LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG100319\
Data File : BG043017.D
Aca On : 3 Oct 2019 18:27 Instrument :
Operator : JU (B.‘,'I\!A_(tSS el

- _ lentosampleld :
3?22'6 : K5168-05 2019071-SS-COMPOSITE-11
ALS Vial : 8 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 3.173 9 14 23 rBv2 75714 173898 3.03% 0.551%
2 3.255 23 28 42 rVB 179369 297788 5.20% 0.944%
3 5.652 428 436 451 rBV 1493271 2442225 42.61% 7.744%
4 7.244 697 707 717 rBVY 1527581 2833392 49.44% 8.984%
5 7.609 760 769 783 rBVY 1529321 2689900 46.93% 8.529%

8.067 840 847 855 rBvV 263069 451609 7.88% 1.432%
8.390 893 902 911 rBV 1095291 1986909 34.67% 6.300%
9.224 1035 1044 1057 rBvV 874892 1663546 29.03% 5.275%
10.869 1315 1324 1338 rBVY 328288 602891 10.52% 1.912%
13.314 1732 1740 1754 rBV 2392007 3768740 65.76% 11.950%

=
QO ~NO®

11 14.136 1870 1880 1886 rBV 226223 350279 6.11% 1.111%
12 14.683 1966 1973 1982 rBV2 548906 899769 15.70% 2.853%
13 16.169 2219 2226 2239 rBV 2235633 3575386 62.38% 11.337%
14 17.426 2434 2440 2451 rBV2 695661 1115752 19.47% 3.538%
15 18.314 2587 2591 2600 rBV 89929 133166 2.32% 0.422%

16 20.035 2878 2884 2893 rBV 4139152 5731307 100.00% 18.173%

17 21.363 3104 3110 3112 rBV6 30868 63857 1.11% 0.202%
18 21.698 3160 3167 3174 rBv2 783087 1311747 22.89%% 4_.159%
19 24.007 3554 3560 3568 rVB7 26426 60378 1.05% 0.191%

20 24.918 3705 3715 3731 rVB 471024 1384519 24.16% 4 _.390%

Sum of corrected areas: 31537058
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG100319\

Data File : BG043017.D

Aca On : 3 Oct 2019 18:27

Operator : JU

ﬁ?ggle : K5168-05 2019071-SS-COMPOSITE-11
ALS Vial : 8 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: BG043017.D
4000000

3000000

2000000
5.65 7.24 7.61

8.39
1000000 9.22

K %5 8.07 10.87

R e USES I CHBESMESRSREMFRUESU L GRS MRE FUSY RUSRSREESR LSRR | SRR ————————

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12. OO 12. 50
Abundance TIC: BG043017.D
4000000 20,04

3000000

13.31
16.17

2000000

1000000
17.43 21,70
14.68
14.14

18.31 L 21.36
O 8 LML A e e o s s O L L e i e S A

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: BG043017.D
4000000

3000000
2000000

1000000
24.92

24.01 A

T T T T T T T e e e e e e e e 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\BG100319\

Data File : BG043017.D

Aca On : 3 Oct 2019 18:27

Operator : JU

ﬁ?ggle : K5168-05 2019071-SS-COMPOSITE-11
ALS Vial : 8 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 Cyclopentane, methyl- Concentration Rank 4

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

3.17 7.70 ng 173898 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane 84 C6H12 000110-82-7 91
2 Cvclopentane. methvl- 84 C6H12 000096-37-7 72
3 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 56
4 2-Amino-oxazole 84 C3H4N20 004570-45-0 53
5 1-Hexene 84 C6H12 000592-41-6 50

Abundance Scan 14 (3.173 min): BG043017.D (-9) (-) m/z 56.10 100.00%
56
41
5000
e
3.20 3.30 3.40 3.50 3.60
ol 210 21 "m/z 84.05 73.66%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1457: Cyclohexane
96
41 84
5000 HUAS R R IR AR R
3.20 3.30 3.40 3.50 3.60
m/z 41.10 53.37%
15
0‘
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1491: Cyclopentane, methyl-
56
3.20 3.30 3.40 3.50 3.60
5000 41 m/z 55.10 32.76%
84
O'P”'EgﬂhwI“'W””I””P'”P“'P”W'”W”'W””I””P'”P'
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1478: 1-Pentene, 2-methyl-
41 56 3.20 3.30 3.40 3.50 3.60
m/z 69.10 30.52%
5000
84
15
0 B R B
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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\BG100319\

Data File : BG043017.D

Aca On : 3 Oct 2019 18:27

Operator : JU

ﬁ?ggle : K5168-05 2019071-SS-COMPOSITE-11
ALS Vial : 8 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.

3.25 13.19 ng 297788 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 17
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 10
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 27 (3.249 min): BG043017.D (-23) (-) m/z 73.10 100.00%
73
5000 43
55 87
3.20 3.30 3.40 3.50 3.60 3.70
ol il 220207221 o 43,10 37..85%
m/z--> 0 20 40 60 8 100 120 140 160 180 200 220
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
43 3.20 3.30 3.40 3.50 3.60 3.70
‘ 55 87 m/z 55.10 25.40%
0'|“"wd'J'“'|“ UUNEEE SRS SR SRR SRR SRS B B
m/z--> 0 20 80 100 120 140 160 180 200 220
Abundance #8705. 2-Hydroxy-2-methylbutyric acid
73
3.20 3.30 3.40 3.50 3.60 3.70
5000 43 55 m/z 87.10 23.29%
29
0 ‘\ wll AL I 8\9 103
H R SULELL SURILS UL LRI WSS UL B SIS B R B
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #1995: Silane, tetramethyl-
73 3.20 3.30 3.40 3.50 3.60 3.70
m/z 71.10 12.57%
5000
43
o2 b 2 || 50 | 88
m/z--> 0 20 40 60 8 100 120 140 160 180 200 220 3.20 3.30 3.40 3.50 3.60 3.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG100319\

Data File : BG043017.D

Aca On : 3 Oct 2019 18:27

Operator : JU

ﬁ?ggle : K5168-05 2019071-SS-COMPOSITE-11
ALS Vial : 8 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 unknown7.61 Concentration Rank 1

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

7.61 119.13 ng 2689900 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 13
4 N-(-3.4-Methvlenedioxvohenvlisop... 267 C17H17NO2 1000378-96-6 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 769 (7.609 min): BG043017.D (-760) (-) m/z 132.00 100.00%
32
5000 68
96 SR I U R
40 54 7.20 7.40 7.60 7.80 8.00
0 0 L5 I NN 21 m/z 68.10 44_06%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ARARRARRARARAS LA

7.20 7.40 7.60 7.80 8.00
m/z 134.00  33.98%

31
0 | 5y " L]
i B L B A B o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14502: 1H-Benzimidazole, 2-methyl-
132
N s e
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 32.48%

63
39 92 104
15 27 59 81 7Y 117 ||

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- e
132 7.20 7.40 7.60 7.80 8.00
m/z 69.10 19.35%
5000
H 89 103
m/z--> 20 40 100 120 140 160 180 200 220 7.20 7.40 760 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG100319\

Data File : BG043017.D

Aca On : 3 Oct 2019 18:27

Operator : JU

ﬁ?ggle : K5168-05 2019071-SS-COMPOSITE-11
ALS Vial : 8 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 5 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.31 2.39 ng 133166 Phenanthrene-d10 17.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 2590 (18.308 min): BG043017.D (-2587) (-) m/z 73.00 100.00%

55 73

5000 12
97 213
11 o7 185 0 22 18.00 18.20 18.40 18.60
0 m/z 55.10 84_47%

4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 60
5000 129
18.00 18.20 18.40 18.60
m/z 60.05 80.55%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 73
18.00 18.20 18.40 18.60
5000 129 m/z 57.10 77.79%
)
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43 73 18.00 18.20 18.40 18.60
m/z 43.10 71.69%
5000
2
O.HPL”M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG100319\

Data File : BG043017.D

Acq On : 3 Oct 2019 18:27

Operator : JU

3?22'6 - K5168-05 2019071-SS-COMPOSITE-11
ALS Vial : 8 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]
Cyclopentane, met... 3.17 7.7 ng 173898 1 8.07 451609 20.0
Butane, 2-methoxy... 3.25 13.2 ng 297788 1 8.07 451609 20.0
unknown7 .61 7.61 119.1 ng 2689900 1 8.07 451609 20.0
n-Hexadecanoic acid 18.31 2.4 ng 133166 4 17.43 1115750 20.0
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