LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082922\
Data File : BF130040.D

Acqg On : 29 Aug 2022 18:14
Operator : CG\JU

Sample : N4354-03

Misc :

ALS Vvial : 10 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_ F\Methods\8270-BF081422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF130040.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 4.151 308 317 325 rBV2 30630 54820 1.24% 0.224%
2 4.240 325 332 338 rBv2 28758 47728 1.08% 0.195%
3 4.904 443 445 463 rBV 222936 321345 7.28% 1.311%
4 5.340 516 519 541 rBV 1491713 1818550 41.18% 7.420%
5 5.716 580 583 588 rBV 61227 58225 1.32% 0.238%
6 6.369 691 694 709 rBV 1005310 1261981 28.57% 5.149%
7 6.698 747 750 757 rBV 819266 743571 16.84%  3.034%
8 6.875 777 780 787 rVB 379251 321682 7.28% 1.313%
9 6.945 787 792 801 rVwV 78557 79466 1.80% 0.324%
106 7.039 805 808 813 rvB2 38933 50150 1.14% ©.205%
11 7.092 813 817 820 rBV 88196 78933 1.79% ©.322%
12 7.228 835 840 843 rBV 58803 57611 1.30% 0.235%
13 7.275 843 848 851 rBV 2583189 2532505 57.34% 10.333%
14 7.469 878 881 883 rBV 195848 156084 3.53% 0.637%
15 7.492 883 885 891 rVB 129365 113051 2.56% 0.461%
16 7.651 910 912 917 rVB2 55222 68664 1.55% 0.280%
17 7.716 919 923 926 rBV 169608 152149 3.44% 0.621%
18 7.816 938 940 943 rBV 56886 48731 1.10% ©.199%
19 7.981 961 968 974 rBV 1097523 1240758 28.09% 5.063%
20 8.281 1012 1019 1026 rBV7 30016 88597 2.01% 0.362%
21  8.445 1039 1047 1050 rBV2 37838 58709 1.33% 0.240%
22 8.728 1092 1095 1101 rBV 50309 65709 1.49% 0.268%
23 8.792 1101 1106 1115 rVB 184463 227770 5.16% 0.929%
24 9.057 1146 1151 1154 rBV 4726928 4416608 100.00% 18.021%
25 9.339 1194 1199 1206 rBV 62559 75924 1.72% 0.310%

26 9.733 1262 1266 1270 rBV 1385343 1119356 25.34% 4.567%

27 10.122 1330 1332 1336 rVB 75226 65447 1.48% 0.267%
28 10.533 1398 1402 1405 rBV 3258083 2744280 62.14% 11.197%
29 10.963 1472 1475 1485 rBV 33058 49221 1.11% 0.201%

30 11.222 1516 1519 1523 rBV 1163229 1027165 23.26% 4.191%

31 11.751 1606 1609 1618 rBV3 113744 144236  3.27%

32 12.810 1784 1789 1792 rBV 4120660 3707235 83.94% 15.127%
33 12.945 1806 1812 1814 rBv4 24031 45759  1.04%
34 13.751 1945 1949 1955 rBV5 42431 89074  2.02% 363%
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35 13.868 1966 1969 1973 rBV 674132 583971 13.22%

36 14.104 2007 2009 2016 rVB5 27107 46418 1.05%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082922\
Data File : BF130040.D

Acqg On : 29 Aug 2022 18:14
Operator : CG\JU

Sample : N4354-03

Misc

ALS Vvial : 10 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_ F\Methods\8270-BF081422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 14.674 2103 2106 2111 rVB 59300 58018 1.31% 0.237%

38 15.298 2208 2212 2222 rVB 546987 688641 15.59% 2.810%

Sum of corrected areas: 24508142
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082922\
Data File : BF130040.D

Acq On : 29 Aug 2022 18:14
Operator : CG\JU

Sample : N4354-03

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF130040.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082922\
Data File : BF130040.D

Acq On : 29 Aug 2022 18:14
Operator : CG\JU

Sample : N4354-03

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.904 8.64 ng 321345 1,4-Dichlorobenzene-d4 6.698

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 9

5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2

016504-58-8 9

Abundance Scan 445 (4.904 min): BF130040.D\data.ms (-443) (-) m/z 43.05 100.00%
43.0
59.1
5000
o 460480500520
gl 830 5. 67%
ol e m/z 59.10  60.07%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 T[T T T I I I T T[T [TTrr]
4.60 4.80 5.00 5.20
101.0 m/z 101.10 19.90%
27.0 | 83.0
O\\\‘\\‘\\“‘\\\W‘\\\\“\\\\“\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R R RRRE
4.60 4.80 5.00 5.20
5000 41.0 ITI z 58.10 14.37%
126.0
ol L 1250130
miz--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate T mmma s
43.0 4.60 4.80 5.00 5.20
m/z 41.10 9.20%
5000
58.0
15.0 100.0
R A P T ey
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082922\
Data File : BF130040.D

Acq On : 29 Aug 2022 18:14
Operator : CG\JU

Sample : N4354-03

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 1Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.875 8.65 ng 321682 1,4-Dichlorobenzene-d4 6.698

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indane 118 C9H1e 000496-11-7 91
2 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 74
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 74
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 72
5 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 64
Abundance Scan 780 (6.875 min): BF130040.D\data.ms (-777) (-) m/z 117.05 100.00%
117.1
5000
39.0 63.0 91.0 6.60 6.80 7.00 7.20
L Ly 770 \‘ 104.0 | 9
O brrprrer et e e et e e e e m/z 118.05 56.247%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10181: Indane
11v.0
5000 \\\‘\\\\’\\\\‘\\\\‘A\/\\\\
6.60 6.80 7.00 7.20
m/z 115.00  33.247%
300 630 910
OH‘H\\‘\H‘-\O‘HH“.HHi‘\\\1‘}‘\.‘\\‘\7\7{‘0\\\\“\\\%9\4.\.\()‘\\!\“\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10206: Benzene, 1-ethenyl-2-methyl-
117.0
6.60 6.80 7.00 7.20
5000 m/z 91.05 15.51%
91.0
39.0
58.0  77.0
0u‘m\‘\29’\0‘\\m“uu}‘hH!‘MWM‘l,m\‘Uml‘q\zlho‘u!\“uu
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 AM
Abundance #10195: Benzene, cyclopropyl- Pt Y
117.0 6.60 6.80 7.00 7.20
m/z 63.00 8.33%
5000
91.0
51.0 65.0 78.0 ‘ ‘
0u‘m\‘\2\\7(?”u“uui‘uHMMWu‘l,m\‘11\\%9\4\'9”1\“””
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082922\
Data File : BF130040.D

Acq On : 29 Aug 2022 18:14
Operator : CG\JU

Sample : N4354-03

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Benzene, 1,3-diethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.945 2.14 ng 79466  1,4-Dichlorobenzene-d4 6.698

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 95
2 Benzene, 1,4-diethyl- 134 CleHi4 000105-05-5 91
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 CleHi4 000933-98-2 91
4 Benzene, 2-ethyl-1,4-dimethyl- 134 CleHi4 001758-88-9 91
5 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 90
Abundance Scan 792 (6.945 min): BF130040.D\data.ms (-787) (-) m/z 105.10 100.00%
105.1
5000 134.1
77.0
50.9 ‘ ‘ 6.60 6.80 7.00 7.20
) I P S pl“ AL myz 119.10 97.58%
m/z--> 0 20 40 60 80 100 120 140
Abundance #17034: Benzene, 1,3-diethyl-
119.0
5000
6.60 6.80 7.00 7.20
91.0 m/z 134.05 48.08%
39"0 0 | ‘ ) 10
0 \‘\\\\‘\‘\‘\\"\\“U\”“i‘\\\H‘\\‘1\“”\\‘1“‘\\\‘\‘\
m/z--> 0O 20 40 60 80 100 120 140
Abundance #17027: Benzene, 1,4-diethyl-
119.0
6.60 6.80 7.00 7.20
5000 m/z 91.10 29.59%
91.0
41.0 135.0
ol 50 0 S20 Ll R
m/z--> 0 20 40 60 80 100 120 140
Abundance #17071: Benzene, 1-ethyl-2,3-dimethyl- “‘H““ArKQK““ﬁA%
119.0 6.60 6.80 7.00 7.20
m/z 77.00 18.91%
5000
91.0
0 ‘“‘¥§?‘V‘%if“w‘?ﬁ?‘“\““‘$“W}‘}§§?‘
m/z--> 0 20 40 60 80 100 120 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082922\
Data File : BF130040.D

Acq On : 29 Aug 2022 18:14
Operator : CG\JU

Sample : N4354-03

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Benzene, 1-methyl-4-propyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.092 2.12 ng 78933 1,4-Dichlorobenzene-d4 6.698

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-methyl-4-propyl- 134 CleH14 001074-55-1 95
2 Benzene, 1-methyl-2-propyl- 134 CleHi4 001074-17-5 91
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 91
4 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 90
5 Oxirane, 2-methyl-2-phenyl- 134 C9H1e0 002085-88-3 86
Abundance Scan 817 (7.092 min): BF130040.D\data.ms (-813) (-) m/z 105.10 100.00%
105.1
5000
1341 e Raan
6.80 7.00 7.20 7.40
20 a0 0 | P
O e e e e e e e m/z 134.05  23.09%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000 \\\‘\\\\‘/\/\\\\\‘\\\\/\’\\\\
6.80 7.00 7.20 7.40
134.0 m/z 77.00 11.00%

77.0
270 Il 5]TO “ ‘ ‘\ Ly Il
H‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17050: Benzene, 1-methyl-2-propyl-
105.0

6.80 7.00 7.20 7.40
5000 m/z 79.00 10.78%

134.0
77.0
150 390 620 0 ‘
T T P e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17047: Benzene, (1-methylpropyl)-
105.0

6.80 7.00 7.20 7.40
m/z 91.00 10.05%

o

o

5000

134.0
77.0
0 2ro 51\ 0 T AM /\AM\,MM

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082922\
Data File : BF130040.D

Acq On : 29 Aug 2022 18:14
Operator : CG\JU

Sample : N4354-03

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 o-Cymene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.469 2.52 ng 156084  Naphthalene-d8 7.981

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 o-Cymene 134 CleH14 000527-84-4 96
2 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
3 Benzene, 1,2,3,4-tetramethyl- 134 CleH14 000488-23-3 95
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 94
5 Benzene, 2-ethyl-1,3-dimethyl- 134 CleH14 002870-04-4 94
Abundance Scan 881 (7.469 min): BF130040.D\data.ms (-878) (-) m/z 119.05 100.00%
119.1
5000 134.1
390 650 91.0 7.20 7.40 7.60 7.80
Obrprrerprrre ettt et bl e m/z 134,05 41.64%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16997: 0-Cymene
119.0
5000 M\u‘uu‘uu‘uu,uu’
7.20 7.40 7.60 7.80
91.0 134.0 m/z 90.95 15.97%
41.0 65.0 ‘
O H‘HH‘H\‘\‘\H\“‘H\\“\\\w‘\‘\‘\\’\\\M“\H\‘H‘\H‘\W\\’Hwil\\\\’\\‘\\‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0 M
AL b W
7.20 7.40 7.60 7.80
5000 134.0 m/z 120.10 9.11%
390 91.0
: 65.0
0“%%guwwuuHuuwm‘NMWHJMHHAuHNNWHmeH“MH_H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0 7.20 7.40 7.60 7.80
m/z 133.00 8.72%
5000 134.0
15.0 39.0 65.0 91.0
0 \\‘\\‘\.\‘H\‘\‘\H\“‘H\\i‘?‘\H‘\‘1‘\\’\\\‘“‘\H\"\\H‘\W\\’Hm}luu’\‘\‘u‘\u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082922\
Data File : BF130040.D

Acq On : 29 Aug 2022 18:14

Operator : CG\JU

Sample : N4354-03

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 6

R.T EstConc Area Relative to ISTD R.T.
7.716 2.45 ng 152149  Naphthalene-d8 7.981
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 92
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 91
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 90
4 Benzene, l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 90
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 87
Abundance Scan 923 (7.716 min): BF130040.D\data.ms (-919) (-) m/z 117.10 100.00%
11y.1
5000
SRV VN
51.0 7.40 7.60 7.80 8.00
7 3.1
) NS D P ‘5‘19‘ e U‘ i e e m/z 132.85 32.78%
miz--> 20 40 60 100 120 140
Abundance #16149: Benzene, 2-ethenyl-1,4-d|methyl-
117.0
5000 L LA L R IR R
91.0 7.40 7.60 7.80 8.00
51.0 m/z 115.00  29.42%
27.0 | ‘ 133.0
O\\\‘\\\\’\\‘H“H‘ \H"“}“\‘\ “\‘H\‘\‘\\\\
miz—-> 20 40 80 100 120 140
Abundance #16151.lHJndene,Zs—mhydﬂ»54neﬂwh
117.0
7.40 7.60 7.80 8.00
5000 m/z 131.05 18.87%
39.0 L
i | 130
0 “‘“V‘u,‘Hw‘yh“Jq“““““‘ﬂhh“"
m/z--> 20 40 60 80 100 120 140
Abundance #16106: 3-Phenylbut-1-ene
117.0 7.40 7.60 7.80 8.00
m/z 91.00 15.35%
5000
91.0
39.0 ‘ #‘
65.0
0 ““‘“J,‘ww‘ﬁﬂ“M,‘M;‘MNHIM‘%u%?““ A
m/z--> 20 40 60 80 100 120 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082922\
Data File : BF130040.D

Acq On : 29 Aug 2022 18:14
Operator : CG\JU

Sample : N4354-03

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.751 2.81 ng 144236  Phenanthrene-di10 11.222
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 72
5 Octane, 1-(ethenylthio)- 172 C1eH2es 042779-08-8 45

Abundance Scan 1609 (11.751 min): BF130040.D\data.ms (-1606) (- m/z 72.95 100.00%

43.0 73.0
5000
129.0
s

T
H‘ ? 157.11g512132  256.1 11.50 12.00
0! “MH”WWWUHhWm:%wuwwﬂpmﬂwmkwh‘wuy‘ m/z 43.05 86.39%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
11.50 12.00

157.01g5 02130  256.0 m/z 59.95 83.66%

O,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 73.0
11.50 1500
5000 129.0 ITI/Z 57.10 75.47%
L e 0
01‘?9‘””“ ‘H!M‘W H\M\‘H\H}\‘} ‘H‘“‘\}““\‘““i“‘“‘i““‘\““\“““\‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #92069: Tridecanoic acid T —
73.0 11.50 12.00

m/z 41.05 70.88%

43.0
h 1 M&w
171.0
214.0
H\ | ‘\‘ H“H ?\h e | ‘

T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082922\
Data File : BF130040.D

Acq On : 29 Aug 2022 18:14
Operator : CG\JU

Sample : N4354-03

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 n-Nonadecanol-1 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.751 3.05 ng 89074  Chrysene-d12 13.868
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 94
2 n-Heptadecanol-1 256 C17H360 001454-85-9 94
3 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 n-Pentadecanol 228 C15H320 000629-76-5 90
Abundance Scan 1949 (13.751 min): BF130040.D\data.ms (-1945) (- m/z 43.00 100.00%
43.0 183.0
5000
—— —
‘ 2?015‘7.1 402299 2819 13.50 14.00
ot— ‘W‘@‘NNW‘NMWW‘JW“JEM‘ L — m/z 69.05 97.39%
miz--> 50 100 150 200 250 300
Abundance #179253: n-Nonadecanol-1
83.0
43.0
5000 —r— ——
13.50 14.00
25.0 m/z 83.00 91.93%
LD )L ase0 20
O\\‘\‘\“H\ \‘!\H“\‘\“\‘!‘ “H\“\\\|\\\‘\‘\\\\‘\
miz--> 50 100 150 200 250 300
Abundance #143654: n-Heptadecanol-1
55.0
97'0 T ‘ T T ‘ T
13.50 14.00
5000 m/z 57.10 91.06%
39.0
giog L L1 ps0 a0
m/z--> 50 100 150 200 250 300
Abundance #228955: Trifluoroacetic acid, pentadecyl ester —— —
57.0 13.50 14.00
97.0 m/z 55.10 90.16%
40.0 .
olso | ||| | B0 1820 | mss0 gog T
m/z--> 50 100 150 200 250 300 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082922\
Data File : BF130040.D

Acqg On : 29 Aug 2022 18:14
Operator : CG\JU

Sample : N4354-03

Misc

ALS vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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|
2-Pentanone, 4-... 4.904 8.6 ng 321345 1 6.698 743571 20.0
Indane 6.875 8.7 ng 321682 1 6.698 743571 20.0
Benzene, 1,3-di... 6.945 2.1 ng 79466 1 6.698 743571 20.0
Benzene, 1-meth... 7.092 2.1 ng 78933 1 6.698 743571 20.0
o-Cymene 7.469 2.5 ng 156084 2 7.981 1240760 20.0
Benzene, 2-ethe... 7.716 2.5 ng 152149 2 7.981 1240760 20.0
n-Hexadecanoic ... 11.751 2.8 ng 144236 4 11.222 1027170 20.0
n-Nonadecanol-1 13.751 3.0 ng 89074 5 13.868 583971 20.0
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