LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@72722\
Data File : BGO54414.D

Acqg On : 27 Jul 2022 13:31
Operator : CG/JU

Sample : N3861-07

Misc :

ALS vial : 7 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-BG071522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO54414.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.028 3 7 16 rW 25833 51650 2.96% ©0.861%
2 3.111 16 21 34 rVB 201961 330745 18.95% 5.511%
3 5.561 431 438 452 rVB 83272 141218 8.09%  2.353%
4 7.176 705 712 721 rBV 50816 92369 5.29% 1.539%
5 7.987 843 851 857 rBB 43643 75111  4.30% 1.252%

6 9.151 1041 1049 1057 rBV 154650 282113 16.17% 4.701%
7 10.796 1321 1329 1336 rBV 59836 109595 6.28%  1.826%
8 13.246 1738 1746 1754 rBV 506257 825950 47.33% 13.763%
9 14.621 1974 1980 1987 rBB 123163 190595 10.92%  3.176%
10 16.113 2227 2234 2247 rBV 585833 895634 51.32% 14.925%

11 17.364 2441 2447 2454 rVB 182559 284305 16.29% 4.738%
12 18.022 2555 2559 2564 rVB 30606 37601 2.15% 0.627%
13 18.252 2592 2598 2608 rBV3 29864 51277 2.94% 0.854%
14 19.527 2808 2815 2820 rBV3 22198 40159 2.30% ©0.669%
15 19.973 2885 2891 2897 rBV 1225576 1745158 100.00% 29.081%
16 21.266 3106 3111 3120 rBV3 40416 74248  4.25% 1.237%
17 21.630 3167 3173 3180 rVB 208585 353276 20.24% 5.887%
18 23.281 3450 3454 3461 rVB3 15313 28678 1.64% ©.478%
19 24.826 3708 3717 3731 rVB3 129555 391407 22.43% 6.522%

Sum of corrected areas: 6001089

8270-BGO71522.M Thu Jul 28 17:08:40 2022 Pag 1



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072722\
Data File : BGO54414.D

Acqg On : 27 Jul 2022 13:31
Operator : CG/JU

Sample : N3861-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG054414.D\data.ms
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Abundance TIC: BG054414.D\data.ms
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Abundance TIC: BG054414.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072722\
Data File : BGO54414.D

Acqg On : 27 Jul 2022 13:31
Operator : CG/JU

Sample : N3861-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.111 88.07 ng 330745 1,4-Dichlorobenzene-d4 7.987

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 35
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance  Scan 21 (3.111 min): BG054414.D\data.ms (-16) (-) m/z 73.05 100.00%

73.0
5000 431
87.0
B Amama B
‘ 571 320 3.40
Ot it b Mz 43.10 40.63%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LN R L B B B A |
43.0 3.20 3.40
87.0 m/z 87.05 27.87%
h\ \‘ 90 I
O \H‘\H\‘HH‘HH‘HH‘HH‘HH’HH‘\\H‘\H\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 Sy
320 3.40
5000 41.0 55.0 m/z 55.10 26.13%
27.0
0 1], L 112.0 129.0
H‘_H‘_H‘_H‘_‘H_‘H_‘H“‘H_‘H‘HH‘HH,HH‘HH‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2104: Acetamide, N-ethyl- T
30.0 3.20 3.40
m/z 41.05 12.97%
5000 87.0
44.0
15.0 72.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 320 3.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072722\
Data File : BGO54414.D

Acqg On : 27 Jul 2022 13:31
Operator : CG/JU

Sample : N3861-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 3 Tridecanoic acid, methyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.023 2.65 ng 37601 Phenanthrene-die 17.364
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 93
2 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 90
3 Dodecanoic acid, 10-methyl-, met... 228 C14H2802 005129-65-7 87
4 Methyl 9-methyltetradecanoate 256 C16H3202 213617-69-7 80
5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 72

Abundance Scan 2559 (18.022 min): BG054414.D\data.ms (-2555) (- | m/z 74.10 100.00%
74.1
5000 43.1
143.1 227.1 ot
—
M\ e ‘ o ‘ | 2791 o
L wuMwmw1‘wH_MJHM_JH_m,m, m/z 87.10  84.28%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109335: Tridecanoic acid, methyl ester
74.0
5000 e i :
18.00
43.0 143.0 m/z 55.10 41.89%
‘H ‘ Lo 185.0 2280
OH\‘\‘\‘\\“‘H\}H‘H“\‘\“HH‘}HH‘H‘H‘HH‘HH‘\‘\H“HH‘HH‘\H\’HH’
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161211: Hexadecanoic acid, methyl ester
74.0
18.00
5000 43.0 m/z 43.10 41.37%
143.0
270.C
b dil g, | ppe 20
0‘H‘AHNHN‘HM‘MH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H‘WH‘W
m/z--> 20 40 60 80 100120140160180200220240260
Abundance  #109373: Dodecanoic acid, 10-methyl-, methyl ester ‘ ‘
74.0 18.00
m/z 41.10 34.74%
5000 41.0
143.0
‘ ‘ ‘ ‘ ‘ 185.0 228.0
m/z--> 20 40 60 80 100120140160180200220240260 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072722\
Data File : BGO54414.D

Acqg On : 27 Jul 2022 13:31
Operator : CG/JU

Sample : N3861-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Tetradecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.252 3.61 ng 51277  Phenanthrene-d10 17.364
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 94
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
3 Tridecanoic acid 214 C13H2602 000638-53-9 52
4 Dodecanoic acid 200 C12H2402 000143-07-7 47
5 n-Decanoic acid 172 C10H2002 000334-48-5 38
Abundance Scan 2598 (18.252 min): BG054414.D\data.ms (-2592) (- m/z 73.00 100.00%
43.1 73.0
5000 129.1 213.1
171.0 256.1
101.1 18.00 18.50
0! m/z 43.10 86.25%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109284: Tetradecanoic acid
73.0
129.0
5000 43.0 e —r—
1850 5080 18.00 18.50
m/z 57.10 82.61%
1.0 157.
O \H‘\‘\‘H“H\“! ﬂ
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
gLl Y gho
18.00 18.50
5000 129.0 m/Z 41.10 81.71%
157.01850 213.0 256.0
0,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92063: Tridecanoic acid e —
3
43.0 73.0 18.00 18.50
m/z 60.10 72.74%
5000 129.0
171.0
e | e
onsol Il WL www\\ v
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072722\
Data File : BGO54414.D

Acqg On : 27 Jul 2022 13:31
Operator : CG/JU

Sample : N3861-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Pentadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.527 2.27 ng 40159 Chrysene-d12 21.630
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 93
2 Octadecanoic acid 284 C18H3602 000057-11-4 92
3 Tetradecanoic acid 228 C14H2802 000544-63-8 43
4 Tridecanoic acid 214 C13H2602 000638-53-9 43
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 41
Abundance Scan 2815 (19.527 min): BG054414.D\data.ms (-2808) (- | m/z 73.00 100.00%
43.1 73.0
5000 1201 1850 24M
284..
T \
A
ol M AWBE I LTI L L T ez 43010 o1.93%
miz-> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
5000 129.0 T
19.50
1990 2420 m/z 41.10 81.13%
oL W’H‘\ h“ Hhu\ M\‘u} “‘ ‘1‘6ﬂ‘q“ ‘i — “\‘ ——
miz-> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
73.
43.0 0
T \
19.50
5000 129.0 m/z 55.10 75.73%
‘ 1850 540 284l
oL ‘\“ \“\’ M\\ \‘H““M”‘L ‘1‘““0“1 i - L —— ‘L — ““
miz--> 50 100 150 200 250
Abundance #109283: Tetradecanoic acid ——
73.0 19.50
m/z 60.10 73.78%
43.0
5000 129.0
185.0
228.0
0 —— ‘M’u‘u“ HH ‘H“H“ uh\“ ;\u‘\‘\} “ ‘ \‘ \“ - \‘ — ‘\‘ T A ‘h i mmm& LWI
m/z--> 50 100 150 200 250 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072722\
Data File : BGO54414.D

Acqg On : 27 Jul 2022 13:31
Operator : CG/JU

Sample : N3861-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 E-15-Heptadecenal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.266 4.20 ng 74248  Chrysene-d12 21.630
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 95
2 1-Octadecene 252 C18H36 000112-88-9 95
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
5 Tetradecyl trifluoroacetate 310 C16H29F302 006222-02-2 93

Abundance Scan 3111 (21.266 min): BG054414.D\data.ms (-3106) (- | m/z 43.05 100.00%

43.0
83.1
5000

25.1 —— —
‘ 1210.0 285.0 356. 21.00 21.50

0! \\M‘\\HH‘H MH | HHH [ I ‘ﬂ‘.’ R ‘u" m/z 57.10 89.53%

m/z--> 50 100 150 200 250 300 350
Abundance #138490: E-15-Heptadecenal
43.0
83.0

5000 — e
21.00 21.50

m/z 55.05  89.24%

.0
0 | \H\ ‘\ + |, 168.0 2100 2520
\\\‘\\ 1 T 1T \\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #138520: 1-Octadecene
43.0

83.0 T L
21.00 21.50
5000 ITI/Z 83.10 80.08%
2520
0 n‘d 168021002520
m/z--> 50 100 150 200 250 300 350 .
Abundance #215083: 1-Heneicosanol — — 7
55.0 21.00 21.50
97.0 =
m/z 69.10 76.57%
B wwwwwvwwﬂj\\%MvMMwwv
dsg L LLLL L0 w0 et el
m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG072722\
Data File : BGO54414.D

Acqg On : 27 Jul 2022 13:31
Operator : CG/JU

Sample : N3861-07

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 3.111 88.1 ng 330745 1 7.987 75111 20.0
Tridecanoic aci... 18.023 2.6 ng 37601 4 17.364 284305 20.0
Tetradecanoic acid 18.252 3.6 ng 51277 4 17.364 284305 20.0
Pentadecanoic acid 19.527 2.3 ng 40159 5 21.630 353276 20.0
E-15-Heptadecenal 21.266 4.2 ng 74248 5 21.630 353276 20.0
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