LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062421\
Data File : BG@49082.D

Acqg On : 24 Jun 2021 16:50
Operator : CG/JU

Sample : M2795-09

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO49082.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.158 12 20 29 rBV2 130276 312562 11.08%  2.906%
2 3.234 29 33 40 rVB2 65130 112916 4.00% 1.050%
3 5.661 439 446 455 rBV 270080 454976 16.12% 4.230%
4 7.259 711 718 725 rBV 165543 291472 10.33% 2.710%
5 8.105 854 862 868 rBV3 110364 193246 6.85% 1.797%

6 9.274 1049 1061 1071 rBV 375869 712260 25.24% 6
7 10.690 1293 1302 1308 rBV2 35487 64016 2.27% ©
8 10.925 1335 1342 1352 rVB 138414 254925 9.03% 2.370%
9 13.370 1750 1758 1765 rBV 951503 1478835 52.40% 13.
10 14.744 1983 1992 2001 rBV 222491 351723 12.46% 3

11 16.231 2239 2245 2256 rBV 919819 1420145 50.32% 13.205%
12 17.494 2450 2460 2468 rBV 307834 467913 16.58% 4.351%
13 18.375 2604 2610 2620 rBV 183101 270174  9.57%  2.512%
14 19.639 2821 2825 2838 rBV 113585 172298 6.11% 1.602%
15 20.103 2897 2904 2909 rBV 2081027 2822223 100.00% 26.242%

16 21.413 3122 3127 3138 rBV3 76639 143042 5.07% 1.330%
17 21.777 3182 3189 3201 rVB 344643 597975 21.19% 5.560%
18 25.097 3744 3754 3769 rVB2 204303 634039 22.47% 5.895%

Sum of corrected areas: 10754740
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062421\
Data File : BG@49082.D

Acqg On : 24 Jun 2021 16:50
Operator : CG/JU

Sample : M2795-09

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG049082.D\data.ms
2000000

1500000
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§§4 7.259 8.105 10.925
I\ 10.69
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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 12.00 12.50
Abundance TIC: BG049082.D\data.ms
2000000 20.103

1500000

10000001 13.370 16.231

500000
17494 21.777

14.744 18.375

19.639 21.413

Time--> 3.00 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: BG049082.D\data.ms
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= O
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500000
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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\HPCHEM1\BNA_G\Data\BG062421\
Data File : BG@49082.D

Acqg On : 24 Jun 2021 16:50
Operator : CG/JU

Sample : M2795-09

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.234 11.69 ng 112916 1,4-Dichlorobenzene-d4 8.105

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 50
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 38

4 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 36
5 1-(2-Methoxyethoxy)-2-methyl-2-p... 162 C8H1803 1000364-24-4 23

Abundance  Scan 33 (3.234 min): BG049082.D\data.ms (-29) (-) m/z 73.15 100.00%

73.2
5000 43.1
55.1 87.1

3.20 3.40 3.60

0 H_m_m"‘H‘Mwwww“mw;_wm m/z 43.10  49.01%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 \\‘\\\\‘\\\\‘\\\
43.0 3.20 3.40 3.60
550 87.0 m/z 87.10 26.03%
29.0 ‘
O\\‘\\\\‘\\\\“\\\\“\\\\‘\\\\‘\\\\“\}\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
e
41.0 87.0 320 340 3.60
: 55.0 o
5000 ITI z 55.10 23.79%
29.0
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2051: 1,3-Dioxolane, 2-methyl- e i S
73.0 3.20 3.40 3.60

m/z 71.20 12.83%

5000 43.0
58.0
0 A ‘ | ! ‘

m/z--> 10 20 30 40 S50 60 70 80 90 100 3.20 340 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062421\
Data File : BG@49082.D

Acqg On : 24 Jun 2021 16:50
Operator : CG/JU

Sample : M2795-09

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.690 5.02 ng 64016 Naphthalene-d8 10.925
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 72
2 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 59
3 Propanoic acid, 2-hydroxy-, 2-me... 146 C7H1403 000585-24-0 53
4 Triethylene glycol 150 C6H1404 000112-27-6 53
5 Propanoic acid, 2-(methoxymethoxy)- 134 C5H1004 081327-29-9 50

Abundance Scan 1302 (10.690 min): BG049082.D\data.ms (-1293) (- m/z 45.10 100.00%

45.1
5000
87.1
10 50 11 00
69 133.
0 ‘H"HJi‘wwww‘;‘u‘Jum,ﬁ?"?””,m m/z 57.10  93.89%
m/z--> 20 40 60 80 100 120 140 160
Abundance #32654: Ethanol, 2-(2-butoxyethoxy)-
45.0
5000
10 50 11 00
27r 750 m/z 41.10  41.99%
100.0
O T \“ \H T \““\‘\ \MH\ \‘1“\ ‘ \“\‘\ T “\ LI ’ }\3\2\0‘ T \%?3\\0\
m/z--> 20 40 60 80 100 120 140 160
Abundance #4465: 3,3-Dimethylbutane-2-ol
57.0
10.50 11.00
87.0
29.0
miz-> 60 80 100 120 140 160
Abundance #21999: Propanoic acid, 2-hydroxy-, 2-methylpropy! estet MM 1 “‘ LI ‘ I
45.0 10.50 11.00
m/z 43.10 15.70%
5000
0
o ‘ ‘ 0% 1020 1310

m/z--> 20 40 60 80 100 120 140 160 10 50 11 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062421\
Data File : BG@49082.D

Acqg On : 24 Jun 2021 16:50
Operator : CG/JU

Sample : M2795-09

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.375 11.55 ng 270174  Phenanthrene-die 17.494
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 Dodecanoic acid 200 C12H2402 000143-07-7 64

Abundance Scan 2610 (18.375 min): BG049082.D\data.ms (-2604) (-  m/z 73.05 100.00%

431 730
5000
129.1
213.3 pe Py
il L T [ e e e
ob—— MVM‘ UWNM‘M\M‘N‘M ”““\‘\‘L‘ ‘M m/z 43.10 85.99%
m/z--> 50 100 150 200 250
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 r L
18.00 18.50
‘ 1710 213.0 256.0 m/z 60.10 82.88%
O\\\\M‘ m\h‘\ ‘H‘\ m‘ \\\‘\“ “w‘\““\““
m/z--> 50 100 150 200 250
Abundance #84453: Tetradecanoic acid
73.0
— Py
43.0 18.00 18.50
5000 m/Z 41.15 75.35%
129.0
185.0 228.0
oL ““ \“d‘u‘u‘ H‘H HM‘ ‘H\ ML M ‘\‘ ! “\‘ — ‘\‘ e
m/z--> 50 100 150 200 250
Abundance #72643: Tridecanoic acid poecs T
3
43.0 73.0 18.00 18.50
m/z 55.10 68.25%
5000 129.0
171.0
‘ 214.0
O' ‘H‘\ ‘\H M “m“ L “‘ ‘ “‘ T ‘ ) . ‘ d
m/z--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062421\
Data File : BG@49082.D

Acqg On : 24 Jun 2021 16:50
Operator : CG/JU

Sample : M2795-09

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
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Peak Number 5 Octadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
19.639 s.76ng 172208 Chrysene-diz 21.777
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 octadecanoic acid 284 C18H3E02 000057-11-4 99

2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Tridecanoic acid 214 C13H2602 000638-53-9 62

100.00%

Abundance Scan 2825 (19.639 min): BG049082.D\data.ms (-2821) (-

m/z 43.15

43.1
5000 129.2
31 241.3
185.2 T T
284.4 19.50 20.00
\“\ HAM L ‘\ \ i | | 357. 9
0 B B B R AR m/z 73.10 87.14%
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
73.0
5000 129.0 s i
19.50 20.00
185.0 241.0 284.0 ITI/Z 60.05 83.42%
0 T }H‘ ‘WM‘\‘N“\“ 4 \‘ \“\ “ ‘\ o \“ “\ T \‘L\ LA
m/z--> 50 100 150 200 250 300 350
Abundance #95855: Pentadecanoic acid
73.0
19.50 20.00
5000 129.0 m/z 55.15 78.97%
199.0 242.0
0 UMM \\hH\ \M‘\ H\ “‘\‘ ‘ ‘ ;\‘ ‘\‘ ; R R
m/z--> 100 150 250 300 350
Abundance #107549.n—Hexadecanok:add e —
19.50 20.00
m/z 41.10 78.38%
5000 129.0
171.0 213.0 256.0
0! m\h\‘\\u‘\m\ H“‘\“‘H\H‘\H‘“HH“ = — T
mlz--> 100 150 200 250 300 350 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062421\
Data File : BG@49082.D

Acqg On : 24 Jun 2021 16:50
Operator : CG/JU

Sample : M2795-09

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
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Peak Number 6 5-Eicosene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.413 4.78 ng 143042 Chrysene-d12 21.777
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 90
2 11-Tricosene 322 C23H46 052078-56-5 87
3 1-Docosene 308 C22H44 001599-67-3 87
4 1-Octadecene 252 C18H36 000112-88-9 87
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 81

Abundance Scan 3127 (21.413 min): BG049082.D\data.ms (-3122) (- m/ 55.15 100.00%

55.1
5000

21 50

223.1 2811 355.2

oL— \u‘\‘ M Mn Hh \“M w‘\\‘ | \ oy s
mlz--> 50 100 150 200 250 300 350

“b“‘y‘hﬂ““u““‘c‘ 43.15 90.48%
Abundance #127769: 5-Eicosene, (E)-
58.0
5000 7.0
2150
57.10  85.19%
O T \“\ ‘ “ T h \““\M }‘ \%\3\9 ‘C)\]78\2\022\3\()\ ‘ \2\8\()\0‘ T T T ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #163017: 11-Tricosene
43.0
2150
5000 83.0 83.20  72.14%
25.0
0 H |, 16802100 2660 322.0
e B e T T
m/z--> 50 100 150 200 250 300 350
Abundance #151538: 1-Docosene
55.0 21.50
69.10 63.49%
97.0
5000
olf"qw‘ L1 f’ 181 ‘O_H‘_H?’?‘?F’H_H
m/z--> 50 100 150 200 250 350 21 50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062421\
Data File : BG@49082.D

Acqg On : 24 Jun 2021 16:50
Operator : CG/JU

Sample : M2795-09

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 3.234 11.7 ng 112916 1 8.105 193246 20.0
Ethanol, 2-(2-b... 10.690 5.0 ng 64016 2 10.925 254925 20.0
n-Hexadecanoic ... 18.375 11.6 ng 270174 4 17.494 467913 20.0
Octadecanoic acid 19.639 5.8 ng 172298 5 21.777 597975 20.0
5-Eicosene, (E)- 21.413 4.8 ng 143042 5 21.777 597975 20.0
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