LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120218\
Data File : BM017855.D

Aca On : 01 Dec 2018 14:08

Operator : JU/SJ

Sample : PB115195BL

Misc :

ALS Vial : 5 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
1 4.769 298 303 313 rBvV 110550 155763 1.89% 0.286%
2 5.210 372 378 394 rBY 3151024 4450395 53.97% 8.175%
3 6.775 636 644 662 rBY 2964306 4732154 57.38% 8.692%
4 7.122 696 703 717 rBVY 3220780 4980072 60.39% 9.148%
5 7.581 774 781 791 rBV 848773 1334566 16.18% 2.451%

7.898 826 835 847 rBV 2410689 3838231 46.54% 7 .050%
8.739 970 978 992 rBV 1661926 2936587 35.61% 5.394%
10.351 1244 1252 1274 rBV 1058815 1943740 23.57% 3.570%
12.839 1668 1675 1700 rBV 4519404 6974536 84.57% 12.811%
14.227 1905 1911 1923 rBV2 1481729 2507174 30.40% 4._.605%

=
QO ~NO®

11 15.727 2160 2166 2188 rBV 3123080 4927660 59.75% 9.051%
12 16.986 2373 2380 2403 rBv2 1780001 2785124 33.77% 5.116%
13 19.633 2824 2830 2845 rBV 6483035 8246765 100.00% 15.148%
14 21.192 3089 3095 3104 rBV 1753524 2479665 30.07% 4 _555%
15 23.374 3459 3466 3477 rBV 1087945 2148043 26.05% 3.946%

Sum of corrected areas: 54440475
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120218\
Data File : BM017855.D

Aca On : 01 Dec 2018 14:08

Operator : JU/SJ

Sample : PB115195BL

Misc :

ALS Vial : 5 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

Abundance TIC: BM017855.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120218\
Data File : BM017855.D

Aca On : 01 Dec 2018 14:08

Operator : JU/SJ

Sample : PB115195BL

Misc :

ALS Vial : 5 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.

4.77 2.33 ng 155763 1,4-Dichlorobenzene-d4 7.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Dimethadione 129 C5H7NO3 000695-53-4 40
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 35

Abundance Scan 303 (4.769 min): BM017855.D (-298) (-) m/z 43.05 100.00%
43
59
5000
101 N A
440 4.60 4.80 5.00 5.20
83
Obrr b 8 20721 L5 E9 10 62.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 L R AU LR
440 4.60 4.80 5.00 5.20
m/z 101.10 25.51%
15 4 | 101
D ) R ..~ Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #12397: Dimethadione
8
440 460 4.80 500 5.20
5000 m/z 58.00 13.92%
129
oL P L L7 e 14
m/z--> 20 40 éo 80 100 120 140 160 180 200 220
Abundance #7975: Acetic acid, 1,1-dimethylethy!| ester
43 440 4.60 4.80 5.00 5.20
m/z 41.10 10.06%
57
5000
29 101
o2 Lyl | 7385
m/z--> 20 40 éo 80 100 120 140 160 180 200 220 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM120218\
Data File : BM017855.D

Aca On : 01 Dec 2018 14:08

Operator : JU/SJ

Sample : PB115195BL

Misc :

ALS Vial : 5 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 unknown7.12 Concentration Rank 1

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

7.12 74.63 ng 4980070 1,4-Dichlorobenzene-d4 7.58
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 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 703 (7.122 min): BM017855.D (-696) (-) m/z 132.00 100.00%
132
5000 68

6.80 7.00 7.20 7.40

0 e || m/z 68.10  42.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 '{\l""l""l""l""l
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33 44 o 105 m/z 134.00 32.51%
o 60 0 115
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Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE
132
R REaE L R
6.80 7.00 7.20 7.40
5000 m/z 66.10 28.63%
92
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m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal AR
132 6.80 7.00 7.20 7.40
m/z 69.10 17.81%
5000 6
41 53 97 117
b L
R0 N v S 8 A N ) A § WY GS—
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\BM120218\
Data File : BM017855.D

Acq On : 01 Dec 2018 14:08

Operator : JU/SJ

Sample : PB115195BL

Misc :

ALS Vial : 5 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... 4.77 2.3 ng 155763 1 7.58 1334570 20.0
unknown7 .12 7.12 74.6 ng 4980070 1 7.58 1334570 20.0
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