new5.f Calculation of oriented VCD/IR spectra
1) Optimize geometry, make FILE.X
(From this point do not rotate molecule, use nosymm in Gaussian input)

2) Run frequency/vcd calculation, by new1, new2 and new4 produce F.INP and FILE.TEN
3) Calculate quadrupole derivatives

2.1 Prepare G.TXT, e.g.:

%chk=x.chk

%nproc=4

%mem=1GB

#B3LYP/6-311++G** nosymm sp
2.2 Run pmz to make FILE.INP
2.3 Run Gaussian (“g16 FILE.INP FILE.OUT”)

2.4 Run getqd to produce FILE.QEN
4) Run new5 to produce DOGX.TAB, DOGY.TAB, and DOGZ.TAB for spectra for ligth passing along x, y, and z.

