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Abstract

Tomorrow is already the last day of the NWO Open Science grant for the Chemistry
Development Kit. We are wrapping up, but | am happy we have a few weeks more to finish up
the reporting.
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Tomorrow is already the last day of the NWO Open Science grant for the Chemistry
Development Kit. We are wrapping up, but I am happy we have a few weeks more to finish up
the reporting. We held a user group meeting earlier this month (btw, check out the slides by
Jonas), and | did a few more JUnit testing updates last week:

[J # Merged test-extra into extra and more v = cdk2024
#1180 by egonw was merged 1 hour ago

L) #~ Ported cdk.core test classes to the module being tested v « cdk2024

#1179 by egonw was merged 1 hour ago

() $ Moved more class tests to the module they are testing v = cdk2024
#1178 by egonw was merged yesterday

L) 1% Some airport hacking x ' cdk2024
#1177 by egonw was closed 2 days ago  Draft

(] % More testing v ' cdk2024

#1175 by egonw was merged last week

Actually, you see one pull request here that | closed. | accidentally included a circular
dependency. Some core CDK functionality is hard to test with an implementation of the data
model, but if that implementation depends on the module you are testing, that won't work (not
in Maven anyway). But the good bits got included in the next pull request. One of the goals was
to improve the code covered by the tests.

This coverage testing has an imporant code maintenance purpose: it visualizes whih code is not
checked. Sometimes code is not tested that under normal conditions should have been (a bug)
and sometimes it is handling a rare situation which you want tested too, to make sure that rare
case does not get covered by the common code. Thus, the percentage code covered by tests
should be as high as is reasonable. The pull requests therefore aim to raise that percentage,
such as for this pull request:
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https://www.nwo.nl/en/researchprogrammes/open-science/open-science-fund
https://cdk.github.io/
https://cdk.github.io/
https://doi.org/10.5281/zenodo.15058009
https://doi.org/10.5281/zenodo.15058009
https://github.com/cdk/cdk/pull/1175
https://github.com/cdk/cdk/pull/1178
https://github.com/cdk/cdk/pull/1179
https://github.com/cdk/cdk/pull/1180
https://github.com/cdk/cdk/pull/1177

chem-bla-ics

HEAD 2449aae Patch Change Source

63.76% - +0.07% Coverage data is based on HEAD 2449aae compared to BASE f995a00

Files changed® Indirectchunges" commits*  Flags® Components®  File explorer

® These are files that didn't have author revisions, but contain unexpected coverage changes learn more. 7

Uncovered /A | Partial Covered

Name {4 Missed lines HEAD % Change

N balse/standard/src/ma|n/]uvo/org/opensmence/cdk/tools/EIementCompurut 0 50.00% =00
orjava

N base{standard/src/ma|n/]uvo/org/opensmence/cdk/qsclr/resu]t/DoubIeResuIt 0 100.00% R
Typejava

N base/sltandard/src/ma|n/]uvo/org/opensmence/cdk/qsclr/rssu]t/DoubIeArray 0 88.24% R
Resultjava

N base/stand.ard/src/ma|n/]uvo/org/opensmence/cdk/qsar/resu]tlDoubIeArray 0 100,00% 000
ResultType.java

N base/stand.ard/src/ma|n/]uvo/org/opensmence/cdk/qsar/resu]tllntegerArray 0 100,00% 000
ResultType.java

> tool/sdg/src/main/java/org/openscience/cdk/layout/OverlapResolver.java 0 92.71% +3.13%

N base/s.tandord/src/mo|n/]avo/org/opensmencelcdk/qsar/result/BooIeonResu 0 100.00% SEEETR
ItType java

N base/s.tandard/src/ma|n/]avo/org/opensmence/cdk/qsar/resu]t/lntegerArray 0 88.24% R
Resultjava

> base/standard/src/main/java/org/openscience/cdk/graph/Permutorjava 0 95.74% +38.30%

> base/standard/src/main/java/org/openscience/cdk/math/Primes java 0 75.00% +25.00%

N base(standard/src/ma|n/]uvo/org/opensmence/cdk/qsar/result/lntegerResult 0 100.00% ]
Typejava

N basle/stondard/src/ma|n/Juva/org/opensuence/cdk/muth/RundomNumbersT o 73.33% ]
ooljava

N l;aselstcndurdlsrc/mu|n/]uva/orglopensuencelcdk/qsar/DescnptorVaIue.]uv 0 86.21% TR

N base/standard/src/main/java/org/openscience/cdk/qsar/result/Booleanresu 0 100.00% SO0

Itjava

Indeed, over the past 12 months, the coverage did improve, perhaps not as much as we liked,
with 2.32 percent point to 64.96 percent:
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The CDK started routinely using unit testing somewhere in the zeroes, with home made
continous integration as early as 2006, shared with the development community every night,
thanks to Rajarshi Guha'’s effort. We had our first code coverage results in the same year. And at
some point we had sufficient coverage that it gave us the opportunity to routinely check the

impact of a patch. Of course, this is exactly what many open source projects do with GitHub
Actions nowadays.

Unfortunately, we also found that many of the CDK-using tools we worked on in this grant to get
updated to use a (more) recent CDK version do not have such solutions in place. That left us in
several cases quite in the dark. More about that soon!
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