LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072423\
Data File : BF134445.D

Acqg On : 24 Jul 2023 23:55
Operator : CG\JU

Sample : 03668-05

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_ F\Methods\8270-BF072423.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134445.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.934 133 144 145 rBV6 22041 42485  2.49% 0.193%
2 2.975 145 151 160 rVB 108135 222634 13.07% 1.012%
3  3.975 316 321 327 rBV 41815 59585 3.50% 0.271%
4 4.169 347 354 359 rBV2 63976 97149 5.70% 0.442%
5 4.316 372 379 383 rBV2 30334 47807 2.81% ©0.217%
6 4.499 406 410 415 rBV2 65826 84394 4.96% 0.384%
7 4.599 422 427 433 rBV2 67826 85278 5.01% ©.388%
8 4.999 490 495 501 rVB2 96176 122453 7.19% 0.557%
9 5.051 501 504 509 rBv2 58667 78461 4.61% 0.357%
106 5.322 547 550 557 rVB 68276 72810 4.28% 0.331%
11 5.434 564 569 571 rBV2 53868 76744 4.51% 0.349%
12 5.469 571 575 583 rVB 637815 615236 36.13% 2.796%
13 5.687 609 612 615 rBV2 48266 51222 3.01% 0.233%
14 6.004 656 666 673 rBV2 109743 154161 9.05% 0.701%
15 6.293 713 715 721 rVB 61433 54752  3.22%  0.249%
16 6.357 723 726 729 rBV 87148 76762 4.51% 0.349%
17 6.387 729 731 736 rVB 68481 62246 3.66% 0.283%
18 6.434 736 739 742 rVB 99216 78561 4.61% 0.357%
19 6.475 742 746 750 rBV 342419 342416 20.11% 1.556%
20 6.516 750 753 760 rVB 227893 197103 11.57%  ©.896%
21 6.569 760 762 767 rBV 52507 42819 2.51% 0.195%
22 6.781 793 798 803 rBV2 44555 61889 3.63% 0.281%
23  6.834 803 807 810 rVV 459307 382391 22.46% 1.738%
24 6.857 810 811 813 rWV 68026 41555 2.44% 0.189%
25 6.887 813 816 822 rVV2 259566 256745 15.08% 1.167%
26 6.987 826 833 834 rBV 55833 45255 2.66% 0.206%
27 7.010 834 837 842 rVB 279202 219557 12.89% 0.998%
28 7.075 845 848 851 rBV 199553 162669 9.55% 0.739%
29 7.104 851 853 857 rVB 63787 49733 2.92% 0.226%
30 7.145 857 860 862 rBV 167933 130648 7.67% ©0.594%
31 7.169 862 864 867 rvVW 82900 62529 3.67% 0.284%
32 7.222 870 873 876 rBvV 78089 63060 3.70% 0.287%
33 7.363 893 897 900 rBV 516041 441701 25.94%  2.008%
34 7.398 900 903 906 rVV 1326557 1103257 64.79% 5.015%
35 7.469 912 915 919 rvVB2 77750 79463 4.67% 0.361%
36 7.510 919 922 925 rBv2 99665 87456 5.14% 0.398%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072423\
Data File : BF134445.D

Acqg On : 24 Jul 2023 23:55
Operator : CG\JU

Sample : 03668-05

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_ F\Methods\8270-BF072423.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 7.598 934 937 939 rVWW 268452 211929 12.45% 0.963%
38 7.622 939 941 944 rVV 148428 110845 6.51% 0.504%
39 7.757 962 964 966 rVV2 107482 101443 5.96% 0.461%
40 7.781 966 968 974 rVB 174616 165312 9.71% 0.751%
41 7.845 974 979 983 rBv2 929681 864941 50.79%  3.931%
42 7.881 983 985 987 rvVv 48244 45894 2.70% 0.209%
43 7.928 988 993 994 rwv4 56940 75235 4.42% 0.342%
44  7.951 994 997 999 rVV 248965 201436 11.83% 0.916%
45 7.975 999 1001 1005 rVB 64812 59788 3.51% 0.272%
46 8.051 1009 1014 1016 rBVv4 35293 49675 2.92% 0.226%
47  8.110 1016 1024 1026 rVV2 515697 710793 41.74%  3.231%
48 8.128 1026 1027 1030 rVV2 246764 224677 13.19% 1.021%
49 8.157 1030 1032 1035 rVV 196874 155882 9.15% 0.709%
50 8.198 1035 1039 1042 rVB2 70103 66365 3.90% 0.302%
51 8.263 1047 1050 1052 rBV 64914 51754 3.04% 0.235%
52 8.304 1055 1057 1060 rVB2 79755 63930 3.75% 0.291%
53 8.351 1063 1065 1067 rvVv 77592 66028 3.88% 0.300%
54  8.387 1067 1071 1077 rVB3 133274 164015 9.63% 0.746%
55 8.492 1086 1089 1094 rVB 165225 132867 7.80% 0.604%
56 8.575 1100 1103 1106 rVV 193105 171921 10.10% 0.781%
57 8.616 1106 1110 1115 rVvVv2 179514 213926 12.56% 0.972%
58 8.669 1115 1119 1121 rVV2 74791 72137 4.24% ©.328%
59 8.698 1121 1124 1128 rVV2 133875 123635 7.26% 0.562%
60 8.739 1128 1131 1133 rVWV 36383 42235 2.48% 0.192%
61 8.769 1133 1136 1140 rVB2 183189 162936 9.57% 0.741%
62 8.828 1143 1146 1149 rVB 552863 455060 26.72% 2.068%
63 8.928 1155 1163 1166 rBV 738775 755980 44.39%  3.436%
64 8.951 1166 1167 1174 rVV2 58827 73583  4.32% 0.334%
65 9.187 1204 1207 1211 rVV 1806444 1574681 92.47% 7.158%
66 9.334 1229 1232 1234 rBvV2 70907 56600 3.32% 0.257%
67 9.363 1234 1237 1239 rBV2 55766 53639 3.15% 0.244%
68 9.386 1239 1241 1248 rVB 104659 133486 7.84% 0.607%
69 9.451 1248 1252 1256 rBV 298857 417218 24.50% 1.896%
70 9.528 1261 1265 1268 rwv 670253 717405 42.13% 3.261%
71  9.557 1268 1270 1273 rVB 500098 392513 23.05% 1.784%
72 9.645 1281 1285 1286 rBV 263344 218364 12.82% 0.993%
73 9.663 1286 1288 1290 rVB 173807 137843 8.09% 0.627%
74  9.728 1296 1299 1303 rVB 155326 124493 7.31% 0.566%
75 9.869 1317 1323 1327 rBV 591876 546923 32.12% 2.486%
76 9.904 1327 1329 1332 rVB2 99523 89211 5.24% 0.405%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072423\
Data File : BF134445.D

Acqg On : 24 Jul 2023 23:55
Operator : CG\JU

Sample : 03668-05

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_ F\Methods\8270-BF072423.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77  9.969 1335 1340 1345 rVB4 71375 115436 6.78% 0.525%
78 10.069 1354 1357 1361 rVV2 149289 178034 10.45% 0.809%
79 10.110 1361 1364 1368 rVB 129375 116821 6.86% 0.531%
80 10.186 1374 1377 1380 rBV 158195 156640 9.20% 0.712%
81 10.216 1380 1382 1384 rVV 99548 72148 4.24%  ©.328%
82 10.275 1386 1392 1394 rVV2 89784 140976 8.28% 0.641%
83 10.298 1394 1396 1400 rVB 86775 72575 4.26% ©.330%
84 10.369 1402 1408 1412 rVV3 74448 95073 5.58% 0.432%
85 10.416 1412 1416 1422 rVV2 114236 151270 8.88% 0.688%
86 10.486 1422 1428 1433 rW 205815 245227 14.40% 1.115%
87 10.533 1433 1436 1438 rVWV 40838 45939 2.70% ©0.209%
88 10.586 1438 1445 1448 rVB3 55719 91172 5.35% 0.414%
89 10.663 1455 1458 1465 rBV 1150248 1136680 66.75% 5.167%
90 10.786 1476 1479 1485 rVB 38634 41998 2.47% 0.191%
91 10.863 1485 1492 1494 rBv4 30858 54448 3.20% 0.247%
92 10.892 1494 1497 1500 rBV4 37258 48796 2.87% 0.222%
93 10.998 1512 1515 1519 rBV 92245 81539 4.79% 0.371%
94 11.363 1574 1577 1580 rBV 541790 469223 27.55% 2.133%
95 11.480 1593 1597 1602 rBV 69398 75255  4.42%  0.342%
96 11.898 1665 1668 1672 rVV2 118194 148467 8.72% 0.675%
97 12.963 1845 1849 1852 rBV 2009144 1702890 100.00% 7.740%
98 13.874 1999 2004 2014 rBV3 34842 70632 4.15% 0.321%
99 14.027 2026 2030 2036 rVB 481687 413040 24.26% 1.877%
100 15.527 2281 2285 2293 rBV 281140 366475 21.52% 1.666%

Sum of corrected areas: 22000338
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072423\

: BF134445.D

: 24 Jul 2023 23:55
¢ CG\JU

. 03668-05

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

0

Abundance TIC: BF134445.D\data.ms
2000000
1500000
7.398
1000000
5.469
500000 6.834 73p3
%:ng g010 7.598
Y45 22
2.975 4999, 5. 6.004 92|774
2.984 3.9784 1@931§ 49899 1 5.382134 5687 6. 696,557 !
O\\‘\\\\‘\\\\’\\\\‘\\{%\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\ T /\\AM/\
Time--> 220240260280300320340360380400420440460480500520540560580600620640660680700720740760
Abundance TIC: BF134445.D\data.ms
2000000 12.963
9.187
1500000
10.663
100000017.845
500000

Time-->

— i — — T T T
1&00 1050 11.00 11.50 12.00 12.50 13.00

Abundance
2000000

1500000

1000000

500000

TIC: BF134445.D\data.ms

14.027
15.527

Time-->

‘ 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\BF072423\
Data File : BF134445.D

Acqg On : 24 Jul 2023 23:55
Operator : CG\JU

Sample : 03668-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 Cyclohexane, ethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
4.999 6.40 ng 122453 1,4-Dichlorobenzene-d4 6.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 91
2 3,4-Dimethyl-2-hexene 112 C8H16 002213-37-8 68
3 2-Pentene, 3-ethyl-2-methyl- 112 C8H16 019780-67-7 64
4 3-Hexene, 3,4-dimethyl-, (Z)- 112 C8H16 019550-87-9 64
5 2-Hexene, 2,3-dimethyl- 112 C8H16 007145-20-2 59
Abundance Scan 495 (4.999 min): BF134445.D\data.ms (-490) (-) m/z 55.05 100.00%
55.0 83.1

o T M N\J\AW

112.1 RERARREEE

‘ 67‘-0 4.60 4.80 5.00 5.20 5.40
o‘Wm_m‘mWJMHN!MWMm_lwmwwm_ m/z 83.10  97.48%

m/z--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #7534: Cyclohexane, ethyl-

55.0 83.0
5000 41.0 T T T T T T T T
4.60 4.80 5.00 5.20 5.40
82.05 46.06%
27.0 67.0 1120 n/z
O\\‘\\\\‘\\\‘\“\\\\““\\\‘\‘1!\‘\\\‘\‘i\\\\‘\1}\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7556: 3,4-Dimethyl-2-hexene
55.0
83.0 SO WA PN
4.60 4.80 5.00 5.20 5.40
5000 m/z 41.00 42.71%
41.0
27.0 112.0
| | 69.0 97.0
ob 50 UMb ) T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7640: 2-Pentene, 3-ethyl-2-methyl- R AR
55.0 4.60 4.80 5.00 5.20 5.40
m/z 39.00 19.75%
83.0
5000 41.0
69.0
70 ‘ 970 112.0
o‘wHH"‘““_"“_‘m_wwh}uH_lwu“_ww_ R ML IV
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

TIC Library

BF134445.D

: 24 Jul 2023 23:55
¢ CG\JU

. 03668-05

: 9 Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072423\

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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-3-methyl-

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
6.887 13.43ng 256745  1,4-Dichlorobenzene-d4  6.834
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1.ethyl-3-methyl- 120 com2 000620-14-4 94

2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
3 Mesitylene 120 CO9H12 000108-67-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 90
Abundance Scan 816 (6.887 min): BF134445.D\data.ms (-813) (-) m/z 105.10 100.00%
105.1
5000
120.1
39.0 630 10 910 6.60 6.80 7.00 7.20
oH_‘H_HWHJ‘mmuH_m_H‘:_HwH“‘s!wm“mw m/z 120.05  35.36%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0
5000
120.0 6.60 6.80 7.00 7.20
m/z 77.00 11.92%
39.0 77.0 91.0
O \\‘\H\‘\2\6\‘.\(‘)\H\“‘H\\i‘{‘\\ﬁ%;‘?\‘H\‘U‘\H\‘M\H‘\Hl\‘\\‘\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10710: Benzene, 1,2,3-trimethyl-
105.0
6.60 6.80 7.00 7.20
5000 120.0 m/z 91.05 9.50%
39.0
77.0
63.0 ‘ 91.0
SRR -5 O IO 1Y NS ) Y
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10691: Mesitylene
105.0 6.60 6.80 7.00 7.20
120.0 ITI/Z 106.00 8.84%
5000
39.0 77.0 91.0
SRR S A N U O O
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\BF072423\
Data File : BF134445.D

Acqg On : 24 Jul 2023 23:55
Operator : CG\JU

Sample : 03668-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 Benzene, 1,1'-(1,5-hexadien... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.010 11.48 ng 219557 1,4-Dichlorobenzene-d4 6.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,1'-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 59
2 Benzaldehyde, 4-(1-phenyl-2-prop... 238 C16H1402 1000277-56-1 53
3 trans-Cinnamyl bromide 196 CO9H9Br 026146-77-0 53
4 Indole 117 C8H7N 000120-72-9 43
5 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 42

Abundance Scan 837 (7.010 min): BF134445.D\data.ms (-834) (-) m/z 117.05 100.00%

117.1
5000
63.0 97'0 6.60 6.80 7.00 7.20 7.40
0l 8Ol el o e e m/z 118,10 55.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #116417: Benzene, 1,1'-(1,5-hexadiene-1,6-diyl)bis-
117.0
5000 DL U R B
6.60 6.80 7.00 7.20 7.40
m/z 115.05 33.43%
91.0
0 39.0 650 | “\ 143.0 178.0203.0 234.0
\\\‘\\\\‘\\\\‘\\\\‘\H\’\H\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\H‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #121208: Benzaldehyde, 4-(1-phenyl-2-propenyloxy)-
117.0
6.60 6.80 7.00 7.20 7.40
5000 m/z 91.05 14 .80%
91.0
ol 0 . 15201780 288C
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #72301: trans-Cinnamyl bromide
117.0 6.60 6.80 7.00 7.20 7.40
m/z 63.00 8.62%
5000
91.0
o 390650 | 169.0196.0
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072423\
Data File : BF134445.D

Acqg On : 24 Jul 2023 23:55
Operator : CG\JU

Sample : 03668-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 Benzene, 1,3-diethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.075 8.51 ng 162669 1,4-Dichlorobenzene-d4 6.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 96
2 Benzene, 1,2-diethyl- 134 C1leH14 000135-01-3 96
3 Benzene, 1,4-diethyl- 134 CleH14 000105-05-5 94
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 90
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 87
Abundance Scan 848 (7.075 min): BF134445.D\data.ms (-845) (-) m/z 105.10 100.00%
105.1
5000 134.1
77.0
39.0 574 ‘ ‘ 6.80 7.00 7.20 7.40
Ol rerrprrreererel Bl e e mz 119,10 99.10%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17034: Benzene, 1,3-diethyl-
119.0
5000 134.0
6.80 7.00 7.20 7.40
91.0 m/z 134.05 48.15%
39.0 . ‘
0 \\‘H\\‘\H‘\“HH"‘HHi‘“u‘i’\‘i‘\\‘\H‘H‘H\\"i\HHHH’HWHHH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17032: Benzene, 1,2-diethyl-
119.0
6.80 7.00 7.20 7.40
5000 134.0 m/z 91.18 31.17%
91.0
39.0 65.0
LRy N P |
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17031: Benzene, 1,4-diethyl-
119.0 6.80 7.00 7.20 7.40
m/z 77.00 20.93%
5000 134.0
91.0
41.0 65.0 ‘ ‘
0 \\‘HH‘H\.\“H\\"‘\\Hi‘\H\’\‘\‘\\‘\HH‘H\\‘H‘H\‘\‘H\’H‘H‘HH‘HH‘H
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\BF072423\
Data File : BF134445.D

Acqg On : 24 Jul 2023 23:55
Operator : CG\JU

Sample : 03668-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 p-Cymene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
7.145 6.83 ng 130648 1,4-Dichlorobenzene-d4 6.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 94
2 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 94
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 93
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 93
Abundance Scan 860 (7.145 min): BF134445.D\data.ms (-857) (-) m/z 119.10 100.00%
119.1
5000
91.1 134.1
39.0 65.0 ‘ 6.80 7.00 7.20 7.40
Obrpeerrrrrerresierrethre el e ML w2 134,05 37.83%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16995: p-Cymene
119.0
5000
6.80 7.00 7.20 7.40
91.0 134.0 m/z 105.10  35.51%
41.0 65.0
OH‘H\\‘H\‘.\O‘HH“‘HH“HH‘\‘\‘\\‘\HM“\H\“i‘H\‘\w\\‘\\‘\‘il\\\\‘H‘H‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17082: Benzene, 1-ethyl-3,5-dimethyl-
119.0
6.80 7.00 7.20 7.40
5000 m/z 91.10 31.19%
134.0
39.0 65.0 910
0‘“HH‘H“"m““H‘“‘m"‘m‘;"‘H‘:“‘H“‘H"“1‘1‘W‘;‘;luum‘wm
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl-
119.0 6.80 7.00 7.20 7.40
m/z 76.95 15.10%
5000
134.0
91.0
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\BF072423\
Data File : BF134445.D

Acqg On : 24 Jul 2023 23:55
Operator : CG\JU

Sample : 03668-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
7.598 5.96 ng 211929 Naphthalene-d8 8.110

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 94
2 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 94

4 p-Cymene 134 C1eH14 000099-87-6 91
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 91

Abundance Scan 937 (7.598 min): BF134445.D\data.ms (-934) (-) m/z 119.05 100.00%

119.1

=

5000 134.1
91.0
390 650 | 7.20 7.40 7.60 7.80 8.00
Ol e W gz 134,05 44.44%
miz--> 20 40 60 80 100 120 140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 134.0
7.20 7.40 7.60 7.80 8.00
910 m/z 91.05 17.00%
150 | 90 680 | ] L
Or—rrh T \‘\ T “\ \“i‘\ “i‘\ T \H’ T ’W\ \‘1“‘ T \‘\ T
miz--> 20 40 60 80 100 120 140
Abundance #17060: Benzene, 1,2,3,5-tetramethyl-
119.0
134.0 7.20 7.40 7.60 7.80 8.00
5000 m/z 120.10 10.49%
91.0
39.0
o350 . 0L 00
miz-> 20 40 60 80 100 120 140
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-
119.0 7.20 7.40 7.60 7.80 8.00
m/z 117.10 8.08%
134.0
5000
91.0
39.0 65.0
0 \1\5\'0‘\‘\ ; \“‘\ e \‘“, aana o \M — \“\ e
m/z--> 20 40 60 80 100 120 140 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072423\
Data File : BF134445.D

Acqg On : 24 Jul 2023 23:55
Operator : CG\JU

Sample : 03668-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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-Phenyl-1-butene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.845 24.34 ng 864941 Naphthalene-d8 8.110

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C1eH12 000824-90-8 96
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 92
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 87
4 Benzene, 2-ethenyl-1,3-dimethyl- 132 C10H12 002039-90-9 76
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 70
Abundance Scan 979 (7.845 min): BF134445.D\data.ms (-974) (-) m/z 117.05 100.00%
117.1
5000 A}\ J
91.0 134.1 e e
51.0 - 7.60 7.80 8.00 8.20
ol b AR 891 m/z 119.10 54.95%
miz--> 20 40 60 80 100 120 140 160
Abundance #16107: 1-Phenyl-1-butene
11v.0
5000
910 7.60 7.80 8.00 8.20
L m/z 132.05  34.23%
51.0
0 \\\‘2\7‘\"9\“‘\\“1”\“‘}‘\7\4“}’\\‘1\““\“\\ 4\.(‘)\\\\’\\
miz--> 20 40 60 80 100 120 140 160
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
7.60 7.80 8.00 8.20
5000 m/z 115.05 30.27%
91.0
51.0
£ R W O PR Y S
m/z--> 20 40 60 80 100 120 140 160
Abundance #16140: Benzene, (2-methyl-1-propenyl)-
117.0 7.60 7.80 8.00 8.20
m/z 91.00 23.90%
5000 91.0
51.0
I PN O O P 1 NORONN L1 N S.Y V1 O¥ 19
m/z--> 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072423\
Data File : BF134445.D

Acqg On : 24 Jul 2023 23:55
Operator : CG\JU

Sample : 03668-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
7.951 5.67 ng 201436  Naphthalene-d8 8.110

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 94
2 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 50
3 Isoquinoline, 1,2,3,4-tetrahydro... 147 C10OH13N 029726-60-1 50
4 Benzene, 3-cyclohexen-1-yl- 158 C12H14 004994-16-5 47
5 2-Methylbenzyl cyanide 131 CSHOSN 022364-68-7 46
Abundance Scan 997 (7.951 min): BF134445.D\data.ms (-994) (-) m/z 104.05 100.00%
104.1
5000 132.1
51.0 78.0 7.60 7.80 8.00 8.20
R P HH L \‘\ M \M“ 162.1 D
O+ttt e el S m/z 132.05 46.67%
miz--> 20 40 60 80 100 120 140 160
Abundance #16158: Naphthalene, 1,2,3,4-tetrahydro-
104.0
5000 132.0
7.60 7.80 8.00 8.20
m/z 91.05 35.23%
51.0 78.0
0 ‘2\7‘\0\\“ T \“\”\ “H\ \”i“ - “H\ \M‘ \‘M\‘\ | N
miz--> 20 40 60 80 100 120 140 160
Abundance #16681: 2H-Inden-2-one, 1,3-dihydro-
104.0
S REAARRR S S
7.60 7.80 8.00 8.20
5000 132.0 m/z 115.05 16.23%
78.0
miz--> 20 40 60 100 120 140 160
Abundance  #25809: Isoqumolme, 1,2,3,4-tetrahydro-3-methyl-
104.0 132.0 7.60 7.80 8.00 8.20
' m/z 117.10  14.95%
5000
43.0
78.0 H
m/z--> 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072423\
Data File : BF134445.D

Acqg On : 24 Jul 2023 23:55
Operator : CG\JU

Sample : 03668-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.616 6.02 ng 213926  Naphthalene-d8 8.110

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 90
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 76
3 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 58
4 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 C11H14 1010189-31-0 58
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 53

Abundance Scan 1110 (8.616 min): BF134445.D\data.ms (-1106) () | m/z 131.05 100.00%

131.1
5000
1150
91.0

510 499 ‘ ‘ “ JL 8.20 8.40 8.60 8.80 9.00
e 1L \
M

147.1
‘\ ‘\ L ‘\ I ‘

SRR VIS PSS b AN MUY S bl S m/z 118.10  61.41%

miz--> 20 40 60 80 100 120 140 160
Abundance  #25049: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000

105.0 8.20 8.40 8.60 8.80 9.00
m/z 146.00 51.43%

39.0 77.0 ‘
e “‘\! ‘\‘}\‘ ‘M h “M‘ . ‘M‘ . ‘\‘\‘\‘ . M‘ ““! ‘\’H\}“ T
miz--> 20 40 60 80 100 120 140 160
Abundance  #25054: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0

8.20 8.40 8.60 8.80 9.00

o

o

m/z 117.05 38.25%
5000 105.0 /
39.0 ‘ 147.0
SR Vi . -
miz--> 20 40 80 100 120 140 160 M
Abundance #24958: 1H—Inden—1—one, 2,3-dihydro-2-methyl- A e
131.0 8.20 8.40 8.60 8.80 9.00

m/z 115.00  26.53%

5000

103.0
‘ 147.0

\ 9\ A M\ “H ‘\ o

m/z--> 20 40 80 100 120 140 160 8.20 8.40 8.60 8.80 9.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072423\
Data File : BF134445.D

Acqg On : 24 Jul 2023 23:55
Operator : CG\JU

Sample : 03668-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 Naphthalene, 1,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.451 15.26 ng 417218  Acenaphthene-d10 9.869

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 96
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 95
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 95
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95

Abundance Scan 1252 (9.451 min): BF134445.D\data.ms (-1248) (-)| | m/z 156.10 100.00%
156.1
5000
1151 9.20 9.40 9.60 9.80
51.0 77.0 . . . .
) S M - £ 38 ‘ ‘ ‘J‘LZ’T“‘" Gl sz 1a1.00 77.56%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33164: Naphthalene, 1,6-dimethyl-
156.0
5000
9.20 9.40 9.60 9.80
m/z 155.10 38.54%
115.0
0 280 490 69.0 970 | /1380
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ ‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #33149: Naphthalene, 2,3-dimethyl-
156.0
9.20 9.40 9.60 9.80
5000 ITI/Z 115.05 17.43%
6.0 115.0
51.0 .
e 0 o | fismoyl
m/z--> 20 40 60 80 100 120 140 160
Abundance #33132: Naphthalene, 2,6-dimethyl- R RESmaEEEEEE T S
156.0 9.20 9.40 9.60 9.80
m/z 128.00 16.25%
5000
77.0 115.0
270 %10 ||
m/z--> 20 40 60 80 100 120 140 160 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072423\
Data File : BF134445.D

Acqg On : 24 Jul 2023 23:55
Operator : CG\JU

Sample : 03668-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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, 1,5-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.528  26.23 ng 717405  Acenaphthene-di10 9.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 97
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
5 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 97

Abundance Scan 1265 (9.528 min): BF134445.D\data.ms (-1261) () | m/z 156.05 100.00%
156.1
5000
1151
510 770 ‘ 950
) S A u“m,uuuu‘!ﬂ? 70, M‘ 2750 m/z 141.05 94.88%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33138: Naphthalene, 1,5-dimethyl-
156.0
5000
950
m/z 155.10 31.04%
115.0
77.0
O\\\‘2\7\9\‘\5\]‘.\(\)‘ U“\\\\’\\\‘\‘\“l\\"p H“‘\\\\’\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33150: Naphthalene, 2,3-dimethyl-
156.0
5000 ITI/Z 115 1 20.28%
115.0
270 510 760 ‘
AN RSN SR 1. 1 S
miz--> 20 40 60 80 100 120 140 160 180 W\N
Abundance #33156: Naphthalene, 1,7-dimethyl- . Emmt e L
156.0 9.50
m/z 128.00 15.57%
5000
115.0
510 /7.0
0L bl el Al UL
m/z--> 20 40 60 80 100 120 140 160 180 9.50

8270-BF072423.M Tue Jul 25 12:04:29 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072423\
Data File : BF134445.D

Acqg On : 24 Jul 2023 23:55
Operator : CG\JU

Sample : 03668-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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, 1,3-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.557 14.35 ng 392513  Acenaphthene-d10 9.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
2 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 95
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 95
Abundance Scan 1270 (9.557 min): BF134445.D\data.ms (-1268) (-) m/z 156.10 100.00%
156.1
5000
115.1
9.50
511 (7.0
) N i A3 1781 ; 1a1.05  73.53%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33135: Naphthalene, 1,3-dimethyl-
156.0
5000
9.50
m/z 155.10  35.44%
115.0
oL 270 510 760 1370
\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\ ‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33136: Naphthalene, 1,4-dimethyl-
156.0
9.50
5000 m/z 115.10 14.91%
115.0
ol 270, 240 T a0
miz--> 20 40 60 80 100 120 140 160 180 M\M
Abundance #33164: Naphthalene, 1,6-dimethyl- R L
156.0 9.50
m/z 153.05 14.06%
5000
115.0
ol 280 49.0 69.0 1370 || .
e Rl L
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\BF072423\
Data File : BF134445.D

Acqg On : 24 Jul 2023 23:55
Operator : CG\JU

Sample : 03668-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 Naphthalene, 2,3-dimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.645 7.99 ng 218364  Acenaphthene-di10 9.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
5 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 96

Abundance Scan 1285 (9.645 min): BF134445.D\data.ms (-1281) (-)| | m/z 141.85 100.00%
141.1
5000
115.1 L e
9.50 10.00
39.0 630 890 ‘ Hﬂ
0 "w‘Hn_uhw“wl“_mww;_“lm‘i“u 630 2070 "m/z 156.10  84.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33135: Naphthalene, 1,3-dimethyl-
156.0
5000 AL 2t
9.50 10.00
m/z 115.05 23.42%
115.0
oL 270 510 700 1 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ ‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
= .
9.50 10.00
5000 m/z 155.10  22.70%
115.0
76.0
270 19 | ey
Ottt el el
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33137: Naphthalene, 1,6-dimethyl-
156.0 9.50 10.00
m/z 128.05 16.24%
) MLW/\
77.0 115.0
1.
I W cof 0 RN BT | E— (EAVILRE Y
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072423\
Data File : BF134445.D

Acqg On : 24 Jul 2023 23:55
Operator : CG\JU

Sample : 03668-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 16 Naphthalene, 1,6,7-trimethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
10.069 6.51 ng 178034  Acenaphthene-di10 9.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 97
2 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 96
3 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 95
4 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 93
5 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 90

Abundance Scan 1357 (10.069 min): BF134445.D\data.ms (-1354) (-] ' m/z 155.05 100.00%

156.1
5000 Jvu
1SR T ‘

128.1 ‘
10.00
63.0 84.1 M
‘“?’9‘9”‘mHmH_Hw‘!‘”‘“m ,wﬁﬂ‘?i-?w%‘?‘?-‘? m/z 170.10  87.95%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #45536: Naphthalene, 1,6,7-trimethyl-
170.0

5000 WAL |
10.00
m/z 153.05 24.73%
128.0
51.0 76.0
O ‘\\\\‘\\‘\ T ‘H \‘\ U‘HU\ \\‘2\\0\‘\‘\‘!‘\\‘%\4%’ \“\‘\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45532: Naphthalene, 1,4,6-trimethyl-
155.0
o Al
10.00
5000 ITI/Z 152.00 16.45%
128.0
63.0 84.0 ‘
o400, 250 P00s0 y y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45539: Naphthalene, 2,3,6-trimethyl- i ‘
170.0 10.00

m/z 169.10  15.31%

5000

128.0
41.0 630 8501060251400 |

m/z--> 20 40 60 80 100 120 140 160 180 200 10.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072423\
Data File : BF134445.D

Acqg On : 24 Jul 2023 23:55
Operator : CG\JU

Sample : 03668-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 17 Naphthalene, 2,3,6-trimethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
10.187 5.73 ng 156640  Acenaphthene-di10 9.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 97
2 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 97
3 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 97
4 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 74
5 1-(2,2-Dimethylcyclopropyl)-2-ph... 170 C13H14 1000294-91-1 68

Abundance Scan 1377 (10.186 min): BF134445.D\data.ms (-1374) (-] ' m/z 155.10 100.00%

155.1
i

128.0
10.00 10.50
39.0 630 919 ‘
ol 290 T 980 L b 11880 170,10 98.02%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #45534: Naphthalene, 2,3,6-trimethyl-
170.0
5000 WAL e
10.00 10.50

m/z 153.00 20.72%

\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ ‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45533: Naphthalene, 1,6,7-trimethyl-
170.0
L

10.00 10.50
5000 ITI/Z 169.10 19.48%
ol 270 510 760 1020 1280 M 1
R R IR RS AR rE A EEE
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45532: Naphthalene, 1,4,6-trimethyl- ‘AAAﬂ L —
155.0 10.00 10.50

m/z 152.00 17.96%

5000
128.0
63.0 ‘ JL
oL 400 %3 800 | | M A W

m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072423\
Data File : BF134445.D

Acqg On : 24 Jul 2023 23:55
Operator : CG\JU

Sample : 03668-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 18 Naphthalene, 1,4,6-trimethyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
10.275 5.16 ng 140976  Acenaphthene-di10 9.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 98
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 96
3 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 96
4 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 93
5 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 91

Abundance Scan 1392 (10.275 min): BF134445.D\data.ms (-1386) (- m/z 170.05 100.00%

170.1
5000
]

128.0 JW— 1000 10.50
5.0 840 | : :
0““‘H“1N‘WMH”M““}O§9LMN‘J&§ 1922 es e 93,06

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45535: Naphthalene, 1,6,7-trimethyl-
155.0

5000 T T
10.00 10.50
m/z 153.00 27.81%
115.0
0 \\\‘\\\\‘:5\1\(\)‘\\7\6}‘RV\\\‘\\\‘\‘\]\l\\hp\ ’\“\H\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45534: Naphthalene, 2,3,6-trimethyl-
170.0
. o
10.00 10.50
5000 ITI/Z 152.00 21.84%
ol 270 510 760 1020 125015 1
L B e A B o i e 1
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45532: Naphthalene, 1,4,6-trimethyl- e 1
155.0 10.00 10.50

m/z 169.10  20.48%

5000
128.0
63.0 ga. ‘
0 400, > B4049 0‘ i} m ‘W\ hasnlbl, A

m/z--> 20 40 60 80 100 120 140 160 180 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072423\
Data File : BF134445.D

Acqg On : 24 Jul 2023 23:55
Operator : CG\JU

Sample : 03668-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 1-Isopropenylnaphthalene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.486 8.97 ng 245227  Acenaphthene-di10 9.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Isopropenylnaphthalene 168 C13H12 001855-47-6 83
2 Benzene, [1-(2,4-cyclopentadien-... 168 C13H12 002320-32-3 64
3 1,1'-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 55
4 1,1'-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 52
5 4-Methylthio-2,6-xylenol 168 CS9H120S 007379-49-9 43

Abundance Scan 1428 (10.486 min): BF134445.D\data.ms (-1422) (] | m/z 168.85 100.00%
168.1

—

5000
s e
115.1 139.0
1 63.0
O 2 b L1962 s 15300 76.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43630: lIsopropeanaphthabne
58.0
5000 R
10.50
m/z 167.10  61.00%
300 630‘83"0 10501260 |
0\‘\\\\“\\\\‘\\\“\‘\\\\‘\\\‘\‘\H\‘\\‘\\‘\“\‘ \\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #43646: Benzene, [1-(2,4-cyclopentadien-1-ylidene)ethyl
153.0

—

e
10.50
5000 ITI/Z 152.05 40.18%
114.0 ‘
) R— I NI ] —
mlz--> 20 40 60 80 100 120 140 160 180 200
Abundance #43641: 1,1'-Biphenyl, 2-methyl- e
168.0 10.50
m/z 165.05  38.99%
5000
39.0 63.0 \\ 115.0 141.0 m
0““‘q“h‘ﬁu‘b‘1N‘W“‘“H“““W‘ R REREREE DDA Pl L
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072423\
Data File : BF134445.D

Acqg On : 24 Jul 2023 23:55
Operator : CG\JU

Sample : 03668-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 1-Aminofluorene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

11.898 6.33 ng 148467  Phenanthrene-di10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Aminofluorene 181 C13H11N 006344-63-4 70
2 4aH-carbazole, 6-methyl- 181 C13H11N 1000404-86-1 70
3 2-Fluorenamine 181 C13H11N 000153-78-6 55
4 3-Methylcarbazole 181 C13H11N 004630-20-0 55
5 1-Methylcarbazole 181 C13H11N 006510-65-2 49

Abundance Scan 1668 (11.898 min): BF134445.D\data.ms (-1665) (- m/z 181.10 100.00%
181.1

=~

152.1 LA\ oA
87.0 115 2132 o561 1150 12.00

0 m/z 180.05 89.48%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55923: 1-Aminofluorene
180.0
5000

900 11.50 12.00
' 152.0 m/z 192.05 60.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55945: 4aH-carbazole, 6-methyl-
181.0
11.50 12.00
5000 ITI/Z 60.05 40.49%
51290 630 90 126.01°20
LA R A AR L RN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 KHM
Abundance #55921: 2-Fluorenamine “ 0
181.0 11.50 12.00

m/z 73.00 34.23%

5000
90.0 152.0
630 | 1250 | , |
Ol e e e el e e
| f f f ] I I I I I I T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.50 12.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072423\
Data File : BF134445.D

Acqg On : 24 Jul 2023 23:55
Operator : CG\JU

Sample : 03668-05

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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|
Cyclohexane, et... 4.999 6.4 ng 122453 1 6.834 382391 20.0
Benzene, 1l-ethy... 6.887 13.4 ng 256745 1 6.834 382391 20.0
Benzene, 1,1'-(... 7.010 11.5 ng 219557 1 6.834 382391 20.0
Benzene, 1,3-di... 7.075 8.5 ng 162669 1 6.834 382391 20.0
p-Cymene 7.145 6.8 ng 130648 1 6.834 382391 20.0
Benzene, 1,2,3,... 7.598 6.0 ng 211929 2 8.110 710793 20.0
1-Phenyl-1-butene 7.845 24.3 ng 864941 2 8.110 710793 20.0
Naphthalene, 1,... 7.951 5.7 ng 201436 2 8.110 710793 20.0
Naphthalene, 1,. 8.616 6.0 ng 213926 2 8.110 710793 20.0
Naphthalene, 1,. 9.451 15.3 ng 417218 3 9.869 546923 20.0
Naphthalene, 1,. 9.528 26.2 ng 717405 3 9.869 546923 20.0
Naphthalene, 1,... 9.557 14.4 ng 392513 3 9.869 546923 20.0
Naphthalene, 2,. 9.645 8.0 ng 218364 3 9.869 546923 20.0
Naphthalene, 1, 10.069 6.5 ng 178034 3 9.869 546923 20.0
Naphthalene, 2,... 10.187 5.7 ng 156640 3 9.869 546923 20.0
Naphthalene, 1,... 10.275 5.2 ng 140976 3  9.869 546923 20.0
1-Isopropenylna... 10.486 9.0 ng 245227 3 9.869 546923 20.0
1-Aminofluorene 11.898 6.3 ng 148467 4 11.363 469223 20.0
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