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5300+ downloads
тм Ŏƛǘŀǘƛƻƴǎ όL{L άIƻǘ tŀǇŜǊέύ
Totally Free and Open Source



Reception of Psi4 by the 
Community
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School of Computational Science and Engineering
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PSI4 Across the Map
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http://sourceforge.net/projects/psicode/files/stats/map?dates=2013-04-07 to 2014-08-07


PSI4 Across the Map
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MRCC

Kállay;  arbitrary order CC/CI

ÅDFTD3

Grimme;  dispersion correction

ÅMolden

Schaftenaar

orb., density visualization

ÅWebMO

Polik & Schmidt

GUI/web server

ÅERD

Flocke;  2eïintegrals

Ålibefp

Kaliman & Slipchenko

fragment potentials

ÅGaussian

Many-body expansion

ADF

Visscher;  FDE solvation

ÅPubChem

NIH;  structure look-up

CFOUR

Gauss & Stanton

CC/MBPT/properties/etc.

http://sourceforge.net/projects/psicode/files/stats/map?dates=2013-04-07 to 2014-08-07


Download Statistics

ωFirst publicly released on April 7, 2013

ωSince then, 5,312 downloads

ωCheckouts from Git are not tracked

6

SourceforgeDownloads

Beta5



PSI4: The Paper

ωJ. M. Turney et al., WIREs: Comput. Mol. Sci. 2, 556 (2012)

ωPublished July/August 2012

ωL{L άIƛƎƘƭȅ /ƛǘŜŘ tŀǇŜǊέΥ Lƴ ǘƘŜ ǘƻǇ м҈ ƻŦ ǘƘŜ ŦƛŜƭŘ ƻŦ 
Chemistry based on a highly cited threshold for the field and 
publication year

ω71 citations as of November 2014
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Outside Groups Citing the PSI4 Paper (2014)

ωHolgerBettinger[SAPT]
ωKen Jordan
ωSteven Wheeler [SAPT]
ωEkaterina Izgorodina, Monash, Australia [DF-CCSD(T), CBS]
ωE. Fabiano, National Nanotechnology Laboratory, Italy [MP2, MP4, 

QCISD(T), CCSD(T), SAPT, CBS]
ωSebastian Wouters, Ghent, Belgium [RHF orbitals to input into 

DMRG]
ωThomas Beck, U. Cincinnati [DF-MP2]
ωYuji Mochizuki, RikkyoUniv., Japan [ADC]
ωPeter Pulay[cited as a program package with high-level correlated 

energies and gradients]
ωJean-Luc Bredas [SAPT, fractional occupation RSH DFT]
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Outside Groups Citing the PSI4 Paper (2014)

ωClemenceCorminboeuf[SAPT]

ωMichael Gilson [SAPT]

ωY. B. Wang, GuizhouU., China [SAPT]

ωGreg Tschumper [SAPT]

ωJiri Sponer[SAPT]

ωGeorg Jansen [mentions SAPT available in PSI4]

ω(Hollman/Schaefer/Valeev used PSI4 Python interface and 
NumPyto develop toy code of concentric atomic density 
fitting)

ωJohn Herbert [SAPT]

ωGrant Hill, U. Sheffield [SAPT2+(3)MɻP2]
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Observations on Citations

ωMajority are for SAPT capabilities --- something they basically 
ŎŀƴΩǘ ƎŜǘ ŜƭǎŜǿƘŜǊŜ

ω9ǾŜƴ ǿƘŜƴ tǎƛп ƛǎ ǳǎŜŘ ŦƻǊ {!t¢Σ ǘƘŜ ǳǎŜǊǎ ŘƻƴΩǘ Ǝƻ ŀƘŜŀŘ 
and use it for other features (e.g., DFT); they frequently use 3 
ǇŀŎƪŀƎŜǎ ƛƴ ŀ ǎƛƴƎƭŜ ǎǘǳŘȅΣ ŜŀŎƘ ŦƻǊ ƛǘǎ άǎƛƎƴŀǘǳǊŜ ŦŜŀǘǳǊŜέ

ωProbably just reflects how slow people are to change their 
habits
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Comments about Psi4 From the Community

ωDŜƻǊƎŜ {ŎƘŀǘȊ όhŎǘƻōŜǊ нлмоύΥ ά²Ŝ ƘŀǾŜƴΩǘ ŘƻǿƴƭƻŀŘŜŘ ƛǘ 
ȅŜǘ ōŜŎŀǳǎŜ ƛǘ ǎƻǳƴŘŜŘ ƭƛƪŜ ǘƘŜ ŎƻŘŜ ǿŀǎ ǎǘƛƭƭ ƛƴ ōŜǘŀέ

ωAnonymous force field developer (used our CC code in a 
ǊŜŎŜƴǘ ǎǘǳŘȅύΥ ά¸ƻǳ Ǝǳȅǎ ŀǊŜ ȅƻǳƴƎŜǊ ŀƴŘ ƳƻǊŜ ŜƴŜǊƎŜǘƛŎΣ 
and you seem to be more willing to collaborate than people 
ŀǎǎƻŎƛŀǘŜŘ ǿƛǘƘ ǎƻƳŜ ƻǘƘŜǊ ǇŀŎƪŀƎŜǎέ

ω!ƴƻƴȅƳƻǳǎ ŎƻƳƳŜǊŎƛŀƭ ŘŜǾŜƭƻǇŜǊΥ ά²ŜΩǊŜ ƎŜǘǘƛƴƎ ŀ ƭƻǘ ƻŦ 
ǇǳǎƘōŀŎƪ ōŜŎŀǳǎŜ ǿŜΩǊŜ ƴƻǘ ƻǇŜƴ ǎƻǳǊŎŜΦ  aŀȅōŜ L ǎƘƻǳƭŘ 
ƭƻƻƪ ŀǘ ǿƘŀǘ ȅƻǳ Ǝǳȅǎ ŀǊŜ ŘƻƛƴƎΦέ
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Feedback from ETH (via Rollin King)

ά!ǎ L ǘŀƭƪŜŘ ǿƛǘƘ ǎŜǾŜǊŀƭ ǇǊƻŦŜǎǎƻǊǎ ǘƻŘŀȅ ŀǘ 9¢IΣ ǘƘŜȅ ŀƭƭ 
noted that it was important to them that PSI4 was open 
ǎƻǳǊŎŜΦέ  {ŜƴǘƛƳŜƴǘǎ ǿŜǊŜ ŜȄǇǊŜǎǎŜŘ ǘƘŀǘ ŎƭƻǎŜŘ-source 
codes:

ωReduce the impact of a theoretical work by reducing the 
number of users

ωImpair the development of the field, requiring others to redo 
past work

ωContradict the spirit of publication, in which work/results are 
presented publicly

ωAbuse the privilege of taxpayer-provided resources for 
personal gain

ωRestrict some types of opportunities for collaboration
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Feedback from Nate DeYonker (U Memphis)

ωWants DK integrals

ωWants to be able to use MCSCF to get symmetry averaged HF 
orbitals for high symmetry cases

ωWants to be able to use seudocanonical/natural/DFT orbitals 
in ccenergy(raises general question of orbital handling)
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NPA Capabilities

ωTymofiiNikolaienkohas a Java version of NBO and would like 
to discuss integration with PSI4

ωL ǘƘƛƴƪ ǿŜ ŘƻƴΩǘ ǿŀƴǘ ǘƻ ōŜ ŎŀƭƭƛƴƎ WŀǾŀ ƭƛōǊŀǊƛŜǎ ŦǊƻƳ t{LпΤ 
maybe we could be calling it as a binary

ωI encouraged him to think about translating to a reusable 
C++ library
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PSI4Education: An open lab manual



PSI4Education Workshop
Held at BCCE August 5, 2014

Å Premiere of our free, open-source lab 
manual based on free software

Å 25 chemical educators (community college 
through universities)

Å Hands-on experience using Psi4/WebMO


