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Chemistry Dashboard
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See what people are saying, read the dashboard comments!

Need more? Use advanced search.
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Mass Search

* Min/Max

266.163=>
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Structure

# Single component

Preferred Name

Atenolol

Practolol

Bucolome

R-(+)-Atenolol

amu

lgnore isotopes

Chemistry Dashboard

Advanced Search
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Error amu | ppm Search Q

Search Results

© Searched by Mass and single component chemicals: Found 47 results for '266.163 £ 5 ppm’.

CAS-RN

29122-68-7

6673-35-4

841-736

56715-13-0

QC Level CPCat Count  Number of S.. PubChem D... Monoisotopic Mass
Level 2: Expert curat... 4 46 185 266.163043
Level 2: Expert curat... 0 32 92 266.163043
Level 2: Expert curat... 0 20 28 266.163043
Level 2: Expert curat... 0 19 72 266.163043

Searching for unknowns in the Dashboard
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Search Results

© Searched by Molecular Formula and single component chemicals: Found 48 results for 'C14H22M203'.

Download as: | TSV~ | Excel~  SDF -~
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* On same 162 chemicals,
Dashboard outperforms

ChemSpider
Mass-based searching Formula-based searching
Dashboard ChemSpider Dashboard ChemSpider
Average rank position [.3 2.2° 1.2 [.4
Percent in #1 position 85% 70% 88% 80%

* Average rank in ChemSpider shown here does not include an outlier where the rank was 201, when added the
average rank position is 3.5
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“Pharmaceutical and Personal Care Product (PPCP) Occurrence,
Distribution, and Export at a Forest-Water Reuse System.” 2016.
Dissertation, NC State Univ.
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" Total summed PPCP concentrations greater downstream of
conventional system
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Non-targeted analysis workflow

Feature extraction Database matching
(I_,lazlﬁg,;-lt_)OF =) and alignment m) (Agilent Mass
(Agilent Profiler Professional,
ProFinder) DSSTox)
496 features in Matched formulae Post-matching
ESI+,503in  |<4mm | searched in € | data filtering/
ESI- CompTox screening
Dashboard (SAS)
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Average DB-Matched Chemicals per

site/location
FWRS WWTP

Upstream 128 132

Wastewater 367 460

Downstream 123 202
FWRS= Forest-water Reuse System
WWTP=Wastewater Treatment Plant
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“Pharmaceutical and Personal Care Product (PPCP) Occurrence,
Distribution, and Export at a Forest-Water Reuse System.” 2016.
Dissertation, NC State Univ.
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“Pharmaceutical and Personal Care Product (PPCP) Occurrence, Distribution, and
Export at a Forest-Water Reuse System.” 2016. Dissertation, NC State Univ.
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Conclusions

» Structure identification in NTA requires integration of
many resources

« The US EPA’s CompTox Chemistry Dashboard
provides data and functionality for environmental
chemists using HRMS and NTA

 Using the Dashboard, analysis of wastewaters and
water-reuse systems is ongoing
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Questions?

e mceachran.andrew@epa.gov
« http://orcid.org/0000-0003-1423-330X
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