LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG101519\
Data File : BG043217.D
Aca On - 15 Oct 2019 14:04 Instrument :
Operator : JU (B.‘,'I\!A_(t;S el

- _ lentosampleld :
3?22'6 3 K5348-11 20190879-COMPOSITE-K
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 G\METHODS\8270-BG092519 .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 3.152 6 11 19 rBv4 59699 138921 4 _.90% 0.854%
2 3.229 19 24 31 rvB 114635 174528 6.16% 1.072%
3 5.156 347 352 361 rBV 68315 109534 3.87% 0.673%
4 5.632 426 433 447 rBV 426732 763715 26.95% 4.693%
5 7.224 695 704 715 rBV 597334 1217015 42.95% 7.478%
6 7.588 756 766 779 rBV 547184 995918 35.15% 6.120%
7 8.053 837 845 852 rBV 169662 309099 10.91% 1.899%
8 8.376 891 900 911 rBV 501717 897178 31.66% 5.513%
9 9.210 1034 1042 1057 rBV 338219 711378 25.11% 4_.371%
10 10.855 1315 1322 1338 rBvV 202113 420208 14.83% 2.582%
11 12.359 1567 1578 1584 rBV3 13864 36434 1.29% 0.224%

12 13.299 1730 1738 1756 rBV 1011299 1724275 60.85% 10.596%
13 14.122 1869 1878 1888 rBV 150345 242355 8.55% 1.489%
14 14.674 1966 1972 1983 rBV2 376625 648616 22.89% 3.986%
15 16.161 2218 2225 2243 rBV 513936 998333 35.23% 6.135%

16 17.171 2392 2397 2403 rBV6 33328 68542 2.42% 0.421%
17 17.418 2433 2439 2453 rBV2 477408 872327 30.79% 5.360%
18 17.536 2454 2459 2469 rVB4 72862 123474 4._36% 0.759%

19 18.305 2585 2590 2595 rBV6 23304 44345 1.57% 0.272%
20 19.474 2783 2789 2793 rBV 32719 58311 2.06% 0.358%
21 19.833 2846 2850 2859 rVB2 40404 73078 2.58% 0.449%
22 20.027 2877 2883 2895 rBV 1992776 2833541 100.00% 17.412%
23 20.326 2930 2934 2938 rVB7 18854 29949 1.06% 0.184%
24 20.826 3015 3019 3026 rBVS 21294 32522 1.15% 0.200%

25 21.331 3100 3105 3116 rBV2 87422 190119 6.71% 1.168%

26 21.695 3159 3167 3183 rVB 541930 1118189 39.46% 6.871%

27 21.883 3195 3199 3205 rVB4 27701 39561 1.40% 0.243%
28 22.494 3299 3303 3307 rVB4 27434 36065 1.27% 0.222%
29 23.188 3415 3421 3429 rVB3 29864 63425 2.24% 0.390%
30 23.376 3449 3453 3459 rVB5 27512 52714 1.86% 0.324%
31 23.993 3555 3558 3567 rVB5 34701 65158 2.30% 0.400%
32 24.762 3684 3689 3696 rBV2 14864 39169 1.38% 0.241%

33 24.915 3705 3715 3735 rBV3 364503 1145536 40.43% 7.039%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG101519\

Data File : BG043217.D

Aca On : 15 Oct 2019 14:04

Operator : JU

ﬁ?ggle : K5348-11 £0190879-COMPOSITE-K
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 - 0 Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 16273532
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG101519\

Data File : BG043217.D

Aca On : 15 Oct 2019 14:04

Operator : JU

ﬁ?ggle : K5348-11 £0190879-COMPOSITE-K
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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: BG043217.D
2000000

1500000

1000000

7.22

7.59
500000 5.63 8.38

9.21

8.05 10.86
3
32 5.16 I\ A\ ﬂL 12.35

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250

Abundance TIC: BG043217.D
2000000 20103

1500000

1000000 13.30

21.70
16.16
500000 17.42

21.33
20.33 20.83 1.88 22.49

o
Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG043217.D
2000000

1500000

1000000

500000 24.92

232938 2399 24
AN
T T T T o o T T T T T o T o e e o T e o e e o o o e e

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG101519\

Data File : BG043217.D

Aca On : 15 Oct 2019 14:04

Operator : JU

ﬁ?ggle : K5348-11 £0190879-COMPOSITE-K
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 1-Pentene, 2-methyl- Concentration Rank 4

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

3.15 8.99 ng 138921 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane 84 C6H12 000110-82-7 90
2 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 78
3 Cvanic acid. 2-methvlpropvl ester 99 C5H9NO 001768-25-8 64
4 Cvclopentane. methvl- 84 C6H12 000096-37-7 50
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 47

Abundance Scan 11 (3.152 min): BG043217.D (-6) (-) m/z 56.10 100.00%
56
41
5000
69 e ——
3.20 3.30 3.40 3.50 3.60
o A 0 m/z 84.05  71.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1455: Cyclohexane
% 84
5000 a1 HES IR U R AR U
69 3.20 3.30 3.40 3.50 3.60
- m/z 41.10 52_47%
oL R I s I I B W W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1488: 1-Pentene, 2-methyl-
56
41 3.20 3.30 3.40 3.50 3.60
5000 m/z 55.10 41.21%
69 84
29 ‘
0"'I'w'khﬂjwa'W'”"I”"I'”'I"”I""P"'I”"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3522: Cyanic acid, 2-methylpropy! ester A R e AR R
a4 3.20 3.30 3.40 3.50 3.60
m/z 69.10 24 _25%
56
5000
29 84
b Al | e
m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG101519\

Data File : BG043217.D

Aca On : 15 Oct 2019 14:04

Operator : JU

ﬁ?ggle : K5348-11 £0190879-COMPOSITE-K
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.23 11.29 ng 174528 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 43
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 32
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 24 (3.229 min): BG043217.D (-19) (-) m/z 73.10 100.00%
73
5000 43 !ﬁ
22 314 3.20 3.30 3.40 3.50 3.60
Obrrrrrrr il b e R e || M7z 43.10  41.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 LRI N U IR AN AR
43 3.20 3.30 3.40 3.50 3.60
m/z 55.10 30.90%
o 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #7506: 2-Methyl-5-hexen-3-ol
73
55 3.20 3.30 3.40 3.50 3.60
5000 m/z 87.10 27 .89%
3
0'}ﬁ”'WL'“””I””P'”P”'P”W'“W”'W””I””"”P“'P”W'”W'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73 3.20 3.30 3.40 3.50 3.60
m/z 41.10 10.70%
a1 o
5000
0 15 97
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG101519\

Data File : BG043217.D

Aca On : 15 Oct 2019 14:04

Operator : JU

ﬁ?ggle : K5348-11 £0190879-COMPOSITE-K
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.16 7.09 ng 109534 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 40
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 Hvdrazine. 1l.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 28
5 1,2-Butanediol 90 C4H1002 000584-03-2 23

Abundance Scan 353 (5.162 min): BG043217.D (-347) (-) m/z 43.10 100.00%
43
59
5000
101 T e
480 5.00 520 5.40
83
o M ...'|i....,~....-,|....,....,....,....,....,210.7.. m/z 59.10 67.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.10 23.90%
15 4 101
83
Ottt e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59
480 500 520 540
5000 m/z 58.10 17.67%
41
0 M\ ‘\‘\ A 73 86
LA S SR SULELEL SURLIL UL DAL B SO SN SN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4030: 2,3-Butanedione, monooxime
43 480 5.00 520 5.40
m/z 41.10 11.50%
5000
101
15 31 | ey 86
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG101519\

Data File : BG043217.D

Aca On : 15 Oct 2019 14:04

Operator : JU

ﬁ?ggle : K5348-11 £0190879-COMPOSITE-K
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 4 unknown7.59 Concentration Rank 1

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

7.59 64 .44 ng 995918 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 16
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10

Abundance Scan 766 (7.588 min): BG043217.D (-756) (-) m/z 132.00 100.00%
132 ﬂ
5000
7.20 7.40 7.60 7.80 8.00
01 m/z 68.10 43.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
7.20 7.40 7.60 7.80 8.00
31 4, 51 78 m/z 66.10 33.75%
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
7.20 7.40 7.60 7.80 8.00
5000 m/z 134.00 33.73%
69
57
‘ ‘ 6 g9 103
0 III””II”III”IHM\II\I\I\I\I‘hlwlwllII”\Illll”‘I“I\IIIH\HII:I'I:I'ISIIHHI R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- R A R
132 7.20 7.40 7.60 7.80 8.00
m/z 69.10 19.26%
5000
J 15 28 3 = 6 77 90 104
iz 1 B 30 4 0 8 T B 8 100 110 130 130 150 | | 150 140 750 250 500
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101519\
Data File : BG043217.D

Aca On : 15 Oct 2019 14:04

Operator :© JU

Sample : K5348-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 6 Benzenamine, 2,4,6-tribromo- Concentration Rank 7

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

17.54 2.83 ng 123474 Phenanthrene-d10 17.42

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenamine. 2.4.6-tribromo- 327 C6H4Br3N 000147-82-0 55
2 1-T4-Chloro-6-methvl-2-pvrimidvl... 329 C12H10CI3N5 051387-79-2 22
3 1.2.4-1H-Triazole. 1-(3.5-dichlo... 329 C12H13CI2N5S 1000266-38-9 18
4 Bromophos 364 C8H8BrCI203PS 002104-96-3 12
5 4" ,7-Dichloro-6-methyl cinchophen 331 C17H11CI2NO2 1000256-43-4 11

Abundance Scan 2460 (17.541 min): BG043217.D (-2454) (- m/z 330.70 100.00%
331
5000
17.20 17.40 17.60 17.80
o m/z 328.70 88.91%
m/z--> 50 100 150 200 250 300 350
Abundance #166928: Benzenamine, 2,4,6-tribromo-
329
5000 LA L L L L L LB LB L B
62 9 17.20 17.40 17.60 17.80
37 170 250 m/z 300.80 48 .27%
o 117 143 | 190 223 301
- T T I T T I T T I
m/z--> 50 100 150 200 250 300 350
Abundance #168067: 1-[4-Chloro-6-methyl-2-pyrimidyl]-3-[3,4-dichloro...
108 329
43 7
B e e e N Em
161 17.20 17.40 17.60 17.80
5000 m/z 62.10 46 .25%
127
s 186
0 | h}i‘\ |, 217236258 287
- T I T T I T 1 7T T T T I T T T I T T I
m/z--> 50 100 150 200 250 300 350
Abundance #168070: 1,2,4-1H-Triazole, 1-(3,5-dichlorophenyl)-5-dimet...
329 17.20 17.40 17.60 17.80
m/z 302.80 38.77%
5000{ 42 124 154
0 ————— -
m/z--> 350 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG101519\

Data File : BG043217.D

Aca On : 15 Oct 2019 14:04

Operator : JU

ﬁ?ggle : K5348-11 £0190879-COMPOSITE-K
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_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 7 1-Eicosene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.33 3.40 ng 190119 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Eicosene 280 C20H40 003452-07-1 97
2 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 94
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
4 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 91
5 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
Abundance Scan 3105 (21.331 min): BG043217.D (-3100) (-) m/z 57.10 100.00%
57
i k‘wJ\\\’\J\\/\‘
5000
1 s oz 7 s s | 7100 7130 a0 iso
Ol b d i e S S e m/z 43.10 73.98%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #127765: 1-Eicosene
57 97
5000 A B B SRR
125 mmmmmmmm
280 m/z 55.10 58.74%
29 153182210 252
0"j"'l"" ""Fh e
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #235928: Octacosyl trifluoroacetate
57
97 21.00 2120 21.40 21.60
5000 m/z 69.05 52.87%
125
o ??‘ AJ}?3;81208 250278306 334 364392 437 488
miz--> 0 55 160 1%0 260 2éo 360 3%0 460 4%0 '
Abundance #227401: Heptadecy! heptafluorobutyrate R I
57 21.00 21.20 21.40 21.60
83 m/z 97.10 52.41%
5000
111
29
miz--> 0 5'0 1(')0 1éo 200 25'30 3(')0 3&'30 4(')0 4&1,0 ' 21. 00 21. 20 21. 40 21. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG101519\

Data File : BG043217.D

Acq On : 15 Oct 2019 14:04

Operator : JU

3?22'6 - K5348-11 20190879-COMPOSITE-K
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_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]
1-Pentene, 2-methyl- 3.15 9.0 ng 138921 1 8.05 309099 20.0
Butane, 2-methoxy... 3.23 11.3 ng 174528 1 8.05 309099 20.0
2-Pentanone, 4-hy... 5.16 7.1 ng 109534 1 8.05 309099 20.0
unknown? .59 7.59 64.4 ng 995918 1 8.05 309099 20.0
Benzenamine, 2,4,... 17.54 2.8 ng 123474 4 17.42 872327 20.0
1-Eicosene 21.33 3.4 ng 190119 5 21.70 1118190 20.0
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