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
fcn.f
grad.f
readf.f
violst.f
viosta.f



Details on modified files:
copy.f
add the subroutine:
c     ==================================================================
c     COPPSE:   Copy pcs.
c
c               Mauro und Enrico
c     ------------------------------------------------------------------
      subroutine coppse (i,j)
c
      use cyanadata
c
      implicit real(kind=selected_real_kind(12)) (a-h,o-z)
      include 'pse.incl'
      indxdip(j)=indxdip(i)
      pshiftpse(j)=pshiftpse(i)
      tolprot(j)=pshiftpse(i)
      wprot(j)=wprot(i)
      end

c     ================================================================== 

[image: ]

cyana.for
1) add 
use crystaldata

2) change
cmd*100      cmd*250

3) add 3 parameters
ncmd=38
[image: ]

4) add
 'funcalc'      ,0,
     *  'include_cry'  ,0,  'exclude_cry'  ,0,

[image: ]





5) add
case ('include_cry')
            crydipflag=.true.
            call putlin(2,'Pseudocontact crystal toggled ON')
        case ('exclude_cry') 
            crydipflag=.false.
            call putlin(2,'Pseudocontact crystal toggled OFF')

[image: ]

6) add
        case ('funcalc')
            call inifcn(2)
            call fcn(perso)

[image: ]
cyanadata.f
1) change
nctyp=6        nctyp=7

[image: ]

fcn.f
1) add
use crystaldata

[image: ]
2) change
if (dipflag) f=f+wdip*pseviol()       if (dipflag.or.crydipflag) f=f+pseviol()

[image: ]

grad.f
1) add
use crystaldata

[image: ]


2) change
if (dipflag) call psegrad(ndfree,g)      if (dipflag.or.crydipflag) call psegrad(ndfree,g)

[image: ]

readf.f
1) add
use crystaldata

[image: ]

2) add  omr and cry
[image: ]

3) add cry case
c     ------------------------------------------------ pseudo
      case ('cry') 
        call params (param,nparam,'tolerance=@r=0.4 crystal=@i=1 '//
     *      'weight=@r=1.0 tensors=@i=1 perc=@r=0.1 dtens=@i=1 '//
     *      'OMweight=@r=10.0 OMtol=@r=0.1 '//
     *      'celldimx=@r=0.0 celldimy=@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(1)=rparam('celldimx')
        cellDim(2)=rparam('celldimy')
        cellDim(3)=rparam('celldimz')
        call getpar ('symmetry',symmetry)
        crystalmode=cryncrystal
       if (cellDim(1).eq.0.0.or.cellDim(2).eq.0.0.or.cellDim(3).eq.0.0)
     *    then
	  CALL ERRMSG('Please insert crystal cell dimensions '//
     *                                   'celldimx, celldimy, celldimz')
          stop
       end if
        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.1.and.cryntenso.ne.1) then
            write(6,*) 'OPTION NOT YET IMPLEMENTED'
            stop
        end if
        if (cryNDTENSO*cryntenso.gt.maxtenscry/2) then
          CALL ERRMSG('Too many tensors!')
          stop
        endif
        if (.not.option('append')) ndipcry=0
        n=ndipcry
        call getcrydip(1,mode)
        close(1)
        if (haverr()) go to 900
        call putlin (2,'Pseudo contact shifts constraint '//
     *               'file '//strq(filnam)//
     *               ' read, '//plural(ndipcry-n,'constraint')//'.')

[image: ]


4) add omr case
[image: ]

violst.f
1) add

include  ‘pse.incl’

2) add variables
 vpse(ndip,nscor),indpse(ndip),keypse(ndip),vipse(ndip)

[image: ]


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

[image: ]

4) add
c     ................................... pseudocontact shift violations
      do ii=1,nvpse
        i=indpse(ii)
        nvio=count((vpse(i,1:n).gt.cut(7)))
        vave=sum(vpse(i,1:n))/n
        vmax=maxval(vpse(i,1:n))
        vipse(ii)=vave
        tmp=' '
        do j=1,n
          if (vpse(i,j).gt.cut(7))
     *      tmp(j:j)=merge('*','+',vpse(i,j).eq.vmax)
        end do
        ad1=adescr(indxdip(i))
        call putlin (2,'Pcs   '//strp(ad1)//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
[image: ]

5) add
c       ------------------------ delete pseudocontact shifts constraints
        if (nvpse.gt.0) call rsort (vipse,indpse,nvpse,1)
        mvpse=nint(nvpse*del*0.01)
        indxdip(indpse(nvpse-mvpse+1:nvpse))=-1
        n=npse
        npse=0
        do i=1,n
          if (indxdip(i).gt.0) then
            npse=npse+1
            call coppse (i,ndip)
          end if
        end do
[image: ]

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')//', '//intp(mvpse)//' deleted.')
        end if
      end if

[image: ]

viosta.f 
1) add

include  ‘pse.incl’

2) add variables
 vpse(:,:),

3) change
ncon(1:nctyp)=max((/nupl,nlol-nupl,1,naco1,ncco,nori/),

ncon(1:nctyp)=max((/nupl,nlol-nupl,1,naco1,ncco,nori,ndip/),

[image: ]

4) add
      if (ndip.gt.0) then
        ntyp=ntyp+1
        ityp(ntyp)=7
        line(len_trim(line)+1:)='        pc shifts'
      end if
[image: ]

5) change
allocate (vdco(nvdw,nscor),vaco(naco,nscor),
    *            vcco(ncco,nscor),vori(nori,nscor))



allocate (vdco(nvdw,nscor),vaco(naco,nscor),
*            vcco(ncco,nscor),vori(nori,nscor),vpse(ndip,nscor))

6) add
vpse(1:ndip,1:nscor)=0.0

[image: ]
7) add
        k=7
        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

[image: ]

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)

[image: ]

pse.incl
1) change
MAXDIP=2500      MAXDIP=10000

2) add variable jpsevio
[image: ]


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=P21212   
           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, P2221, P21212, P212121 .
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=P21212     
         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 (default is 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 MTO.

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 GLN  C        0.30 1  0.20  1.50  1 
155 GLN  CA       0.52 1  0.20  1.50  1 
155 GLN  CB       0.30 1  0.20  1.50  1 
155 GLN  CG       0.31 1  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       0.15 1  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  LTNS 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

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
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character comand (nemd)*20
data (comand (i), idtyp (i), i=1, nemd)/

+ tangles' /1, ‘angstat’ "atoms” 1,
+ rcalibrate’ .1, ‘distances’ Tgrid® 1
* 'minimize' .1, peaks’ "randomize’ 1
+ tread’ 0, ‘shifts'

+ tetructures’ 1, ‘write' Tnd”

+  tassign’ 1, "couplings’ Tgradient’

include pse’ ,0, exclude pse’ 0,
* tinclude_cer' 0, ‘excluds_cer’ 0,

* 'rec_pse_vio' ,0, out_pse via' 0,

* 'rec_orj_vie' ,0, ‘out_orj via' ,0, 'pseerj’ ,0,
* trec_rde_vio' ,0, ‘out_rde_vio' ,0, 'pserds’ J0,
+ 'pseudoglomse_init’ ,0, pseudoglomsa data’, 0,

* pscudoglomsa_out’ 0, 'gemerate_cvo', 0/

wpi THEN

[ character comand (nemd)z0  [4]

data (comand(i),idtyp(i),i=1,nemd)/
R T et - stamar -
DO U aeiar i
Domine D pema iz 1
Lo R

Mestre Y eepringsr Cpeadiens il
T eate i brary D) CEmealet 0,00

-+ include_pse’ 0, exclude_pse
S e G, Vo I
© includecor’ 0, exclude_cer®
© trecpeevic' 0, Tout_pse_vio®
© reclorivie' 0, Tout_ori_vio® “pscors” L0,
© treclrdelvie’ L0, Tout_rde_vio® “pecrder o
* pecudoglomes_init’ ,0, Tpseudoglomsa date’, O,

+ 'pseudoglomsa_out’ ,0, 'generate_cvo', o/
pi THEN

print *, "MPI_INTT
call MPT_init (ierror)
if (ierror.ne.0) call fatmsg ('Cannmot initialize MPT.')
call MPT_comm_rank (MPI_COMM WORLD, myrank, ierror)

print ¥, "MPT process',myrank,’ is up’
call MPT comm size (MPI_COMM WORLD, nsize, ierror)

if (myrank.eq.0) print *,'there are’,nsize,’ MPT processes’

print *, 'process’,myrank,’ waiting on initialization barrier
call MPT harrier (MET COMM WORTD

Perrar
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print *, "MPI_INTT
call MPT_init (ierror)
if (ierror.ne.0) call fatmsg ('Cannmot initialize MPT.')
call MPT_comm_rank (MPI_COMM WORLD, myrank, ierror)
print ¥, "MPT process',myrank,’ is up’
call MPT comm size (MPI_COMM WORLD, nsize, ierror)
if (myrank.eq.0) print *,'there are’,nsize,’ MPT processes’
print *, 'process’,myrank,’ waiting on initialization barrier

uc‘all MBT harrier (MPT GOMM WORTD
< .
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call struct
case ('write')
call writef

(paran, nparam)

(paran, nparam, vers)

PARAMAGNETIC COMMANDS START

HERE

case ("include_pse')

dipflag=.true.

call putlin(2,'Pseudocontact toggled ON')
case (Texclude_pse')

dipflag=.false.

call putlin(2,'Pseudocontact toggled OFF')

case ("pseudoglomsa_init')
call pseudoglomsa (0, 0)
call putlin (2, "Ready to perform pseudoglomsa’)
case ("pseudoglomsa_data’)
call pseudoglomsa(l,0)
case ("pseudoglomsa_out')
call params (param, nparam, 'structures=1<=Gi
append’)
CA m ]
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call struct (param, nparam)

case ('write')
call writef

(paran, nparam, vers)

PARAMAGNETIC COMMANDS START HERE

case
dipflag=.true.
call putlin(2,'Pseudocontact
case ('exclude_pse')
dipflag=.false.
call putlin (2, 'Pseudocontact
case ('include_cry')
crydipflag=. true.
call putlin(2, 'Bseudocontact
case (Texclude _cry')
crydipflag=. false.
call putlin(2,'Bseudocontact
case ("pseudoglomsa_init')
call pseudoglomsa (0, 0)
call putlin (2, "Ready to perform pseudoglomsa’)
case ("pseudoglomsa_data’)
call pseudoglomsa(l,0)
case ("pseudoglomsa_out')
call params (param, nparam, 'structures=1<=Gi
append’)
[ m ]

("include_pse')

toggled ON')

toggled OFF')

crystal toggled ON')

crystal toggled OFE')
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[ [case ("pseudoglomsa_data’)

call pseudoglomsa(l,0)
case ("pseudoglomsa_out’
= call params (param, nparam, 'Structures=
append’)
npsestr=iparam ('structures’)
if (.not.haverr()) then
call pseudoglomsa (2, npsestr
endif
case ("generate_cvo')
call pseudoglomsa (3, 0)

case ('rec_pse_vio')
call params (param, nparam, 'structure=@i
append’)

npsestr=iparam ('structure’)
if (.not.haverr().and.npsestr.le.maxstrpse) then

do iq=1,ndip

totvio (iq, npsestr)=pviol (iq

enddo

elseif (npsestr.gt.maxstrpse) then

call putlin(2,'Structure number too big')
endif

case ("out_pse_vio')

call params (param, nparam, 'Structures=ei
append’)
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case ('pseudoglomsa_data')
call pseudoglomsa(l,0)
case ("pseudoglomsa_out’
call params (param, nparam, 'Structures=
append’)
npsestr=iparam ('structures’)
if (.not.haverr()) then

call pseudoglomsa (2, npsestr
endif

case ("generate_cvo')
call pseudoglomsa (3, 0)
case ("funcalc')
call inifcn (2
call fcn(perso)
case ("rec_pse_vio')
call params (param, nparam, 'Structure=@i

append’)
npsestr=iparam ("structure’)
if (.not.haverr().and.npsestr.le.mazstrpse) then
do iq=1,ndip
totvio (iq, npsestr)=pviol (iq

enddo

elseif (npsestr.gt.maxstrpse) then

call putlin(2,'Structure number too big')
endif

case ("out_pse_vio')

call params (param, nparam, 'Structures=ei
append’)
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erns standard deviation of total energy over
dernms rms of total energy change per step over
tfasym  target function asymptote parameter
tfoffs  target function asymptote offset paramet
modetf  target function type
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level current minimization level
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opyright (c) 2002-05 Peter Guntert. All rights reserved
c
mimiiE FCN: calculate the value of the target function
<
< Vectorized version for the CRAY CFT77 comp
< Peter Guntert, 12-6-1989
[ i _ s c ° - _
subroutine fcn (f)
<
use cyanadata
c
implicit real (kind=selected real kind(12)) (a-h,o-z)
include 'pse.incl'
include Torj.incl'
include 'rde.incl'
include 'cer.incl'
<
< print *, TECN'
nfcn=nfen+1
< - - - - - - generate Cartesi
e if (jaswap.le.D) print *,'Calling GENER from FCN'
if (jaswap.le.D) call gener
- - . - z
call violat
<
[<] m ]
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Copyright (c) 2002-05 Peter Guntert. All rights reserved.

<
< calculate the value of the target function|
<
< Vectorized version for the CRAY CFT77 comp
< Peter Guntert, 12-6-1989
<
subroutine fcn (f)
<
use cyanadata
use crystaldataIII—
<
implicit real (kind=selected real kind(12)) (a-h,o-z
include 'pse.incl'
include Torj.incl'
include 'rde.incl'
include 'cer.incl'
<
< print *, TECN'
nfcn=nfen+1
< - generate Cartesi
< if (jaswap.le.D) print *,'Calling GENER from FCN'

if (jaswap.le.0) call gener

call violat
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c add rde

VEDC=0. 0

DO I=1,JRDC

~VRDCH+WRDC (IRDCVIOL (I)) *RDCVIOL (I) **npower

c
c ADD PSEUDOCONTACT CONTRIBUTION
c . . - . . - .
< write (6,%) "dipflag=",dipflag IATTENZIONE

(AL (dipflag) f=fwdip*pseviol () NI

o

c END PSEUDOCONTACT CONTRIBUTION

c ADD CCR CONSTRAINTS CONTRIBUTION

ccrvio=0.
if (ccrflg) call cerviol (indstr)
f=ftcervio

c
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< add rdc
VRDC=0. 0
DO I=1,JRDC

=VRDC+WRDC (IRDCVIOL (I)) *RDCVIOL (I) **npower

ADD PSEUDOCONTACT CONTRIBUTION

Tnon

write (6,%) "dipflag=",dipflag |ATTENZIONE

[EED (dipflag.or.crydipflag) f=f+pseviol ()

o

c END PSEUDOCONTACT CONTRIBUTION

c ADD CCR CONSTRAINTS CONTRIBUTION

ccrvio=0.
if (ccrflg) call cerviol (indstr)
f=ftcervio
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opyright (c) 2002-05 Peter Guntert. All rights reserved
c <
< GRAD: calculate the gradient of the target funct|c
< <
< Vectorized version for the CRAY CFT77 comp|c
< Peter Guntert, 12-6-1989 <
< Modified version, 20-May-1998 <
< - - - - - - <
subroutine grad (g)
< <
use cyanadata
c <
implicit real (kind=selected real kind(12)) (a-h,o-z
include 'pse.incl'
include Torj.incl'
include 'rde.incl'
include 'cer.incl'
parameter (npowrl=npower-1
dimension g(ndfree),d(jvdwrnlol+jsyn), r (6, jvdwrnlol+
* a(6,-1:ndfree), iul (jvdwinlol), iu2 (jvdwinlo
< print *, 'BEGIN of GRAD:',nupl,nlol,nvdw, naco <
< print *, 'BEGIN of GRAD:',jupl,ilol, jvdw, jaco <
< - - - - - - - distan|c
if (jvdw.gt.0) then
nvpowl=nvpowr-1
if (modetf.eq.1) then
[<] m ] [<]
Ln: 1 Col: 158 Car: 1158 1252 Unix

Copyright,

2002-05 Peter Guntert.

(@) All rights reserved

GRAD: calculate the gradient of the target funct

Vectorized version for the CRAY CFT77 comp
Peter Guntert, 12-6-1989

Modified version, 20-May-1998

subroutine grad (g)

use cyanadata

use crystaldataIII—

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

(a~h,o-z)

parameter (npowrl=npower-1
dimension g(ndfree), d(jvdwinlol+isym), r (6, jvdwinlol+

* a(6,-1l:ndfree), iul (jvdwinlol),iuZ (jvdwinlo

print *, "BEGIN of GRAD:', nupl,nlol,nvdw, naco
print *, "BEGIN of GRAD:',jupl,jlol,jvdw, jaco

distan

if (jvdw.gt.0) then
nvpowl=nvpowr-1
if (modetf.eq.1) then
m

i 1 Col: /58 Car: 1/58 1252
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(coo (3,13) -coo (3,12)) *a (3, i (coo (3,13) -coo (3,12)) *a (3, 4|
end do end do
270  CONTINUE 270  CONTINUE
END IF| END IF

c
c ADD PSEUDOCONTACT GRADIENT

c _
(UEE (dipflag. or. crydipflag) [Galllpeegrad (ndfree, @)
c -

c END BSEUDOCONTACT GRADIENT

c
c
c ADD CCR CONSTRAINTS GRADIENT c ADD CCR CONSTRAINTS GRADIENT
c - - - - - - e
if (cerflg) call ccrgrad (ndfree, g) if (cerflg) call ccrgrad (ndfree, g)
c - - - - - - - e
c END CCR CONSTRAINTS GRADIENT c END CCR CONSTRAINTS GRADIENT
c - e
< - - - symnet |
[ if (jsym.gt.0) then if (jsym.gt.0) then
ISAENIE prne £ ChaD Seymet, sovm . pirme T RaD Seynet, ey
[ v=wsym*npower v=wsym*npower
d(1:3sym) =v*syviol (1: jsym) **npowrl d(1:jsym) =visyviol (1:jsym) **npowrl
<] m ] m ]
— n: 462 Col: 13/13 Car: 13(13 1252 urix Ln: 467 Col: 4/56 Cars 4156 1252
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opyright

() 05 Peter Guntert. All rights reserved

READE:

Read various input files

Modified version,

20-May-1998

subroutine readf

(param, nparan)

use cyanadata

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

include Torj.incl'

include 'rde.incl'

include 'cer.incl'

logical flag(nd), ref

character paranm(nparam)* (%), type*20, typ*20, filnan*50

(a~h,o-z)

* filter*200, fornat*20

if (nparam.lt.l1) then
call errmsg ('Missing parameter
return

end if

i=indexr (param (1), /")

j=indexr (param (1), '."

if (j.gt.i) then
type=paran (1) (j+

m

- gene

"file". ")

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

Copyright (c) 05 Peter Guntert. All rights reserved

Read various input files

Modified version,

20-May-1998

subroutine readf (param, nparam

o

use cyanadata

use crystaldataIII—

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

include Torj.incl'

include 'rde.incl'

include 'cer.incl'

logical flag(nd), ref

character paranm(nparam)* (%), type*20, typ*20, filnan*50
* filter*200, format*20

(a~h,o-z)

- gene

if (nparam.lt.1) then

call errmsg
return

end if

i=indexr (param (1), /")

ndexr (paran (1), 7. ")

if (j.gt.i) then
type=paran (1) (3+1:)

[<] im

i 1 Col: /58 Car: 1/58 1252

("Missing parameter "file".')
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call errmsg ('Missing parameter "file".')
return
end if
i=indexr (param (1), /")
j=indexr (param(1),'."
if (j.gt.i) then
type=paran (1) (3+1:)
call params (param, nparam, 'file=* ** //

if (nparam.lt.l) then if (nparam.lt.1) then @]

call errmsg ('Missing parameter "file".')
return
end if
i=indexr (param (1), /")
ndexr (paran (1), 7. ")
if (j.gt.i) then
type=paran (1) (3+1:)
call params (param, nparam, 'file=* ** //

E

* Tunknown=error|warning|skip=error’) * Tunknown=error|warning|skip=error’)
if (haverr()) return if (haverr()) return

else else
call params (param, nparam, call params (param, nparam

= Ttype=lib|seqlang|cor|pdblupl|lol]aco| = Ttype=lib|seqlang|cor|pdblupl|lol]aco

*peaks | xpk | prot | burb|nmrview|xplor| '//
"peelorj|cos|cer|cprimet | rde| [ T4

Tfile=@f.Stype ** unknown=error|warning

" peaks | xpk|prot |bmrb | murview| xplor|onr
"peelorj|cos|cer|cpr|met | rde|cry | A4

T£ile=@f.Stype ** unknown=error|warning

4 differenze trovate

if (haverr()) return if (haverr()) return
call getpar ('type',type) call getpar ('type', type
end if end if
call getpar ("file',filnam) call getpar ('file',filnam
mode=iparam ("unknown’)-1 mode=iparam ("unknown’)-1
< <
if (naa.eq.0 .and. type.ne.'lib') then if (naa.eq.0 .and. type.ne.'lib') then
call errmsg ('No library present.’) call errmsg ('No library present.’)
sl return return
else if (nr.eq.0 .and. type.ne.'lib' .and. type.ne.' else if (nr.eq.0 .and. type.ne.'lib' .and. type.ne.’
call errmsg ('No sequence present.’) call errmsg ('No sequence present.’)
<1 m ] <1 0 ] B]
T T Lni366 Col: 72/72 Cani 72072 1252 Unix Ln: 462 Col: 69769 Car: 69/69 EOL: LF 1252 Mescolato
- Tweight=@r=1.0 tensors=@i=1 perc=@r=0.1 dtens=@i=1 append’
if (haverr(\) retnrn
- Tweight=@r=1.0 tensors=@i=1 perc=@r=0.1 dtens=@i=1 append’
i (haverr(\) retnrn
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= CALL ERRMSG ('Too many tensorsl') CALL ERRMSG('Too many tensorsl' ]
stop stop
A endif endif
if (.not.option(’append’)) ndip=0 if (.not.option(’append’)) ndip=0
n=ndip n=ndip
call getdip(1,mode) call getdip(1,mode)
close (1) close (1)
if (haverr()) go to 900 if (haverr()) go to 900
call putlin (2, 'Pseudo contact shifts constraint ' call putlin (2, 'Pseudo contact shifts constraint '
* Tfile '//strq(filnam)// * Tfile '//strq(filnam)//
* ' read, '//plural (ndip-n, "constraint’ = ' read, '//plural (ndip-n, "constraint’

e k = e
case (tery) [
call params (param,nparam, 'tolerance=Gr=0.4 crysta
Tweight=@r=1.0 tensors=@i=1 perc=@r=0.1 dtens=
* " OMweight: 10.0 OMtol=@r=0.1 *//[
* *symmetry=none | P21212 | P212121| P222 | P2221| =none
! * TP=@r=4. T=0r=d. r=4. append’)
if (haverr()) return
omMflag=. false.
crytoldip=rparan('tolerance’)
cryncrystal=iparan ('crystal’)
crywdip=rparan (*weight")
cryntenso=iparan ("tensors’)
crypseperc=rparan ('perc’)
CryNDTENSO=iparan ('dtens')

call getpar ('symmetry',symmetry) ! da eliminare i
crystalmode=cryncrystal
[<] m <] m 6]
= e col 2z can 722 1252 urix Ln: 390 Col: 7/70 Car: 7/70 EOLILF Mescolato
if (haverr()) return
if (haverr()) return

Pronta
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call putlin (2, 'Pseudo contact shifts constraint '//
* "file '//strq(filnam)//
11 * read, '//plural(ndipery-n, 'constraint’)//
< < - - direction cosines
case ("cos') case ("cos')
call params (param, nparam,’ ') call params (param, nparam,’ ')
if (haverr()) return if (haverr()) return
call findzerocoords(l,meds) call findzerocoords (L, mode)
if (haverz()) go to 500 if (haverz()) go to 500
call putlin (2, Cosine file '//strg(filnam)// call putlin (2, "Cosine file '//strg(filnam)//
- ' succesfully read.’) . ' succesfully read.’)
case (Tomr')
call params (param,nparem,’ ')
if (haverr()) retur:
call findomrot(l,mode)
if (haverr()) go to 900
call putlin (2, "Origin-Metal orientation file '//strq(fi:
succesfully rea )_
c c E
c END ESEUDOCONTACT INPUT c END ESEUDOCONTACT INPUT
c c
c c
¢ Orientation constraints (Antonio’s style) ¢ Orientation censtraints (Antenia’s style)
c c
[ c ¢
[° cao rorsn caso (orin)
call params (param,nparam, 'toleranc call params (parem,nparam, ’tolerance=@r=0.1
. e Ah=Er=1 .0 e 1=6r=1.1 weiz=pr=1.0 . e Ah=Er=1 N wei 1=6r=1.0 weiz=pr=1.0
T ——— ) ————
T Ln:19 Col:5/73 Cari5/73 1252 Unix Ln: 471 Col: 35/64 Car: 35/64 1252 Unix

m | 3
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VIOLST: Write list of individual constraint violations

Peter Guntert,

26-03-2003

SUEEGHELREIVEBIEE (minvio, viw, del, vico, vaco, vess, vori) I

use cyanadata

implicit real (kind=selected real kind(12)) (a-h,o-z)

dimension vdco(nvdw, nscor), vaco(naco, nscor),
e et Gty stmom) ot ooy |
inddeo(nlol), keydeo(Z, nlol), video(nlol),
indvdw (nvdw) , keyvdw (2, nvdw) , vivdw (nvdw) ,
indaco(naco), keyaco (naco), viaco (naco) ,
indeco (neco) , keyeeo (2, neca), viceo (neeo) ,

B indori (nori) , keyori (nori) , viori (nord) [ I

logical vdw
character info*s0, typ*S, str 200, tup* (nscor), adl*14, ad2*14

if (n.eq.0) return
call putlin (2,6/Constraints violated in '//intp(minvie)//
or more structures:')

#

write (str,’(47%,4,TI3,14,200I5)")
call putlin (2, str)

[T m

Lni 1 Col: /58 Car: 1/58

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

— find annaistent vinlat

2]
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VIOLST: Write list of individual constraint violations

Peter Guntert,

26-03-2003

| subroutine vislst| (minvic, viw,del, vcs, vacs, vecs, vord, vpae) ||

use cyanadata

implicit real (kin
ErTTE
dimension vdco(nvdw, nscor), vaco(naco, nscor),
R veoo (noco, nscor) , vord (nori, nscor) , vpse (ndip, nscor) , Il
inddeo(nlol), keydeo(Z, nlol), video(nlol),
indvdw (nvdw) , keyvdw (2, nvdw) , vivdw (nvdw) ,
indaco(naco), keyaco (naco), viaco (naco) ,
indeco (neco) , keyeeo (2, neca), vicea (neeo) ,
_mdm(nm),keym(nm),um(nm)_
. St ki) o i) A (e )
logical viw
chavacter info* 60, typ*S, str 200, tmp* (nscor) , adl* 14, adz* 14

elected real kind(12)) (a-h,o-2)

if (n.eq.0) return
call putlin (2,6/Constraints violated in '//intp(minvie)//
or more structures:')

#

write (str,’(47%,4,TI3,14,200I5)")
call putlin (2, str)

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

— find annaistent vinlat

2
unix

[T m

i 1 Col: /58 Car: 1/58
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nvic=count ( (vori(i,1in).gt.cut(6)))
if (count((veri(i,1:n).gt.cut(6))).ge.ninvio) then
nvari=nveri+l
indori (nveri)=i
keyori (nvori)=ioria(i)
end if
end do
call isort (keyori,indori, nvori,1)

report consistent vielat:
distance constraint violat:

do ii=1,nvdco
i=inddeo(ii)
tol=merge (cut (1), cut(2),i.le.nupl)
ount ((vdce (i, 1:n).gt. tol))
deo (i)
typ=merge ("Upper’, "Lower',i.le.nupl)

1252 Unix

Lni 1 Col: /58 Car: 1/58

| paramagnetiocyans21\ - iyanad | cyanaor cyanafor | cyana.for - cyanafor | copy. -copy. | fen -fon | fndzetocoerds, - indzerocoords | ara - grad | ek - eac | vioti-violl |

nvic=count ( (vori (i, 1:n).gt.cut(6)))
if (count((veri(i,1:n).gt.cut(6))).ge.ninvio) then
nvari=nveri+l
indori (nvori
keyori (nvori
end if
end do
call isort (keyori, indori,nveri,1)

oria(i)

nvpse=nvpse+1
indpse (nvpse!

call isort (keypse,indpse,nvpse,1)
- report consistent violat:
distance constraint violat:

i=inddco(ii)

tol=merge (cut (1), cut(2),i.le.nupl)
nvie=count ((vdea(i,1:n).gt.tal))
deo(i)

typ=merge ("Upper’, "Lower’, i.le.nupl)
vave=sum(vdca (i, 1:n))/n
smax=maxval (vden (1. 1:n))

& i ]

L 85 Cols 41/41 Car: 41/41

1252
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end do

adl=adescr (ioria(i))
call putlin (2,70ri '//strp(edl)//realf(ori(i),16,2)//
- realf (tolori(i),8,2)//intn(nvie, 4)//

* realf(vave,7,2)//realf (vmax,7,2)//7 '//strp

if (del.gt.0.0) then
if (nvdeo.gt.0) call rsort (video,inddes, nvdeo,l
mvdcomnint (nvdco*ds10.01

idcoa (1, ideo (inddeo (nvdeo-nvdeo+l:nvdea) ) )=-1
n=ndco

-~ delete violated distance con

ndcn=n
<] m ]

i 1 Col: /58 Car: 1/58

1252 Unix

eramagneticcyana 2.1\ - cyanath | cyanafor - oyanaifor | oyanaifor - cyanafor | copy.f - copy | fonf - font | findzeracoords. -finczeracoords. | arad - rad | reack - readk | viost -violstf

[ emdaw0 [

adl=adescr (ioria(i))
call putlin (2,70ri '//strp(edl)//realf(ori(i),16,2)//

realf(tolori(i),8,2)//intn(nvio, 4)//
* realf(vave,7,2)//realf (vmax,7,2)//"

v/ /step

B 90000 pseudacontact shift vii

vave=sum(vpse(i,1in))/
vmaxmaxval (vpse (i,

erge(T*7, "+, vpse (i, ) - oq. vmax)

adl=adescr (indxdip (1))

cell putlin (2,'Bes  '//strp(adl)//realf(pshiftpse (i), 1
realf(tolprot(i),8,2)//intn(nvio, 4)//
realf(vave,7,2)//realf(vmax,7,2)//" "//strp

if (del.gt.0.0) then
if (nvdco.gt.0) call rsort (video,inddeo,nvdca,1)
mvdeo=nint (nvdca*del*D.01)
idcoa (1, ideo (inddeo (nvdeo-mvdeotl: nvdeo) ) )
n=ndco

delete violated distance con;

1

nden=n

m ]
Ln: 215 Col: 44j44 Cor: 44]44

1252
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if (ioria(i).gt.0) then if (ioria(i).gt.0) then
nori=nori+l nori=nori+l
call copori (i,nori) call copori (i,nori)
end if end if
1= end do end do|
. - delete psevdocontact shifts con

if (nvpse.gt.0) call rsort (vipse,indpse,nvpse,1)

end if
if (ndeo.gt.0) then if (ndeo.gt.0) then
if (del.le.0.0) then if (del.le.0.0) then
v 77 - 77
else else
call putlin (2,plural(nvdco, 'viclated distance constra call putlin (2,plural(nvdco, 'viclated distance constra
. J2% e w777 Al ared. ) . J2% e w777 Al ared. )
) ——TE— T ———
Ln: 1 Col: 1/58 Car: 158 1252 Unix Ln: 278 Col: 15/15 Car: 15/15 1252 Unix

m ] 3
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call putlin (2, plural (nveco

end if
end if
if (nori.gt.0) then
if (del.le.D.0) then
call putlin (2, plural (nvori
- Tconstraint')//"
else

call putlin (2, plural (nvori

end if

call putlin (2," ')

= call iresul ("violated distance
end
] ]
— Ln: 290 Col: 11 Car: 1f1

* Tconstraint')// ",

Tconstraint')// ",

[ =~  teomstraintt)//'.vy

else

*violated coupling ¢
*//intp (mveco) /)

"violated orientatio
ERSl

"violated orientatio
*//intp (mvori)//"

| end if

constraints’, nvdco)

* Tconstraint')//T." ]

else
call putlin

end if
end if
if (nori.gt.0) then

if (del.le.D.0) then

call putlin

else
call putlin

(2, plural (nveco, "violated coupling
- "constraint')//",

*//intp (mveco) /)

(2, plural (nvori, "violated orientatio
- "constraint')//".

"

(2, plural (nvori, "violated orientatio

*//intp (mvori)//"

(2, plural(nvpse,'vlolated pes

- "constraint')//",
end if
end if|
if (ndip.gt.0) then|
if (del.le.D.0) then
call putlin
* "constraint')//"

else
call putlin (2,plural (nvpse
"constraint')//"

end

Tviolated pes

//intp (mvpse)// "

if]
end ifl

call putlin
call iresul
end

@7 "

c

1252 Unix

<1 m

L 331 Col: 1313 Car: 13113

("violated distance constraints’

/nvdco)

1252 Unix
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(a-h, o-z)

implicit real (kind=selected real kind(12))

dimension dsav(ndfree),ityp(nctyp), ncon(nctyp),
ivio(netyp), vsun(netyp) , vmax (netyp) ,
iviosu(netyp), vsumsu (netyp) , vmaxsu (netyp) ,
iviosg (netyp) , vsunsq (netyp) , vmaxsq (netyp) ,
iviomi (netyp), vsummi (notyp) , vimasani (netyp) ,
ivioma (netyp) , veumma (nctyp) , vmaxma (nctyp)
* iviema (netyp), veunma (nctyp) , vmaxma (netyp), £ (1inscor

logical indiv,vdw
| allscatable vico(:,:),vaco(:,:),veco(s, ), vord (:, ) [

character line*z00, fut(nctyp) *20

indiveminvie.le.nscor

-~ save current struc
tfsav=tf
dsavi(

dfree)=dval (1:ndfree)

modexp=mezge (2, 1,mode. oq.3)
call setlev
ncon(l:nctyp)=1
if (mode.cq.1) then
fut (1:nctyp)=' (I4,F7.1,F6.2)"
else
nacol=count (iactyp (1:naca) . le.nactyp)
Elincon (1: netyp) =max( (/nupl, nlol-nupl, 1, nacol, nocs, nori/) , NI
+ ncon(linctyp))
fut (1:nctyp)=" (I4,F7.4,F6.2) "
(1 (T4 1 RA 20
J<] [ i

ni 15 ol 172 Car: 1j2

1252 Unix

| paramagnetiocyans21\ - iyanad | cyanafor - cyanafor | cyenafor - cyanaor | cop. - copyd | fen - fon | fidzeroscords, - ndeerocoands | arad - gra | veac  reac | vist. - it | ¥iota{ -viosa |

implicit real (kind=selected real kind(12))
include "pse.incl’
dimension dsav(ndfree),ityp(nctyp),ncon(nctyp),
ivio(netyp), vsun(netyp) , vmax (netyp) ,
iviosu(netyp), vsumsu (netyp) , vmaxsu (netyp) ,
iviosg (netyp) , vsunsq (netyp) , vmaxsq (netyp) ,
iviomi (netyp), vsummi (notyp) , vimasani (netyp) ,
ivioma (netyp) , veumma (nctyp) , vmaxma (nctyp)
* iviema (netyp), veunma (nctyp) , vmaxma (netyp), £ (1inscor
logical indiv, vaw
| alloeatable vdco(:,:),vaco(:,:),veca(:, ), vori(:, ), vpse(:, )|

character line*z00, fut(nctyp) *20

(a-h, o-z)

indiveminvie.le.nscor

tfsav=tf
dsav(l:ndfree

modexp=merge (2, 1, mode. eq.3)
call setlev
ncon (1:netyp)=1
if (mode.eq.l) then

£t (1inetyp) =" (I4,F7.1,F6.2) 7
else

nacol=count (iactyp(1:naco).le

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

neon (1:nctyp) )
fmt(Linctyp)=' (I4,F7.4,F6.2) "
F 3= TALRT. T RA.2) "

2 1 m ]
Lni 14 Col 20/20 Cari 20/20
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ityp(ntyp)=4
line(len trim(line)+1:)="

end if
if (ncco.gt.0) then
ntyp=ntyp+l

ityp(ntyp)=5
Line(len trim(line)+1:)="
end if
if (nori.gt.0) then
ntypentypil
ityp(ntyp)=6
Line(len trim(line)+1:)="
end if

call putlin (2,'@/Structural
line="  function'
do i=1,ntyp

if (mode.eq.l .or.

ityp(i).eq.3) then

line(lem trim(line)+1 # s
else if (mode.eq.2) them
line(len trim(line)+1:)=" #  ave
else -
line(len trim(line)+1:) # s
end if
end do

call mutlin (2.1inm)
[<°T m

ni 15 ol 172 Car: 1j2

torsion angles’

J-couplings®

orientations’

statistics:@/@/"//line)

1252

Unix

ityp(ntyp) ]

Line(len trim(line)+1:)=' torsion angles’
end if -
if (ncco.gt.0) then
ntypentypil
ityp (ntyp)=5
line(len trim(line)+1:
end if -
if (nori.gt.0) then
ntypentypil
ityp (ntyp)
line(len trim(line)+1:
end if -
if (ndip.gt.0) thei
ntyp=ntyphl
ityp (ntyp)
line(len_trim(line)+:
end if]
call putlin (2,'@/Structural statistic
Line=

J-couplings®

orientations’

pe shifts’

/@/"//Line)

function®

do i=1,ntyp
if (mode.eq.l .or. ityp(i).eq.3) then
line(len_trim(line)+l #  oum  max’
clse if (mode.eq.2) then
line(len_trim(line)+1:)= # ave max’
else -
line(len_trim(line)+1: # rms max’
end if -
end do
call mutlin (2.1inal
PR
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vmasand (k) =1.088
iviema(k
vaumma (k
vmasana (k)
end do

- swap tables and vaW tal
call swapup
call inifen (2)

- initialize table of individual violati:

if (indiv) then
allocate (vdco(nvdw, nscor),vaco(naco, nscor),
e e e M
wdeo . =
wvaco .
veeo(lineco, linscor)=0.0
vori(l:nori,l:nscor)=0.0

end if
- loop over selected structu

do n=1,nscor
istret=isstr(n)
call copstr (istret,0)
...................................... caleulate target funct.

call fen (tfval)

target (istrct)=tfval

tfsustfsurtval

tfsq-tsgrtivalt 2

tfni-min (tfmi, tfval)

£ fma=max (tfma, tEval)

Sf (tfval.me 0.1 _and. tfval.le.99999.9) then

I<]

ni 15 ok 172 Car: 1j2

1252 Unix

iviema(k
vaumma (k
vmasana (k)
end do

- swap tables and vdW tal
call swapup
call inifen (2)

- initialize table of individual violati:

if (indiv) then
allocate (vdeo (nvdw, nscor),vaco(naco, nscor),

P e (e, meme) et o roee) | e by moes)) |

T S S
e imen Limseen 00
veeo(lineco, linscor)=0.0
Vert (Limens, imscer) 0.0
e (Lirdi, 1 necor)=0 0
oni i

- loop over selected structu

do n=1,nscor
istret=isstr(n)
call copstr (istret,0)

caleulate target funct.

call fen (tfval)
target (istret)=tfval
tfsutfsuttival
tfsqtfsqrtivalt iz
tfmi=min (tfmi, tfval)
+fma=max (£fma, tfval)

Sf (hfual.ga.n then

rfal

and 16.99999.9)

I<]

L 120 Col: 5370 Car: 5370
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(v.gt.cut(k)) ivie(k)=ivio(k)+1
[ wum (k) =vsun (k) +v* ‘modexp
1] vmax (k) =max (vmax (k) , v)
end do
[ k=6
do i=1,jori
w=abs (aviol (i)) w=abs (aviol (i))
if (indiv) veri(ieviel(i),m)=v if (indiv) vori(ieviol(i),m)=v
= Sf (v.gt.eut(k)) ivio(k)=ivio(k)+1 if (v.gt.cut(k)) ivie(k)=ivio(k)+1
wum (k) =vsun (k) +v* ‘modexp sum (k) +v* *modexp
“mas (k) =max (vmax (k) , v)
end do
1 do i=1,ndip ! jpsevio. ora glieli facciamo scrivere tutti
| do i=1,ntyp do i=1,ntyp U
k=ityp (i) typ (i)
vaum (k) =veun (k) /ncon (k) weum (k) =veun (k) /neon (k)
if (mode.eq.3 .and. k.ne.3) vsum(k)=Sqrt (max(zera,vsum(k))) if (mode.eq.3 .and. k.ne.3) vsum(k)=Sqrt (max(zera,vsum(k)))
write (line(len trim(line)+l:), fmt(k)) ivio(k),vsum(k), vmax write (line(len trim(line)+l:), fmt(k)) ivio(k),vsum(k), vmax
iviosu(k)=iviosu(k) +ivie (k) iviosu(k)=iviosu(k) +ivie (k)
veumsu (k) =veumsu (k) +voum (k) veumsu (k) =veumsu (k) +voum (k)
vmaxsu (k) =vmaxsu (k) +vmax (k) maisu (k) =wmaxsu (k) +umas (k)
iviosq(k)=iviesq (k) +ivie (k) **2 iviosq(k)=iviosq (k) +ivie (k) **2
[ poomeetmssme i ssn 2 [ poomeetmssme i ssn 2
S YT 1252 Unix Ln: 169 Col: 15/15 Car: 1515 1252
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write (line, ' (A,F9.2)7)
else

TMax', tina

write (line, ' (A, 1PES.2)")
end if

"Max’, tna

write (line(lem trim(line)+1:), fmt(k))

£ (indiv) then

_(mln\uﬂ,vdw,del,vdcﬂ,vacD,vch,vﬂrl)-
(vdeo, vaco, veeo, vori)

dval(lindfree)=dsav(lindfree)
end

<1 m

i 15 ok 172 Car: 1j2

* ivioma (k) veunma (k) , vmaxma (k)
= end do
call putlin (2,line)
< r(lin)=target(isstr(l:n))/tfsu/n
- < h=-sum (£ (1:n) *log (£(1:n)))/log (one*n)
end if
write (line, " (A, 5%, 6F17.2)7) "cut’, cut(ityp(
call putlin (2,line)
< if (n.gt.1) call putlin (4, Convergence factor:
< call putlin (2, ")

1252

//realf(l
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- output viclations of individual con

- restore current s

write (line, ' (A, F9

else
write (line, ' (A, 1PE9.2)") "Max',tfma
end if
do i=1,ntyp
k=ityp (i)
write (line(lem trim(line)+1:), fmt(k))
. ivioma (k) veunma (k) , vmaxma (k)
end do

call putlin (2,line)

< r(lin)=target(isstr(l:n))/tfsu/n
< sum(r (1:n) *log (r (1:n))) /log (one*n)
wite (line, © (h, 9%, 6717.2)7) "Cut, cut (ityp (Lintyp))
call putlin (2,line)
< if (n.gt.1) call putlin (4, Convergence factor: '//realf(l
< call putlin (2, ")
< output violations of individual con

(indiv) then
_(mlnvln,vdw,del,vdcﬂ,vacﬂ,vccﬂ,vﬂrl,vpse)
(vdcﬂ,vacD,vch,vDrl,VFSe)d
end if
ti=tfsav

dval(lindfree)=dsav(lindfree)
end

-~ restore current s

<1 m

Ln: 286 Col: 9j62 Car: 9j62
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(MAXDIP=2500, MAXTENS=30, naxstrpse=50)
CHARACTER NAMRESDIP*S, NAMATDIE*S, AXESAVEFILE*30,ps
LOGICAL DIPFLAG, DIP2FLAG, psedia
common /psel/ NDIP,NTENSO, NDTENSO
COMMON /pse2/ totvio (maxdip,mazstrpse)
common /pse3/ NUTE (MAXDIP)
common /psed/ NAMRESDIP (MAXDIP), NAMATDIP (MAXDIP),
pstring (maxdip),
ALDIP (MAXTENS) , A2DIE (MAXTENS) ,
PSHIFTPSE (MAXDIP) , TOLEROT (MAXDIP) , WPROT (MAXDI
PSHIFTOR (MAXDIP) ,
BVIOL (MAXDIE) , CALCTOT (MAXDIE) , pStringmas (naxd
asitis (maxdip), rever (maxdip), calcsing (maxdip)
IMET (MAXTENS) , TAX (MAXTENS),
TAY (MAXTENS) , TAZ (MAXTENS) , IPX (MAXTENS) ,
TEY (MAXTENS) ,
IPZ (MAXTENS) , TECN (MAXTENS)
IRESDIP (MAXDIP), INDXDIE (MAXDIE) ,
NEROT (MAXDIE) , ipstringmax (naxdip),
nasitis (maxdip), nrever (maxdip),
DIP2FLAG (MAXDIP)

% psedia(uaxprp), DIPFLAG.

common /pseS/ WDIP, TOLDIP, pseperc

EOR R K E R E R R b ot

<1 m

L 1 Col: /54 Car: 1/54 1252 Unix

(MAXDIP=10000, MAXTENS=30, naxstrpse=50)
CHARACTER NAMRESDIP*S, NAMATDIE*S, AXESAVEFILE*30,ps
LOGICAL DIPFLAG, DIP2FLAG, psedia
common /psel/ NDIP,NTENSO, NDTENSO
COMMON /pse2/ totvio (maxdip,mazstrpse)
common /pse3/ NUTE (MAXDIP)
common /psed/ NAMRESDIP (MAXDIP), NAMATDIP (MAXDIP),
pstring (maxdip),
ALDIP (MAXTENS) , A2DIE (MAXTENS) ,
PSHIFTPSE (MAXDIP) , TOLEROT (MAXDIP) , WPROT (MAXDI
PSHIFTOR (MAXDIP) ,
BVIOL (MAXDIE) , CALCTOT (MAXDIE) , pStringmas (naxd
asitis (maxdip), rever (maxdip), calcsing (maxdip)
IMET (MAXTENS) , TAX (MAXTENS),
TAY (MAXTENS) , TAZ (MAXTENS) , IPX (MAXTENS) ,
TEY (MAXTENS) ,
IPZ (MAXTENS) , TECN (MAXTENS)
IRESDIP (MAXDIP), INDXDIE (MAXDIE) ,
NEROT (MAXDIE) , ipstringmax (naxdip),
nasitis (maxdip), nrever (maxdip),
DIP2FLAG (MAXDIP)

[# 1 psedia (MAXDTP) , DIBFLAG, jpseviol [T

common /pseS/ WDIP, TOLDIP, pseperc

EOR R K E R E R R b ot

<1 m

i 1 Col: 55 Car: 1/55
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I<1

ori (3)=ori (i)
tolori (3)=ori (i)
weiori (3)=weiori (i)
end

ori (3)=ori (i) @]
tolori (j)=ori (i)

weiori (3)=weiori (i)
end

COPORI:  Copy pes.

subroutine coppse (i,3)

implicit real(kind=selected real kind(12)) (a-h,e-2)
include "pse.incl

indudip (3

pshi ftpse (§)=pshi ftpse (i)

tolprot(§)=pshiftpse (i)

wprot (3)=wprot (i)

ALOORI:  Allocate memory for orientational constraints.

Peter Guntert, 27-01-2003

subroutine aloori (n, nstep)

use cyanadata

i 1 Col: /58 Car: 1/58
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< ALOORI:  Allocate memory for orientational constraints.
< Peter Guntert, 27-01-2003
subroutine aloori (n, nstep)

use cyanadata

i 1 Col: /58 Car: 1/58 1252
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c
program cyana
<
use cyanadata
c
implicit real (kind=selected real kind(12)) (a-h,o-z)
character* (*) vers,sys, macext
parameter (vers='VERSION' macext='.cya',
* sys="SYSTEM')
include 'pse.incl'
include Torj.incl'
include 'rde.incl'
include 'cer.incl'
<
#IF mpi THEN
include Tmpif.h'
#END IF
<
parameter (maxp=50)
param (maxp) *200, cnd*100, ini£i1#200, hlpdir*
- - - .
[paraneter] (nond=35)
dimension idtyp(ncmd)
character comand (ncmd)*20
data (comand (i),idtyp(i),i=1, nemd)/
<1 m j

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

Copyright,
c

(c) 2002-05 Peter Guntert. ALl rights reserved.

program cyana

use cyanadata

use crystaldataIII—

<
implicit real (kind=selected real kind(12)) (a-h,o-z)
character* (*) vers,sys, macext
parameter (vers='VERSION' macext='.cya',
* sys="SYSTEM')
include 'pse.incl'
include Torj.incl'
include 'rde.incl'
include 'cer.incl'
<
#IF mpi THEN
include Tmpif.h'
#END IF
<
parameter (maxp=50)
param (maxp) *200, cnd*250, ini£i1#200, hlpdir*
<
(0 pazameter | (nend=38) [

dimension idtyp(ncmd)

character comand (ncnd)*20

data (comand (i), idtyp (i), i=1,nend)/
<1 m j

i 1 Col: /58 Car: 1/58
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