***,H2S+ 2B1 - 4A2 spin-orbit

memory,8,m

file,2,h2s+b1a2so.wfu

r1 = 1.85 angstrom

r = 0.875 angstrom

zmat,angstrom={s;

       x,s,r1;

       h1,x,r/2,s,90.0;

       h2,x,r/2,s,90.0,h1,180.0,1;}

basis

spdf,s,vqz

spd,h,vqz

endbasis

int

rhf;wf,17,2,1;

multi;occ,6,3,3;wf,17,1,1;state,2;wf,17,2,1;state,2;wf,17,3,1;state,2;wf,17,4,1;

state,2;

wf,17,2,3;state,2;wf,17,4,3;state,2;natorb,,ci;orbprint;

ci;wf,17,2,1;save,3010.1;

ci;wf,17,4,3;save,3020.1;

lsint;

[dmh@cscserv ~/h2splus]$ !mor

more h2s+b1a2so.com

***,H2S+ 2B1 - 4A2 spin-orbit

memory,8,m

file,2,h2s+b1a2so.wfu

r1 = 1.85 angstrom

r = 0.875 angstrom

zmat,angstrom={s;

       x,s,r1;

       h1,x,r/2,s,90.0;

       h2,x,r/2,s,90.0,h1,180.0,1;}

basis

spdf,s,vqz

spd,h,vqz

endbasis

int

rhf;wf,17,2,1;

multi;occ,6,3,3;wf,17,1,1;state,2;wf,17,2,1;state,2;wf,17,3,1;state,2;wf,17,4,1;state,2;

wf,17,2,3;state,2;wf,17,4,3;state,2;natorb,,ci;orbprint;

ci;wf,17,2,1;save,3010.1;

ci;wf,17,4,3;save,3020.1;

lsint;

ci;tranls,3010.1,3020.1,1,3,lsx;

PROGRAM * CI (Multireference internally contracted CI)     Authors: H.-J. Werner, P.J. Knowles, 1987

   Transition moment calculation

   =============================

 Ket wavefunction restored from record 3020.1 to file 8

 Bra wavefunction restored from record 3010.1 to file 7

 Symmetry of spin-orbit operator:         3

 Symmetry of bra wavefunction:            2   S=0.5  MS= 0.5

 Symmetry of ket wavefunction:            4   S=1.5  MS= 1.5

 Configurations used for occupation numbers:

 220+020         0.9401

 22++0+0         0.9550

 Valence occupation numbers for effective fock operator:

     4.1: 2.00    5.1: 2.00    6.1: 0.50    2.2: 1.00    3.2: 0.00    2.3: 1.50    3.3: 0.00

 error in 1-elec all internal so

   26.7212874805833        26.9067119260879

 !MRCI LS_I-I(FC) <1.2|LSX|1.4>        -0.00076425i A.U.           -167.73308706i CM-1

 !MRCI LS_I-I(FV) <1.2|LSX|1.4>        -0.00076072i A.U.           -166.95812869i CM-1

 !MRCI LS_I-I(TOT) <1.2|LSX|1.4>       -0.00075566i A.U.           -165.84906130i CM-1

 Spin-orbit matrix elements for mean field operator:

 !MRCI MATR. ELEMENT <1.2|LSX|1.4>     -0.00074385i A.U.           -163.25639071i CM-1

 Spin-orbit matrix elements using full Breit-Pauli operator for internal part:

 !MRCI MATR. ELEMENT <1.2|LSX|1.4>     -0.00073911i A.U.           -162.21674617i CM-1

