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I Webpage

https://github.com/molpro/iMolpro

I Version

2025.2.0

I Build Environment

I Files Required

e Chooser.py.diff

--- Chooser.py.org 2025-10-29 14:48:32.515824489 +0900
+++ Chooser.py 2025-10-29 14:49:00.013448729 +0900
@@ -19,6 +19,7 @@

from ProjectWindow import ProjectWindow

from WindowManager import WindowManager

from settings import settings, settings_edit

+from pysjef import recent_project

class PushButton(QPushButton):
@@ -209,7 +210,7 @@
item.widget().setParent(None)
self.recent_project_box.layout().addWidget(QLabel('Open a recently-used project:'), 0, QtCore.Qt.AlignLeft)
foriin range(1, max_items):
- f = pymolpro.recent_project(‘molpro’, i)
+ f = recent_project(‘molpro', i)
if f:
button = RecentProjectButton(f, i, self)
self.recent_project_box.layout().addWidget(button, -1, QtCore.Qt.AlignLeft)

e RecentMenu.py.diff

--- RecentMenu.py.org 2025-10-29 14:49:04.987378227 +0900
+++ RecentMenu.py 2025-10-29 14:49:35.470946141 +0900
@@ -3,6 +3,7 @@

import pymolpro
from PyQt5.QtWidgets import QMenu, QAction
+from pysjef import recent_project

class RecentMenuAction(QAction):
@@ -32,7 33,7 @@
self.recentProjects.clear()
self.clear()
foriin range(l, max_items+1):
- f = pymolpro.recent_project(‘molpro’, i)
+ f = recent_project(‘molpro’, i)
if f:
action = RecentMenuAction(self, self.windowManager, f)
self.recentProjects.append((f, action))

e iMolpro.py.diff

--- iMolpro.py.org 2025-10-30 10:03:03.408257254 +0900
+++ iMolpro.py 2025-10-30 10:03:21.086087361 +0900


https://ccportal.ims.ac.jp/en/node/3902
https://github.com/molpro/iMolpro

@@ -10,6 +10,7 @@
import os

import platform
import logging
+import re

if _name__=="'__main_"

@@ -61,7 +62,11 @@
if 'CONDA_PREFIX' not in os.environ:
os.environ['CONDA_PREFIX'] = os.path.dirname(os.path.abspath(_ file_))
elif 'PATH' in os.environ and 'SHELL' in os.environ:

- os.environ['PATH'] = os.popen(os.environ['SHELL'] + " -I -c 'echo $PATH'").read() + ":' + os.environ[
+ if re.search( 'csh’, os.environ['SHELL'] ):
+ myopts =" -c 'echo $PATH™
+ else:
+ myopts = " - -c 'echo $PATH""
+ os.environ['PATH'] = os.popen(os.environ['SHELL'] + myopts).read() + ":' + os.environ[
'PATH'] # make PATH just as if running from shell
except Exception as e:
msg = QMessageBox()
¢ build.sh.diff

- build.sh.org 2025-10-29 14:24:13.679985528 +0900
+++ build.sh  2025-10-29 14:25:43.049738279 +0900
@@ -2,11 +2,11 @@

pkgbuild=1
#dmg=1
-#tar=1
+tar=1
sh=1

if [ -z "$NOCONDA" ]; then
-conda install -c conda-forge -c defaults -y --file=requirements.txt python=3.12 scipy=1.11 || exit 1
+#conda install -c conda-forge -c defaults -y --file=requirements.txt python=3.12 scipy=1.11 || exit 1
conda remove -y pubchempy
pip install -1 https://github.com/molpro/PubChemPy/archive/refs/heads/master.zip
gem install --user-install -n~/bin fpm
@@ -51,8 +51,8 @@
--add-data Molpro_Logo_Molpro_Quantum_Chemistry_Software.png:. \
--add-data README.md:. \
--add-data doc:./doc \
+ --add-data ${PYMOLPRO}/molpro_input.json:./pymolpro/ \
--add-data "${versionfile}":. \
- --add-data $builddir/molpro:./molpro \
$pyinstaller_opt \
iMolpro.py || exit 1
sed -i -e '$d' iMolpro.spec
@@ -135,25 +135,4 @@
if [ !-z"$tar" ]; then
tar cjf dist/iMolpro-"${descriptor}".tar.bz2 -C dist iMolpro
fi
if[!-z"$sh" ]; then
- prefix="/usr'
- echo '#!/bin/sh' > ${builddir}/preinstall
- echo "more <<'EOF" >> ${builddir}/preinstall
- cat ./Package-README.md ./Package-license.md | sed -e 's/~##* *//' -e 's\[//g' -e 's\] *(/, /9" -e 's/))/@@/g" -e 's/)//g' -e 's/@@/)/g' -e 's\*//g' >>
${builddir}/preinstall
- echo "EOF" >> ${builddir}/preinstall
- echo "echo 'Accept license[yN]?'" >> ${builddir}/preinstall

- echo "exec 0</dev/tty" >> ${builddir}/preinstall
- echo "read response" >> ${builddir}/preinstall
- echo 'if [ x"$response" != xy -a x"$response" != xY ]; then kill $$ ; fi' >> ${builddir}/preinstall



- echo '#!/bin/sh' > ${builddir}/postinstall

-# echo 'env' >> ${builddir}/postinstall

- echo "In -sf ${prefix}/libexec/iMolpro/iMolpro ${prefix}/bin/iMolpro" >> ${builddir}/postinstall
- if [[ "$version" =~ "[0-9]*\.[0-9]*\.[0-9]*" 1] ; then true ; else version="0.0.0"; fi

- echo version=$version

- for type in deb rpm ; do

- rm -f dist/iMolpro-"${descriptor}".${type}

- dash="-'; if [ $type = rpm ]; then dash="_'; fi

- fpm -s dir -C dist -t ${type} -p dist/iMolpro-"${descriptor}".${type} -v "${version}" -n iMolpro --prefix=${prefix}/libexec --before-install
${builddir}/preinstall --after-install ${builddir}/postinstall iMolpro

- done

- fi

fi

e environment.yml

name: imolpro_build
channels:

- conda-forge
dependencies:

- python=3.12

- pygt>=5.15

- pygtwebengine>=5.15

- pyinstaller>=6

- pymolpro>=1.13.2

- pubchempy>=1

- chemspipy>=2

- scipy<1.13

- git=2.45

- libboost=1.84.0

- pysjef>=1.40.0

- certifi>=2024.8.30

I Build Procedure

#!1/bin/sh

VERSION=2025.2.0
#INSTALL_DIR=/apl/imolpro/${VERSION}

BASEDIR=/home/users/${USER}/Software/iMolpro/${VERSION}

MINIFORGE_VER=25.3.1-0

MINIFORGE=Miniforge3-${MINIFORGE_VER}-Linux-x86_64.sh
MINIFORGE_URL=https://github.com/conda-forge/miniforge/releases/download/${MINIFORGE_VER}/$ {MINIFORGE}
IMOLPRO_GIT=https://github.com/molpro/iMolpro.git

IMOLPRO_TAG=refs/tags/${VERSION}

WORKDIR=/gwork/users/${USER}
WORKDIR_TMP=${WORKDIR}/tmp
WORKNAME=iMolpro

PATCH=${BASEDIR}/build.sh.diff
CONDAENV_YML=environment.yml
CONDAENV=${BASEDIR}/${CONDAENV_YML}
# https://github.com/molpro/iMolpro/issues/310
PATCH1=${BASEDIR}/Chooser.py.diff
PATCH2=${BASEDIR}/RecentMenu.py.diff
PATCH3=${BASEDIR}/iMolpro.py.diff

#
umask 0022
export LANG=C
export LC_ALL=C

module -s purge



cd ${WORKDIR}

# /tmp is not only for you!

export TMPDIR=${WORKDIR_TMP}
mkdir -p ${WORKDIR_TMP}

rm -f ${MINIFORGE}

if [ -d ${WORKDIR}/miniforge3 1; then

mv ${WORKDIR}/miniforge3 ${WORKDIR}/miniforge3-erase
rm -rf ${WORKDIR}/miniforge3-erase &

fi

wget ${MINIFORGE_URL}
sh ${MINIFORGE} -b -f -p ${WORKDIR}/miniforge3
eval "$(${WORKDIR}/miniforge3/bin/conda shell.bash hook)"

if [ -d ${WORKNAME} I; then

mv ${WORKNAME} ${WORKNAME}-erase

rm -rf ${WORKNAME}-erase &

fi

git clone ${IMOLPRO_GIT} -b ${VERSION} ${WORKNAME}
cd ${WORKNAME}

patch -p0 < $PATCH

patch -p0 < $PATCH1

patch -p0 < $PATCH2

patch -p0 < $PATCH3

cp ${CONDAENV} ${CONDAENV_YML}

# create imolpro_build env
conda env create -f ${CONDAENV_YML}
conda activate imolpro_build

export PYMOLPRO=${WORKDIR}/miniforge3/envs/imolpro_build/lib/python3.12/site-packages/pymolpro
sh ./build.sh
# install dist/iMolpro-***.tar.bz2 into $INSTALL_DIR manually

After the build and installation, iMolpro/_internal/libstdc++.50.6 was replaced manually.

# cp /gwork/users/${USER}/miniforge3/envs/imolpro_build/lib/libstdc++.50.6.0.34 iMolpro/_internal/libstdc++.50.6

I Notes

e Chooser.py.diff and RecentMenu.py.diff are forhttps://github.com/molpro/iMolpro/issues/310.
o https://github.com/pjknowles/iMolpro/commit/f2f5865bb0b6db2bcc040f0264295ad8ecb3ffbb
e To avoid error message upon launching when the login shell is csh, iMolpro.py.diff was applied.
e '"conda install --file=requirements.txt" mysteriously failed due to the package dependencies error. We thus created
an environment using environment.yml (conda env create).
o If packages are listed directly without using requirements.txt (conda install 'pyqt>=5.15"...), the installation
completed without problem. Dependency resolution mechanism depends on installation option?
e pymolpro/molpro_input.json may be necessary to launch iMolpro.
e Rpm and deb are not very convenient installation option. We thus created only tar archive.
e GLIBCXX error occurred if the libstdc++.50.6 of the package was employed. We simply replaced that file manually.
o This is most probably an environment-dependent issue.
e Miniforge is necessary only on package build step.
e If "molpro" command exists in PATH, guided mode can be employed in iMolpro. Otherwise, only freehand mode is
available.
o However, this integration is not possible in the RCCS Open OnDemand desktop environment due to
permission issues.
o Please use X11 forwarding.
e You can't submit jobs from iMolpro on RCCS system. (The backend settings has not been configured.)


https://github.com/molpro/iMolpro/issues/310
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