LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG102817\
Data File : BG030527.D

Aca On : 28 Oct 2017 14:43

Operator : SJ/JU

Sample : PB103644BL

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:\HPCHEM1\BNA G\METHODS\8270-BG101617.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

5.241 326 332 342 rVB 243527 365495 5.84% 1.199%
5.717 405 413 423 rBV 1374044 2181989 34.89% 7.156%
rBvV 1319123 2289688 36.61% 7.510%
7.697 742 750 760 rBV 1318436 2280959 36.47% 7.481%
8.167 822 830 838 rvB 274269 465818 7.45% 1.528%
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8.490 877 885 896 rvB 1005913 1762525 28.18% 5.781%
9.330 1019 1028 1038 rBV 761872 1368419 21.88% 4._.488%
10.981 1300 1309 1318 rBV 381852 682228 10.91% 2.238%
13.408 1714 1722 1735 rBV 2353649 3655012 58.44% 11.987%
14.783 1949 1956 1967 rBV2 640452 1025403 16.39% 3.363%

=
QO ~NO®

11 16.264 2201 2208 2224 rBV 2074315 3256263 52.06% 10.680%
12 17.521 2414 2422 2432 rBV2 943348 1456328 23.28% 4._.776%
13 20.112 2857 2863 2870 rBV 4715230 6254440 100.00% 20.513%
14 21.792 3142 3149 3157 rBV 1024092 1720835 27.51% 5.644%
15 25.106 3701 3713 3727 rBvV2 597513 1724971 27.58% 5.657%

Sum of corrected areas: 30490373
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG102817\
Data File : BG030527.D

Aca On : 28 Oct 2017 14:43

Operator : SJ/JU

Sample : PB103644BL

Misc :

ALS Vvial : 5 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG101617.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG030527.D
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Abundance TIC: BG030527.D
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Abundance TIC: BG030527.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG102817\
Data File : BG030527.D

Aca On : 28 Oct 2017 14:43

Operator : SJ/JU

Sample : PB103644BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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.

5.24 15.69 ng 365495 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 332 (5.241 min): BG030527.D (-326) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 IIII|IIII|IIII|IIII|III
| 83.0 | 5.00 5.20 5.40 5.60
Y| et N m/z 59.00 56.94%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L N L I I
59.0 500 520 540 5.60
m/z 101.00 19.88%
31.0 g3 1010
O RRRAARAA RN Raa0s Rasts RERSA RARRRASSR RSN LARM NARRS A AR LA RS
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
500 520 540 5.60
5000 m/z 57.95 13.98%
41.0
29.0 101.0
ol 73.0 86.0
mmﬂwmwwwwmw
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0 5.00 5.20 5.40 5.60
m/z 41.00 8.47%
5000 41.0
0 A A =X 1260 1420 e
mz-> % 30 4b 80 60 10 80 9 100 10 120 130 140 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG102817\
Data File : BG030527.D

Aca On : 28 Oct 2017 14:43

Operator : SJ/JU

Sample : PB103644BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknown7.70 Concentration Rank 1

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

7.70 97.93 ng 2280960 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 750 (7.697 min): BG030527.D (-742) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 U L UL R U
400 540 | 7.40 7.60 7.80 8.00
o..,....,....,...:l'!...,:!..,.:.'.|,..':'.,5.‘?.9,..!.,.1.9.7.,0....,...., N m/z 68.00 40.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 N B RS LA AR
7.40 7.60 7.80 8.00
210 510 ‘ m/z 134.00 33.24%
0'w'“'w'“|”J“'h'M'”l“dl”'h'“'w'”l“lw'“'w'“l““ N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
740 7.60 7.80 8.00
5000 67.0 m/z 66.00 26.90%
41.0 97.0
53.0
70.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14079: Benzene, 1-ethenyl-3,5-dimethyl- N I e o SR mamm
132.0 7.40 7.60 7.80 8.00
117.0 m/z 69.00 16.70%
5000
91.0
150 27.0 390 51.0 €80 77.0 w050 | |
mz> 10 20 30 40 90 60 70 80 90 100 110 120 130 140 740 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG102817\
Data File : BG030527.D

Acq On : 28 Oct 2017 14:43

Operator : SJ/JU

Sample : PB103644BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG101617 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.24 15.7 ng 365495 1 8.16 465818 20.0
unknown?7 .70 7.70 97.9 ng 2280960 1 8.16 465818 20.0
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