************************************************************************************

PROBLEM 1

************************************************************************************

1PROGRAM * CI (Multireference internally contracted CI)     Authors: H.-J. Werner, P.J. Knowles, 1987

 Convergence thresholds:  THRVAR = 1.00D-08  THRDEN = 1.00D-06

 Number of optimized states:  1  Roots:   1

 Number of reference states:  1  Roots:   1

 Reference symmetry:               2   Doublet

 Maximum shell inside CICON        9

 Maximum number of shells reduced from  9 to  8

 Maximum number of spin couplings:   1430

 Reference space:    42745 conf   245388 CSFs

 N elec internal:   171106 conf   981552 CSFs

 N-1 el internal:   201643 conf  2024451 CSFs

 N-2 el internal:   212052 conf  3716916 CSFs

 Number of electrons in valence space:                     15

 Maximum number of open shell orbitals in reference space: 11

 Maximum number of open shell orbitals in internal spaces: 15

 Number of core orbitals:          10 (   6   2   2   0 )

 Number of active  orbitals:       13 (   6   3   3   1 )

 Number of external orbitals:     136 (  50  33  33  20 )

 Molecular orbitals read from record     2140.2  Type=MCSCF/NATURAL (state averaged)

 Coulomb and exchange operators available. No transformation done.
Number of p-space configurations:  25

  NON ZERO P-SP. GR.                   835  3.614762022959632E-005

  0.000000000000000E+000  -57.4366291674909       6.293478700532075E-007

  NON ZERO P-SP. GR.                   870 -3.609867751048962E-005

  0.000000000000000E+000  -57.4366291674909      -6.284957532104175E-007

  NON ZERO P-SP. GR.                  3150 -2.274461020381675E-004

  0.000000000000000E+000  -57.4366291674909      -3.959948648360130E-006

  NON ZERO P-SP. GR.                  3304  1.358339768826042E-005

  0.000000000000000E+000  -57.4366291674909       2.364936432576830E-007

  NON ZERO P-SP. GR.                  9055   49.7415799464046

  0.000000000000000E+000  -57.4366291674909       0.866025403429461

  NON ZERO P-SP. GR.                  9056  -28.7183145717903

  0.000000000000000E+000  -57.4366291674909      -0.499999999791856

  NON ZERO P-SP. GR.                  9441  1.487795388336500E-005

  0.000000000000000E+000  -57.4366291674909       2.590325041530453E-007

  NON ZERO P-SP. GR.                  9442  8.589790679497030E-006

  0.000000000000000E+000  -57.4366291674909       1.495524860006731E-007

  NON ZERO P-SP. GR.                  9445  1.392718275294992E-003

  0.000000000000000E+000  -57.4366291674909       2.424791105400159E-005

  NON ZERO P-SP. GR.                  9446  8.040862711417644E-004

  0.000000000000000E+000  -57.4366291674909       1.399953797422494E-005

  NON ZERO P-SP. GR.                 10017 -6.420181110062497E-007

  0.000000000000000E+000  -57.4366291674909      -1.117785149149442E-008

  NON ZERO P-SP. GR.                 10018  3.706693296427430E-007

  0.000000000000000E+000  -57.4366291674909       6.453535575039312E-009

  NON ZERO P-SP. GR.                 28376 -1.718314822016967E-005

  0.000000000000000E+000  -57.4366291674909      -2.991670728110090E-007

  NON ZERO P-SP. GR.                 30559 -6.079823583855054E-005

  0.000000000000000E+000  -57.4366291674909      -1.058527227655664E-006

  NON ZERO P-SP. GR.                 30560  3.510187782786280E-005

  0.000000000000000E+000  -57.4366291674909       6.111409798353984E-007

  NON ZERO P-SP. GR.                 79811  2.621632083413212E-004

  0.000000000000000E+000  -57.4366291674909       4.564390566459382E-006

 Reference wavefunction optimized for reference space (refopt=1)

 State     Reference Energy

   1 NaN

 ? Error

 ? failure in dsyev

 ? The problem occurs in diag2
**************************************************************************************

PROBLEM 2 (when I change the spin multiplicity, I get the following problem)
**************************************************************************************

1PROGRAM * CI (Multireference internally contracted CI)     Authors: H.-J. Werner, P.J. Knowles, 1987

 Convergence thresholds:  THRVAR = 1.00D-08  THRDEN = 1.00D-06

 Number of optimized states:  1  Roots:   1

 Number of reference states:  1  Roots:   1

 Reference symmetry:               2   Quartet

 Maximum shell inside CICON        8   

 Maximum number of shells reduced from  8 to  7

 Maximum number of spin couplings:   2002 

 Reference space:    40369 conf   214767 CSFs

 N elec internal:   160810 conf   858858 CSFs

 N-1 el internal:   199927 conf  2004002 CSFs

 N-2 el internal:   211641 conf  4003338 CSFs

 Number of electrons in valence space:                     15

 Maximum number of open shell orbitals in reference space: 11

 Maximum number of open shell orbitals in internal spaces: 15

 Number of core orbitals:          10 (   6   2   2   0 )

 Number of active  orbitals:       13 (   6   3   3   1 )

 Number of external orbitals:     136 (  50  33  33  20 )

 Molecular orbitals read from record     2140.2  Type=MCSCF/NATURAL (state averaged)

 Coulomb and exchange operators available. No transformation done.

GA ERROR fehler

 GA ERROR ^@^@^@^@^@^@^@^@

0:0:fehler:: 0

  0: ARMCI aborting 0 (0).

3:3:fehler:: 0

5:5:fehler:: 0

7:7:fehler:: 0

  3: ARMCI aborting 0 (0).

2:2:fehler:: 0

  5: ARMCI aborting 0 (0).

  7: ARMCI aborting 0 (0).

4:4:fehler:: 0

  2: ARMCI aborting 0 (0).

6:6:fehler:: 0

  4: ARMCI aborting 0 (0).

1:1:fehler:: 0

  6: ARMCI aborting 0 (0).

  1: ARMCI aborting 0 (0).

 Number of p-space configurations:  17

 GA ERROR fehler
