LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111418\
Data File : BM017661.D

Aca On : 14 Nov 2018 23:28

Operator : MJ/SJ

Sample : PB114805BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM111218 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

4.793 301 307 316 rBV 170730 241415 2.09% 0.341%
5.240 376 383 399 rBV 4570987 6369183 55.25% 8.997%
rBV 4286177 6756180 58.61% 9.543%
7.151 701 708 726 rBV 4508730 6943930 60.24% 9.809%
7.610 779 786 794 rBV 928290 1469659 12.75% 2.076%
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7.928 832 840 851 rBV 3234320 5188960 45.02% 7.330%
8.769 972 983 1000 rBV 2363505 4136126 35.88% 5.843%
10.381 1250 1257 1279 rVB 1003624 1966438 17.06% 2.778%
12.869 1673 1680 1697 rBV 6229511 9420625 81.73% 13.307%
14.257 1909 1916 1930 rBV2 1543142 2528216 21.93% 3.571%
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11 15.757 2164 2171 2194 rBV 4422909 6783147 58.85% 9.582%
12 17.010 2377 2384 2408 rBV2 1698202 2887166 25.05% 4.078%
13 19.651 2827 2833 2846 rBV 9065773 11527007 100.00% 16.283%
14 21.209 3093 3098 3110 rBV 1738673 2632709 22.84% 3.719%
15 23.403 3465 3471 3484 rBvV 938813 1942935 16.86% 2.745%

Sum of corrected areas: 70793696
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BM111418\
Data File : BM017661.D

Aca On : 14 Nov 2018 23:28

Operator : MJ/SJ

Sample : PB114805BL

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM111218 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM017661.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111418\
Data File : BM017661.D

Aca On : 14 Nov 2018 23:28

Operator : MJ/SJ

Sample : PB114805BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

4.79 3.29 ng 241415 1,4-Dichlorobenzene-d4 7.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
4 1-Butene. 4-ethoxv- 100 C6H120 044611-46-3 17
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 307 (4.793 min): BM017661.D (-301) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 AN VA SRR VAR AN
440 4.60 4.80 5.00 5.20
83.0
o/ S ..~:~|i....,~....-,|....,....,....,....,....,297.-.1. m/z 59.10 60.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR LS LR LS R
59.0 440 460 480 500 5.20
m/z 101.10 20.41%
2o | | sgo10n0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3955: 2,3-Butanedione, monooxime
43.0
440 4.60 480 5.00 520
5000 m/z 58.10 14.17%
101.0
o 330 | 600 840 |
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #4036: BUtyl aldoxime, 3—methy|—, syn- LI L L L L L B
59.0 440 4.60 4.80 5.00 5.20
m/z 41.10 9.41%
41.0
5000
86.0
0'”'I'”'Jl”wi'k'lﬂ”'l'”'l'”'l'”'l'”'I'”'I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM111418\
Data File : BM017661.D

Aca On : 14 Nov 2018 23:28

Operator : MJ/SJ

Sample : PB114805BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM111218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown7.15 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

7.15 94 .50 ng 6943930 1,4-Dichlorobenzene-d4 7.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
3 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 708 (7.151 min): BM017661.D (-701) (-) m/z 132.00 100.00%
132.0
5000 68.1
%0 0 oo oo ok Tho 75 T
0 == == m/z 68.10 42 .29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
5000 A LA RN RARARE
6.80 7.00 7.20 7.40
33.0 105.0 m/z 134.00 32.34%
| 1o, "% se0 | |
e R L S S L B S WL B L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE
132.0
680 7.00 7.20 7.40
5000 m/z 66.10 29.26%
92.0
65.0
0 39\0 fm Lidy H 1170 “
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13917: Benzene, 1,2,4-trifluoro- P
132.0 6.80 7.00 7.20 7.40
m/z 69.10 17.59%
5000 630 810
31.0 112.0
O'I'N”wﬂ%gﬂﬂ“h«i“I'WMHP'I'““I"'W'"'I'”'I"" N L R L
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM111418\
Data File : BM017661.D

Acq On : 14 Nov 2018 23:28

Operator : MJ/SJ

Sample : PB114805BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM111218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.79 3.3 ng 241415 1 7.61 1469660 20.0
unknown7 .15 7.15 94.5 ng 6943930 1 7.61 1469660 20.0
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