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PSI4 Across the Map

e MRCC
Kallay; arbitrary order CC/CI

A DFTD3

Grimme; dispersion correction

A Molden

Schaftenaar
orb., density visualization

A WebMO . :
Polik & Schmidt
GUIl/web server ® Core Developers
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Flocke; 2e' integrals © Downloads .

A libefp

Kaliman & Slipchenko e ADF
fragment potentials e CFOUR

Visscher: FDE solvation
A Gaussian A PubChem Gauss & Stanton

i i CC/MBPT/properties/etc.
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Download Statistics

First publicly released on April 7, 2013
Since then, 5,312 downloads
Checkouts fronGit are not tracked
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PSI4: The Paper

J. M. Turney et alWIREsComput Mol. Sci2, 556 (2012)

Published July/August 2012

L{L &l A3IKfé& /AGSR tI| LISNEY
Chemistry based on a highly cited threshold for the field a
publication year

71 citations as of November 2014



Outside Groups Citing the PS14 Paper (2014)

HolgerBettinger[SAPT]

Ken Jordan

Steven Wheeler [SAPT]

EkaterinazgorodinaMonash Australia [DFCCSD(T), CBS]

E.Fabiang National Nanotechnology Laboratory, Italy [MP2, Ml
QCISD(T), CCSD(T), SAPT, CBS]

SebastiaWouters Ghent, Belgium [RHF orbitals to input into
DMRG]

Thomas Beck, U. Cincinnati {®IP2]
Yuji MochizukiRikkyoUniv., Japan [ADC]

PeterPulay|cited as a program package with hilgvel correlated
energies and gradients]

JeanLuc Bredas [SAPT, fractional occupation RSH DFT]



Outside Groups Citing the PS14 Paper (2014)

ClemenceCorminboeufSAPT]

Michael Gilson [SAPT]

Y. B. Wandiuizhoul., China [SAPT]

Greg Tschumper [SAPT]

JiriSponelSAPT]

Georg Jansen [mentions SAPT available in PSI4]

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

John Herbert [SAPT]

Grant Hill, U. Sheffield [SAPT2+{3}P2]



Observations on Citations

Majority are for SAPT capabllitiessomething they basicall
Ol yQu 3ISU SfaSgKSND

9 USY YKSY tainm A& dzaSR F2N
and use It for other features (e.g., DFT); they frequently u:
LI Ol F3Sa Ay | aAiay3atsS &aidzRe
Probably just reflects how slow people are to change theit
habits



Comments about Psi4 From the Community

DS2NHS {OKFGl &6hOd20SNJ HAM
S0 0SOlFdzaS AU &a2dzyRSR f A
Anonymous force field developé@used our CC code in a

NSEOSY U aiudzRéeovyY &, 2dz 3Idzea |
and you seem to be more willing to collaborate than peop
Faa20AFU0SR gAUK az2yYysS 20KSN
ly2yeéyY2dza O2YYSNDAFf RSOSH
LJdza Ko O]l 0SOF dzaS 6SQNB y2(
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Feedback from ETH (via Rollin King)

a!a L dFrf1SR gA0K &aSOSNIf |
noted that it was important to them that PSI4 was open

a2 dzNOS b€ { SYUAYSY U a-soareeNS
codes:

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

Impair the development of the field, requiring others to rec
past work

Contradict the spirit of publication, in which work/results a
presented publicly

Abuse the privilege of taxpay@rovided resources for
personal gain

Restrict some types of opportunities for collaboration



Feedback from Nate DeYonker (U Memphis)

Wants DK integrals

Wants to be able to use MCSCF to get symmetry average
orbitals for high symmetry cases

Wants to be able to usseudocanonicahatural/DFT orbitals
INn ccenergy(raises general question of orbital handling)



NPA Capabilities

TymofiiNikolalenkohas a Java version of NBO and would |
to discuss integration with PSl4

L 0KAY]l 6S R2Yy QU ¢l yiG 02 ¢
maybe we could be calling it as a binary

| encouraged him to think about translating to a reusable
C++ library



PSI4Education: An open lab manual

800 Y psi4: Ab Initio Quantum ¢

&« C | www.psicode.org/labs.php

news | docs [ developers | downloads

I S l I contacts ' history release notes

AB INITIO QUANTUM CHEMISTRY

PSl4Education: Computational Labs Using Free Software

Computational chemistry is an increasingly important part of modern research, and yet it is often not part of the typical undergraduate
or graduate curriculum. Fortunately, the availability of free software like PSI4 and WebMO lowers the barrier to introducing
computational chemistry laboratory modules. The labs below were created using only free software and are available for use in your

classes.

Getting Started

« Installation and Setup Guide Installation Guide
Instruction for installing WebMO and PSI4, along with information about creating and administering user accounts.

¢ Tutorial Lab Handout
This introductory lab introduces the key features of WebMO and PSI4, including building molecules, setting up calculations, and

visualizing results.
« Customizing Lab Activites Instructions

Many instructors wish to save the labs as PDF files to distribute to students or to post on course management websites. You
can also reload the labs to your own Google Drive to make changes and customize the labs for your students.

Introductory Labs




PSI4Education Workshop
Held at BCCE August 5, 2014

Premiere of our free, opesource lab
manual based on free software
25 chemicaleducators (community college

through universities)
Handson experience using Ps\WebMO



