221 |=none append')
if (haverr()) return
OMflag=.false.
crytoldip=rparam('tolerance’)
cryncrystal=iparam('crystal')
crywdip=rparam('weight')
cryntenso=iparam('tensors"')
crypseperc=rparam('perc')
cryNDTENSO=iparam('dtens"')
cellDim(1l)=rparam('celldimx")
cellDim(2)=rparam('celldimy")
cellDim(3)=rparam('celldimz")
call getpar ('symmetry', symmetry)
crystalmode=cryncrystal
if (cellDim(l).eq.0.0.0r.cellDim(2).eq.0.0.0r.cellDim(3) .eq.0.0)
then
CALL ERRMSG ('Please insert crystal cell dimensions '//
'celldimx, celldimy, celldimz')

stop
end 1if
select case (cryncrystal)
case (0)
SolidState=.false.
case (1)

SolidState=.true.
call putlin (2, 'Crystal mode')
'inizializzazione matrici di rotazione per pcs con stato solido
call initRotMatrix
case (2)
SolidState=.true.
OMflag=.true.
OMweight = rparam('OMweight')
OMtol = rparam('OMtol')
call putlin (2, 'Crystal mode with origin '//
'forced alignment with internal metal')
call putlin (2,'Do not forget to upload a matrix '//
'by a .omr file')
call initRotMatrix

case default
CALL ERRMSG ('wrong crystal mode! select 0 or 1'")
end select
if (cryNDTENSO.ne.l.and.cryntenso.ne.l) then
write(6,*) 'OPTION NOT YET IMPLEMENTED'
stop
end 1if
if (cryNDTENSO*cryntenso.gt.maxtenscry/2) then
CALL ERRMSG ('Too many tensors!')
stop
endif
if (.not.option('append')) ndipcry=0
n=ndipcry
call getcrydip(1l,mode)
close (1)
if (haverr()) go to 900
call putlin (2, 'Pseudo contact shifts constraint '//
'file '//strqg(filnam)//
' read, '//plural (ndipcry-n, 'constraint')//'.")
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] CALL ERRMSG('Too many tensorsl') CALL ERRMSG('Too many tensors! ~
stop stop
endif endif
if {.not.option('append’)) ndip=0 if {.not.option('append’)) ndip=0
n=ndip n=ndip
call getdip(l,mode) call getdip(l,mode)
closeil) close (1]
if (haverr()) go to 300 if (haverr()) go to 300
call putlin (2, "Pseudo contact shifts constraint 7 call putlin (2, "Pseudo contact shifts constraint 7
* "file "//strg(filnam)// * "file '//strq(filnam)//
* ' read, "//pluralindip-n, 'constraint’ * " read, '//plural (ndip-n, 'constraint’
e b———————— e pse
case (Tcry')
<all params (param,nparam,'telerance=@r=0.4 crysta
= "welght=0r=1.0 tensocrs=@i=1 perc=@r=0.1 dtens=
& TOMwelght=@r=10.0 OMtol=@r=0.1 '//
* Tsymmetry=none|PZ1212|pP212121| P222| P2221| =none
1 @ TE=@r=4. T=@r=4. O=@r=4. append’)
if t(haverr()) return
oMflag=. false. lE]
crytoldip=rparam("tolerance’) ’
| cryncrystal=iparam('crystal’™)
N crywdlp=rparam ("welight ')
cryntenso=iparam("tensors')
crypseperc=rparam ("perc’)
cryNDTENSO=iparam ("dtens ™)
call getpar ("symmetry',symmetry) ! da eliminare 1
crystalmode=cryncrystal ]
< I [2] <] I (]
— —  Lmi366 Cok 7272 Can72fv2 1252 Urix Ln: 390 Col: 7/70 Car: 770 EOL: LF 1252 Mescolato
* if (haverr()) return
! if ihaverr()) return
H <] i B
Pronko 4 differenze trovate

4)

add omr case

|_i| Eile Modfica Visualizza Unisci  Strumenti  Plugin - Finestra 2

‘D&

BT XY ¢ Apdade

paramagheticeyana-2. 14 - ciyanadh, | cyanalfor - cyanator | cyanafor - cpanator | copu.f- copyt | fond -font | findzerocoords.f - findzerocoords.f | grad.f - grad.f readf.lrreadf.l‘ readf.l-readf.ll

mentiL

call putlin (2, 'Pseudo contact shifts constraint '// -~
"file "//strg(filnam)//

Pronto

violst.f

1)

2)

add

include ‘pse.incl’

add variables
10

+ ' read, "//plural(ndipcry-n, "constraint’)//
L T direction cosines |o ~  —------- - mom——mmo——m——————oo————oo—ooo direction cosines
case ('coz') case (Tcos')
call params (param,nparam,’ ") call params (param,nparam, ™ ")
if (haverr()) return if (haverr()) return
call findzerocoords(l,mode) call findzerocoords(l,mode)
if (haverr()) go to 200 if (haverr()) go to 200
call putlin (2, "Cosine file '//strg(filnam)// call putlin (2, 'Cosins file '//strg(filnam)//
* T succesfully read.”) * " succesfully read.”)
L= e el direction cosines
case (TomrT)
call params (param,nparam,’ "}
if (haverr()) return
call findomrot(l,mode}
if (haverr()) go to 500
@all putlin (2, "Origin-Metal orientation file *//strg(fil
* " succesfully read.’)
L5 et et el ettt LS ittt ettt ittt
s END FSEUDQCONTACT INFUT [s] END FEEUDQCONTACT INFUT
O T e e e e — e ———— - O T e e e — e ——— - - - -
s [s]
@ Orientation constraints (Antonio’s style) @ Orientation constraints (Antonio’s style)
: : E
1 s [s]
| case ('orj") case ("orj’T)
call params (param,nparam,  tolerance=@r=0.1 call params (param,nparam,  tolerance=@r=0.1
* meicht=EAr=1.M1 weil=@r=1.M weil=@ar=1.0M * meicht=Er=1.M1 weil=@r=1.0M weil=@ar=1.01 lv]
< m ] =] =] m B}
e Ln: 19 Col: 5/73 Car: 5(73 1252 Ui Ln: 471 Col: 35(64 Car: 35(64 1252 Unix
m | [

4 differenze trovate



vpse (ndip, nscor) , indpse (ndip) , keypse (ndip) , vipse (ndip)

‘0 &
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Plugin  Finestra
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right (<) Z00Z-03 Peter Guntert. All rights reserved.

right (<) Z002-05 Peter Guntert. All rights reserved.

VIOLST: Write list of individual constraint violations

Peter Guntert, 26-03-2003

subroutine violst (winvio, vdw,del, vdeo, vaco, veeo, vori)
use cyanadata

implicit real (kind=selected real kind(12)) (a-h,o-z)
dimension vdeo(nvdw, nscor), vaco(naco, nscor),
veeo (noeo, nscor) , vori (nori, nscor) ,
indden (nlol), keydeo (2, nlol), video (nlal),
indvdw (nvdw) , keyvwdw (2, nvdw) , vivdw (nvdw) ,
indacoi(naco), keyacao(naco), viaco (naca),
indeen (neea) , keyeeo (2, neco) , viecn (neen) ,
indori{nori), keyori(nori), viori(nori})

lagical vdu
character info*&0, typ*5, str*200, tmp* (nscor), adl*14, ad2*14

n=nscor

if (n.eq.0) return

call putlin (2, "@/Constraints violated in "//intp(minvia)//
* ' or more structures:T)
write (str,'(47%,4,T3,T4,200I5)") "#
call putlin (2, str)

mean  max.',1,(i,i=5,n

find can=istent vinlat

Ln:1 Col: 1/58 Car: 1/58 1252 Uniix

VIOLST: Write list of indiwvidual constraint violations

26-03-2003

Peter Guntert,
subroutine violst (minvia, wdw,del, vdeo, vaco, veco, vori, vpae)
use cyanadata

implicit real (kind=selected real kind(12))
include "pse.incl’

(a~h,o-z)

dimension wvdeo(nvdw, nscor), vaco(naco, nscor),
veoo(ncco, nscor) , vorl (nori, nscor) , vpse (ndip, nscor) ,
indden (nlol), keydeo (2, nlol), videno (nlal),
indvdw (nvdw) , keyvwdw (2, nvdw) , vivdw (nvdw) ,
indacoinaco), keyacao(nacao), viaco(naca),

indeen (neeo) , keyeco (2, neco) , viecno (neen) ,
indori (nori), keyori (nori), viori (nori),
indpse(ndip), keypoe (ndip) , vipse (ndip)

logical wvidw

character info*&0, typ*5, str*200, tmp* (n=cor), adl*14, adZ*14

n=nscor

if (n.eq.0) return

call putlin (2, "@/Constraints violated in "//intp(minvia)//
* ' or more structures:T)
write (str,'(47%,4,T3,T4,200I5)") "#
call putlin (2, str)

mean  max.',1,(i,i=5,n

Find cnnsistent vinlatl¥

Ln: 1 Col: 1/58 Car: 1/53 1252 Lnix

B

Pronto

3)

add

nvpse=0
cut (7)=toldip
do i=1,ndip
nvio=count ( (vpse(i,1l:n).gt.cut(7)))
if (count ((vpse(i,l:n).gt.cut(7))).ge.minvio)
nvpse=nvpse+l
indpse (nvpse) =1
keypse (nvpse) =indxdip (i)
end 1if
end do

call isort (keypse,indpse,nvpse,l)

11

& differenze trovate

then



72 WinMerge = [Wolstr=violst. =]
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=] 2% ax¥ BEpde

nvio=countivoriii,l:n).gt.cut(e]))
if (count((vori(i,l:n).gt.cut(é))).ge.minvia) then
nvori=nvori+l
indori(nveri
keyoriinvori)=ioria(i)
end if
‘ ‘ end do

call isort (keyori,indori,nveri,l)

do i
i=inddeo(ii)
tol=merge (cut(l),cut(Z),i.le.nupl)
nvic=count ( (vdco(i, l:n).gt.tol))
k=ideo (i)
typ=merge ("Upper”, 'Lower’,i.le.nupl)
vave=sumivdoo(i,1l:n))/n

R_] |vm>aw=mxval|’vricmh'.1:nﬂ |

I

Ln: 1 Col: 1/58 Car: 1/58

1252

paramagneticeyana-2.1% - ciyanadh, | cyana.for - eyanafor | cyanator - cyanaltor | copy.f- copyt | fent - fent | findzerocoords.f - findzerocoords.f | grad.f - grad | readf.lrreadf.l‘ wialst,

report consistent violat:
distance constraint violat:

Unix:

B

=

x

violst1 |

nvio=count ivoriii,l:n).gt.cut(a]))
if (count((vori(i,l:n).gt.cut(é))).ge.minvia) then
nvori=nvori+l
indori{nvori)=i
keyorii(nvori)=ioria(i)
end if

end do
call isort (keyori,indori,nvori,1)| [J
nvpse=0
cut(7)=toldip
do i=1,ndip
nvic=count{{vpse(i,l:in).gt.cut{7)))
if (count((vpse(i,l:n).gt.cut(7))).ge.minvio) then
nvpse=—nvpse+l
indpse (nvpse)=i
keypse (nvpse)=indxdip (i)
end 1f
end do
call isort (keypse,indpse,nvpse,1)
————————————————————————————————————— report consistent violat:
distance c¢onstraint violat:

i=inddeo(ii)

tol=merge (cut(l),cut(2),i.le.nupl)
nvio=count ( (vdeo(i, L:n).gt. £ol) )
k=ideo(i}

typ=merge ("Upper”, 'Lower’,i.le.nupl)
vave=sumivdoo(i,1l:n))/n

wvmaw=maxval (vdcnli.l:ni) [ﬂ
<] | I ] [E]]

Ln: 85 Cal: 41/41 Car: 4141 1252

Pronko

4) add

c e
do ii=1,nvpse
i=indpse (ii)
nvio=count ( (vpse(i,1l:n).gt.cut(7)))
vave=sum(vpse (i, 1:n))/n
vmax=maxval (vpse (i, 1l:n))
vipse (ii)=vave

tmp=" "'
do j=1,n
if (vpse(i,j).gt.cut (7))
* tmp (j:J)=merge('*',"'+',vpse (i, ) .eq.vmax)
end do

adl=adescr (indxdip (1))

8 differenze trovate

.. pseudocontact shift violations

call putlin (2, 'Pcs '//strp(adl)//realf (pshiftpse(i),16,2)//
* realf (tolprot(i),8,2)//intn(nvio,4)//
* realf (vave,7,2)//realf (vmax,7,2)//" '//strp (tmp))

end do

12



adl=adescr(ioriaiil)

call putlin (2, "Ori "/istrpladl)//realfiori(i), 16,2)//
* realf(toloriii),&,2)//intn(nvio, 4)//
* realf({vawve, 7,2}/ /realf(vmax, 7,2)//"
end do

T/ /step

delete violated distance con:
if (del.gt.0.0) then
if (nvdeo.gt.0) call rsart (video,inddeo, nvdeo, 1)
mvdco=nint (nvdeo*del*0.01)
ideoail, ideoiinddeo (nvdeo-mvdeo+l:nvdeo) ) ) =-1

rendeo

ndon=n
<] U B
Ln: 1 Col: 1/58 Car: 1/58 1252 Unix:

adl=adeser(ioriafil)

call putlin (2, "Cri "/istrpladl)//realfiori(i), 16,2)//
realf(toloriii),&,2)//intn(nvio, 4)//
realf{vave,7,2)//realf{vmax,7,2)//" '//strp

pseudocontact shift wi

. e vmax)

adl=adescr (indxdip(i))
call putlin (Z,'Pes '//strp(adl)//realf(pshiftpse(i),1
realf({tolprot(i),8,2)//intninvio, 4}//

realf(vave,7,2)//realf(vmax, 7,2)//" '//=strp

if (del.gt.0.0) then
if (nvdeo.gt.0) call rsart
mvdeco=nint (nvdeo*del*0.01)
ideoail, ideoiinddeo (nvdeo-mvdeo+l:nvdeo) ) ) =-1
rendeo

ndon=n @

delete violated distance com:

{video, inddeo, nvdeo, 1)

<]

2]

Ln: 215 Col: 44/44 Car: 44/44

1252 Unix

Pronko

5)

if (nvpse.gt.0) call rsort
mvpse=nint (nvpse*del*0.01)
indxdip (indpse (nvpse-mvpse+l:nvpse))=-1
n=npse
npse=0
do i=1,n
if (indxdip (i) .gt.0)
npse=npse+1l
call coppse
end 1if
end do

then

(i,ndip)

13

8 differenze trovate

delete pseudocontact shifts constraints
(vipse, indpse,nvpse, 1)
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cyana.for - cyanator | copyl

ioria{indori{nvori-mvori+l:nvori)]
n=nori
nori=0
do i=1,n
if (ioria(i).gt.0) then
nori=noritl
call copori (i,nori)
end if
end do
end if
<
if (ndeco.gt.0) then
if (del.le.0.0) then
‘ call putlin (2,plural (nvdeo, 'violated distance constra
* IZARRS!
else
call putlin (2, plural (nvdeco, "viclated distance constra:
* AT TS AAntnimudant AT deleted. T
< i ] B

Ln: 1 Col: 1/58 Car: 1/58 1252 Unix:

copy.l | fenf - fent | findzerocooids.f - findzerocoords.f | grad.f - grad.f readf.lrreadf.l‘ wialst,

(2
=[5

violst1 |

then

if (ioria(i).gt.0)
nori=noritl
call copori (i,nori)
end if
end do|

delete pseudocontact shifts con
if (nvpse.gt.0) call rsort (vipse,indpse,nvpse,1)
mvpse=nint (nvpse*del*0.01)
indxdip{indpse(nvpssmvpsetlinvpse) )=—1
n=npse
npse=0
do i=1,n
if (indxdip(i).gt.0) then
npse=npse+l
call coppse (i,ndip)
end if
end do
end if

if (ndco.gt.0) then
if (del.le.0.0) then
call putlin (Z,plural{nvdeo, 'violated distance constra:
* IANRS!

else

call putlin (2, plural (nvdeco, "viclated distance constra

* LA TS AAntnimudant /ST deleted. T
<] i ] [E]]
Ln: 278 Col: 15(15 Car: 1515 Unix

1252

Pronko

6)

add

if (ndip.gt.0) then
if (del.le.0.0) then
call putlin (2,plural (nvpse, 'violated pcs
'constraint')//'.")
else
call putlin (2,plural (nvpse, 'violated pcs
'constraint')//"',
end 1if
end 1if

8 differenze trovate

"/

'/

'//intp (mvpse)//' deleted.')

Winl

Elle Modifica Yisualizza  Unisci
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inclandata. f

* Tconstraintt) /ST T
else

call putlin (2, plural (nvcco, "viclated coupling c

* Teconstraint')// Y, "//intp(mveco) /St
end if
end if
if inori.gt.0) then
if (del.le.0.0) then
call putlin (2, plural (nvori, "viclated orientatioc
* Tcenstraint')// L")
else
call putlin (2, plural (nvori, "viclated orientatioc
* Teonstraintt) S/, VS intp (mveri) S0
end if
end if

call putlin (2," ")

a3 call iresul ('"violated distance constraints',nvdco)
end

&l I 2]

Ln: 290 Col: 1/t Car: 11 1252 Uniix

inclandataf | cyans.for - cyarafor | fonf-fonf | aradf- qiadF | readfi -readif | wviolstf - vikstf |

)
= [29

[
o]

* Tconstraintti// T, -
else

call putlin (2, plural invcoco, "viclated coupling c

* Teconstraint')// 7T, "//intpimvecoe) /St
end if
end if
if inori.gt.0) then
if (del.le.0.0) then
call putlin (2, plural (nvori, "vioclated orientatio
* Tcenstraint')//T. ")

else

call putlin (2, plural (nvori, "violated orientatio

* Teonstraintt) S/, v/ intp (mveri) S0
end if
end iﬂ
if (ndip.gt.0) then
if (del.le.0.0) then
call putlin (2,plural (nvpse, "violated pcs v
* Tconstraint"i// 7. T
alse
call putlin (2, plural (nvpse, "violated peos @
= Tconstraint')//7, '//intp(mvpse)//"
end if
end if
call putlin (2,7 ")
c call iresul ('wiolated distance constraints',nvdco)
end

< Im
Ln: 331 Col: 13/13 Car: 13/13

1252

Pronto

14
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viosta.f

1)

add

include ‘pse.incl’
add variables
vpse(:,:

) 4

change

ncon (1l:nctyp)=max ( (/nupl,nlol-nupl,1,nacol,ncco,nori/),

>

ncon (1:nctyp)=max ( (/nupl,nlol-nupl,1l,nacol,ncco,nori,ndip/),

%3 Winherg

viosta. - viosta.

| Fle Modfica Visudlizea Unisd  Stromenti Plugin Finestra 7
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paramagnetic

[ b ¥ Apdade
cyana-2 1% - ciyanadh | cyanator - cyanator | cyanator - cyanator | copuf- copyt | fenf-fent | findzerocoords.f - findzerocoords f
bl O \Document CEl F

implicit real (kind-selected real kind(1z))

fa-h, o-z)

dimension dsav(ndfree), itypinctyp),nconinctyp) .,

logical indivw, wdw
allocatable vdco(:,:),vaco(:,:),veco(:, ), vori(:,:)
character line*Z200, fwtinctyp) *20

indiv=minvio.le.nscor

tfsav=tf
dsavil:ndfree)=dval{l:ndfree}

modexp=merge (2, 1, mode. eq. 3}
call setlev
nconil:netypl=1
if (mode.eq.l) then
fmti{l:nctyp)="(I4,F7.1,F6.2)"
else
nacol=count (isctyp(l:naco).ls. nactyp)
neon{l: netyp)=max((/nupl, nlol-nupl, 1, nacol, ncco, nord/),
* neon(l:inetyp) )

* ivio(nctyp), vsum{nctyp), vmax (nctyp)
* iviosulncotyp), veumsuinctyp) , vmaxsu (natyp) ,
* iviosg (netyp), vsumsq(nctyp) , vmaxsg (netyp),
* iviomi (netyp), veuwmni (nctyp), vmaxui (netyp),
* iviowma (netyp), vsuma (netyp) , vmaxma (netyp)
* ivioma (netyp) , veumma (notyp) , vieaxma (netyp), ¢ (Llinscor

viokt1 | viostal - viostaf |

grad.f - grad f | readff - readft | violst

implicit realkind=selected real kind(1Z])
include "pse.incl”
dimension dsav(ndfree), itypinctyp),nconinctyp) .,

(a-h, o-z)

* ivio(nctyp), vsum{netyp), vmax (netyp)

* iviosulnotyp), veumsuinctyp) , vinaxsu (natyp) ,

* iviosg(netyp), vsumsq(notyp) , vmaxsg (netyp),

* iviomi (netyp), veuwmi {notyp), vmaxul (netyp),

* iviowa (netyp), vsunma (nctyp) , viwaxma (netyp)

* ivioma (netyp) , veunma (notyp) , vieaxma (netyp) , ¢ (Linscor

logical indivw, wdw

allocatable vdco(:,:),vaco(:,:),veca(:,:),vori(:,:),vpse(:,:}

character line*Z200, fwtinctyp) *20

indiv=minviao.le.nscor
tifsav=tf
dsavi{l:ndfree)=dval{l:ndfree}
modexp=merge (2, 1, mode. eq.3)
call setlew
neconil:netypl=1
if (mode.eq.l) then
fmti{l:nctyp)="(I4,F7.1,F&.2)"
else
nacol=count (iactyp(l:naco).ls. nactyp)
neon(l:netyp)=max((/nupl, nlol-nupl, 1, nacol, neco, nori, ndip/),
* neon(l:netyp) )

Pronko

fmtilinctyp)="(I4,F7.4,F6.2)" futilinctyp)="(I4,F7.4,F6.2)"
fmt 31="(T4.F7.1.FA.2"1 " fmt 31="(T4.F7.1.FA.2 1" [v]
< | I | 2= | i | B}
— Ln: 15 Cal: 1/2 Car: 1/2 1252 Unix: Ln: 14 Col: 20f20 Car: 20{20 1252 Unix
LI | [’]
8 differenze trovate
4) add
if (ndip.gt.0) then
ntyp=ntyp+1
ityp (ntyp)=7
line(len trim(line)+1:)=" pc shifts'

end if
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Ln

ityp (ntyp
line(len trim(line)+1:]
end if
if (ncco.gt.0) then
ntyp=ntyp+l
ityp (ntyp)=5
line{len trim(line)+1l:)="
end if -
if (nori.gt.0) then
ntyp=ntyp+1
ityp(ntyp)=6
line(len trim(line)+l:)="
end if

torsion angles

J-couplings'

orientations

call putlin (2, "@/3tructural statistics:@/8/'//line)
line="
do i=1,ntyp

function”

if (mode.eq.l .or. ityp(i).eq.3) then
line(len trim{line)+1:)=" # sura max"’
else if (mode.eq.Z) then
line(len trim(line)+1:)=" # ave max"
else -
line(len trim{line)+1:)1=" # rms max"
end if
end do
call nutlin (2.1inal
<] | Im B
115 Cal: 1/2 Car: 1/2 1252 Unix:

vl
X
- 8 X

viokt1 | viostal - viostaf |

grad.f - grad f | readff - readft | violst

typ (ntyp
line(len trim(line)+1:)="
end if -
if (ncco.gt.0) then
ntyp=ntyp+l
ityp (ntyp)=5
line{len trim(line)+1l:)="
end if -
if (nori.gt.0) then
ntyp=ntyp+1
ityp(ntyp)=6
line(len trim(line)+1:)="
end if -
if (ndip.gt.0) then
ntyp=ntyp+l
ityp (ntyp)=7

torsion angles’

T-couplings®

orientations’

line{len trim(line)+1l:)=" pe shifts”
end 1
call putlin (2, "@/8tructural statistics:@/67"//line)
line=" function”
do i=1,ntyp
if (mode.eq.l .or. ityp(i).eq.3) then
line(len trim{line)+1:)=" # sum max"
else if (mode.eq.Z) then
line(len trim(line)+1:]=" # ave max"
else -
line(len trim{line)+1:)=" # rms max"
end if
end do

call nutlin
<] |

Ln: 82 Col: 13{13 Car: 1313

(2. 1inmY
I

1252 Unix

x

b

Pronko

5)

change

allocate

(vdco (nvdw, nscor) ,vaco (naco, nscor) ,
vcco (ncco, nscor) ,vori (nori,nscor))

>

allocate

(vdco (nvdw, nscor) ,vaco (naco, nscor) ,

8 differenze trovate

vcco (ncco,nscor) ,vori (nori,nscor),vpse (ndip,nscor))

6) add

vpse (l:ndip,l:nscor)=0.0

| Hle Modfica
=]

paramagneticcysne

x

Ln

<2

] |

Visualizza Unisci Strumenti Plugin  Finestra

B 2L REF b ¢

214 - cipanadh | cyanafor - cyana for
CE d

?

Bda®

cyariafor -

ment

swap tables and wdw tal

call swapup
call inifen (2)

then

initialize table of individual violati:

if (indiv)
allocate (vdeo(nvdw, nscor), vaco(naco, nscor) ,
veocoo(ncco, nscor), vorl (nori, nscor) )

nvdw, L:nscor)=0.0

na<o, linscor)=0.0

neco, Linscor)=0.0

nori,l:nscor)=0.0

wdoo(l:
vacoil:
wvecoil:
woriil:

------------------------------------ loop over selected structu
do n=1,nscor

istrot=isstrin)

call copstr (istret,0)

call fen (tfval)

target (istret)=tfwal

tfsu=tfsuttfval

tfsg=tfsqttival*“2

tfmi=min (tfmi, tfval)

tima=max (tfma, tfwval)

if i+tfval . me. 0.1
I

caleulate target funct:

-and. tfwal .‘1 /.29999. 97 then

115 Calr 1/2 Car 1/2 1252 Unix

swap tables and vdw tal

call swapup
call inifen (2)

initialize table of indiwvidual violati:
if (indiv) then
allocate (vdeo(nvdw, nscor), vaco(naco, nscor) .

veeo (neco, nscor) , vord (nori, nscor), fpse (ndip, nscar) )
nvdw, L:nscor)=0.0
naco,l:inscor)
ncco, Linscor)
nori, l:nscor)
ndip, l:nscor)

wdoo(l:
vacoil:
wvecoil:
woriil:
vpsei(l:
end if

i

------------------------------------ loop over selected structu:
do n=1,nscor

istret=isstrin)

call copstr (istret,0)

call fen (tfval)

target {istret)=tfwval

tfsu=tfsuttfval

tfsgq=tfogttival*“2

tfmi=min (tfmi, tfval)

tima=max{tfma, tfwval)

if i+tfval.me. 0.1

caleulate target funct:

and. then

tfwal . 1e. 22999 97
<] | [ I

Ln: 120 Col: 53j70 Car: 5370

1252

Pranta
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7) add

k=17

do i=1,ndip ! jpsevio. ora glieli facciamo scrivere tutti
v=abs (pviol (i))
if (indiv) vpse(i,n)=v ! vpse(ioviol (i),n)=v
if (v.gt.cut(k)) ivio(k)=ivio(k)+1
vsum (k) =vsum (k) +v**modexp
vmax (k) =max (vmax (k) , v)

end do
=
;-_.F'_.E
| § File Modfica Visualizza Unisti Strumenti Plugin Finestra 7 BEE

s N =R=]) L2 BEF A pdade

f - copy.f | font - fent | findzerocoords.f - findzerocoords.f || grad.f - gradf | readff - readf.f

paramagneticcyana-2.1% - ciyanad | cyana.for - cyanafor | cyana.for - cyanafor | copy.

x o}

£ (v.gt.out(k)) alk) gt cut (k) ) -~
waum (k) =vsum (k] +v* *modexp vaum (k) =vsum (k] +v* *modexp
vmax (k)=max (vmaxik), v) vmax (k) =max (vmaxi(k), v)
end do end do
k=6 k=6
do i=1,jori do i=1,jori
v=ahs (ovial(i)) v=abs (oviol(i])
if (indiv) wori{ioviol{i),n)=v if (indiv) wori{ioviol(i),n)=v
if (v.gt.cutik)) ivie(k)=iviao(k)+1 if (v.gt.cutik)) ivio(k)=iviao(k)+1
vauwm (k)=vsum (k] +v* *modexp vawm (k) =vsum (k] +v* *modexp
vmax (k)=max (vmax(k) , v) vmax (k)=max (vmax(k), v]
snd do snd dof
k=7
do i=1,ndip | jpsevio. ora glieli facciamo scrivere tutti

v=absa(pviol (1)}

if (indiv) wvpse(i,n)=v | vpse(iovieolii],n)=v
if (v.gb.eut(k)) ivio(k)=ivia(k)+1

waum (k) =vsum (k) +v* *mod exp

vmax (k) =max (vmax(k),6 v)

end do
do i=1, ntyp do i=1, ntyp
k=ityp (i) k=ityp (i)
vaum (k) =vsuwn (k) ‘neon(k) vaum (k) =vsuwn (k) ‘ncon(k)
if (mode.eg.3 .and. k.ne.3) wvsumik)=sgrt (max(zero,vsum(k))) if (mode.eg.3 .and. k.ne.3) wvsumik)=sgrt (maxizero,vsum(k))}
write (line(len trim{line)+l:}, fmt(k}) iwvio(k), veum(k), vmax write [line(len trim{line)+1l:), fmt(k)] ivioik], vsum{k), vmax
iviesu(k)=iviosuik)+ivio(k) iviosu(k)=iviosuik)+ivio(k)
wvaumsu (k) =vaumsuik) +vsumk) vaumsu (k) =vaumsuik) +vsum k)
vmaxsu (k) =vmaxsuik) +vmax(k} vmaxsu (k) =vmaxsuik) +vmax(k}
iviesg(k)=iviosqg(k)+ivio(k)**2 iviosg(k)=iviosq (k) +tivio(k)**2
vauman (ki =vauman ikl tvasum ikl ¥+ 52 vauman (ki =vaiman ikl tvsum (k) *+2 [v]
& | I ] 2= | I ] B
— Ln: 15 Col: 1/2 Car: 1/2 1252 Unix Ln: 189 Col: 1515 Car: 1515 1252 Unix
x
i | 2]
Pranka g differenze trovate

8) change
call violst (minvio,vdw,del,vdco,vaco,vcco,vori)
deallocate (vdco,vaco,vcco,vori)

>

call violst (minvio,vdw,del,vdco,vaco,vcco,vori,vpse)
deallocate (vdco,vaco,vcco,vori,vpse)
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| 4§ Fle Modfica Visualizza Unisci Strumenti Plugin  Finestra 2 -8 x
DEEH wea B 2% BX L Apdade
paramagneticeyana-2.14 - ciyanadh | eyanator - cpanaltor | eyanator - cpanafor | copy.f - coppt | fond - fent | findzerocoords.f - findzerocoords F | grad.f - gradt| readff - readff | wiolstf - vialst. ‘ wiostal - viostaf |
] write (line,'(A,F3.2)") "Max', tfma write (line, ' (A,F3.2)") "Max', tfma ~
else else
write (line,'(4,1PES.2)") "Max", tfma write (line,'(4,1PES.2)") "Max',tfma
end if end if
do i=1,ntyp do i=1,ntyp
k=itypidi) k=itypii)
write (line(len_trim(line)+1:), fut(k)) write (line(len_trim(line)+1:), fut(k))
* ivioma (k) , vsumma (k) , vmaxna (k) * ivioma (k) , vsumma (k) , vmaxma (k)
end do end do
call putlin (Z,line) call putlin (Z,line)
< =]
o ri{l:n)=target(isstr({l:n))/tfau/n @ ri{l:n)=target(isstr(l:n))/tfau/n
o h=—sumir{lin)*log(c(l:in)))/logions*n) < h=—sumir({lin)*log(c(l:in)))/logions*n)
end if end if
Y =
write (line, " (&,9%,6F17.2)") "Cut',cut{itypil:ntyp)) write (line, ' (A,9%,6F17.2)") "Cut',cut{ityp(l:intyp))
call putlin (Z,line) ©all putlin (Z,line)
o if (n.gt.1) call putlin (4, "Convergence factor: '//realf(l|ec if (n.gt.1) call putlin (4, "Convergence factor: '//realf(l
= @all putlin (Z," ") = @all putlin (Z," ")
R output violations of individual coni|e =~ ——-m—mm—mmmmmmmmmmmom o output violations of individual con:
if {indiv) then if {indiv) then
call violst (minvio, wdw, del, vdeo, vaco, veco, vori) b:all violst (minvio, vdw,del, vdeo, vaco, vecao, vori, vpse)
deallocate (vdco, vaco, vecao, vori) deallocate (wvdco, vaco,veco, vori, vpse)
end if end if
L= ettt ettt restore current 57| 00 oo oo oo o oo oo oo oo oo restore current =-
tf=tfsav tf=tfsav
dval (l:ndfree)=dsav(l:ndfree) dval (l:ndfree)=dsav(l:ndfree)
end end =
v
< I [2] <] I [E]]
— —  lm15 Col1f2 Car1f2 1252 Unix Ln: 286 Col: 962 Car: 9j62 1252 Unix
x
Bl I | 3
Pronta 8 differenze trovate
pse.incl

1) change

MAXDIP=2500 > MAXDIP=10000

2) add variable jpsevio

Eile Modfica Visualizza Unisci Strumenti  Plugin - Finestra ¢ - 8 X
O &2 £EF 4 4 meae
paramagneticeyana-2.14 - ciyanadh | cyana.for - cyana.for | cyana.for - cyanator | copy.f- copyt | font - font | findzerocoords.f - findzeracoords.f | grad.f- grad.t| readff- readff | vialstf- vidlstf | wiostaf - viosta.f inclandala.F-\nc\andatal‘ pse.incl - psaine! |
-
BARAMETER (MAXDI 500, MAXTENS=30, maxstrpae=50) PARAMETER (MAXDIP=10000, MAXTENS=30,6 maxstrpge=50)
CHARACTER NAMRESDIP*S, NAMATDIP*5, AXESAVEFILE*30,ps CHARACTER NAMRESDIP*S, NAMATDIP*5, AXESAVEFILE*30,ps
LOGICAL DIPFLAG, DLPZFLAG, psedia LOGICAL DIPFLAG, DLPZFLAG, psedia
common /psel/ NDIE, NTENSO, NDTEMEO common /psel/ NDIE, NTENSO, NDTENSO
COMMON /pseZ/ totvio (maxdip,maxstrpse) COMMON /pseZ/ totvio (maxdip, maxstrpss)
common /pse3/ NUTE (MAXDIE) common /pse3/ NUTE (MAXDIP)
common /pse4/ NAMRESDIP (MAXDIFP),NAMATDIP (MAXDIP), common /pse4/ NAMRESDIP (MAXDIFP), NAMATDIP (MAXDIP),
* pstring (maxdip), * pstring (maxdip),
* AIDIP (MAXTENE) , AZDIE (MAXTENS) , * AIDIP (MAXTENE) , AZDIE (MAXTENS) ,
* PSHIFTPSE (MAXDIP) , TOLPROT (MAXDIPE) , WPROT (MAXDI * PSHIFTPSE (MAXDIP) , TOLPROT (MAXDIP) , WPROT (MAXDI
* PSHIFTOR (MAXDIP), * PSHIFTOR (MAXDIP),
* PVIOL (MAXDIP), CALCTOT (MAXDIP), pstringmax (maxd * PVIOL (MAXDIP), CALCTOT (MAXDIP), pstringmax (maxd
* asitis (maxdip), rever (maxdip), calcsing (maxdip) * asitis (maxdip), rever (mazdip), calcsing (maxdip)
* IMET (MAXTENS), IAX (MAXTENS) , * IMET (MAXTENS) , IAX (MAXTENS) ,
* IAY (MAXTENE) , TAZ (MAXTENS) , IPH (MAXTENS) , * IAY (MAXTENE) , TAZ (MAXTENS) , IPX (MAXTENS) ,
* IPY (MAXTENZ) , * TIPY (MAXTENS) ,
* IPZ (MAXTENS) , IPCN (MAXTENS) , * IPZ (MAXTENS) , IPCN (MAXTENGS) ,
* IRESDIP (MAXDIP), INDXDIP (MAXDIE), * IRESDIP (MAXDIP), INDXDIP (MAXDIR),
* NPROT (MAXDIP], ipstringmax (maxdip), * NPROT (MAXDIP), ipstringmax (maxdip),
* nagitis (maxdip), nrever (maxdip], * nasitis (maxdip), nrever (maxdip),
* DIPZFLAG (MAXDIE) . * DIPZ2FLAG (MAXDIE)
* psedia (MAXDIP) , DIPFLAG * psedia (MAXDIP) , DIPFLAG, Jjpsevio
common /pse5/ WDIP, TOLDIE, pseperc common /pse5/ WDIP, TOLDIE, pseperc
] I (2] =] I (2]
Ln: 1 Cal: 154 Car: 1/54 1252 Unix Ln: 1 Col: 1S5 Car: 1j55 1252 Unix
x
m ] (2]
Pronto 2 differenze trovate
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Commands
This section reviews syntax and parameters of the new commands introduced.

To read a pse file that is being used considering the contribution to pcs of external symmetric metals, a
typical command is the following:
read cry observed pcs.pse tensors=2 weight=0.5 tolerance=0.2 perc=0.2 symmetry=pP21212 o

celldimx=69.194 celldimy=62.564 celldimz=37.262
read cos anisoTensor.cos

Reading the cry file, tensors is the number of tensors present in the sequence, including the crystal
origin tensor, and they must be specified at the end of the pse file (the origin have to be the last tensor in
pse file).

The symmetry allowed at the moment are P222, P222,, P2,2,2, P2,2,2, .

celldimx, celldimy and celldimz are the dimensions of the asymmetric unit cell.

The meaning of other parameters is obvious.

The cos file is the file containing the information of susceptibility magnetic tensor.

If we need to fix a specific orientation for the origin with respect to the metal tensor orientation we can use

the following command:

read cry observed pcs.pse tensors=2 weight=0.5 tolerance=0.2 perc=0.2 symmetry=pP21212 J
celldimx=69.194 celldimy=62.564 celldimz=37.262 crystal=2 OMweight=100.0

read cos anisoTensor.cos

read omr XY.omr

The parameter crystal=2 (defaultis crystal=1) means that an omr file needs to be read to restrain
the reciprocal orientation of the two tensors. The omr file is just a file containing a matrix. If M is the matrix
containing in rows the coordinates of the unit vectors AX, AY and AZ defining the metal tensor orientations
and O is the matrix containing in rows the coordinates of the unit vectors defining crystallographic origin
orientations, the omr file contains the matrix M'O.

Other useful added commands are:

include cry
exclude cry

to include/exclude the contribution of the global pcs restraints in the calculation of the TF.

An example of pse file

155 GILN C 0.301 0.20 1.50 1
155 GLN CA 0.52 1 0.20 1.50 1
155 GLN CB 0.301 0.20 1.50 1
155 GLN CG 0.311 0.20 1.50 1
155 GLN CD 0.24 1 0.20 1.50 1
156 SER C 0.39 1 0.20 1.50 1
156 SER CA 0.52 1 0.20 1.50 1
156 SER CB 0.151 0.20 1.50 1
157 LEU C 0.56 1 0.20 1.50 1
157 LEU CA 0.58 1 0.20 1.50 1
157 LEU CB 0.81 1 0.20 1.50 1
157 LEU CG 0.52 1 0.20 1.50 1

200 LTNS ME
40 LTINS ME

An example of cos file

1.00000E+00 0.00000E+00 0.00000E+00
0.00000E+00 1.00000E+00 0.00000E+00
0.00000E+00 0.00000E+00 1.00000E+00
7.00370E-32 -2.33456E-32
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The last two numbers of cos file are the axial and rhombic components of the susceptibility anisotropy
tensor.

An example of omr file

0.78169E+00 -0.39277E+00 0.48486E+00
-0.55380E+00 -7.92354E-02 0.82870E+00
-0.28648E+00 -0.91584E+00 -0.28045E+00

20



