Using NIST Exact Mass Capabilities to Identify Known Unknowns

1. Used Version 2.0 g. build May 19, 2011
2. Select “Other Search” tab at bottom of page
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Using NIST Exact Mass Capabilities to Identify Known Unknowns

1. Select “Exact Mass” menu option from top left corner of menu

NIST MS Search 2.0 - [Bxact Mass, 33 spectra]
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Using NIST Exact Mass Capabilities to Identify Known Unknowns

Enter accurate mass

Select appropriate uncertainty, mass error in ppm

Select Libraries tab

Select mainlib only as library to search

Select “OK” button
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Using NIST Exact Mass Capabilities to Identify Known Unknowns

1. Add DB (Database) and Synonym Columns to Display by right clicking on window and selecting
properties box

2. Select No. Synonyms and No. Other Databases boxes

3. Then OK
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NIST M5 Search 2.0 - [Exact Mass, 15 spectra]
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ﬂ|Exacl Mass j |1. Exact Mass
# | Lib. Name [
1 M 2-Fluoro-3Hrifluoromethylbenz...
2 M 4-Fluoro-24rifluoromethylbenz...
i M 3-Fluoro-d4riflucromethylbenz...
4 M 2-Fluoro-G4riflucromethylbenz...
5 M Silane, dipheryldi(2fluoroetho...
E M Phthalic acid, but-3yn-241 3.
70M Acetic acid 4-{2-ethyl-benzofu...
g M Spiro[cyclopropane-1,5-[5HF...
5 M 1.3.4 6-Hexanetetrone, 1-{4-m...
m M 1.5-Diformyl-2, 6-dimethomxy-5-...
1 M 3.6-Ditrydrooey-7, 8-dimethyl-2-...
2 M 1-Cyclopentene-3-carboylic ...
13 M Methyl 5-(4-biphemytyloymeth...
HEL 242-Butoxyethaxylethyl 22,3, ¢
mlE M Warfarin
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Using NIST Exact Mass Capabilities to Identify Known Unknowns

1. Then click to sort descending by either Syn or DBs column to get most useful results to top of list for

consideration, sort by either Syn or DBs, | like Syn best
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# |, |sm | DBs [ Name |
[ W 0 0 2fuoodoonehben |
2 M 0 0 4-Fluoro-24riflucromethylbenz....
3 M 0 0 F-Fluoro-44riflucromethylbenz....
4 M 0 0 2-Fluoro-G4riflucromethylbenz....
E M 0 0 Silane, dipheryldi(2fluorostha. ..
& M 2 0 242-Butowyethowylethyl 223,
m7 M 1 [i] Spirofcyclopropane-1,9-[9HH...
mé M 1M 2 Warfarin
5 M 1 0 1.3.4 6-Hexanetetrone, 1-(4-m...
Mm M 0 0 Phthalic acid, but-3amn-2ad 3-...
11 M 1 i] B-Diforrmyl-2, 6-dimathoogy-9-...
12 M 0 0 Acetic acid 44Z-ethyl-benzofu. ..
13 M 1 0 3, 6-Dikrydrongy-7, 8-dimethnd -2
14 M 1 0 1-Cyclopentene-3carboylic ...
15 M 1 0 Methyl 5-{4-biphemhdoymeth...
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# | Lb. | ¥ Sm | DBs | Name |

B 01 8 Wafan
2 M 2 1] 2+ 2-Butomyethowyethyd 2,23,

I M 1 1] Spiro[cyclopropane-1.5-[3HH...
4 M 1 1] 1,34 6-Hexanetetrone, 1-4-m. ..
5 M 1 1] 1.5-Diformyl-2 6-dimethogy-3-. .
& M 1 1] 3,6-Dibredroocy-7, B-dimethyd-24....
i M 1 1] 1-Cyclopentene-3carboodic ...
g M 1 1] Methyl 5-{4-bipheryhdoxymeth...
M 0 1] 2-Fluoro-Hrifluoromethylbenz...
0 M 0 1] 4-Fuoro-24riflucromethylbenz....
11 M 0 1] 3-Fluoro-44riflucromethylbenz...
12 M 0 1] 2-Fluoro-G4rifluoromethylbenz...
13 M 0 1] Silane, dipheryldi{2fluoroetha. ..
14 M 0 1] Phthalic acid, but-34m-23d 3-...
1 M 0 1] Acetic acid 4-{Z-sthyl-benzofu. .




