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%ouble Calc Ekin()

/
caleulate the kinetic energy, Ekin y
it 1, 7, ;
mt 2 a a a 3 1 ;
double ) , Zic. Zhy dum, ;
ant. ; ;
double . ;
double # :

f# for OpentP #/
ant

a a a 1 T

S MPT o/
MPI_Comm 51zeEmp1 comn_levell, drumprocs) ;
MPT Comm_rank (opi_comn_levell, &uyid) ;

J% get Nthrds(d #/
fipragma onp paralle]l shared (chrds)

fthrdsl = omp_get num threads();

=

/% allocation of array #/
My_Ekin_threads = (double)malloc( (double) #lithrds0) ;
(Mloop=0; Mloop{MNthrds0; Nloopt) My Ekin threads[Wloop] = 0, 0;
(pinP_switch==0 || SpinP_switch==1){
(gpin=0; spin{=SpinP_switch; spint+) {
fipragma onp parallel shared (3pinP_switch, time per_atom, spin, CrtHO, HO, DM, My Ekin_threads, Spe_Total CNO, Cnt_switch, natny

. Whatlpecies, M2G, OneD2h_8N, OneD2Mc_AHN, Onel) Nloop)  private (OMPTT, Nthrds,Nprocs,Nloop,Stlme atoi, Mo 4N, h AN, Ge AN, Cwarn,
Gh 4, %wan,l,J,Etlme - atom)

/% get info. on OperlP #/

MPID = cmp_get thread num() ;
chrds = omp_ get T threads(),
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