grroa.f
Reads Gaussian output with RROA tensors, makes invariants and spectra.
Options if GRROA.OPT variables (defaults):

WMIN

WMIN,WMAX ... spectral limits
wmin (50 cm-1)

WMAX

wmax (4000 cm-1)

TEMP

kelvin (300 K)

GAUSS
lg (F)
Gaussian instead of Lorentzian bands

FWHH

full width at half height

fwhh (10 cm-1)

USEA

lusea (T)
use the A-tensor
USEG
luseg (T)
use the G’-tensor
STATIC

lstatic (F)
add static polarizabilies

FACTOR

ff (1)

mixing coefficient

sstring*
ls (T)
* some of ICP_0, ICPx_90, ICPz_90, ICPs_90, ICPu_90, ICP_180, SCP_0, SCPx_90, SCPz_90, SCPs_90, SCPu_90, SCP_180, DCPI_0, DCPI_90, DCPI_180, DCPII_0, DCPII_90, DCPII_180  
lstatic = T action:
1) Read tensor derivatives 
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Obtained as 
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, etc., from Cartesian 
[image: image5.wmf]lg

ab

a

x

¶

¶

, 
[image: image6.wmf]lg

ab

w

x

G

¶

¶

-

'

1

 as in Gaussian output, but 
[image: image7.wmf])

(

2

3

)

(

,

,

Gaussian

x

A

used

x

A

lg

e

ab

lg

e

ab

¶

¶

=

¶

¶

.
Presumably we can suppose that 
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2) Read resonance tensors, presumably
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 in atomic units

Presumably 
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not clear if 
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 (Nafie is using both definitions in the same book).
3) Get transition polarizabilities from the derivatives, for a fundamental transition involving mode I

[image: image19.wmf]I

I

I

Q

w

a

a

2

1

0

h

¶

¶

=

, etc., and add it to resonance polarizabilities
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Remark: in off resonance
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