
DFT/MRCI Personal Licence to Use Agreement

DFT/MRCI is an experimental code for the calculation of electronically excited states.
A personal licence for DFT/MRCI means that you and your research group may use the DFT/MRCI program sub-
ject to the terms given below. This agreement applies to all revisions of the DFT/MRCI program. In the following
all references to DFT/MRCI refer to all parts of the DFT/MRCI package, that is, all files in the distribution.
In order to obtain and use DFT/MRCI, you are required to agree to the following terms:

1. The program and the documentation is not being placed in the public domain and the copyright rests with
the authors (listed further below).

(a) You are required to make sure that no part of DFT/MRCI is distributed to users outside your research
group. In particular, no person leaving your research group may take a copy of DFT/MRCI with him/her,
unless that person has obtained his/her own licence.

(b) You will make sure that no part of DFT/MRCI can be accessed by people not included in this licence.
When you stop using a computer you will make sure that all DFT/MRCI files are deleted on that
computer.

2. No fee may be charged for the use of the DFT/MRCI programs or any part of the programs.

3. You accept that the experimental nature of the DFT/MRCI programs means that there is no warranty of
correctness of results nor fitness for a particular purpose and that the authors of DFT/MRCI cannot be held
responsible in any way for any consequences arising from the use of the program. While every attempt will
be made to correct any errors reported to the DFT/MRCI authors (see http://www.theochem.hhu.de), the
authors of DFT/MRCI are not obliged to make such corrections, nor is there any support for users implied
by making the program available.

4. Any published work arising from use of the DFT/MRCI program must acknowledge the program with an
appropriate citation, depending on which parts of the program you used:

• The original DFT/MRCI program: A combination of Kohn–Sham density functional theory and multi–
reference configuration interaction methods. S. Grimme and M. Waletzke, J. Chem. Phys. 111, 5645
(1999)

• The parallel version: Parallel multireference configuration interaction calculations on mini-β-carotenes
and β-carotene. Martin Kleinschmidt, Christel M. Marian, Mirko Waletzke and Stefan Grimme J. Chem.
Phys., 130, 044708[1-11] (2009) DOI: 10.1063/1.3062842

• The R2016 Hamiltonian: Redesign of the DFT/MRCI Hamiltonian. Igor Lyskov, Martin Kleinschmidt
and Christel M. Marian J. Chem. Phys., 144, 034104 (2016) DOI: 10.1063/1.4940036

• The R2017 Hamiltonian: DFT/MRCI Hamiltonian for odd and even numbers of electrons. Adrian Heil
and Christel M. Marian J. Chem. Phys., 147, 194104 (2017) DOI: 10.1063/1.5003246

• The R2018 Hamiltonian: On the performance of DFT/MRCI Hamiltonians for electronic excitations in
transition metal complexes: The role of the damping function. Adrian Heil, Martin Kleinschmidt and
Christel M. Marian J. Chem. Phys., 149, 164106 (2018) DOI: 10.1063/1.5050476

• The R2022 Hamiltonian: R2022: A DFT/MRCI ansatz with improved performance for double excita-
tions. Dennis Dombrowski, Timo Schulz, Martin Kleinschmidt and Christel M. Marian J. Phys. Chem.
A, 127, 2011-2025 (2023) DOI: 10.1021/acs.jpca.2c07951

5. You will see to that other members of your research group using your copy of DFT/MRCI abide these terms.

I have read and agree to the terms for the use of the DFT/MRCI program.

Name: E-Mail:

Affiliation:

Place, date, and handwritten signature:


