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Working scheme

DALTON MOLMPS
Quantum
Package
with TREXIO

GAMMCOR

1-, 2-electron RDMs
1-, 2- electron Integrals



Plan of the tutorial

1 Install GammCor code
2 Run tests
3 Do exercises and discuss the results

SAPT (Quantum Package)
AC (MOLMPS)



Installation of the GammCor code

                                                
                                                git clone https://github.com/michalhapka/trex_workshop2023.git
                                                or at Dragon
                                                cp /home/michalhapka/trex_workshop2023

EXERCISES



Installation of the GammCor code

GET THE CODE

INSTALLATION
GUIDE

git clone https://github.com/pernalk/GAMMCOR.git
 cd GAMMCOR
 git checkout workshop2023

 https://qchem.gitlab.io/gammcor-manual/
 



Installation of the GammCor code

INSTALLATION
AT DRAGON

https://qchem.gitlab.io/gammcor-manual

module load intel/2021.1.1

git clone https://github.com/pernalk/GAMMCOR.git

cd GAMMCOR

git checkout workshop2023

env FC=gfortran CXX=g++ CC=gcc cmake -S. -Bbuild -Cconfig_gnu

cd build

make -j 4

ctest -V



Exercises

HF

CISD
CASSCF

HF

CISD
CASSCF..................



Exercise 1

Quantum Package

1 step

two HDF5 files (one for each monomer)

GammCor

2 step



Exercise 1

/trex_workshop2023/SAPT

h2_h2

cisd

he_h2

xyz files

ground_state

excited state

xyz files

xyz files

EXERCISE 1

EXERCISE 2



H2 − H2: static correlation



H2 − H2: static correlation



He − H2 · : excited state



He − H2 · : excited state



Exercise 2

Quantum Package

DALTON

GammCor

GammCor


