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Program Check_Group
use corystallographic symmetry, only: Space Group Type, set spacegroup
use reflections utilities, only: Hkl Absent
use Symmetry Tables, only: spgr_info, Set Spgr Info

sasess ! Read reflections, apply ariterion of "goodnecs™ for checking,
! set indices 11,17 for search in space group tables .,
srssess ! omitted for simplicity
call Set_Spgr_Infol)
me(
do_group: do i=il,i2
has=adjustl (spgr_info (i)%HN)
hall=spgr_info(i)%hall
if{ hms(1:1) /= "P" .and. .not. check cent ) cycle do_group ! Skip centred groups
call set spacegroup(hall,Spacegroup,Force Hall="y")
do 3=1,nhkl
if(geod(3) == 0) cycle !Skip reflections that are not good (overlap) for checking
abzent=iHkl Absent(hkl(:,3), Spacegroup)
if {absent .and. intensity(j) > threshold) cycles do_group !Group not allowed
end do
! Passing here means that all reflections are allowed in the group -> Possible group!
m=m+1
num_group (m)=i
end do do_group
write(unit=*,fmt=*) " => LIST OF POSSIBLE SPACE GROUPS, a total of “,m," groups are possible”
write (unit=*, fmt=*) "  ----v - - e ot 0 00 0 0 0 . 0 00 20
write (unit=*, fmt=4*) " Rumber (IT) Hermann-Mauguin Symbol Hall Symbol™
sritafunitat, fgtnt) T  corcccc e ————————————— T ————
do i=1,m
j=num_group (1)
has=adjustl (spgr_info(]j)%HM)
hall=gspgr info(j)%hall
nung=spgr_info(j} 4N
write({unit=*, fmt="(110,44a)") numg," ", hms, " *,hall
end do

---------------
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Program Check_Group
use crystallographic symmetry, only: Space Group Type, set spacegroup
use reflections utilities, only: Hkl Absent
use Symmetry Tables, only: spgr_info, Set Spgr Info

sasess ! Read reflections, apply ariterion of "goodnecs™ for checking,
! set indices 11,17 for search in space group tables .,
srssees ! omitted for simplicity
call Set_Spgr_Infol)
me(
do_group: do i=il,i2
has=adjustl (spgr_info (i)%HN)
hall=spgr_info(i)%hall
if{ hms(1:1) /= "P" .and. .not. check cent ) cycle do_group ! Skip centred groups
call set spacegroup(hall,Spacegroup,Force Hall="y")
do 3=1,nhkl
if(geod(3) == 0) cycle !Skip reflections that are not good (overlap) for checking
abzent=iHkl Absent(hkl(:,3), Spacegroup)
if {absent .and. intensity(j) > threshold) cycles do_group !Group not allowed
end do
! Passing here means that all reflections are allowed in the group -> Possible group!
m=m+1
num_group (m)=i
end do do_group
write(unit=*,fmt=*) " => LIST OF POSSIBLE SPACE GROUPS, a total of “,m," groups are possible”
WEItS(UNIt=2 ,EME=t) " e s s e ne e e aie e e ot g i s - 00 00
write (unit=*, fmt=4*) " Rumber (IT) Hermann-Mauguin Symbol Hall Symbol™
sritafunitat, fgtnt) T  corcccc e ————————————— T ————
do i=1,m
j=num_group (1)
has=adjustl (spgr_info(]j)%HM)
hall=gspgr info(j)%hall
nung=spgr_info(j)}4N
write{unit=*, fmt="(110,44a)") numg,"” ", hms,"” *,hall
end do
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Kak dopMmpyeTcsa KynbTypa’?

1. C NOMOLLHO OrpaHNYeHn

2. Ha ocHoOBe OOHOTUMHOIO OrnbliTa

3. Hepes rpynnoBble HOPMbI
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Kak dopMmpyeTcsa KynbTypa’?

1. C NOMOLLHO OrpaHNYeHn
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3. Hepes rpynnoBble HOPMbI
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Kak dopMmpyeTcsa KynbTypa’?

1. C NOMOLLIbKO OrpaHNYeHn
2. Ha ocHoOBe OOHOTUMHOIO OrnbliTa

3. Hepes rpynnoBble HOPMbI

4. Hepes oKpyKatoLLyto cpeny

5. CnyyarHo
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