LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041018\
Data File : BG033741.D

Aca On : 11 Apr 2018 10:02

Operator : SJ/JU

Sample : PB108130BL

Misc :

ALS Vial : 31 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:\HPCHEM1I\BNA G\METHODS\8270-BG031918.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

5.771 416 422 434 rBV2 46292 79971 1.91% 0.403%
6.282 503 509 534 rBvV 826350 1667728 39.73% 8.399%
rBv 828355 1766329 42.08% 8.895%
8.368 857 864 883 rBvV 812018 1674843 39.90% 8.435%
8.856 940 947 956 rBV 121228 271708 6.47% 1.368%
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9.190 996 1004 1025 rBV 646484 1335666 31.82% 6.726%
10.054 1143 1151 1180 rBV 459206 1077943 25.68% 5.429%
11.740 1428 1438 1450 rBV 172977 386587 9.21% 1.947%
14.102 1833 1840 1863 rBY 1389821 2408957 57.39% 12.132%
15.471 2064 2073 2083 rBV2 325303 559350 13.33% 2.817%
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11 16.946 2317 2324 2344 rBV 1127854 1871581 44.59% 9.425%
12 18.203 2532 2538 2547 rBV 430869 738396 17.59% 3.719%
13 20.724 2960 2967 2977 rBV 3029319 4197396 100.00% 21.138%
14 22.545 3270 3277 3287 rBV 470134 921385 21.95% 4.640%
15 26.306 3905 3917 3937 rVvB2 258328 899010 21.42% 4.527%

Sum of corrected areas: 19856850
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041018\
Data File : BG033741.D

Aca On : 11 Apr 2018 10:02

Operator : SJ/JU

Sample : PB108130BL

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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: BG033741.D
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Abundance TIC: BG033741.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041018\
Data File : BG033741.D

Aca On : 11 Apr 2018 10:02

Operator : SJ/JU

Sample : PB108130BL

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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.

5.77 5.89 ng 79971 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
5 5-Aminovaleric acid 117 C5H11NO2 000660-88-8 9

Abundance Scan 422 (5.771 min): BG033741.D (-416) (-) m/z 42.95 100.00%
48
5000 59
. o 540 55 580 60 620
O s i e B m/z 59.00 51.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LN S R R
59 5.40 5.60 5.80 6.00 6.20
m/z 101.00 15.26%
15 31 101
o | 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 540 560 580 6.00 6.20
5000 m/z 57.95 13.07%
29 101
Obrrro g SBT3 83 o8
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43 540 5.60 5.80 6.00 6.20
m/z 41.00 7.10%
5000
101
o 15 253137 | 5 %8 g9 86
m/z--> 1'0 2'0 3'0 4'0 5'0 6|O 7'0 8|0 9'0 1(')0 11'0 540 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041018\
Data File : BG033741.D

Aca On : 11 Apr 2018 10:02

Operator : SJ/JU

Sample : PB108130BL

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 unknown8.37 Concentration Rank 1

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

8.37 123.28 ng 1674840 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 1.3-Cyclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 11

Abundance Scan 864 (8.368 min): BG033741.D (-857) (-) m/z 132.00 100.00%
132
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96 SRR R
40 54 a5 1s 025 8m wosmamosm
o} m/z 68.00 52.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S RAESENRARE RRARE BARRE
8.00 wosmamosm
‘ m/z 66.00 37.00%

31
0...,..‘..”‘,l.H.,.l..‘,....,.‘...,.. N /L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
132 k

8.00 8.20 8.40 8.60 8.80

5000 97 m/z 134.00 32.47%
70
31
a4 116
N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14503: 1H-Benzimidazole, 2-methy!- R mmm e R
132 800 820 840 860 880

m/z 69.00 23.32%

5000
63
ol 15 2839 52 7 77 90 16
SNl A = - R —

m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.00 820 8.40 8.60 8.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041018\
Data File : BG033741.D

Acq On : 11 Apr 2018 10:02

Operator : SJ/JU

Sample : PB108130BL

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918_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... 5.77 5.9 ng 79971 1 8.86 271708 20.0
unknown8 .37 8.37 123.3 ng 1674840 1 8.86 271708 20.0
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