
dxx

dxy

dyy

dxz

dyz

dzz

|m| = 2

fxxx fxxy fxyy fyyy fxxz fxyz fyyz fxzz fyzz fzzz

|n| = 3

gxxxxx

gxxxxy

gxxxyy

gxxyyy

gxyyyy

gyyyyy

gxxxxz

gxxxyz

gxxyyz

gxyyyz

gyyyyz

gxxxzz

gxxyzz

gxyyzz

gyyyzz

gxxzzz

gxyzzz

gyyzzz

gxzzzz

gyzzzz

gzzzzz

|m + n| = 5

s
|n| = 0

smn = smn + |m|

wmn = wmn + in

Algorithm

smn = 0
! loops over the xyz components of n-shell
wn = 0
do in = |n|, 0, −1

do jn = 0, in
smn = smn + 1
wn = wn + 1
! loops over the xyz components of m-shell
wm = 0
wmn = smn

do im = |m|, 0, −1
do jm = 0, im

wm = wm + 1
wmn = wmn + 1
{wm, wn} = {wmn}

end do
wmn = wmn + in

end do
end do
smn = smn + |m|

end do


