LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020824\
Data File : BF137340.D

Acqg On : 08 Feb 2024 16:24

Operator : CG\JU

Sample : P1372-06

Misc . CG-MW-17-ch5

ALS vial : 8 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-BF013024.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF137340.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.281 538 543 547 rBV 3887139 3927697 46.51% 6.521%
2 5.416 557 566 572 rBV2 1494290 2063630 24.44% 3.426%
3 5.639 600 604 608 rBV 763566 671680  7.95% 1.115%
4 5.957 655 658 662 rBV 260366 219011 2.59% 0.364%
5 6.345 721 724 728 rVB 169090 149574 1.77% 0.248%
6 6.416 733 736 742 rVWV2 972294 1021713 12.10% 1.696%
7 6.469 742 745 749 rVB 1311062 1105098 13.09% 1.835%
8 6.586 761 765 766 rBV 106519 87492 1.04% 0.145%
9 6.610 766 769 776 rVB 547583 536698 6.36% 0.891%
106 6.781 795 798 805 rBV 636354 629677 7.46%  1.045%
11 6.839 805 808 813 rVB 462135 380662 4.51% 0.632%
12 6.963 825 829 832 rBV 2145789 1739021 20.59% 2.887%
13 7.039 838 842 847 rBV 513222 442698 5.24% 0©.735%
14 7.1e4 847 853 855 rBvV2 97688 110257 1.31% 0.183%
15 7.204 863 870 874 rBV 4199442 5232185 61.96% 8.687%
16 7.245 874 877 884 rVB2 151591 190311 2.25% 0.316%
17 7.322 884 890 891 rBV 331240 322374  3.82% 0.535%
18 7.351 891 895 898 rVB 2670780 2667786 31.59% 4.429%
19 7.428 905 908 911 rBV 150617 138824 1.64% 0.230%
20 7.475 911 916 920 rVvV3 132211 228017 2.70% 0.379%
21 7.575 931 933 941 rVB2 74818 86513 1.02% 0.144%
22 7.733 958 960 965 rVB 187314 167160 1.98% 0.278%
23 7.816 965 974 976 rBV3 1254836 1929454 22.85% 3.203%
24 7.845 976 979 985 rVB2 1770103 2767645 32.78%  4.595%
25 7.933 991 994 998 rVB 99471 84661 1.00% 0.141%
26 8.098 1012 1022 1025 rBV 6068297 8444045 100.00% 14.019%
27 8.139 1025 1029 1032 rVB 2965422 2511510 29.74% 4.170%
28 8.286 1051 1054 1056 rBV 119893 102098 1.21% 0.170%
29 8.316 1056 1059 1068 rVB2 63676 116196 1.38% 0.193%
30 8.410 1073 1075 1082 rVB3 85039 129462 1.53% 0.215%
31 8.533 1092 1096 1100 rVV 394748 439777 5.21% ©.730%
32 8.569 1100 1102 1106 rVB 192340 159692 1.89% 0.265%
33 8.728 1126 1129 1134 rVB 613931 538444 6.38% 0.894%
34 8.775 1134 1137 1141 rBV 168221 141833 1.68% 0.235%
35 8.828 1144 1146 1148 rBV 100102 98841 1.17% 0.164%

36 8.875 1148 1154 1167 rVB3 2887582 3938865 46.65% 6.539%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020824\
Data File : BF137340.D

Acqg On : 08 Feb 2024 16:24

Operator : CG\JU

Sample : P1372-06

Misc . CG-MW-17-ch5

ALS vial : 8 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-BF013024.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.145 1195 1200 1203 rBV 3620045 3569751 42.28% 5.927%
38 9.239 1213 1216 1222 rVB2 73506 86905 1.03% 0.144%
39 9.404 1240 1244 1247 rBV2 89466 87256 1.03% 0.145%
40 9.475 1252 1256 1260 rBV 244968 240885 2.85% 0.400%
41  9.592 1273 1276 1281 rBV 133607 155405 1.84% 0.258%
42 9.639 1281 1284 1287 rBV3 94452 115952 1.37% 0.193%
43 9.675 1287 1290 1295 rVB 904264 792551 9.39% 1.316%
44  9.727 1295 1299 1302 rBvV2 82872 114070 1.35% 0.189%
45 9.816 1308 1314 1317 rBV2 1177145 1106314 13.10% 1.837%
46  9.851 1317 1320 1323 rVB 1051357 828838 9.82% 1.376%
47 10.551 1436 1439 1442 rVB 122256 87674 1.04%  0.146%
48 10.610 1442 1449 1456 rBV 2518258 2628098 31.12% 4.363%
49 11.257 1553 1559 1564 rBV 286027 396672 4.70% 0.659%
50 11.310 1564 1568 1571 rVV 940589 825162 9.77% 1.370%
51 11.851 1655 1660 1669 rVB3 246975 284346 3.37% 0.472%
52 11.974 1677 1681 1686 rBV 695654 704303 8.34% 1.169%
53 12.910 1835 1840 1843 rBV 3265908 2897422 34.31% 4.810%
54 13.827 1993 1996 2007 rVB 93959 145349 1.72% 0.241%
55 13.962 2015 2019 2030 rVB 640362 594890 7.05% 0.988%
56 15.439 2265 2270 2276 rBV 493492 637836 7.55% 1.059%

57 15.574 2288 2293 2307 rBV 118317 297644  3.52%  0.494%
58 18.162 2718 2733 2734 rBV1e 33055 114160 1.35% ©.190%

Sum of corrected areas: 60232084
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 08 Feb 2024 16:24
¢ CG\JU
. P1372-06

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020824\
BF137340.D

CG-MW-17-ch5

: 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF137340.D\data.ms

7.204
5.281

7.351
6.963

5.416 6.469
6.416
6.616¢ 8507.039

N 5.957  6.345/6 586 'ﬂ.l ' 3875

5.639

Time-->

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF137340.D\data.ms
8.098

9.145

12.910
81139 8.875

10.610

7.845

7.816
gls%géél 11.310

0
Time-->

85 8.728 11.974
T e om Mgy um

T I
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF137340.D\data.ms

13.962 15.439
13.8% J15.574 18.162

Time-->

T ‘ T T T T ‘ T T ‘ T T ‘ T T ‘ T T T ‘ T T T T T T T T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020824\
Data File : BF137340.D

Acqg On : 08 Feb 2024 16:24

Operator : CG\JU

Sample : P1372-06

Misc CG-MW-17-ch5

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 1 Ethylbenzene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.281 124.75 ng 3927700 1,4-Dichlorobenzene-d4 6.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethylbenzene 106 C8H10 000100-41-4 94
2 o-Xylene 106 C8H10 000095-47-6 83
3 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H10@ 002175-91-9 74
4 p-Xylene 106 C8H1e 000106-42-3 72
5 (Benzyloxy)(methyl)amine, N-acetyl- 179 C10H13NO2 957137-89-2 59
Abundance Scan 543 (5.281 min): BF137340.D\data.ms (-538) (-) m/z 91.10 100.00%
91.1
5000
106.1
se1 51.0 65.1 780 5.00 5.20 5.40 5.60
0Lyt bkl myz 1e6.10 30.38%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100110
Abundance #5732: Ethylbenzene
91.0
5000
106.0 5.00 5.20 5.40 5.60
510 m/z 51.05 11.20%
27.0 Y 65.0 78.0
O \H]_’.\()\H%ﬂ.‘.\o\‘\H‘\‘HH“\WHHH\‘\‘\‘H‘H\H“\H\“l\\\‘\‘\‘\‘\‘\\H
m/z--> 0O 10 20 30 40 50 60 70 80 90 100110
Abundance #5727: 0-Xylene
91.0 L
T e
5.00 5.20 5.40 5.60
5000 106.0 m/z 65.10 10.90%
39.0 77.0
0 \\\’\\H‘Hu‘\zﬁ’-\(‘)u\1“‘\H\}M‘H\H‘\‘H‘\\\‘U‘HH“E\H‘\‘M‘\“H\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100110
Abundance #5765: 1,3-Cyclopentadiene, 5-(1-methylethylidene)-
91.0 5.00 5.20 5.40 5.60
m/z 77.10 9.23%
5000 106.0
39.0
65.0 8.0
S W A Y
0 m,ww‘wH:“_H‘H“W!mp!:!"m!w“‘!wm“m
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020824\
Data File : BF137340.D

Acqg On : 08 Feb 2024 16:24

Operator : CG\JU

Sample : P1372-06

Misc CG-MW-17-ch5

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 3 Benzene, (1-methylethyl)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.957 6.96 ng 219011 1,4-Dichlorobenzene-d4 6.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 95
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
3 Mesitylene 120 C9H12 000108-67-8 86
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 80
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 80
Abundance Scan 658 (5.957 min): BF137340.D\data.ms (-655) (-) m/z 105.10 100.00%
105.1
5000
77.0 120.1 N R R B R B
51.0 5.60 5.80 6.00 6.20
80 | 640 || 0
O eyl Pt et b e ey m/z 120.10  24.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10706: Benzene, (1-methylethyl)-
105.0
5.60 5.80 6.00 6.20
120.0 9%
510 770 m/z 77.00 17.34
27.0 | H 91.0
OH‘\\H‘H\‘\‘H\\“‘H\\i‘\\\\‘\‘\‘\\‘\\\1‘\\\\“\\\\‘\‘{1\‘\\H“HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10710: Benzene, 1,2,3-trimethyl-
105.0
5.60 5.80 6.00 6.20
5000 120.0 m/z 79.05 15.12%
39.0
77.0
630 ' 91.0
oH_Hw:w"‘:Uw}‘\hm“‘w;‘!‘wu“mH_‘:Mmu“hw
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10692: Mesitylene R RAREEE RS
105.0 5.60 5.80 6.00 6.20
m/z 51.05 11.36%
5000 1200
77.0
51.0 .
O 20 e Oy iyt | e A
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020824\
Data File : BF137340.D

Acqg On : 08 Feb 2024 16:24

Operator : CG\JU

Sample : P1372-06

Misc CG-MW-17-ch5

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
6.345 4.75 ng 149574  1,4-Dichlorobenzene-d4 6.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 94
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 91
Abundance Scan 724 (6.345 min): BF137340.D\data.ms (-721) (-) m/z 105.10 100.00%
105.1
5000
AR EEsEL R S
51.0 77.0 6.00 6.20 6.40 6.60
Ol oot e 298 /z 120.10 26.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
6.00 6.20 6.40 6.60
m/z 77.05 11.54%
77.0
0 ;\5\.(‘)\‘\:\3\9“.(\)\‘\\“\‘\ T \M‘H‘{\‘H‘H‘\H“\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10721: Benzene, 1-ethyl-4-methyl-
105.0
6.00 6.20 6.40 6.60
5000 m/z 91.05 10.01%
77.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 6.00 6.20 6.40 6.60
m/z 79.05 9.51%
5000
77.0
39.0
Y L Y S —
m/z--> 20 40 60 80 100 120 140 160 180 200 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020824\
Data File : BF137340.D

Acqg On : 08 Feb 2024 16:24

Operator : CG\JU

Sample : P1372-06

Misc CG-MW-17-ch5

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 Bicyclo[4.2.0]octa-1,3,5-tr... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
6.586 2.78 ng 87492  1,4-Dichlorobenzene-d4 6.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[4.2.0]octa-1,3,5-triene,... 118 C9H10 055337-80-9 96
2 Benzene, 1-ethenyl-3-methyl- 118 C9H10 000100-80-1 95
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 95
4 Benzene, l-ethenyl-4-methyl- 118 C9H10 000622-97-9 95
5 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 94
Abundance Scan 765 (6.586 min): BF137340.D\data.ms (-761) (-) m/z 117.10 100.00%
117.1
5000
91.0
70 51‘-0 77.1 6.20 6.40 6.60 6.80 7.00
b Ll e L sz 118,10 71.62%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance  #10215: Bicyclo[4.2.0]octa-1,3,5-triene, 7-methyl-
117.0
5000
91.0 6.20 6.40 6.60 6.80 7.00
m/z 115.05  43.90%
39.0 63.0 77.0
0 \\‘H\\‘Zﬂ..\o\‘\\\}‘i‘\\HH}‘H‘l‘}MH‘\MH‘\H\‘H\HH‘H\‘H! “HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10207: Benzene, 1-ethenyl-3-methyl-
117.0
6.20 6.40 6.60 6.80 7.00
5000 m/z 91.05 36.82%
91.0
39.0
| 63.0 77.0
OO0 Y N S ||
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10191: Benzene, 2-propenyl-
117.0 6.20 6.40 6.60 6.80 7.00
m/z 51.05 13.47%
5000
91.0
51.0 5.0
o‘w"_2‘7"?”m‘_‘H}‘m‘!‘1‘:‘”‘m:‘!w‘H:‘H‘:‘mwl“_wm A UL
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020824\
Data File : BF137340.D

Acqg On : 08 Feb 2024 16:24

Operator : CG\JU

Sample : P1372-06

Misc . CG-MW-17-ch5

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 Mesitylene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.610 17.05 ng 536698 1,4-Dichlorobenzene-d4 6.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 95
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 769 (6.610 min): BF137340.D\data.ms (-766) (-) m/z 105.05 100.00%
105.1
RO
5109 /70 6.20 6.40 6.60 6.80 7.00
T I 207.0
O bl b M ST m/Z 120,05 42.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10692: Mesitylene
105.0
5000
6.20 6.40 6.60 6.80 7.00
m/z 77.00 12.02%
51.0 77.0
O \\\‘2\7\.9\“ T \““\H“\‘\\\‘H‘ T \‘\\‘M\\‘\“"\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
6.20 6.40 6.60 6.80 7.00
5000 m/z 119.10 11.35%
39.0 77.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 6.20 6.40 6.60 6.80 7.00
m/z 79.05 9.30%
5000
28.0 51.0 77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020824\
Data File : BF137340.D

Acqg On : 08 Feb 2024 16:24

Operator : CG\JU

Sample : P1372-06

Misc CG-MW-17-ch5

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 7 Benzene, 1,2,4-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.839 12.09 ng 380662 1,4-Dichlorobenzene-d4 6.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 93
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 93
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 91
Abundance Scan 808 (6.839 min): BF137340.D\data.ms (-805) (-) m/z 105.05 100.00%
105.1
5000 120.1
 ERAEEEEELEE
390 &g 77.0 6.60 6.80 7.00 7.20
0 H_HWwHH“mHim'_ww“:‘,W‘HH‘M‘_prw,‘ m/z 120.05  38.06%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
105.0
5000 120.0
6.60 6.80 7.00 7.20
m/z 77.05 12.47%
51.0 77.0
O H‘\\\\‘%\7\.‘()\\\\“\\\\“}‘\\}“\‘\‘H‘H\‘U’H\\“\\\\‘\M1\‘\\‘\‘\“‘\\\\‘\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0
R RRRERT RIS S
6.60 6.80 7.00 7.20
5000 120.0 m/z 91.05 9.97%
28.0 51.0 77.0
0‘w‘mwuﬂhuHMHHWMHHW‘_HM‘HqM‘WNM‘JMM‘H_H‘V
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0 6.60 6.80 7.00 7.20
m/z 79.05 9.33%
5000
120.0
39.0 .
0 H""""“"HH“Hmi‘ﬁ?"‘(‘)“wu“1‘,HH“1""“1Mmu“mwuu,‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020824\
Data File : BF137340.D

Acqg On : 08 Feb 2024 16:24

Operator : CG\JU

Sample : P1372-06

Misc CG-MW-17-ch5

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 8 1Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.963 55.24 ng 1739020 1,4-Dichlorobenzene-d4 6.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H1e 1000191-13-7 80
3 Deltacyclene 118 C9H1e 007785-10-6 68
4 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 60
5 Benzeneethanol, .beta.-ethenyl- 148 C10H120 006052-63-7 50

Abundance Scan 829 (6.963 min): BF137340.D\data.ms (-825) (-) m/z 117.10 100.00%

117.1

I

5000
91.1 “\\\\‘\\\\‘\\\\‘\\\\‘\
31 630 6.60 6.80 7.00 7.20
ol Ll M 19800 7 118,05 55.32%
miz--> 20 40 60 80 100 120 140 160 180
Abundance #10179: Indane
117.0
5000 LI L L L L LN B
6.60 6.80 7.00 7.20
39.0 910 m/z 115.05  34.67%
e
O\]\-3\.\0‘\“\\\“\\“{\“‘i‘\\\h‘\\‘\\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 20 40 60 80 100 120 140 160 180

Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117.0

=

6.60 6.80 7.00 7.20

m/z 91.10 17.98%
5000 91.0
39.0 65.0
0HH_MH“_w‘:u“““u“‘wm“” e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10184: Deltacyclene
117.0 6.60 6.80 7.00 7.20
m/z 63.00 9.45%
5000
39.0 910
65.0 ‘
0HH_‘H‘}‘“‘1““““”““H‘ww‘m1“””‘””‘””‘””‘
m/z--> 20 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20

8270-BF013024.M Fri Feb 09 11:06:50 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020824\
Data File : BF137340.D

Acqg On : 08 Feb 2024 16:24

Operator : CG\JU

Sample : P1372-06

Misc CG-MW-17-ch5

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 9 1-Propyne, 3-phenyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.039 14.06 ng 442698 1,4-Dichlorobenzene-d4 6.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 CSH8 000095-13-6 96
2 1-Propyne, 3-phenyl- 116 C9H8 010147-11-2 95
3 3-Methylphenylacetylene 116 CO9H8 000766-82-5 94
4 Benzene, 1,2-propadienyl- 116 C9H8 002327-99-3 91
5 Benzene, 1-propynyl- 116 CSH8 000673-32-5 91
Abundance Scan 842 (7.039 min): BF137340.D\data.ms (-838) (-) m/z 115.05 100.00%
1151
5000 A
_ 63‘0 89.0 6.80 7.00 7.20 7.40
0 "w‘HJ_wu‘““m_"ww‘_““1“5‘1;?””_”‘2‘9‘7:9 m/z 116.05  88.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9542: Indene
116.0
5000 \\\\‘\\\\‘\\\\’\\A\/\T\\\
6.80 7.00 7.20 7.40
m/z 63.00 14.85%
39.0 63‘0 89.0
O\\\‘\‘\\\“‘\\H\\““\\\\‘\\\\‘\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9545: 1-Propyne, 3-phenyl-
115.0
6.80 7.00 7.20 7.40
5000 m/z 89.00 13.48%
89.0
390‘6:70 ‘
0Ll el e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9550: 3-Methylphenylacetylene
115.0 6.80 7.00 7.20 7.40
m/z 117.10 8.32%
5000
63.0 89.0
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020824\
Data File : BF137340.D

Acqg On : 08 Feb 2024 16:24

Operator : CG\JU

Sample : P1372-06

Misc CG-MW-17-ch5

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 10 Benzene, 1,2-diethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
7.104 3.50 ng 110257 1,4-Dichlorobenzene-d4 6.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 95
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 94
3 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 94
4 Benzofuran, 2,3-dihydro-2-methyl- 134 C9H100 001746-11-8 91
5 1,3,8-p-Menthatriene 134 C1eH14 018368-95-1 90
Abundance Scan 853 (7.104 min): BF137340.D\data.ms (-847) (-) m/z 105.10 100.00%
105.1
5000 134.1
770 T T T i Tt [rrrry
51.0 ‘ ‘ ‘ 6.80 7.00 7.20 7.40
Ot Al M 2070 711910 92.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17032: Benzene, 1,2-diethyl-
119.0
5000

910 6.80 7.00 7.20 7.40
’ m/z 134.05  50.69%

\]-\5\‘0\‘\\\‘\\\\‘\\\\“\\‘”\‘\\\‘{“"\\f‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17030: Benzene, 1,3-diethyl-
105.0

o

134.0 6.80 7.00 7.20 7.40
5000 ITI z 91.10 36.47%
77.0
27.0 51.0 ‘ ‘
| [ 1 iy i A
Y RN vy TS | O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17029: Benzene, 1,4-diethyl-
105.0 6.80 7.00 7.20 7.40

m/z 77.05 17.71%

5000 134.0
77.0
27 0 20
H ly \\H um [ H “‘ I

m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020824\
Data File : BF137340.D

Acqg On : 08 Feb 2024 16:24

Operator : CG\JU

Sample : P1372-06

Misc CG-MW-17-ch5

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 11 Benzene, (1-methyl-2-cyclop... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
7.816 4.57 ng 1929450  Naphthalene-d8 8.069

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 97
2 2-Methylindene 130 C10H10 002177-47-1 97
3 1H-Indene, 1-methyl- 130 C10H10 000767-59-9 96
4 Benzene,1-methyl-1,2-propadienyl- 130 C10H10 022433-39-2 96
5 Cycloprop[a]lindene, 1,1a,6,6a-te... 130 C10H10 015677-15-3 95
Abundance Scan 974 (7.816 min): BF137340.D\data.ms (-965) (-) m/z 115.05 100.00%
115.1
510 ‘\\\\‘\\\\‘\\\\’\\\\‘\\
‘ 7.1 7.40 7.60 7.80 8.00 8.20
b Ll 1520 103.0

o

e el Syl 3928 930 0 m/z 130.05  92.34%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15058: Benzene, (1-methyl-2-cyclopropen-1-yl)-
130.0
5000

7.40 7.60 7.80 8.00 8.20
m/z 129.05 72.08%

270 \‘ | "0 to20) UM
H\ |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15022: 2-Methylindene
130.0
A

7.40 7.60 7.80 8.00 8.20

o

5000 ITI/Z 128.00 37.42%
28.0 51‘- ‘ 77.0 102.0 M
0 w“w‘mwﬁhwwww“‘ﬂ“h‘ SESRRBE SRS DO R SR
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #15031: 1H-Indene, 1-methyl- 7| SN,V M 1 S
130.0 7.40 7.60 7.80 8.00 8.20

m/z 127.10  18.78%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 7.40 7.60 7.80 8.00 8.20

o " 770 1020 |
|
—

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020824\
Data File : BF137340.D

Acqg On : 08 Feb 2024 16:24

Operator : CG\JU

Sample : P1372-06

Misc . CG-MW-17-ch5

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 12 2-Methylindene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
7.845 6.56 ng 2767650  Naphthalene-d8 8.069

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylindene 130 C1oH1e 002177-47-1 96
2 1H-Indene, 1-methyl- 130 C1oH1e 000767-59-9 95
3 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 95

4 Benzene, 1-butynyl- 130 C10H1e 000622-76-4 94
5 1H-Indene, 3-methyl- 130 C1oH1e 000767-60-2 93

Abundance Scan 979 (7.845 min): BF137340.D\data.ms (-976) (-) m/z 115.10 100.00%

115.1 130.1
5000 \

SRS L U ———
0 50‘.0 63“'0 76.0 89.0102.1
[Hinl

| 7.60 7.80 8.00 8.20
o a0l bt et pher et | m/z 130.05  91.27%

m/z--> 20 30 40 50 60 70 80 90 100110 120 130 140
Abundance #15022: 2-Methylindene
130.0
115.0
5000

7.60 7.80 8.00 8.20
m/z 129.05 72.79%

51.0
o [ G0 w20 )
| |1 | fmh | . |
\‘\H\’HH’HH’\H\’1\H‘\H\‘HH‘HH‘HH‘HH‘HH HH‘\
m/z--> 20 30 40 50 60 70 80 90 100110120 130 140
Abundance #15031: 1H-Indene, 1-methyl-
130.0
115.0 .

7.60 7.80 8.00 8.20

o

o

5000 ITI/Z 128.05 36.05%
51.0
0 ‘_H‘f,m\‘,HH‘,‘H",\H‘“W\‘\‘\,Hm‘,uH,‘lm,ul‘,uh ‘mm
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #15058: Benzene, (1-methyl-2-cyclopropen-1-yl)- | S— R T s
130.0 7.60 7.80 8.00 8.20
115.0 -
m/z 127.05 16.44%
5000
51.0 64.0
77.0 102.0
0 "‘2‘75?‘H“,"H‘,“H",\H‘M"‘m‘a“Hww“‘!mwlw:“ ‘mm ‘NL‘,
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020824\
Data File : BF137340.D

Acqg On : 08 Feb 2024 16:24

Operator : CG\JU

Sample : P1372-06

Misc CG-MW-17-ch5

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 13 Naphthalene, 2,3-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.475 4.35 ng 240885  Acenaphthene-di10 9.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
3 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 97
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
Abundance Scan 1256 (9.475 min): BF137340.D\data.ms (-1252) (-) m/z 156.10 100.00%
156.1
5000
115.1
51.1 76.1 ‘ ‘ 9.20 9.40 9.60 9.80
Y ONGY S S NP e W Il b 2982 m/z 141.05  84.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000
9.20 9.40 9.60 9.80
115.0 m/z 155.05  29.22%
76.0 ‘
51.0
O \\\‘2\7‘\-\0\“ T \“\ \“‘h‘\‘\“!h‘ \‘\‘\ T “\ L } ‘ \“!‘\ \“‘\ \M‘ TTTT ‘ TTTT ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
9.20 9.40 9.60 9.80
5000 m/z 115.05 20.96%
770 115.0
51.0 :
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33139: Naphthalene, 1,2-dimethyl- e RRARAREE LR
141.0 9.20 9.40 9.60 9.80
m/z 128.00  16.04%
5000 51.0
770 115.0
0+ A EEERaEE e ARG ESE e
m/z--> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020824\
Data File : BF137340.D

Acqg On : 08 Feb 2024 16:24

Operator : CG\JU

Sample : P1372-06

Misc CG-MW-17-ch5

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 14 Naphthalene, 1,6-dimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.592 2.81 ng 155405  Acenaphthene-di10 9.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 95
3 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 95
4 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 95
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 95
Abundance Scan 1276 (9.592 min): BF137340.D\data.ms (-1273) (-) m/z 141.00 100.00%
141.0
45.0
5000
115.1 ML :
o 89.0 ‘ ‘ H 1 9.50
0 m_m\“m ‘1“““‘““&%‘ “‘1“‘”}““”;”‘ \‘HH\““\‘\“\‘F“\.u\,\ m/z 156.10  95.86%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33162: Naphthalene, 1,6-dimethyl-
156.0
5000
9.50
m/z 45.05 63.05%
77.0 115.0
O \\\‘2\7\.9\“ \5\]1\.(\)“1\\‘”“\\\\‘\\\‘\‘\‘P‘?\Zp\‘w‘\\\\’\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33149: Naphthalene, 2,3-dimethyl-
156.0
T T
9.50
5000 m/z 57.10 34.51%
76.0 115.0
51.0 .
L = . )
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33138: Naphthalene, 1,5-dimethyl- = ‘
156.0 9.50
m/z 115.05  23.34%
) WV\J\N
115.0
77.0
TS N NS (2 | BN W
m/z--> 20 40 60 80 100 120 140 160 180 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020824\
Data File : BF137340.D

Acqg On : 08 Feb 2024 16:24

Operator : CG\JU

Sample : P1372-06

Misc CG-MW-17-ch5

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 15 Bicyclo[2.2.1]heptane-2,3-d... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.257 9.61 ng 396672  Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[2.2.1]heptane-2,3-dione,... 181 C10H15NO2 000663-17-2 80
2 3,4-Methylenedioxyphenylacetic acid 180 C9H804 002861-28-1 64
3 Propionic acid, 2-[3-methoxyphen... 180 C10H1203 1000128-52-3 64
4 1-(3,4-Methylenedioxyphenyl)-2-p... 180 C10H1203 006974-61-4 43
5 6-Nitrobenzothiazole 180 C7H4N202S 002942-06-5 38

Abundance Scan 1559 (11.257 min): BF137340.D\data.ms (-1553) (- m/z 180.00 100.00%

134.9 180.0
5000 91.1
— :

—
63.0 11.00 11.50
0 ""HJ‘?AM““”Juuuw‘ 1129 i 157 2069 ;134,95  90.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55799: Bicyclo[2.2.1]heptane-2,3-dione, 1,7,7-trimethyl-
41.0 82.0 135.0
5000 T
113. 11.00 11 50

m/z 91.10 47.45%

‘ 181.0

O' \‘\“\\\H‘\“\\‘\\\\“\\\\‘\\\\

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #55653: 3,4-Methylenedioxyphenylacetic acid
135.0

11 OO 11 50
5000 m/z 134.00 21.66%
180.0
510 77.0
IR TN e N S

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54385: Propionic acid, 2-[3-methoxyphenyl]- Lo Fepeg
135.0 11.00 11.50

m/z 62.95 12.93%

180.0
5000
105.0
o 77 0
510 Lobe

oH_"""‘w""""‘m‘w_ww_ww
miz--> 20 40 60 80 100 120 140 160 180 200 11.00 11:50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020824\
Data File : BF137340.D

Acqg On : 08 Feb 2024 16:24

Operator : CG\JU

Sample : P1372-06

Misc CG-MW-17-ch5

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 16 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.851 6.89 ng 284346  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Dodecanoic acid 200 C12H2402 000143-07-7 76

Abundance Scan 1660 (11.851 min): BF137340.D\data.ms (-1655) (- m/z 73.05 100.00%

43.0 73.0
5000
129.1

213.2
‘ H‘ T 185.1 ‘ 256.3 1150 1200
I m”m‘:u el S L L Tz 59.95  91.60%
miz--> 20 40 60 80 1oo 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0

1150 1200
m/z 43.05 88.45%

’ 1510185021&0 256.0
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109279: Tetradecanoic acid
73.0

43.0
1L50 1200
5000 129.0 m/z 57.05 83.11%
185.0
|
0%?Rwuwumy”‘”k%“ﬂwJM‘_HJ_”‘_HNMH‘_M‘_H‘_
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid — =
43.0 73.0 11.50 12.00

m/z 55.05 73.07%

5000 129.0
199.0
| oo T
15.00 U gl bl L) L]

O‘H‘w‘qh“‘H"H‘_‘HM‘H‘HH‘H‘WH‘W‘H‘_H‘_‘H‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1L50 1200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020824\
Data File : BF137340.D

Acqg On : 08 Feb 2024 16:24

Operator : CG\JU

Sample : P1372-06

Misc . CG-MW-17-ch5

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 17 3,5-di-tert-Butyl-4-hydroxy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.974 17.07 ng 704303  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-di-tert-Butyl-4-hydroxypheny... 278 C17H2603 020170-32-5 97
2 5-(2,3-Difluorophenyl)-2-pyridin... 278 C14H16F2N2Si  1000504-49-4 81
3 6,7-Dimethoxy-4(1H)-quinazolinon... 278 C13H18N203Si  1000479-65-5 72
4 2-(3-Methoxy-5-methylbenzylidene... 278 C19H1802 113649-25-5 64
5 2,4-Di-tert-butylphenoxytrimethy... 278 C17H300Si 053925-65-8 58

Abundance Scan 1681 (11.974 min): BF137340.D\data.ms (-1677) (- m/z 263.15 100.00%
263.1
5000 57.1 A\
=
O edsodlytst bt s o b bbbk m/z 57.10 45.97%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #171082: 3,5-di-tert-Butyl-4-hydroxyphenylpropionic acid
263.0
5000 T
12.00
57.0 1470 m/z 278.15 21.08%
0 \H‘H\\““\‘H‘\’\\H“g\\l‘\.\()‘\‘\\‘\“\”‘\‘\“‘\“\\\H"\Hl\?ﬁ-\\o“\z\\l\f\.?‘\‘HH‘!‘H\"H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #170511: 5-(2,3-Difluorophenyl)-2-pyridinamine, TMS
263.0
=
12.00
5000 ITI/Z 264.15 17.79%
77.0
131.0
15.0 450 oy 1790 2330 )
P TP e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #170360: 6,7-Dimethoxy-4(1H)-quinazolinone, TMS deri P
263.0 12.00
m/z 147.05 14.93%
5000
75.0
oL 450 " 10401350 18902190 | | \L
T e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 12.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_F\Data\BF020824\

Data File : BF137340.D

Acqg On : 08 Feb 2024 16:24
Operator : CG\JU

Sample : P1372-06

Misc

ALS vial : 8

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

CG-MW-17-ch5

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 18 17-Pentatriacontene Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
13.827 4.89 ng 145349  Chrysene-di12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
3 1-Hexacosene 364 C26H52 018835-33-1 90
4 Octacosanol 410 C28H580 000557-61-9 90
5 Triacontyl acetate 480 C32H6402 041755-58-2 87

Abundance Scan 1996 (13.827 min): BF137340.D\data.ms (-1993) (- m/z 57.05 100.00%
57.0
111.1 = S
‘ ‘ | ‘ | 211.0 13.50 14.00 .
0 H“HM‘W¢J'wuwn‘wwm“‘u“‘H“‘H“‘H“‘H‘ m/z 43.10 74.82%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #336402: 17-Pentatriacontene
43.0
5000 — e
7.0 13.50 14.00
m/z 55.05 70.31%
0 ‘ ﬂ | 4 153.0 210.0 267.0321.0 490.(
\\‘\\\\‘\\\\‘\\\\\ \\\\\‘\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #318054: Nonadecyl pentafluoropropionate
57.0
— ——
13.50 14.00
5000 111.0 m/z 83.05 60.70%
oLl LLlgeso _zso  azo
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #273800: 1-Hexacosene T T
57.0 13.50 14.00
m/z 69.05 59.99%
oLl \‘ 11 “ |167:0 238.0292.0 364.0
I B R e — —
m/z--> 50 100 150 200 250 300 350 400 450 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020824\
Data File : BF137340.D

Acqg On : 08 Feb 2024 16:24

Operator : CG\JU

Sample : P1372-06

Misc . CG-MW-17-ch5

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 19 4',5,7-Trihydroxyisoflavone Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.574 9.33 ng 297644  Perylene-di2 15.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
14',5,7-Trihydroxyisoflavone 270 C15H1e05 000446-72-0 99
2 Apigenin 270 C15H1005 000520-36-5 52
3 Galangin 270 C15H1005 000548-83-4 46
4 2-Methoxy-4-nitroacridone 270 C14H10N204 089974-79-8 46
5 Medicarpin 270 C16H1404 032383-76-9 43
Abundance Scan 2293 (15.574 min): BF137340.D\data.ms (-2288) (-} | m/z 270.10 100.00%
270.1
5000 153.0 JL
89.0 ‘ 1550 |
51.0 ‘ :
213 1
0L bt b ‘“‘w L i 395 myz 153,00 48.43%
m/z--> 50 100 150 200 250 300 350
Abundance #160519: 4',5,7-Trihydroxyisoflavone
270.0
153.0
5000 e [
15.50
89.0 m/z 269.10  31.50%
51.0 ‘
ob— ‘m \‘\H‘\‘Hm‘u“\‘ “\‘ i “ ‘\ \u‘ i ‘h’ R
miz--> 50 100 150 200 250 300 350
Abundance #160515: Apigenin
270.0
T \
15.50
5000 m/z 118.10 26.30%
153.0
280 690 1110 | 2130
Ol et H_m_m,u”_”w
m/z--> 50 100 150 200 250 300 350
Abundance #160514: Galangin = i
270.0 15.50
m/z 152.00  24.86%
5000
77.0
‘ ‘%240 1680 213.0
| RERRESSVIREN N ot G SR S KNS ) A
m/z--> 50 100 150 200 250 300 350 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020824\
Data File : BF137340.D

Acqg On : 08 Feb 2024 16:24

Operator : CG\JU

Sample : P1372-06

Misc . CG-MW-17-ch5

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 20 Octadecanoic acid, 1,2-etha... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.162 3.58 ng 114160  Perylene-di2 15.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid, 1,2-ethanediy... 595 C38H7404 000627-83-8 80
2 Acetic acid, 2-(1-benzyl-3-methy... 311 C18H17NO2S 296245-95-9 43
3 Stearic acid, 2-(1-octadecenylox... 579 C38H7403 030760-06-6 38
4 Benzimidazole, 5,6-dimethoxy-1-m... 311 C18H21N302 004496-16-6 35
5 1,4-benzenediamine, N4-[4-(dieth... 311 C20H29N3 1010402-25-4 35

Abundance Scan 2733 (18.162 min): BF137340.D\data.ms (-2718) (- m/z 311.30 100.00%

3113 '
57.0
5000
A
155.0 4 ——
204.9 18.00 18.50
0! m/z 57.05 67.03%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #346332: Octadecanoic acid, 1,2-ethanediyl ester
311.0
43.0
5000

T T
18.00 18.50
m/z 43.05 61.98%

) M l,...2120 | || 3800 4780 595
\\\\‘f\\\\\\\\\\‘\fWT’\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #212996: Acetic acid, 2-(1-benzyl-3-methylthio-2-indolyl)-
91.0 311.0

o

— —
18.00 18.50
5000 ITI/Z 98.00 52.69%
176.0
- ’ul@“# S —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #345602: Stearic acid, 2-(1-octadecenyloxy)ethyl ester, (
311.0 18.00 18.50
m/z 99.05 50.98%
5000
43.0
Oibliah 15502250 | 20 gl
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020824\
Data File : BF137340.D

Acqg On : 08 Feb 2024 16:24

Operator : CG\JU

Sample : P1372-06

Misc . CG-MW-17-ch5

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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|
Ethylbenzene 5.281 124.8 ng 3927700 1 6.786 629677 20.0
Benzene, (1-met... 5.957 7.0 ng 219011 1 6.786 629677 20.0
Benzene, 1-ethy... 6.345 4.8 ng 149574 1 6.786 629677 20.0
Bicyclo[4.2.0]o... 6.586 2.8 ng 87492 1 6.786 629677 20.0
Mesitylene 6.610 17.1 ng 536698 1 6.786 629677 20.0
Benzene, 1,2,4-... 6.839 12.1 ng 380662 1 6.786 629677 20.0
Indane 6.963 55.2 ng 1739020 1 6.786 629677 20.0
1-Propyne, 3-ph... 7.039 14.1 ng 442698 1 6.786 629677 20.0
Benzene, 1,2-di... 7.104 3.5 ng 110257 1 6.786 629677 20.0
Benzene, (1-met... 7.816 4.6 ng 1929450 2 8.069 8444050 20.0
2-Methylindene 7.845 6.6 ng 2767650 2 8.069 8444050 20.0
Naphthalene, 2,... 9.475 4.3 ng 240885 3  9.816 1106310 20.0
Naphthalene, 1,... 9.592 2.8 ng 155405 3  9.816 1106310 20.0
Bicyclo[2.2.1]h... 11.257 9.6 ng 396672 4 11.310 825162 20.0
n-Hexadecanoic ... 11.851 6.9 ng 284346 4 11.310 825162 20.0
3,5-di-tert-But... 11.974 17.1 ng 704303 4 11.310 825162 20.0
17-Pentatriacon... 13.827 4.9 ng 145349 5 13.963 594890 20.0
4',5,7-Trihydro... 15.574 9.3 ng 297644 6 15.439 637836 20.0
Octadecanoic ac... 18.162 3.6 ng 114160 6 15.439 637836 20.0

8270-BF013024.M Fri Feb 09 11:07:04 2024 Pag 23



