LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081123\
Data File : BF134744.D

Acqg On ¢ 11 Aug 2023 21:21

Operator : CG\JU

Sample : 03958-03 5X 5
Misc . NEVINS-SB02-764-65

ALS Vvial : 16 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-BF080123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134744.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.875 293 304 309 rBV 4046671 6304119 21.24% 0.936%
2 5.304 540 547 550 rBV 7109997 9514678 32.06% 1.412%
3 5.404 559 564 566 rBV 5207112 7169924 24.16% 1.064%
4 5.663 599 608 611 rBV2 4917770 6154800 20.74% 0.914%
5 6.334 718 722 724 rVV 3604068 3390979 11.43% 0.503%
6 6.369 724 728 731 rVV 5021328 4801063 16.18% 0.713%
7 6.410 731 735 737 rVW 3217558 2890379 9.74% 0.429%
8 6.651 765 776 779 rBV2 7507871 15179361 51.15% 2.253%
9 6.863 809 812 815 rVV 3815248 3858467 13.00% 0.573%
106 6.987 829 833 837 rVB 2464113 2396958 8.08% 0.356%
11 7.092 837 851 853 rBV 7781249 20610795 69.46% 3.060%
12 7.122 853 856 859 rVVW 2644373 2511210 8.46% 0.373%
13 7.340 8990 893 895 rVV 3714221 3272596 11.03% 0.486%
14 7.422 901 907 910 rVV2 4444912 7110671 23.96% 1.056%
15 7.563 927 931 935 rBV2 2131981 3657429 12.32% 0.543%
16 7.604 935 938 941 rVB 3671495 3415837 11.51% 0.507%
17 7.640 941 944 947 rBV 3627672 3638587 12.26% 0.540%
18 7.851 970 980 983 rBV3 6841232 17044604 57.44%  2.530%
19 7.892 983 987 996 rVB2 6447622 13116331 44.20% 1.947%
20 7.963 996 999 1006 rBV2 2003408 2552716 8.60% 0.379%
21 8.110 1018 1024 1025 rBV 6623778 9342476 31.48% 1.387%
22 8.216 1040 1042 1043 rVB 5150534 3217633 10.84% 0.478%
23 8.516 1090 1093 1095 rBV2 2359867 2709498 9.13% 0.402%
24  8.557 1098 1100 1103 rVV2 2694543 2886800 9.73% 0.429%
25 8.598 1103 1107 1111 rVB 3002555 3808188 12.83% 0.565%
26 8.657 1112 1117 1120 rBV3 1538115 2435828 8.21% 0.362%
27 8.710 1123 1126 1128 rVV 3368259 3121110 10.52% 0.463%
28 8.763 1132 1135 1138 rVV2 1932679 3349804 11.29% 0.497%
29 8.863 1138 1152 1153 rVB 9316550 29675024 100.00% 4.405%
30 8.957 1158 1168 1171 rBV 7806858 20502493 69.09%  3.043%
31 9.275 1215 1222 1228 rVV2 6130196 12380384 41.72% 1.838%
32 9.345 1231 1234 1235 rVV 2030511 2408702 8.12% 0.358%
33 9.369 1235 1238 1244 rVB 4733449 7805207 26.30% 1.159%
34 9.457 1244 1253 1255 rBV 6354526 14072535 47.42% 2.089%
35 9.481 1255 1257 1259 rVV 3024650 2822471 9.51% 0.419%

36 9.533 1259 1266 1268 rVV3 6298443 15865133 53.46% 2.355%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081123\
Data File : BF134744.D

Acqg On ¢ 11 Aug 2023 21:21

Operator : CG\JU

Sample : 03958-03 5X 5
Misc . NEVINS-SB02-764-65

ALS Vvial : 16 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-BF080123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.563 1268 1271 1273 rVV2 6416144 8131907 27.40% 1.207%
38 9.598 1273 1277 1279 rVV 6454478 8983244 30.27% 1.334%
39 9.651 1279 1286 1293 rVB 5514758 11626628 39.18% 1.726%
40 9.745 1293 1302 1305 rBV3 7520343 18145999 61.15% 2.694%
41  9.786 1305 1309 1311 rVV 4108373 3753347 12.65% ©.557%
42 9.839 1314 1318 1322 rVV2 4670981 5833248 19.66% 0.866%
43 9.892 1322 1327 1329 rVV2 5876253 7416409 24.99% 1.101%
44  9.957 1334 1338 1342 rBV2 3027299 4148747 13.98% 0.616%
45 10.057 1350 1355 1358 rVV2 5091742 7408191 24.96% 1.100%
46 10.098 1358 1362 1365 rVV 4443800 5121892 17.26% ©.760%
47 10.169 1369 1374 1377 rBV2 4967706 8011440 27.00% 1.189%
48 10.204 1377 1380 1381 rVV 3832364 3733791 12.58% ©0.554%
49 10.257 1385 1389 1392 rVV3 3122207 5440893 18.33% 0.808%
50 10.286 1392 1394 1396 rVV2 4195148 4068800 13.71% 0.604%
51 10.316 1396 1399 1401 rVB 5039771 5185674 17.47% 0.770%
52 10.380 1406 1410 1412 rVV2 3919751 5641464 19.01% 0.837%
53 10.428 1412 1418 1421 rVV2 5791619 12112521 40.82% 1.798%
54 10.469 1421 1425 1427 rVV2 2224438 3542863 11.94% 0.526%
55 10.492 1427 1429 1431 rVV3 2594650 3027445 10.20% 0.449%
56 10.516 1431 1433 1437 rVV2 3787521 4399993 14.83% 0.653%
57 10.557 1437 1440 1443 rVV2 2601230 3870334 13.04% 0.575%
58 10.586 1443 1445 1448 rVB 3337586 3431438 11.56% ©0.509%
59 10.633 1448 1453 1458 rBV2 4966628 7774907 26.20% 1.154%
60 10.763 1471 1475 1480 rVB2 4301765 5412947 18.24% 0.804%
61 10.951 1502 1507 1510 rVV2 3841762 6214061 20.94% 0.922%
62 10.986 1510 1513 1515 rVB 3206339 3001443 10.11% 0.446%
63 11.033 1518 1521 1524 rBV 2586833 2618485 8.82% 0.389%
64 11.222 1550 1553 1554 rVV 2678213 2735367 9.22% 0.406%
65 11.245 1554 1557 1564 rVB2 5222343 6745927 22.73% 1.001%
66 11.410 1572 1585 1587 rBV 8068260 24633895 83.01% 3.657%
67 11.451 1587 1592 1596 rVV2 6491115 10549866 35.55% 1.566%
68 11.639 1621 1624 1627 rVV 3400517 3381585 11.40% 0.502%
69 11.680 1627 1631 1635 rVB2 3165285 3546050 11.95% 0.526%
70 11.757 1641 1644 1648 rVB 2498400 3118083 10.51% 0.463%
71 11.857 1655 1661 1663 rVV 5590298 9136293 30.79% 1.356%
72 11.892 1663 1667 1670 rVB 6050100 8309432 28.00% 1.233%
73 11.939 1670 1675 1677 rBV 3797615 5480843 18.47% 0.814%
74 11.980 1677 1682 1684 rVV2 6339294 11752255 39.60% 1.745%
75 12.004 1684 1686 1688 rVV 5423292 4235653 14.27% 0.629%

76 12.145 1706 1710 1713 rVV 4079599 4935265 16.63% 0.733%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081123\
Data File : BF134744.D

Acqg On ¢ 11 Aug 2023 21:21

Operator : CG\JU

Sample : 03958-03 5X 5
Misc . NEVINS-SB02-764-65

ALS Vvial : 16 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-BF080123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77 12.404 1749 1754 1757 rBV 4619874 7181396 24.20% 1.066%
78 12.439 1757 1760 1762 rVV3 3900673 5370697 18.10% 0.797%
79 12.463 1762 1764 1766 rVV 3226659 2804575 9.45% 0.416%
80 12.504 1766 1771 1774 rVB2 1907834 3454831 11.64% 0.513%
81 12.586 1778 1785 1787 rVB 6082643 11066268 37.29% 1.643%
82 12.669 1795 1799 1802 rVB 4963551 6182140 20.83% 0.918%
83 12.827 1817 1826 1827 rBV 6514904 15654254 52.75% 2.324%
84 13.016 1853 1858 1864 rVB2 2794931 4536148 15.29% 0.673%
85 13.104 1868 1873 1874 rVV2 2577484 3803014 12.82% 0.565%
86 13.133 1874 1878 1880 rVB 4679496 5684672 19.16% 0.844%
87 13.198 1885 1889 1892 rVV 3858245 4646429 15.66% 0.690%
88 13.233 1892 1895 1898 rVV 3491788 3778472 12.73% 0.561%
89 13.298 1901 1906 1908 rBV 3239752 3976735 13.40% 0.590%
90 13.327 1908 1911 1913 rVV 2774674 2860110 9.64% 0.425%
91 13.357 1913 1916 1924 rVB 4283408 5437681 18.32% ©0.807%
92 13.604 1954 1958 1962 rBV2 1261180 2403699 8.10% 0.357%
93 13.745 1975 1982 1984 rBV3 1984333 3660752 12.34% 0.543%
94 13.998 2018 2025 2027 rBV2 5961843 11047664 37.23% 1.640%
95 14.033 2027 2031 2034 rVV 5710963 7971864 26.86% 1.183%
96 14.380 2086 2090 2093 rVV 2965105 3934397 13.26% 0.584%
97 14.474 2098 2106 2109 rVV3 1651517 3032128 10.22% 0.450%
98 15.045 2196 2203 2205 rBV 2765945 5091037 17.16% 0.756%
99 15.345 2249 2254 2259 rVB 2296092 2992227 10.08% 0.444%
1006 15.415 2259 2266 2270 rVV 3603992 5464923 18.42% 0.811%

Sum of corrected areas: 673649528
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 11 Aug 2023 21:21
¢ CG\JU
: 03958-03 5X

. 16

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81123\
BF134744.D

NEVINS-SB02-Z64-65

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
1.2e+07

1le+07

8000000

6000000

4000000

2000000

0

TIC: BF134744.D\data.ms

6.651 7.092

5.304

6.369 7.422

7.34p 77684

9.404 5 coa

3.875 6.863

N
=
S

6.0d722

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
1.2e+07

le+07

8000000

6000000

4000000

2000000

TIC: BF134744.D\data.ms

10.428

10.633
0.783.951

9.892

10,057 4931 4
83910000 00
0 “? 80 ilﬁ

0.257

11.245
13.13

13131

0
Time-->

— — — -
10.00 10.50 11.00 .50

\ \ — —
11 12.00 12.50 13.00

Abundance
1.2e+07

1le+07

8000000

6000000

4000000

2000000

Time-->

TIC: BF134744.D\data.ms

1819983

14.380 15.415

13.745 15.045
1

13.604 4.474

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\BF081123\
Data File : BF134744.D

Acqg On : 11 Aug 2023 21:21

Operator : CG\JU

Sample : 03958-03 5X 5
Misc NEVINS-SB02-Z64-65

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 20
R.T. EstConc Area Relative to ISTD R.T.
6.334 17.58 ng 3390980 1,4-Dichlorobenzene-d4 6.804

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-3-methyl- 120 C9H12 000620-14-4 95
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 722 (6.334 min): BF134744.D\data.ms (-718) (-) m/z 105.05 100.00%
105.1
5000
391 170 6.00 6.20 6.40 6.60
Ob ekt b Ml 1400 2070 o100 05 32.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
6.00 6.20 6.40 6.60
m/z 91.10 12.96%
39.0 77.0
\\\‘\‘\\\“‘\\“V\”“\‘H\M‘\\‘1\[H‘H‘\"‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
e e
6.00 6.20 6.40 6.60
5000 m/z 77.05 12.41%
77.0
39.0
150 i et b b e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10728: Benzene, 1-ethyl-4-methyl-
105.0 6.00 6.20 6.40 6.60
m/z 79.10 10.27%
5000
77.0
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\BF081123\

Data File : BF134744.D

Acqg On : 11 Aug 2023 21:21

Operator : CG\JU

Sample : 03958-03 5X 5
Misc NEVINS-SB02-Z64-65

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
: 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 5 Benzene, 1l-ethyl-4-methyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
6.369 24.89 ng 4801060 1,4-Dichlorobenzene-d4 6.804
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, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 728 (6.369 min): BF134744.D\data.ms (-724) (-) m/z 105.10 100.00%
105.
5000
120.1
77.1 6.00 6.20 6.40 6.60
35,9 210 T 135.9
o et e =R m/z 120.10 31.79%
miz-> 20 40 60 80 100 120 140
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
1200 6.00 6.20 6.40 6.60
m/z 91.10 12.32%
77.0
\:L\S\.q T \3\9“.0\ \‘\5\9‘.9‘\ T \M‘ T \‘1 T “1‘\ \‘\”“\ L
miz-> 20 40 60 80 100 120 140
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
e BERANREEE SR
6.00 6.20 6.40 6.60
5000 m/z 77.10 12.07%
120.
79.0 0.0
0
m/fz--> 20 40 60 80 100 120 140
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 6.00 6.20 6.40 6.60
m/z 79.10 10.25%
120.0
5000
39.0 77.0
250 b 220 Wbl
m/z--> 20 40 60 80 100 120 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081123\
Data File : BF134744.D

Acqg On : 11 Aug 2023 21:21

Operator : CG\JU

Sample : 03958-03 5X 5
Misc NEVINS-SB02-Z64-65

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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, 1l-ethenyl-3-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.651 78.68 ng 15179400 1,4-Dichlorobenzene-d4 6.804

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-3-methyl- 118 C9H1e 000100-80-1 96
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 95
3 Benzene, 1-propenyl- 118 C9H10 000637-50-3 94
4 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 94
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 93
Abundance Scan 776 (6.651 min): BF134744.D\data.ms (-765) (-) m/z 117.10 100.00%
117.1
5000 91.1
39"0 | 63“0 “ 6.40 6.60 6.80 7.00
Ol il bl L 14207 198010 87.56%
m/z--> 20 40 60 80 100 120 140
Abundance #10207: Benzene, 1-ethenyl-3-methyl-
11v.0
5000 A’A‘A_"
91.0 6.40 6.60 6.80 7.00
m/z 115.05 44.03%
39.0 63.0
\J-\S\.q L ‘ T \“} \“‘H\ \H{“‘ T \“\ T “\ L ’ T T T ’ T
miz--> 20 40 60 80 100 120 140
Abundance #10188: Benzene, 2-propenyl-
11v.0
6.40 6.60 6.80 7.00
m/z 91.10 40.05%
5000 91.0
39.0 65.0
i winw“JH“H“““‘,“",‘
miz--> 20 40 60 80 100 120 140
Abundance #10189: Benzene, 1-propenyl-
117.0 6.40 6.60 6.80 7.00
m/z 105.05  27.22%
5000
91.0
0 630
X M i R Y |
m/z--> 20 40 60 80 100 120 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081123\
Data File : BF134744.D

Acqg On : 11 Aug 2023 21:21

Operator : CG\JU

Sample : 03958-03 5X 5
Misc NEVINS-SB02-Z64-65

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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, 1l-ethyl-3-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
6.863 20.00 ng 3858470 1,4-Dichlorobenzene-d4 6.804

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 812 (6.863 min): BF134744.D\data.ms (-809) (-) m/z 105.10 100.00%
105.1
5000
77.0 6.60 6.80 7.00 7.20
39.1 121.1 : : : :

) S . [ 1 ﬁu 1392 m/z 120.10  41.18%

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

Abundance #10720: Benzene, 1-ethyl-3-methyl-

105.0
5000
6.60 6.80 7.00 7.20
m/z 77.05 12.40%
77.0
39.0
T \1\8.‘()\ ‘\ T \“‘\ \‘\E)\g"‘o\‘\ T \“‘ T \‘} T “‘1‘\ \]‘.\%“]-\'0\ T ‘ L
miz-> 20 40 60 80 100 120 140
Abundance #10710: Benzene, 1,2,3-trimethyl-
105.0
R ARBBERERE aa sy
6.60 6.80 7.00 7.20
5000 m/z 91.10 9.42%
390 77.0
S . T T I
miz--> 20 40 60 80 100 120 140
Abundance #10695: Mesitylene
105.0 6.60 6.80 7.00 7.20
m/z 106.05 9.14%
5000
39.0 59.0 77‘-0 | | 121.0
L A Mgt i , Iy il
R B
m/z--> 20 40 60 80 100 120 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081123\
Data File : BF134744.D

Acqg On : 11 Aug 2023 21:21

Operator : CG\JU

Sample : 03958-03 5X 5
Misc NEVINS-SB02-Z64-65

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 Indene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.092 106.83 ng 20610800 1,4-Dichlorobenzene-d4 6.804

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 97
2 Benzene, 1-propynyl- 116 CSH8 000673-32-5 94
3 3-Methylphenylacetylene 116 CO9H8 000766-82-5 91
4 2-Methylphenylacetylene 116 CO9H8 000766-47-2 91
5 Benzene, 1,2-propadienyl- 116 CSH8 002327-99-3 91
Abundance Scan 851 (7.092 min): BF134744.D\data.ms (-837) (-) m/z 115.05 100.00%
11b.1
5000
390 030 87'0 6.80 7.00 7.20 7.40
Obrrr e el 2390 17801999 /7 116.05  95.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9543: Indene
116.0
5000 J\TH‘HH‘HH‘HH’A\AW’F'
6.80 7.00 7.20 7.40
m/z 89.05 15.83%
39.0 63.0 89‘.0 |
BN PN PR |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9546: Benzene, 1-propynyl-
115.0
6.80 7.00 7.20 7.40
5000 m/z 63.05 15.13%
63.0 89.0
39.0
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 117.05 9.26%
5000
63.0 89.0
39.0
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40

8270-BF080123.M Sat Aug 12 02:25:41 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081123\
Data File : BF134744.D

Acqg On : 11 Aug 2023 21:21

Operator : CG\JU

Sample : 03958-03 5X 5
Misc : NEVINS-SB02-Z64-65

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 (E)-1-Phenyl-1-butene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.422 36.86 ng 7110670  1,4-Dichlorobenzene-d4 6.804

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 95
2 Benzene, 2-ethenyl-1,3-dimethyl- 132 C10H12 002039-90-9 95
3 Benzene, 1l-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 95
4 Benzene, 4-ethenyl-1,2-dimethyl- 132 C10H12 027831-13-6 95
5 o-Isopropenyltoluene 132 C1eH12 007399-49-7 94
Abundance Scan 907 (7.422 min): BF134744.D\data.ms (-901) (-) m/z 117.10 100.00%
117.1
5000
91.1
51.0 7.00 7.20 7.40 7.60 7.80
b A 730 L ) 1460 1680 4 132,05 87.02%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16123: (E)-1-Phenyl-1-butene
11v.0
5000
91.0 7.00 7.20 7.40 7.60 7.80
. 51.0 m/z 115.10  45.80%
\\\‘\‘1.\ \“ T \“1‘\““}‘\7%‘\@‘ T \‘1 T “‘1 T ‘\‘M‘\ [T T T T T
miz--> 20 40 60 80 100 120 140 160
Abundance #16150: Benzene, 2-ethenyl-1,3-dimethyl-
117.0
7.00 7.20 7.40 7.60 7.80
5000 m/z 91.10 26.47%
91.0
39.0 66.0
TN PR N SOV - . RN
m/z--> 20 40 60 80 100 120 140 160
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)- R e e
117.0 7.00 7.20 7.40 7.60 7.80
m/z 131.05 23.67%
5000
91.0
390 65.0 ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 7.00 7.20 7.40 7.60 7.80

8270-BF080123.M Sat Aug 12 02:25:42 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081123\

Data File : BF134744.D

Acqg On : 11 Aug 2023 21:21

Operator : CG\JU

Sample : 03958-03 5X 5
Misc NEVINS-SB02-Z64-65

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 1H-Indene, 1-methyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
7.851 36.49 ng 17044600 Naphthalene-d8 8.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 1-methyl- 130 C1oH1e 000767-59-9 96
2 2-Methylindene 130 C10H10 002177-47-1 96
3 Benzene,1-methyl-1,2-propadienyl- 130 C1eH1e 022433-39-2 96
4 Benzene, (1-methyl-2-cyclopropen... 130 C1eH10 065051-83-4 93
5 1,4-Dihydronaphthalene 130 C1oH1e 000612-17-9 92

Abundance Scan 980 (7.851 min): BF134744.D\data.ms (-970) (-) m/z 115.10 100.00%
115.1
5000
51‘ -0 7 0 41 7.60 7.80 8.00 8.20
0 _M‘,H‘H bl 980 ML 1851 h; 130.00  94.49%
miz--> 20 80 100 120 140 160
Abundance #15031 1H-Indene, 1rneﬂwb
130.
5000
7.60 7.80 8.00 8.20
51.0 m/z 129.05 75.87%
210 | | ) 10 120
1 il | 1
‘\\\\’\\ \\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #15022: 2-Methylindene
130.0
7.60 7.80 8.00 8.20
5000 m/z 128.00  40.48%
51.0
280 | 179 1020]
I | | i | |
‘““,““““““““““‘ e
miz--> 20 60 80 100 120 140 160
Abundance #15050: Benzene,1-methyl-1,2-propadienyl- AT e
115.0 7.60 7.80 8.00 8.20
m/z 119.10 20.51%
5000
51.0
270 77.0
G O Y YN Y-S POV N DY O
m/z--> 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20

8270-BF080123.M Sat Aug 12 02:25:43 2023

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081123\
Data File : BF134744.D

Acqg On : 11 Aug 2023 21:21

Operator : CG\JU

Sample : 03958-03 5X 5
Misc NEVINS-SB02-Z64-65

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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-butynyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
7.892  28.08 ng 13116300 Naphthalene-d8 8.098

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 1-methyl- 130 C1oH1e 000767-59-9 95
2 Benzene, 1-butynyl- 130 C10H10 000622-76-4 94
3 Cycloprop[a]indene, 1,1a,6,6a-te... 130 C1l0OH10 015677-15-3 93
4 2-Methylindene 130 C10H10 002177-47-1 93
5 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 91
Abundance Scan 987 (7.892 min): BF134744.D\data.ms (-983) (-) m/z 115.10 100.00%
115.1
5000 f\
391 891 7.60 7.80 8.00 8.20
o R A “Mw w3461 1782 s 139 05 95.47%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15031: 1H-Indene, 1-methyl-
130.0
5000
7.60 7.80 8.00 8.20
51.0 m/z 129.05 83.15%
270 ‘ 77.0  102.0
\\\‘\‘\\\“‘\\M\‘\\H}“‘\‘\‘\\““\\\l‘\‘\\’\\\\’\\\\‘\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #15026: Benzene, 1-butynyl-
115.0
7.60 7.80 8.00 8.20
5000 m/z 128.05 41.48%
63.
39.0 89.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #15060: Cycloprop[alindene, 1,1a,6,6a-tetrahydro- A R e
129.0 7.60 7.80 8.00 8.20
m/z 127.10  20.17%
5000
64.0
102.0
39'°$3-0M,,
m/z--> 20 40 60 80 100 120 140 160 180 7.60 7.80 8.00 8.20

8270-BF080123.M Sat Aug 12 02:25:44 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081123\
Data File : BF134744.D

Acqg On : 11 Aug 2023 21:21

Operator : CG\JU

Sample : 03958-03 5X 5
Misc : NEVINS-SB02-Z64-65

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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, 2-ethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.369 26.76 ng 7805210  Acenaphthene-d10 9.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 94
2 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 94
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 87
4 5-Acetyl-2-amino-4-methylthiazole 156 C6H8N20S 030748-47-1 59
5 2,4-Difluoromesitylene 156 CSH1eF2 000392-61-0 53
Abundance Scan 1238 (9.369 min): BF134744.D\data.ms (-1235) (-) m/z 141.05 100.00%
141.1
5000
115.1
391 705 ‘ 9.00 9.20 9.40 9.60
O 0Ll 1721 2082 56 10 43.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33121: Naphthalene, 2-ethyl-
141.0
5000 L L B B B LA LR I
9.00 9.20 9.40 9.60
115.0 m/z 115.10  23.11%
70.0
\1\5\.9\ \\3\9‘"(\)\‘\ \“‘\ \‘\‘}h‘ T \.\ ‘ TT \‘\ ‘ \“1‘\ \“‘\ T W\“ TTTT ‘ TTTT ‘ TTT1
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33127: Naphthalene, 1-ethyl-
141.0
e AR EREEa R S
9.00 9.20 9.40 9.60
5000 m/z 142.05 13.72%
115.0
150 390 630 890 | , |
R T B T o B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33141: Naphthalene, 1,3-dimethyl- AR RRarh ARV
141.0 9.00 9.20 9.40 9.60
m/z 128.05 11.87%
5000
115.0
510 760 ‘
SO et W NSPPRONIN 0 | RN [ %A
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60

8270-BF080123.M Sat Aug 12 02:25:46 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081123\
Data File : BF134744.D

Acqg On : 11 Aug 2023 21:21

Operator : CG\JU

Sample : 03958-03 5X 5
Misc : NEVINS-SB02-Z64-65

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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, 1,6-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.457 48.25 ng 14072500  Acenaphthene-di1e 9.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 95
Abundance Scan 1253 (9.457 min): BF134744.D\data.ms (-1244) (-) m/z 156.10 100.00%
156.1
R ARARASEARERTE S L
51.0 77.1 11‘5 l‘ 9.20 9.40 9.60 9.80
) S S T RPN S | M,‘M 1832 2100 /7 141.05  73.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
5000
9.20 9.40 9.60 9.80
115.0 m/z 155.10  37.31%
51.0
\\\‘2\7\\0\“\\\\‘\\\HU“\\\\‘\\\‘\‘\“!‘\\“\\M’\\\\’\\\\’\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #33141: Naphthalene, 1,3-dimethyl-
141.0
R RARSREEEE
9.20 9.40 9.60 9.80
5000 m/z 115.10 16.42%
115.0
51.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33147: Naphthalene, 2,7-dimethyl- A RREEE e e
156.0 9.20 9.40 9.60 9.80
m/z 128.05 14.62%
B WWW\MW
7.0 128.0
m/z--> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80

8270-BF080123.M Sat Aug 12 02:25:47 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081123\
Data File : BF134744.D

Acqg On : 11 Aug 2023 21:21

Operator : CG\JU

Sample : 03958-03 5X 5
Misc NEVINS-SB02-Z64-65

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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, 1,7-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.533 54.40 ng 15865100  Acenaphthene-di1e 9.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 93
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 93
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 93
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 93
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 93

Abundance Scan 1266 (9.533 min): BF134744.D\data.ms (-1259) (-) | m/z 156.10 100.00%

156.1
5000
115.1 T \
63. ‘ 9.50
39.1
o‘H“H‘q‘w‘ﬂ‘whum‘_‘H‘Jw‘ﬂ‘hh‘u‘_‘u%QQE“ m/z 141.05  95.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33156: Naphthalene, 1,7-dimethyl-
156.0
5000 ‘ ‘ \

T
9.50
m/z 155.10  29.02%

510 77.0 115.0
\\\\‘\\\\‘\\‘\\‘H\\U“\\\\‘\\\‘\‘\‘1‘\\“‘\\U‘“\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
j ‘ |

\
9.50

5000 m/z 115.10 22.91%
115.0
51 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33158: Naphthalene, 1,3-dimethyl- e ‘
156.0 9.50

m/z 128.05 17.57%

5000
zosto 0
AR R A il

m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50

8270-BF080123.M Sat Aug 12 02:25:48 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081123\

Data File : BF134744.D

Acqg On : 11 Aug 2023 21:21

Operator : CG\JU

Sample : 03958-03 5X 5
Misc : NEVINS-SB02-Z64-65

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
: 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 15 Naphthalene, 2,6-dimethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
9.563  27.88 ng 8131910  Acenaphthene-d10 9.851
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 92
2 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 76
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 76
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 70
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 70
Abundance Scan 1271 (9.563 min): BF134744.D\data.ms (-1268) (-) m/z 156.10 100.00%
156.1
5000
77.0 128.1 m 9.50
51.1
102.1 193.2
Ol oot 02 _“Huw?’f‘”???c‘l m/z 141.05 56.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33164: Naphthalene, 1,6-dimethyl-
156.0
5000 i :
9.50
m/z 155.10  52.47%
115.0
\\\‘2\8\.\()\‘\\\\‘6\9\.\(\)‘\\\\‘\\\‘\‘\“!‘\\‘i‘\\‘w‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
T T
9.50
5000 m/z 153.05 21.08%
77.0 115.0
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33146: Naphthalene, 2,7-dimethyl-
156.0 9.50
m/z 152.05 17.53%
5000
77.0
RUOON L O e W V) SOOI
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50

8270-BF080123.M Sat Aug 12 02:25:49 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081123\
Data File : BF134744.D

Acqg On : 11 Aug 2023 21:21

Operator : CG\JU

Sample : 03958-03 5X 5
Misc NEVINS-SB02-Z64-65

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 Naphthalene, 2-ethenyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.598 30.80 ng 8983240  Acenaphthene-d10 9.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-ethenyl- 154 C12H1e 000827-54-3 96
2 Biphenyl 154 C12H10 000092-52-4 90
3 Acenaphthene 154 C12H10 000083-32-9 81
4 1,4-Ethenonaphthalene, 1,4-dihydro- 154 C12H10 007322-47-6 52
5 3-Quinolinecarbonitrile 154 C1OH6N2 034846-64-5 46

Abundance Scan 1277 (9.598 min): BF134744.D\data.ms (-1273) (-)| | m/z 154.10 100.00%
4.1

15
5000

76.0 128.1 9.50 10.00
511 102.1 ' :
0 H"m"nh‘M:m‘!uum‘mHu‘JMHMWHH‘??:%P;?H m/z 153.05 59.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31490: Naphthalene, 2-ethenyl-
154.0
5000 R

e
9.50 10.00
m/z 152.05 37.29%

76.0 128.0
27.0 51‘0 I \‘\ 1020\ I M
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31485: Biphenyl
154.0

9.50 10.00
5000 m/z 155.10  13.08%
76.0
51‘.0 | 1020 12?.0
A I u L 1 1l A
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31489: Acenaphthene T T
154.0 9.50 10.00
m/z 76.05 12.85%
5000
76.0
270 510, | 10201260 |
R AR LN e N —— ]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF080123.M Sat Aug 12 02:25:51 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081123\
Data File : BF134744.D

Acqg On : 11 Aug 2023 21:21

Operator : CG\JU

Sample : 03958-03 5X 5
Misc : NEVINS-SB02-Z64-65

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 Naphthalene, 2,3-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.651 39.86 ng 11626600  Acenaphthene-d1e 9.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
4 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 96
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96

Abundance Scan 1286 (9.651 min): BF134744.D\data.ms (-1279) (- | m/z 141.05 100.00%

1411
5000
115.1 VUL

I T
Ly L A7401969 ) 5610 97.40%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33148: Naphthalene, 2,3-dimethyl-
156.0
5000

9.50 10.00
m/z 155.10  25.94%

76.0 115.0
\\\‘2\8\\0\‘\5\]1\\0“1\\‘\H’\\\\‘\\\‘\‘\‘1‘\\“‘\\‘U‘“\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
P

9.50 10.00
5000 ITI/Z 115.05 24.91%
115.0
510
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33134: Naphthalene, 1,7-dimethyl- —— —
156.0 9.50 10.00

m/z 128.05 15.90%

5000
115.0
27000, 71% 1)
L ‘\\\\‘\\\\‘\\\\‘\\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081123\
Data File : BF134744.D

Acqg On : 11 Aug 2023 21:21

Operator : CG\JU

Sample : 03958-03 5X 5
Misc NEVINS-SB02-Z64-65

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 18 1,1'-Biphenyl, 3-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.169  27.47 ng 8011440  Acenaphthene-die 9.851
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 86
2 Naphthalene, 2-(1-methylethenyl)- 168 C13H12 003710-23-4 46
3 Naphthalene, 1-(2-propenyl)- 168 C13H12 002489-86-3 38
4 1,1'-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 35
5 1,1'-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 30

Abundance Scan 1374 (10.169 min): BF134744.D\data.ms (-1369) (-] ' m/z 168.10 100.00%

168.1
5000
P

: 10.00 1050
391 63.0
‘H‘_“W‘H“Humﬁ‘u‘u‘L_ﬁuu‘u AL m/z 153.05  47.94%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43637: 1,1'-Biphenyl, 3-methyl-
168.0

5000 L SALE
10.00 10.50

m/z 155.10  47.63%

390 830 11501390h w
TR R AT 1
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\1\\‘\\1\’\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43645: Naphthalene, 2-(1-methylethenyl)-
168.0
e

o

10.00 10.50
5000 m/z 170.10 46.10%
128.0
83.0 ‘
e+ 02 oSNNS ) R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43644: Naphthalene, 1-(2-propenyl)- R =
168.0 10.00 10.50

m/z 167.10  41.25%

5000

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\BF081123\
Data File : BF134744.D

Acqg On : 11 Aug 2023 21:21

Operator : CG\JU

Sample : 03958-03 5X 5
Misc : NEVINS-SB02-Z64-65

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 unknownl1®.257 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

10.257 18.65 ng 5440890  Acenaphthene-d10 9.851
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 56
2 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 46
3 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 46
4 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 45
5 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 43

Abundance Scan 1389 (10.257 min): BF134744.D\data.ms (-1385) (. m/z 155.10 100.00%
156.1

5000

T e
10.00 10.50

0 m/z 170.10  92.13%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #43637: 1,1'-Biphenyl, 3-methyl-
168.0

5000 LR Ao,
10.00 10.50

m/z 168.10  79.82%

39.0 83.0 115.0139¢
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45543: 3-(2-Methyl-propenyl)-1H-indene
155.0

51.0

Pt =
10.00 10.50
5000 m/z 153.05 50.71%
115.0
410 760 M
‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45532: Naphthalene, 1,4,6-trimethyl- T S
155.0 10.00 10.50

m/z 169.10  45.66%

5000
128.0
63.0 ‘
890 ‘ Il M J

‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081123\
Data File : BF134744.D

Acqg On : 11 Aug 2023 21:21

Operator : CG\JU

Sample : 03958-03 5X 5
Misc : NEVINS-SB02-Z64-65

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 1H-Phenalene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.316 17.78 ng 5185670  Acenaphthene-d10 9.851
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Phenalene 166 C13H10 000203-80-5 78
2 1,3-Benzodioxole-5-carboxylic acid 166 C8H604 000094-53-1 64
3 Fluorene 166 C13H1e 000086-73-7 58
4 3-Trifluoromethylbenzhydryl chlo... 270 C14H10ClF3 067240-79-3 56
5 9H-Fluorene, 9-bromo- 244 C13H9Br 001940-57-4 42
Abundance Scan 1399 (10.316 min): BF134744.D\data.ms (-1396) (- m/z 165.10 100.00%
165.1
- MMMJL
s —
50.1 82.1 113 1139.1 H 10.00 10.50
Ol b el 2901 2242 /7 166,10 66.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #41598: 1H-Phenalene
165.0
5000 - ]
10.00 10.50
m/z 163.10 17.25%
82.0 115.0
390 | | H>O1400 |
\H‘HH‘\H\‘\H\’\\H‘\\H‘HH‘H\\‘ H\‘\H\‘\H\‘\\H‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #42028: 1,3-Benzodioxole-5-carboxylic acid
165.0
= —
10.00 10.50
5000 m/z 164.10 16.92%
63.0
290 | o0 0 ||
ST W O Y . | I
et e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #41595: Fluorene =% —
166.0 10.00 10.50
m/z 82.10 8.95%
5000
39.0 Sﬁ'o 113.0 1390 HM
Ay 7" J
e e e e e e e e e e e — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081123\
Data File : BF134744.D

Acqg On ¢ 11 Aug 2023 21:21

Operator : CG\JU

Sample : 03958-03 5X 5
Misc . NEVINS-SB02-764-65

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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... 6.334 17.6 ng 3390980 1 6.804 3858470 20.0
Benzene, 1l-ethy... 6.369 24.9 ng 4801060 1 6.804 3858470 20.0
Benzene, 1-ethe... 6.651 78.7 ng 151794060 1 6.804 3858470 20.0
Benzene, 1-ethy... 6.863 20.0 ng 3858470 1 6.804 3858470 20.0
Indene 7.092 106.8 ng 20610800 1 6.804 3858470 20.0
(E)-1-Phenyl-1-... 7.422 36.9 ng 7110670 1  6.804 3858470 20.0
1H-Indene, 1-me... 7.851 36.5 ng 17044600 2  8.098 9342480 20.0
Benzene, 1-buty... 7.892 28.1 ng 13116300 2  8.098 9342480 20.0
Naphthalene, 2-... 9.369 26.8 ng 7805210 3  9.851 5833250 20.0
Naphthalene, 1,... 9.457 48.3 ng 14072500 3  9.851 5833250 20.0
Naphthalene, 1,... 9.533 54.4 ng 15865100 3  9.851 5833250 20.0
Naphthalene, 2,... 9.563 27.9 ng 8131910 3  9.851 5833250 20.0
Naphthalene, 2-... 9.598 30.8 ng 8983240 3  9.851 5833250 20.0
Naphthalene, 2,... 9.651 39.9 ng 11626600 3  9.851 5833250 20.0
1,1'-Biphenyl, ... 10.169 27.5 ng 8011440 3  9.851 5833250 20.0
unknown10.257 10.257 18.6 ng 5440890 3  9.851 5833250 20.0
1H-Phenalene 10.316 17.8 ng 5185676 3  9.851 5833250 20.0
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