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UC Chemicals: Two Complementary Platforms

Mobile
• Provides access when and where needed
• Leverages device OS barcode scanner

Desktop
• Intuitive Web-application for desktop users
• Quickly reconcile physical inventory w/ a hand held 

scanner
• Search chemicals by sub-structure



Just 4 steps
• To quickly add a chemical container to an inventory

Step 1 Step 2 Step 3 Step 4

Launch the app Find the chemical Add a barcode sticker Scan it

Done!



Data Challenges

• Cross indexing 
chemicals difficult 
without unique 
nomenclature

• Ex) CAS #
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Data Challenges

• Finding and 
integrating reliable 
data

• Ex) Formaldehyde 
from 
PubChem



Data Challenges 6

• Reliable 
data 
sources for 
the 20+ 
million 
available 
commercial 
consumer 
chemicals

• Ex) Simple 
Green SDS



Data Challenges

• Different physical 
properties from 
different 
manufacturers 

• Ex) Peracetic acid

Millipore-Sigma



Data Challenges

• What models are 
acceptable for 
Toxicological 
classification? 

• Ex) Hydrogen Peroxide 
30%



Data Challenges

• Different values 
within the same 
animal model

• Ex) Ethylene Oxide
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Data Challenges

SDS from Millipore-Sigma

• Hazards only captured in precautionary statements
• Ex) Bromine

CFC Appendix



Data Challenges
Global Harmonized Standard (GHS) can be more descriptive than California Fire Code (CFC)



Data Challenges

• Different regulatory structures have different classification criteria
• Ex) Water-reactive
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Challenges

• Chemicals can be shipped 
with a stabilizer modifying their 
reactivity. 

• Ex) Peracetic acid is classified 
as an Unstable Reactive 3

-Used as example of Class 4 
material in the CFC

California Fire Code (CFC)



Data Challenges

• Maintaining  
stereochemical
information of 
molecules in a 
digital format.

• Ex) (S)-
Warfarin
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Contact Us

Email: pppainter@ucdavis.edu
cajakober@ucdavis.edu
russell.vernon@ucr.edu
website http://www.ucop.edu/enterprise-
risk-management/resources/centers-of-
excellence/chemical-informatics.html
Phone: (530) 752-7194
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