
RECENT CHANGES IN PGOPHER: A GENERAL PURPOSE PROGRAM FOR SIMULATING ROTATIONALSTRUCTURECOLIN WESTERN, S
hool of Chemistry, University of Bristol, Canto
ks Close, Bristol BS8 1TS, UK.Key features of the PGOPHER program in
lude the simulation and �tting of the rotational stru
ture of linear mole
ules and symmetri
and asymmetri
 tops, in
luding effe
ts due to unpaired ele
trons and nu
lear spin. The program is written to be as general as possible,and 
an handle many effe
ts su
h as multiple intera
ting states, predisso
iation and multiphoton transitions. It is designed to be easy touse, with a �exible graphi
al user interfa
e. PGOPHER has been released as an open sour
e program, and 
an be freely downloaded fromthe website at http://pgopher.
hm.bris.a
.uk.Re
ent additions in
lude a mode whi
h allows the 
al
ulation of vibrational energy levels starting from a harmoni
 model and themultidimensional Fran
k-Condon fa
tors required to 
al
ulate intensities of vibroni
 transitions. PGOPHER takes a

ount of both thedispla
ement along normal 
o-ordinates and mixing between modes (the Dus
hinsky effe
t). l matri
es produ
ed from ab initio programs
an be dire
tly read by PGOPHER or the mode displa
ements and mixing 
an be �t to observed spe
tra.
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v=0  1  1  0  0In addition the effe
ts of external ele
tri
 and/or magneti
 �elds 
an now be 
al-
ulated, in
luding plots of energy level against ele
tri
 �eld suitable for predi
tingStark de
eleration, fo
ussing and trapping of mole
ules. The �gure shows a typ-i
al plot, showing the ele
tri
 �eld tuning of the M = 0 levels of 202 , 111 and 110levels of (NO)2.Other new features in
lude �ts to 
ombination differen
es, simulation of theDoppler split peak typi
al of Fourier transform mi
rowave spe
tros
opy, spe
i-fying a nu
lear spin temperature independent of rotational temperature and inter-a
tive adjustment of parameter values with the mouse in addition to typing values.


