LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55665.D

Acqg On : 17 Nov 2022 14:22
Operator : CG/JU

Sample : N5497-02

Misc :

ALS vial : 9 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-BG111622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55665.D\data.ms

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

# min scan scan scan TY height area % max. total
1 4.363 175 183 196 rBV 642322 1152458 3.42% 0.636%
2 4.675 230 236 249 rVB3 166834 363531 1.08% 0.201%
3 5.732 406 416 423 rBV 5327540 10882420 32.33% 6.004%
4 5.803 423 428 432 rVW 304943 552193 1.64% ©0.305%
5 5.891 432 443 451 rVB 9489339 33664990 100.00% 18.573%
6 6.261 493 506 512 rBV 8359154 18807598 55.87% 10.376%
7 6.719 578 584 594 rVB 533474 868283 2.58% 0.479%
8 7.219 657 669 676 rBV 1018441 1751226 5.20% 0.966%
9 7.336 680 689 694 rVV 5099742 9939380 29.52% 5.484%
106 7.395 694 699 705 rVW 3154469 5118390 15.20% @ 2.824%
11  7.472 705 712 724 rVB 3204489 5452798 16.20% 3.008%
12 7.642 729 741 754 rBV 3114926 5510366 16.37% 3.040%
13 7.918 776 788 794 rVB 7610475 17413988 51.73% 9.607%
14 8.376 857 866 873 rBV 3683956 6814443 20.24% 3.760%
15 8.641 903 911 918 rBV 3303527 6088963 18.09%  3.359%
16 8.747 922 929 933 rVWW 403448 683375 2.03% 0.377%
17 8.799 933 938 946 rVV 1138362 1904118 5.66% 1.051%
18 8.893 946 954 960 rVV 1180163 2032725 6.04% 1.121%
19 9.064 977 983 992 rVB2 285347 557085 1.65% 0.307%
20 9.211 1002 1008 1012 rVWV 725813 1281810 3.81% 0.707%
21  9.264 1012 1017 1025 rVW 676741 1341301 3.98% 0.740%
22 9.369 1025 1035 1041 rVV 1380693 2951436 8.77% 1.628%
23 9.452 1041 1049 1058 rVB3 845841 2108443 6.26% 1.163%
24  9.698 1083 1091 1103 rVB 352754 689905 2.05% 0.381%
25 9.892 1117 1124 1129 rBV 663506 1129878 3.36% 0.623%
26 9.951 1129 1134 1142 rVB 964705 1605819 4.77% 0.886%
27 10.262 1184 1187 1192 rVvv2 217911 410002 1.22% 0.226%
28 10.321 1192 1197 1209 rVB 854728 1559690 4.63% 0.860%
29 10.474 1215 1223 1232 rBV2 1677043 3438013 10.21% 1.897%
30 10.709 1257 1263 1268 rVV2 210099 380460 1.13% 0.210%
31 11.067 1316 1324 1329 rVV4 160476 510672 1.52% ©.282%
32 11.150 1329 1338 1344 rVB 3922049 8243905 24.49% 4.548%
33 11.255 1351 1356 1365 rVB 428158 780124  2.32% 0.430%
34 11.608 1408 1416 1423 rBV6 171613 507964 1.51% ©.280%
35 12.178 1502 1513 1521 rBV5 185999 510855 1.52% ©.282%
36 12.448 1552 1559 1566 rVB 568588 996280 2.96%  0.550%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55665.D

Acqg On : 17 Nov 2022 14:22
Operator : CG/JU

Sample : N5497-02

Misc :

ALS vial : 9 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-BG111622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.724 1593 1606 1611 rBV 1417039 2556161 7.59% 1.410%
38 12.936 1633 1642 1651 rVV3 1122243 2581151 7.67% 1.424%
39 13.036 1651 1659 1664 rVVv2 376982 1241922 3.69% 0.685%
40 13.124 1665 1674 1682 rVB4 581703 1468417 4.36% 0.810%
41 13.229 1682 1692 1698 rBV6 143975 383459 1.14% 0.212%
42 13.318 1698 1707 1709 rVWV 305623 688961 2.05% 0.380%
43 13.347 1709 1712 1720 rVB2 360478 570889 1.70% 0.315%
44 13.500 1732 1738 1745 rVB 1238530 1982393 5.89% 1.094%
45 13.700 1763 1772 1777 rBV3 199485 469120 1.39% 0.259%
46 13.917 1801 1809 1815 rBv2 559316 1269492 3.77% 0.700%
47 13.993 1815 1822 1827 rBV3 237206 539811 1.60% ©.298%
48 14.046 1827 1831 1837 rVV4 261926 496282 1.47% 0.274%
49 14.152 1845 1849 1853 rBV2 239896 346448 1.03% 0.191%
50 14.534 1908 1914 1919 rBV 281835 492423 1.46% 0.272%
51 14.875 1967 1972 1979 rVB 381897 689766 2.05% 0.381%
52 15.069 2000 2005 2012 rVB3 159860 365439 1.09% 0.202%
53 15.192 2020 2026 2034 rVB 340108 575150 1.71% ©.317%
54 15.380 2054 2058 2066 rVB 222472 365328 1.09% 0.202%
55 16.355 2218 2224 2229 rBV 1025547 1617005 4.80% ©.892%
56 17.613 2432 2438 2445 rBV 418212 649405 1.93% 0.358%
57 19.734 2794 2799 2818 rVB 308785 511571 1.52% ©.282%
58 20.204 2873 2879 2885 rVB 1403324 1882613 5.59% 1.039%
59 21.913 3163 3170 3181 rVB2 437381 776757 2.31% 0.429%
60 25.321 3741 3750 3761 rBV2 243280 730687 2.17% 0.403%

Sum of corrected areas: 181255537
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55665.D

Acq On : 17 Nov 2022 14:22
Operator : CG/JU

Sample : N5497-02

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055665.D\data.ms
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Abundance TIC: BG055665.D\data.ms
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Abundance TIC: BG055665.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55665.D

Acq On : 17 Nov 2022 14:22
Operator : CG/JU

Sample : N5497-02

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 4 Benzene, 1l-ethyl-3-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
7.336 29.17 ng 9939380 1,4-Dichlorobenzene-d4 8.253

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
2 Benzene, 1l-ethyl-2-methyl- 120 CO9H12 000611-14-3 94
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 689 (7.336 min): BG055665.D\data.ms (-680) (-) m/z 105.05 100.00%
105.1
5000
120.1 M
770 910 L L L B B BB |
39.0 63.0 H ‘ 7.00 7.20 7.40 7.60
Ol oot mjz 12010 36.32%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10725: Benzene, 1-ethyl-3-methyl-
105.0
5000 \\‘\\\\‘/\\\\\‘\\\\‘\\\\‘
7.00 7.20 7.40 7.60
77.0 91.0 120.0 m/z 91.08  18.05%
270 | YO ‘
O\\‘HH‘\\\‘i‘H\\‘HHi1‘\HH\H‘\ii\‘HHHH\H\H‘H‘\‘\“‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10724: Benzene, 1-ethyl-2-methyl-
105.0
7.00 7.20 7.40 7.60
5000 m/z 77.00 18.01%
120.0
77.0 91.0
o o 1
0H‘HH‘\H‘\‘H\\“\\HHV\HHUH‘\H!‘\\H‘HH\H\l\‘u‘\‘\“uu‘u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10695: Mesitylene
105.0 7.00 7.20 7.40 7.60
m/z 79.00 14.10%
120.0
5000
39.0 77.0 91.0
0H‘H"“‘mHH“Mmi‘mﬁ%"‘gm“1“‘m“m““1!“”“““‘””‘”
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55665.D

Acq On : 17 Nov 2022 14:22
Operator : CG/JU

Sample : N5497-02

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 5 Benzene, 1,2,3-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.918 51.11 ng 17414000 1,4-Dichlorobenzene-d4 8.253

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 93
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
5 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 87
Abundance Scan 788 (7.918 min): BG055665.D\data.ms (-776) (-) m/z 105.10 100.00%
105.1
5000 120.1
77.0 91.0
51.0 M ‘ | 7.60 7.80 8.00 8.20
0beeprrrreren 39 il il il myz 120,10 49.88%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10710: Benzene, 1,2,3-trimethyl-
105.0
5000 120.0
7.60 7.80 8.00 8.20
39.0 770 910 m/z 77.00 20.73%
63.0 ‘ '
O H‘\H\‘2\\5\.‘(\)‘H\‘1"‘\\HH“\\\‘Mu\\‘\i\M‘HH“‘}\H‘\Ml\‘\\‘\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 A ﬂ
AREEE R T
7.60 7.80 8.00 8.20
5000 120.0 m/z 91.05 17.62%
28.0 77.0 91.0
51.0 :
0 \\:‘Lﬂ"\q‘u\‘!‘\\\w,‘\\\\}‘1‘\\\‘M\‘\\\m‘\\\w“\\HHM\W‘M“‘HH_
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10695: Mesitylene
105.0 7.60 7.80 8.00 8.20
m/z 119.10 15.69%
120.0
5000
39.0 63.0 77.0 91.0 ‘
0 \\‘HH‘H\‘\‘\H\"‘HHi‘{‘\\“‘\‘\‘\\‘\1\‘H‘\\H‘M\H‘\M!\‘H‘\‘\“HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55665.D

Acq On : 17 Nov 2022 14:22
Operator : CG/JU

Sample : N5497-02

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 1Indane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.641 17.87 ng 6088960 1,4-Dichlorobenzene-d4 8.253

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 81
3 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 76
4 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 72
5 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 72
Abundance Scan 911 (8.641 min): BG055665.D\data.ms (-903) (-) m/z 117.10 100.00%
11y.1
5000
91.0
39.0 63.0 770 8.40 8.60 8.80 9.00
Ot e b el myz 118,05 57.67%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10179: Indane
11v.0
5000 L B I L LI LN B
8.40 8.60 8.80 9.00
39.0 58.0 91.0 ‘ m/Z 115.00 37.33%
O \\\]I\SF\O\‘H{‘\‘H\}“HHH}H!‘}‘{‘H‘ZZ}'?\H“‘HH‘\‘\H‘Hl\“\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10192: Benzene, 2-propenyl-
117.0
8.40 8.60 8.80 9.00
m/z 91.00 19.98%
5000 910 /
39.0 65.0
0“W‘HW‘H‘_HJpH‘w‘ﬂuwu‘mﬂ‘u‘ﬁh‘wﬁ‘W‘JM‘H‘_H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10193: Benzene, 1-propenyl-
117.0 8.40 8.60 8.80 9.00
m/z 63.00 11.36%
5000
91.0
51.0 77.0 ‘
0“WHH‘%}R‘HL‘HW‘ﬁHUH_;NMHJUH‘NH‘_NJMHW‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.40 8.60 8.80 9.00
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\

BGO55665.D

: 17 Nov 2022 14:22
: CG/JU
: N5497-02

: 9 Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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

8 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 15

Peak Number

R.T. EstConc Area Relative to ISTD R.T.
9.698 27.02 ng 689905 Naphthalene-d8 11.085
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 CleH14 001758-88-9 96
2 Benzene, 4-ethyl-1,2-dimethyl- 134 CleHi4 000934-80-5 96
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95
4 o-Cymene 134 C1eH14 000527-84-4 94
5 p-Cymene 134 CleH14 000099-87-6 94
Abundance Scan 1091 (9.698 min): BG055665.D\data.ms (-1083) (-) m/z 119.10 100.00%
119.1
5000
91.0
390 650 | 135.1 9.50 10.00
OF e el bl M SRS myz 134005 31.80%
miz--> 20 40 60 80 100 120 140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 A ]\ ——
9.50 10.00
91.0 m/z 91.00  21.41%
39.0 65.0 ‘
0 \1\5\.? =l \“‘\ \“1‘\ “‘1‘\ T i‘H‘ T “H“\ \Ml T \1\3?‘0\ T
miz--> 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
9.50 10.00
5000 m/z 77.00 11.17%
91.0
39.0 65.0 ‘
0 ‘¥§9‘u RIS T ¥ ‘M“ww“ﬂh“Jl‘}§§?“‘
miz-> 20 40 60 80 100 120 140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- P —
119.0 9.50 10.00
m/z 105.00 11.15%
5000
91.0
390 | G0 ‘ ‘ Ajk M
I A T A N~ - FNWVINL IV
m/z--> 20 40 60 80 100 120 140 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55665.D

Acq On : 17 Nov 2022 14:22

Operator : CG/JU

Sample : N5497-02

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 9 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 7

R.T EstConc Area Relative to ISTD R.T.
9.892 44.25 ng 1129880  Naphthalene-d8 11.085
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 97
2 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 076089-59-3 95
3 Benzene, 1,2,3,4-tetramethyl- 134 C1oH14 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 91
Abundance Scan 1124 (9.892 min): BG055665.D\data.ms (-1117) (-) m/z 119.00 100.00%
119.0
5000 134.0 AJ\J\
91.0 MK
39.0 65.0 ‘ 950 1000
byl b Wz 134,00 44.48%
miz--> 20 40 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 134.0 : /\
9.50 1000
91.0 m/z 91.08 17.87%
65.0
O\]_\5\0‘\‘\\\“‘\\‘\\“\‘\\\"\\‘\\"\‘\\H"\\\“\’\\
miz--> 20 60 80 100 120 140
Abundance #17138: 1,3—Cyclopentadiene, 1,2,3,4-tetramethyl-5-meth
119.0
950 1000
5000 1340 m/Z 126 10.28°D
91.0
41.0 65.0
26,0 || AT - L Wl !
0 e e e
miz--> 20 80 100 120 140 M /\
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0 950 1000
m/z 133.0 9.65%
5000 134.0
91.0
wo @0 o Ll
o) i B R YO R MR TR 1 S /N
m/z--> 20 40 60 80 100 120 140 1000

8270-BG111622.M Fri Nov 18 15:16:30 2022

Page:

8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55665.D

Acq On : 17 Nov 2022 14:22
Operator : CG/JU

Sample : N5497-02

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 10 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
9.951 62.89 ng 1605820  Naphthalene-d8 11.085
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 96
2 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
3 Benzene, 1l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 95
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 94
5 Benzene, 1-ethyl-2,3-dimethyl- 134 CleH14 000933-98-2 94
Abundance Scan 1134 (9.951 min): BG055665.D\data.ms (-1129) (-) m/z 119.10 100.00%
119.1
910 /\ T T T T T
Obrrrrrrree oy o et ML sz 134,05 42.17%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 134.0 K
1000
91.0 m/z 91.08  18.20%
65.0
O \\‘]_\\5\\()‘\\\‘\‘\\H“‘HH“\‘\\\‘\‘\‘H‘\H‘\’\\\\“\H\‘\‘\‘H‘H‘\‘\l\\\\’\‘\‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
1000
5000 134.0 m/z 120.00  10.36%
41.0 65.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl- (AU —
119.0 10.00
m/z 77.00 9.27%
5000
91.0 134.0
39.0 65.0 ‘ ‘
O o O
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 1000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55665.D

Acq On : 17 Nov 2022 14:22
Operator : CG/JU

Sample : N5497-02

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 11 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.321 61.08 ng 1559690  Naphthalene-d8 11.085
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 93
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 93
3 3-Phenylbut-1-ene 132 C10H12 000934-10-1 91
4 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 90
5 Benzene, (2-methyl-2-propenyl)- 132 C1eH12 003290-53-7 90
Abundance Scan 1197 (10.321 min): BG055665.D\data.ms (-1192) (- | m/z 117.00 100.00%
117.0
5000 ]\/\
51.0 # 0 10.00 10.50
o) R A 7‘4‘9‘ : ST “‘ i m/z 132.05  38.37%
mfz-- 20 40 60 100 120 140
Abundance #16149: Benzene, 2-ethenyl-1,4-d|methyl-
117.0 J\
5000
91.0 1000 10 50
51.0 m/z 115.0 28.72%
270 | ‘ 0
lly s " m T |
O\\\‘\\\\‘\\ ‘H ‘\\\\‘ “\H\‘\‘\\\\
miz—-> 20 40 80 100 120 140
Abundance #16152.lHJndene,Zs—mhydﬂ»44neﬂwh
117.0 ~AA
1000 1050
5000 m/z 131.05 22.79%
39.0 91.0
R N | 14-0
Ot el el
m/z--> 20 40 60 80 100 120 140
Abundance #16106: 3-Phenylbut-1-ene .
117.0 10.00 1050
m/z 91.00 14.62%
5000
91.0
39.0
B0 me [
ol e H“N;‘yh““““““‘
m/z--> 20 40 60 80 100 120 140 1000 1050
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55665.D

Acq On : 17 Nov 2022 14:22
Operator : CG/JU

Sample : N5497-02

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 12 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.474 134.65 ng 3438010 Naphthalene-d8 11.085
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 93
3 2,4-Dimethylstyrene 132 C10H12 002234-20-0 91
4 Benzene, 2-ethenyl-1,3-dimethyl- 132 C1eH12 002039-90-9 87
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 83
Abundance Scan 1223 (10.474 min): BG055665.D\data.ms (-1215) (1 m/z 117.00 100.00%
117.0
5000 J\J\
03 o
0 m_m‘_m‘wu ‘”‘m_uww ng“‘u“‘_” m/z 132.05  36.78%
m/z--> 20 40 60 100 120 140
Abundance #16149: Benzene, 2-ethenyl-1,4-d|methyl-
117.0 J\
5000 1 A
91.0 10.50
51.0 m/z 119.05 35.39%
27.0 | ‘ 1:+3.0
Ly u \H‘ m N H‘ ‘ i ‘
O\\\‘\\\\‘\\ ‘\\\\‘ ‘\f\\‘\\\
miz—-> 20 40 80 100 120 140
Abundance #16151.lHJndene,Zs—mhydﬂ»54neﬂwh
117.0 L
10 50
5000 m/z 115.00 33.34%
390 g509 910 4
A P A A .
miz--> 20 40 60 80 100 120 140
Abundance #16113: 2,4-Dimethylstyrene
117.0 10 50
m/z 91.00 20.947%
5000
91.0
39.0
63.0
20 | ) bl | iE°
Ol HM‘JU‘WW“”W“Jl“WM‘ Ml
m/z--> 20 40 60 80 100 120 140 10 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55665.D

Acq On : 17 Nov 2022 14:22
Operator : CG/JU

Sample : N5497-02

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 13 Benzo[c]thiophene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.255 30.55 ng 780124  Naphthalene-d8 11.085
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[c]thiophene 134 C8H6S 000270-82-6 95
2 Cyclopenta[c]thiapyran 134 C8H6S 000270-63-3 94
3 Benzo[b]thiophene 134 C8H6S 000095-15-8 94
4 [1]Benzothieno[2',3':3,4]cyclobu... 246 C13H1003S 034002-19-2 56
5 3-Deazaadenine 134 C6H6N4 006811-77-4 45
Abundance Scan 1356 (11.255 min): BG055665.D\data.ms (-1351) (- | m/z 134.00 100.00%
134.0
5000
—5 4
89.0
45.0 6%.0 “ 108.0 | 11.00 11.50
Ottt e b ol m/z 89.00 12.54%
m/z--> 20 40 60 80 100 120 140
Abundance #17519: Benzo[c]thiophene
134.0
5000 L — w/‘\/w\/w\/\
11.00 11.50
m/z 135.00 10.08%
89.0
450 630 | 1080 |
O\’\\\\‘\‘\”\\“‘\‘\‘\\"\\\‘\“\1\\‘\\\w‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #17522: Cyclopental[c]thiapyran
134.0 /WJ\
=l ]
11.00 11.50
5000 m/z 90.00 9.41%
89.0
450 63.0 | 108.0
o A WS R S I
miz--> 20 40 60 80 100 120 140
Abundance #17520: Benzo[b]thiophene =t -t
134.0 11.00 11.50
m/z 63.00 8.05%
5000
89.0
260 450 97 7 w00 |
0l Errtpptrppab lpllll et ——
m/z--> 20 40 60 80 100 120 140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55665.D

Acq On : 17 Nov 2022 14:22
Operator : CG/JU

Sample : N5497-02

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 14 Benzoic acid, 2-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.608 19.89 ng 507964  Naphthalene-d8 11.085
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzoic acid, 2-methyl- 136 C8H802 000118-90-1 60
2 Hydrazine, 1-(4-ethylphenyl)- 136 C8H12N2 054840-34-5 60
3 Benzenemethanol, .alpha.,4-dimet... 136 C9H120 000536-50-5 55
4 3,5-Dimethylanisole 136 C9H120 000874-63-5 53
5 1,3-Cyclopentadiene, 1,2,3,4,5-p... 136 C10H1l6 004045-44-7 53
Abundance Scan 1416 (11.608 min): BG055665.D\data.ms (-1408) (- | m/z 91.00 100.00%
91.0 121.0
5000
390 20 A ——
m “ ‘1420 11.50 12.00
0 sl LIS m/z 121.00  90.78%
m/z--> 20 40 60 80 100 120 140 160
Abundance #18709: Benzoic acid, 2-methyl-
91.0 118.0 136.0
5000 Al L —7—
65.0 11.50 12.00
39.0 m/z 136.00 74.68%
O\\\‘\‘\\\‘i‘\\‘1‘\"1‘\\\“‘\\M\‘\‘\\\i\\\“‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #18635: Hydrazine, 1-(4-ethylphenyl)-
121.0 /]\
AViVA'S Mo
11.50 12.00
5000 m/z 118.00 59.29%
91.0
390 650 ‘
N v 1 R Y
m/z--> 20 40 60 80 100 120 140 160
Abundance #18970: Benzenemethanol, .alpha.,4-dimethyl- T s
121.0 11.50 12.00
93.0 m/z 90.00 41.80%
5000
43.0
65.0
m/z--> 20 40 60 80 100 120 140 160 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55665.D

Acq On : 17 Nov 2022 14:22
Operator : CG/JU

Sample : N5497-02

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 15 Benzaldehyde, 3-methoxy- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.178 20.01 ng 510855 Naphthalene-d8 11.085
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzaldehyde, 3-methoxy- 136 C8H802 000591-31-1 70
2 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 55
3 Benzaldehyde, 4-methoxy- 136 C8H802 000123-11-5 55
4 4-Hydroxy-2-methylbenzaldehyde 136 C8H802 041438-18-0 49
5 4-Hydroxy-3-methylbenzaldehyde 136 C8H802 015174-69-3 49
Abundance Scan 1513 (12.178 min): BG055665.D\data.ms (-1502) (- | m/z 131.00 100.00%
131.0
91.0
5000
115.
39‘0 | 63.0 ‘ ‘ M H‘ 147.0 12.00 12.50
(R — M\H\Hm\mu\h ‘H\‘\‘\UH\‘H | \\‘M‘H e m/z 136.00 75.63%
miz--> 20 40 60 8 100 120 140
Abundance #18719: Benzaldehyde, 3-methoxy-
136.0
5000 - e
77.0 107.0 12.00 12.50
m/z 134.95  75.11%
39.0 ‘
O\\\‘\\\\“‘\\H\\G‘\\w“‘\\\‘\‘\‘l\\‘\\\“\\\\
miz—-> 20 40 60 80 100 120 140
Abundance #25003: Benzene, (1-methyl-1-butenyl)-
131.0 /\,
= .
91.0 12.00 12.50 ;
5000 m/z 91.00 54.21%
27 . 51.0 115.0
R A ““‘ LT Hw el “‘ A “170‘
miz--> 20 40 60 80 100 120 140
Abundance #18713: Benzaldehyde, 4-methoxy- T T
135.0 12.00 12.50
m/z 121.00  53.12%
5000 77.0
39.0 ‘ 10‘7.0 /\J
15.0 6
02 “‘NM“W‘ ﬁp S . - —
m/z--> 20 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55665.D

Acq On : 17 Nov 2022 14:22
Operator : CG/JU

Sample : N5497-02

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 16 1H-Inden-1-one, 2,3-dihydro- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.448 39.02 ng 996280  Naphthalene-d8 11.085
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 93
2 2H-Inden-2-one, 1,3-dihydro- 132 CSH80 000615-13-4 70
3 Bicyclo[4.2.0]octa-1,3,5-triene 104 C8H8 000694-87-1 60
4 Styrene 104 C8H8 000100-42-5 60
5 1,3,5,7-Cyclooctatetraene 104 C8H8 000629-20-9 58
Abundance Scan 1559 (12.448 min): BG055665.D\data.ms (-1552) (- | m/z 132.00 100.00%
104.0 132.0
5000 78.0
51.0
=4
‘ ‘ ‘ | 150.0 12.50
om_wm‘_m ““mm‘ el ARO0 s 104,00 99.54%
miz--> 20 40 60 80 100 120 140
Abundance #16677: 1H-Inden-1-one, 2,3-dihydro-
104.0 132.0
5000 T
78.0 12.50
51.0 m/z 103.00 57.84%
02701
m/z--> 20 40 80 100 120 140
Abundance #16679.2H4nden—20ne,13—dMydr0—
104.0
12.50
5000 m/z 131.00 47 .49%
78.0 132.0
51.0
m/z--> 20 40 80 100 120 140
Abundance #5502: Blcyclo[4.2.0]octa—1,3,5—triene
104.0 12.50
m/z 78.00 43.40%
5000 78.0
51.0
20 ||
ool il M S
m/z--> 20 40 60 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55665.D

Acq On : 17 Nov 2022 14:22
Operator : CG/JU

Sample : N5497-02

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 17 Benzeneacetic acid, .alpha.... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.036 36.01 ng 1241920  Acenaphthene-d10 14.875
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzeneacetic acid, .alpha.-methyl- 150 C9H1002 000492-37-5 95
2 p-Tolylacetic acid 150 C9H1002 000622-47-9 91
3 m-Tolylacetic acid 150 C9H1002 000621-36-3 91
4 Benzeneacetic acid, .alpha.-meth... 150 C9H1002 007782-24-3 64
5 o-Tolylacetic acid 150 C9H1e02 000644-36-0 58
Abundance Scan 1659 (13.036 min): BG055665.D\data.ms (-1651) (- | m/z 105.00 100.00%
105.0
5000
150.0
77.0 T \
51.0 M 13.00
Ol et el LA 2TO L2071 ) 156,00 29.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28401: Benzeneacetic acid, .alpha.-methyl-
105.0
5000 —— :
150.0 13.00
770 m/z 77.00 18.53%
O\\\‘2\7\.9\“?\]‘-\.9“\\\\M‘\\‘\\“M\\\]‘-\2\8;(\)‘\\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28275: p-Tolylacetic acid
105.0
T T
13.00
5000 m/z 79.00 12.59%
150.0
77.0
51.0
L Vi P ' N S——
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28276: m-Tolylacetic acid T
105.0 13.00
m/z 106.00  11.33%
5000 150.0
51.0 o
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55665.D

Acq On : 17 Nov 2022 14:22
Operator : CG/JU

Sample : N5497-02

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 18 3-Ethylbenzoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.124 42.58 ng 1468420  Acenaphthene-d10 14.875
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Ethylbenzoic acid 150 C9H1e02 000619-20-5 93
2 2-Methoxy-4-vinylphenol 150 C9H1002 007786-61-0 86
3 Benzoic acid, 2,5-dimethyl- 150 C9H1002 000610-72-0 78
4 Benzoic acid, 2,4-dimethyl- 150 C9H1002 000611-01-8 70
5 4-Hydroxy-2-methylacetophenone 150 C9H1e02 000875-59-2 60
Abundance Scan 1674 (13.124 min): BG055665.D\data.ms (-1665) (- | m/z 135.00 100.00%
135.0
105.0
77.0
5000
51.0
“ ‘ i 13 00 13 50
0! it L 3920 sy 150,00 91.94%
m/z--> 20 40 60 80 100 120 140 160
Abundance #28279: 3-Ethylbenzoic acid
135.0
105.0
5000
13 00 13 50
77.0 m/z 105.00  68.97%
51.0
O L ‘2\7\0\\“ \‘\“\ T “\‘\ T \“ T \“\ \‘ ‘\ T ‘ T \‘”1 ‘ \].\‘\2.\()‘\
miz--> 20 100 120 140 160
Abundance #28294. 2—Methoxy—4—vinylpheno|
135.0
770 1070 13.00 13.50
5000 m/z 132.00 60.60%
15.0 510
0 m‘iuMWMH_HM‘1?‘?-‘0“
m/z--> 20 40 60 80 100 120 140 160
Abundance #28341: Benzoic acid, 2,5-dimethyl- Niw.—- — e
104.0 132.0150.0 13.00 13.50
m/z 77.00 52.28%
5000 77.0
51.0
27.0
0! S| NS N e .
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55665.D

Acq On : 17 Nov 2022 14:22
Operator : CG/JU

Sample : N5497-02

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 19 4-Ethylbenzoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.318 19.98 ng 688961  Acenaphthene-di0 14.875
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4-Ethylbenzoic acid 150 C9H1e02 000619-64-7 94
2 2-Methoxy-4-vinylphenol 150 C9H1002 007786-61-0 86
3 m-Tolylacetic acid 150 C9H1e02 000621-36-3 64
4 Benzoic acid, 3,5-dimethyl- 150 C9H1e02 000499-06-9 64
5 Benzoic acid, 3,4-dimethyl- 150 C9H1e02 000619-04-5 62
Abundance Scan 1707 (13.318 min): BG055665.D\data.ms (-1698) (- | m/z 105.00 100.00%
105.0
150.0
5000 77.0
51.0 T ]
‘ ‘ 132.0 13.00 13.50
0““““uwﬂmw‘ﬂh‘“iuJH‘p 1uW“NU“HM““ m/z 150.00 61.20%
m/z--> 20 40 60 80 100 120 140 160
Abundance #28280: 4-Ethylbenzoic acid
105.0
135.0
5000 — =
13.00 13.50
510 77.0 m/z 135.00  56.74%
0 1L
O\H\‘\‘H\“\‘\M‘\“‘\‘\\”H‘HMH‘H\H‘\\‘\H‘\\‘\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #28294: 2-Methoxy-4-vinylphenol
135.0
= =
77.0 107.0 13.00 13.50
5000 m/z 77.00 38.08%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BG@55665.D

Acq On : 17 Nov 2022 14:22

Operator : CG/JU

Sample : N5497-02

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 20 Benzoic acid, 2,4,6-trimethyl- Concentration Rank 10

R.T EstConc Area Relative to ISTD R.T.
13.017 36.811ng 1269490 Acenaphthene-dle 14.875
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzoic acid, 2,4,6-trimethyl- 164 C10H1202 000480-63-7 93
2 2-Ethyl-2-phenylaziridine 147 C10H13N 000768-82-1 46

006188-43-8 35
037592-54-4 27

3 Imidazo[1,2-a]pyridine-3-carbald... 146 C8H6N20
4 4-Oxazolecarboxylic acid, 4,5-di... 233 C13H15NO3

5 p-Coumaric acid 164 C9H803 007400-08-0 22
Abundance Scan 1809 (13.917 min): BG055665.D\data.ms (-1801) (- | m/z 146.00 100.00%
146.0
164.0
5000 119.0
91.0 /\
‘ —
\\51\0 173 ﬂﬁ L | e
O bl g Sty Wl Ly m/z 164.00  71.37%
miz--> 20 40 60 8 100 120 140 160
Abundance #39303: Benzoic acid, 2,4,6-trimethyl-
146.0 164.0
5000 L
119.0 14.00
1.0 m/z 119.00 42.12%
51.0 73 ‘
O\ ‘2\7‘\.0\\"“\ \“M\““\“\ T R“\ \‘\ T ‘“\ \‘\ t LU ‘ T “\ T “‘\ T
miz--> 20 40 60 80 100 120 140 160
Abundance #25765: 2-Ethyl-2-phenylaziridine
146.0
—
14.00
5000 ITI/Z 117.00 40.02%
91.0 117.0
oL 20 0 | L L
m/z--> 20 40 60 80 100 120 140 160
Abundance #25679: Imidazo[1,2-a]pyridine-3-carbaldehyde e
146.0 14.00
m/z 117.95 39.11%
5000
90.0
290 630 ‘ 117.0
o‘_ww‘,w‘\w "w‘“H_H“‘WH_“H_H —
miz--> 20 40 100 120 140 160 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111722\
Data File : BGO55665.D

Acqg On : 17 Nov 2022 14:22
Operator : CG/JU

Sample : N5497-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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|
Benzene, 1-ethy... 7.336 29.2 ng 9939380 1  8.253 6814440 20.0
Benzene, 1,2,3-... 7.918 51.1 ng 17414000 1 8.253 6814440 20.0
Indane 8.641 17.9 ng 6088960 1  8.253 6814440 20.0
Benzene, 2-ethy.. 9.698 27.0 ng 689905 2 11.085 510672 20.0
Benzene, 1,2,4,... 9.892 44.3 ng 1129880 2 11.085 510672 20.0
Benzene, 1,2,3,... 9.951 62.9 ng 1605820 2 11.085 510672 20.0
Benzene, 2-ethe... 10.321 61.1 ng 1559690 2 11.085 510672 20.0
1H-Indene, 2,3-... 10.474 134.7 ng 3438010 2 11.085 510672 20.0
Benzo[c]thiophene  11.255 30.6 ng 780124 2 11.085 510672 20.0
Benzoic acid, 2... 11.608 19.9 ng 507964 2 11.085 510672 20.0
Benzaldehyde, 3... 12.178 20.0 ng 510855 2 11.085 510672 20.0
1H-Inden-1-one,... 12.448 39.0 ng 996280 2 11.085 510672 20.0
Benzeneacetic a... 13.036 36.0 ng 1241920 3 14.875 689766 20.0
3-Ethylbenzoic ... 13.124 42.6 ng 1468420 3 14.875 689766 20.0
4-Ethylbenzoic ... 13.318 20.0 ng 688961 3 14.875 689766 20.0
Benzoic acid, 2... 13.917 36.8 ng 1269490 3 14.875 689766 20.0
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