LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090122\
Data File : BGO54830.D

Acqg On : 1 Sep 2022 20:26
Operator : CG/JU

Sample : N4439-05

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG082522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO54830.D\data.ms

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

# min scan scan scan TY height area % max. total
1  3.775 77 83 90 rVB3 20594 37422 1.93% 0.197%
2 4.269 160 167 178 rVB2 14014 27627 1.42% 0.145%
3 5.215 321 328 339 rBV 52708 94054  4.85%  0.494%
4 5.620 392 397 402 rBV 17740 26723 1.38% 0.140%
5 5.6990 402 409 416 rVW 593674 988433 50.94% 5.193%
6 5.755 416 420 430 rVB2 12036 28475 1.47% 0.150%
7 6.125 476 483 503 rBV2 32207 113407 5.84% 0.596%
8 6.613 557 566 572 rBV2 19732 41271  2.13% 0.217%
9 7.218 664 669 674 rBvV 14774 25407 1.31% 0.133%
10 7.300 674 683 690 rVW 631944 1142982 58.90% 6.006%
11 7.524 715 721 728 rBV2 35439 59714 3.08% 0.314%
12 7.811 762 770 778 rBV5 32836 121495 6.26% 0.638%
13 7.894 780 784 797 rVB4 19273 61240 3.16% 0.322%
14 8.146 822 827 842 rVB 161136 296927 15.30% 1.560%
15 8.270 842 848 854 rBV2 15961 32850 1.69% 0.173%
16 8.522 884 891 900 rBV 35032 64858 3.34% 0.341%
17 8.634 905 910 916 rBv4 14187 27771 1.43% 0.146%
18 8.705 916 922 931 rBV4 16943 51207 2.64% 0.269%
19 8.781 931 935 941 rVB2 16902 30031 1.55% 0.158%
20 8.975 963 968 976 rVB5 10913 20004 1.03% 0.105%
21  9.257 1010 1016 1020 rBV 39511 66368 3.42%  0.349%
22 9.321 1020 1027 1040 rVB 378125 743748 38.33% 3.908%
23 9.780 1100 1105 1110 rBV5 10619 20134 1.04% 0.106%
24 9.997 1135 1142 1161 rBV 77532 315480 16.26% 1.658%
25 10.209 1174 1178 1189 rVvB2 27898 53763 2.77% 0.282%
26 10.361 1198 1204 1219 rBV4 46780 179776 9.26% 0.945%
27 10.514 1226 1230 1242 rBV6 14377 41558 2.14% ©.218%
28 10.920 1295 1299 1301 rBV3 14555 20705 1.07% 0.109%
29 10.972 1302 1308 1314 rVvV 223603 418295 21.56% 2.198%
30 11.025 1314 1317 1324 rVB 62274 101221 5.22% 0.532%
31 11.102 1325 1330 1335 rVB3 13108 22192 1.14% 117%

32 11.490 1389 1396 1411 rBV2 91431 310446 16.00%
33 11.631 1413 1420 1436 rVV 108704 360290 18.57%
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34 11.965 1474 1477 1482 rBV 15506 21547  1.11% 113%
35 12.054 1488 1492 1499 rBV7 18545 38864  2.00% 204%
36 12.353 1539 1543 1547 rVB2 27393 39128 2.02% ©.206%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090122\
Data File : BGO54830.D

Acqg On : 1 Sep 2022 20:26
Operator : CG/JU

Sample : N4439-05

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG082522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.618 1582 1588 1597 rBv2 102121 213444 11.00% 1.121%
38 12.765 1608 1613 1620 rBV2 36804 78437 4.04%  0.412%
39 12.841 1621 1626 1634 rVB2 62926 119209 6.14% 0.626%
40 13.011 1650 1655 1658 rBV 27154 50858 2.62% 0.267%
41 13.240 1689 1694 1701 rBV2 42952 91329 4.71% 0.480%
42 13.405 1715 1722 1732 rVB 999874 1587647 81.82% 8.342%
43 13.581 1745 1752 1756 rBv4 33832 68132 3.51% ©.358%
44 14.028 1824 1828 1830 rBv4 13766 23918 1.23% ©.126%
45 14.104 1836 1841 1846 rBV3 58575 112107 5.78% ©.589%
46 14.151 1846 1849 1854 rVB 37046 56196 2.90% 0.295%
47 14.227 1857 1862 1870 rVB3 73514 148124 7.63% 0.778%
48 14.333 1876 1880 1884 rVB3 32241 50542 2.60% 0.266%
49 14.510 1905 1910 1914 rBV2 55632 104262 5.37% 0.548%
50 14.651 1930 1934 1938 rBV 34364 39732 2.05% ©.209%
51 14.780 1951 1956 1962 rVB 339312 529593 27.29% 2.783%
52 14.844 1963 1967 1973 rVB 80237 136277 7.02% 0.716%
53 15.173 2020 2023 2030 rVB2 41999 66256  3.41%  0.348%
54 15.444 2065 2069 2073 rVB2 31816 43881 2.26% ©.231%
55 15.596 2092 2095 2100 rVB 59883 76473  3.94%  0.402%
56 15.820 2128 2133 2145 rVB4 53952 136597 7.04% 0.718%
57 16.266 2203 2209 2217 rVB 756233 1178606 60.74% 6.193%
58 16.460 2238 2242 2243 rBV 52614 62650 3.23% 0.329%
59 16.689 2278 2281 2288 rVB 59148 95002 4.90% 0.499%
60 17.253 2373 2377 2382 rVB 57737 73423  3.78%  0.386%
61 17.394 2398 2401 2409 rVB 73339 108545 5.59% 0.570%
62 17.530 2418 2424 2428 rBV 392084 629965 32.47% 3.310%
63 17.571 2428 2431 2442 rVB 185605 289851 14.94% 1.523%
64 17.659 2443 2446 2450 rWW 50098 68190 3.51% ©.358%
65 17.729 2455 2458 2465 rVB 62928 99351 5.12% ©.522%
66 17.935 2489 2493 2499 rVB 130746 183096 9.44% 0.962%
67 17.994 2500 2503 2507 rvv2 54553 69184 3.57% 0.364%
68 18.041 2509 2511 2517 rVB 49951 62537  3.22% ©.329%
69 18.141 2525 2528 2532 rVB 54416 63935 3.29% 0.336%
70 18.223 2539 2542 2546 rVB 87378 109381 5.64% 0.575%
71 18.405 2568 2573 2577 rBV3 134525 229051 11.80% 1.203%
72 18.446 2577 2580 2585 rVB2 123116 169965 8.76% 0.893%
73 18.605 2601 2607 2616 rBV4 116331 383944 19.79% 2.017%
74 18.681 2616 2620 2628 rVW4 87944 152575 7.86% 0.802%
75 18.834 2643 2646 2653 rVB2 90600 132538 6.83% 0.696%
76 19.139 2695 2698 2702 rVB2 88524 111058 5.72% 0.584%
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs :

LSC Area Percent Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090122\
BGO54830.D
1 Sep 2022 20:26

. 15

: CG/JU
: N4439-05

Sample Multiplier: 1

Parameters: rteint.p

RTE
ON

1

0.2
0

Filtering: 5

Min Area: 3 % of largest Peak

Max Peaks: 100
Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG082522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 19.316 2724 2728 2733 rBV2 102863 180142 9.28% 0.947%
78 19.586 2770 2774 2778 rBV 212166 289136 14.90% 1.519%
79 19.944 2830 2835 2841 rVB 299516 478916 24.68% 2.516%
80 20.126 2861 2866 2871 rBV 1455123 1940424 100.00% 10.195%
81 20.726 2965 2968 2972 rBV 116923 141822 7.31% 0.745%
82 21.431 3085 3088 3093 rVB3 162003 233692 12.04%  1.228%
83 21.824 3147 3155 3160 rBV2 446022 1101020 56.74% 5.785%
84 25.197 3723 3729 3740 rVB2 216663 615742 31.73%  3.235%

Sum of corrected areas: 19032168
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090122\
Data File : BG@54830.D

Acq On : 1 Sep 2022 20:26
Operator : CG/JU

Sample : N4439-05

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG054830.D\data.ms
1500000
1000000
5.690 7.300
500000 9321
10.972
8.146

o 11331 12,
3.775 4.269 5.2155 gre6.125 6.613  7.213.52468944 2GRS DTS 287 078010084140 W}v@ps&ss i

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG054830.D\data.ms
20.126
1500000
13.405
1000000
16.266
21.824
}
20.726
500000 M“l

O L T B o B e T T L B I B R A e T LA e B A A B e
Time--> 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG054830.D\data.ms
1500000
1000000
500000 25.197

S A VY

O\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090122\
Data File : BG@54830.D

Acq On : 1 Sep 2022 20:26
Operator : CG/JU

Sample : N4439-05

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
5.215 6.34 ng 94054  1,4-Dichlorobenzene-d4 8.146

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 28
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 12

Abundance Scan 328 (5.215 min): BG054830.D\data.ms (-321) (-) m/z 43.05 100.00%

3.0
59.1
5000
101.1 BRRREEEEaEEEERS LR
83.0 4.80 5.00 5.20 5.40 5.60
0l e M/z 59.100 62.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 DL B B AL R N
4.80 5.00 5.20 5.40 5.60
101.0 m/z 101.10  19.82%
0 29\0 Ly I 83\0 |
H‘\H\‘\H\‘HH‘\H\‘H\\‘HH‘\\H’\H\‘HH‘\H\’\H\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9501: n-Propyl t-butyl ether
59.0
REaa e o
4.80 5.00 5.20 5.40 5.60
m/z 58.10 16.08%
5000 41.0 101.0 /
27,
ol 140 L Ll 730 870 | 170
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9492: 2-Hexanol, 2-methyl- b e e
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.10 8.28%
5000
43.0
101.0
o L, e A
O e e T e T T T T T A I e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090122\
Data File : BG@54830.D

Acq On : 1 Sep 2022 20:26
Operator : CG/JU

Sample : N4439-05

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Bicyclo[4.2.0]octa-1,3,5-tr... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.125 7.64 ng 113407 1,4-Dichlorobenzene-d4 8.146

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Bicyclo[4.2.0]octa-1,3,5-triene 104 C8H8 000694-87-1 94
2 Styrene 104 C8H8 000100-42-5 93
3 1,3,5,7-Cyclooctatetraene 104 C8H8 000629-20-9 81
4 Butanedioic acid, phenyl- 194 C1eH1004 000635-51-8 50
5 Benzenepropanoyl bromide 212 C9H9Bro 010500-29-5 43
Abundance Scan 483 (6.125 min): BG054830.D\data.ms (-476) (-) m/z 104.10 100.00%
104.1
91.1
5000 78.0
51.0
R RamEE A RRRRS
ﬂ ‘67 1 ‘ M 5.80 6.00 6.20 6.40

o‘HWH_Wma“w_‘w TLTHSSIN I P | Y m/z 103.10  56.69%

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

Abundance #5501: Bicyclo[4.2.0]octa-1,3,5-triene

104.0
5000 780 \\/\\‘\\\\‘\\\\’\\\\‘\\\\’
510 5.80 6.00 6.20 6.40
m/z 91.10 51.93%
‘ ‘ 63.0 ‘
O\\\‘]\_\5\(\)‘\\H\‘\\\‘1‘\\\\‘!\\\“1‘\\\‘\1‘}\‘\\\9\0‘9\\‘1 ‘\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5492: Styrene
104.0
R A REER
5.80 6.00 6.20 6.40
5000 78.0 m/z 78.05 46.14%
51.0
63.0
0 150270 %00 1 0 %00 I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 \M
Abundance #5499: 1,3,5,7-Cyclooctatetraene Mfw‘ﬂﬁwM“W“‘W“‘w
8.0 104.0 5.80 6.00 6.20 6.40
' m/z 51.80  32.45%
5000
51.0
39.0
63.0
270
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090122\
Data File : BG@54830.D

Acq On : 1 Sep 2022 20:26
Operator : CG/JU

Sample : N4439-05

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Benzene, 1l-ethyl-2-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
7.524 4.02 ng 59714  1,4-Dichlorobenzene-d4 8.146

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
3 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 90
4 Mesitylene 120 C9H12 000108-67-8 90
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
Abundance Scan 721 (7.524 min): BG054830.D\data.ms (-715) (-) m/z 105.10 100.00%
105.1
5000
120.1
430 L L B B I L L B
63. 77.0 91.1 ‘ 7.20 7.40 7.60 7.80

0"W‘HW‘H,HHUH‘Mwuw‘Hw‘umwm‘ﬁ‘uwhﬁ‘ummu‘w m/z 120.10  27.96%

m/z--> 10 20 30 40 50 60 70 80 90 100110120

Abundance #10722: Benzene, 1-ethyl-2-methyl-

105.0
5000 \\‘\\\\‘\\\\‘\\\\‘\\\\‘

120.0 7.20 7.40 7.60 7.80
m/z 43.05 18.28%

39.0 77.0 91.0
\\’\\\\’\zﬁh(?\\11"1111"‘1‘111?%1‘?‘\\\‘\“\\\\“\\\\‘\\1\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10720: Benzene, 1-ethyl-3-methy
105.0

720740760780

o

5000 m/z 77.05 10.66%
120.0
77.0 91.0
0v189v3%0v6301111111
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10728: Benzene, 1-ethyl-4-methyl- A RRRRERRRRE R
105.0 7.20 7.40 7.60 7.80

m/z 91.10 10.65%

5000
120.0
77.0 91.0
150 390 - e30 7 77

L sk 1 1 RN IS T

m/z--> 10 20 30 40 50 60 70 80 90 100110120 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090122\
Data File : BG@54830.D

Acq On : 1 Sep 2022 20:26
Operator : CG/JU

Sample : N4439-05

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Benzene, 1l-ethenyl-3-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.811 8.18 ng 121495 1,4-Dichlorobenzene-d4 8.146

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethenyl-3-methyl- 118 C9H1e 000100-80-1 96
2 Benzene, 1-ethenyl-4-methyl- 118 C9H1e 000622-97-9 95
3 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 95
4 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 93
5 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 93
Abundance Scan 770 (7.811 min): BG054830.D\data.ms (-762) (-) m/z 117.05 100.00%
117.1
5000
91.0

A

39.1 63.1 77.0 1041 7.40 7.60 7.80 8.00 8.20
owa”wH“w}‘:uw“‘wm“w“‘!m‘quwl e m/z 118.10  78.28%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #10207: Benzene, 1-ethenyl-3-methyl-

11v.0
5000 ‘\HMH’HH‘HH’H
91.0 7.40 7.60 7.80 8.00 8.20
39.0 m/z 115.10  40.42%
" 77.0
OH‘\\\\‘\Z\B\r\o‘\\\}‘HHH\\H‘l‘\‘\\‘\m‘l‘\\\\‘\H\‘q\4\\0‘\\\ ‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10202: Benzene, 1-ethenyl-4-methyl-
117.0
R e
7.40 7.60 7.80 8.00 8.20
m/z 91.05 32.24%
5000 910 /
390 63.0
26.0 ‘ | 77.0
... YN ) L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10206: Benzene, 1-ethenyl-2-methyl- R EEEREEREEE S
117.0 7.40 7.60 7.80 8.00 8.20
m/z 103.00  12.34%
5000
91.0
39.0
58.0 77.
PRI T A | N s { O
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090122\
Data File : BG@54830.D

Acq On : 1 Sep 2022 20:26
Operator : CG/JU

Sample : N4439-05

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 5 Benzene, 1l-ethenyl-4-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
7.894 4.12 ng 61240  1,4-Dichlorobenzene-d4 8.146

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethenyl-4-methyl- 118 C9H1e 000622-97-9 81
2 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 81
3 Indane 118 C9H10 000496-11-7 74
4 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 72
5 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 72
Abundance Scan 784 (7.894 min): BG054830.D\data.ms (-780) (-) m/z 117.10 100.00%
117.1
5000
91.0
R
500 830 .50 7.60 7.80 8.00 8.20
1] L2080 |
0 brrprerrprrrrpreebe b b e M- m/z 11818 78.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10202: Benzene, 1-ethenyl-4-methyl-
117.0
5000 L L R B L BN LR
91.0 7.60 7.80 8.00 8.20
39.0 63.0 m/z 91.00 27.14%
260 | |l T 1L o |
O\H‘\\H‘\H‘\‘\\H‘\H\lH\‘\“1\\\‘\””‘\\\\‘\\H‘q\\\\‘\\H“HH
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10191: Benzene, 2-propenyl-
117.0
A AEmmaEEE R
7.60 7.80 8.00 8.20
5000 m/z 115.10 25.31%
91.0
51.0 g50
78.0
obrrrrrrrtey S0 bl il el 2040
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10180: Indane R R ARAAREEE
117.0 7.60 7.80 8.00 8.20
m/z 63.05 12.39%
5000
26, 90 63.0 77.0 o ‘
R oY S A Y I W
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090122\
Data File : BG@54830.D

Acq On : 1 Sep 2022 20:26
Operator : CG/JU

Sample : N4439-05

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Indane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.522 4.37 ng 64858  1,4-Dichlorobenzene-d4 8.146

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 (Z)-1-Phenylpropene 118 C9H1e 000766-90-5 83
3 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H1e 1000191-13-7 72
4 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 64
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 64

Abundance Scan 891 (8.522 min): BG054830.D\data.ms (-884) (-) m/z 117.10 100.00%

117.1
- ““]\vﬂmwww/\wmpuxxMNw
R ARmeas EEE
300 631 . 91"1 8.20 8.40 8.60 8.80
Ol et ke i e M m/z 118,10 51.66%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10181: Indane
11v.0
5000 LB L B R I B B |
8.20 8.40 8.60 8.80
m/z 115.10  31.94%
390 630 910
0 00 U 770 ] 104.0
H‘\H\‘\H\’H\\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10185: (Z)-1-Phenylpropene
117.0
B B RAREE LS
8.20 8.40 8.60 8.80
5000 m/z 91.10 14.77%
91.0
51.0
270 | | 6\5'0 g0
Olrrrrrrrromirrrirrre bbbt bl et 2940 LD
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene AR AR
117.0 8.20 8.40 8.60 8.80
m/z 63.10 9.58%
5000 91.0
39.0 520 65.0 78.0
O 280 520 T T 010 |
m/z--> 10 20 30 40 50 60 70 80 90 100110120 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090122\
Data File : BG@54830.D

Acq On : 1 Sep 2022 20:26
Operator : CG/JU

Sample : N4439-05

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 7 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
9.257 4.47 ng 66368 1,4-Dichlorobenzene-d4 8.146
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethyl-2,3-dimethyl- 134 CleH14 000933-98-2 96
2 o-Cymene 134 C10H14 000527-84-4 94
3 Benzene, 1l-ethyl-2,4-dimethyl- 134 CleHi4 000874-41-9 94
4 Benzene, 2-ethyl-1,4-dimethyl- 134 CleHi4 001758-88-9 94
5 Benzene, 2-ethyl-1,3-dimethyl- 134 CleH14 002870-04-4 94
Abundance Scan 1016 (9.257 min): BG054830.D\data.ms (-1010) (-) m/z 119.10 100.00%
119.1
5000
134.1 /L
- VNSV
391 651 | | 9.00 9.20 9.40 9.60
O reperrrrerpessaim iy ool ey bl m/z 134,05 30.81%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000 /\/"“/\/\"/\
9.00 9.20 9.40 9.60
91.0 134.0 m/z 91.16 17.53%
39.0 65.0 ‘ ‘
O H‘].\?\.\CJ‘\H‘\‘HH“‘HHi‘\‘\\\’\\\\‘\H‘“‘HH‘HH‘M‘H’HU\l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16997: o-Cymene
119.0
A ARRRERRE S
9.00 9.20 9.40 9.60
5000 m/z 117.05 16.55%
134.0
91.0
41.0 65.0 ‘ ‘
Obreprrreprrderrrsiervrrtp e retereeterr e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl- e RRARNREAE
119.0 9.00 9.20 9.40 9.60
m/z 105.10 11.63%
5000
91.0 134.0 A/J\m
39.0 65.0 ‘ ‘ M
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090122\
Data File : BG@54830.D

Acq On : 1 Sep 2022 20:26
Operator : CG/JU

Sample : N4439-05

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Benzenemethanethiol, .alpha... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.997 15.08 ng 315480 Naphthalene-d8 10.973

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzenemethanethiol, .alpha.-met... 138 C8H10S 006263-65-6 90
2 3,4-Dimethylthiophenol 138 C8H1eS 018800-53-8 78
3 2,4-Dimethylthiophenol 138 C8H10S 013616-82-5 78
4 Benzenemethanethiol, 4-methyl- 138 C8H1eS 004498-99-1 72
5 Benzene, (1,3-dimethyl-3-butenyl)- 160 C12H16 056851-51-5 64

Abundance Scan 1142 (9.997 min): BG054830.D\data.ms (-1135) (-) m/z 105.10 100.00%
105.1

5000
il ‘10 00
51.1 ‘ 138.1 :
121.0
om_m_w‘w_m‘_m “Hm‘“u”“u m/z 77.10  18.54%
miz--> 20 40 100 120 140
Abundance #20082: Benzenemethanethiol, .alpha.-methyl-
105.0
5000 T
10.00

m/z 79.10 16.31%

77.0
51.0 138.0
O LI ‘2\7\()\ T “ \‘ \“\ T ‘ \ T \H‘ L ‘H\‘ \]\_2“1\.0\ T \“ L
miz--> 20 40 60 100 120 140
Abundance #20060: 3,4—D|methylthiophenol
105.0 138.0

T
10.00

5000 m/z 103.10 13.60%
45.0 77.0 123.0
ol "%7‘9‘_‘” MH_‘\H I ‘h\m‘“\;”
m/z--> 20 40 lOO 120 140
Abundance #20052: 2,4—D|methylthiopheno| ——
105.0 138.0 10.00

m/z 106.10 8.60%

5000 /KM’\
77.0
45.0 123.0
0 270 | i Gzp\ m ‘\ I ‘\‘ L ‘\H\ AWl A

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090122\
Data File : BG@54830.D

Acq On : 1 Sep 2022 20:26
Operator : CG/JU

Sample : N4439-05

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 3-Phenylbut-1-ene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.361 8.60 ng 179776  Naphthalene-d8 10.973
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 81
2 Benzene, 1l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 70
3 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 70
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 68
5 Benzene, (2-methyl-1-propenyl)- 132 C1eH12 000768-49-0 64
Abundance Scan 1204 (10.361 min): BG054830.D\data.ms (-1198) (- | m/z 117.05 100.00%
117.1
5000
132.1
P P
391 57.0 14 91"1 ‘ ‘ 10.00 10.50
) S A7 W wﬂ A H, u‘wﬂh - m/z 115.05 37.60%
miz--> 20 40 60 80 100 120 140
Abundance #16106: 3-Phenylbut-1-ene
117.0
5000 — ——
10.00 10.50
91.0 132.0 m/z 132.05  32.42%
390 g50 ‘
0 \\\‘\‘\\\‘\\““\ ‘H‘\\i““\\‘1\“‘1‘\\\,\1“\‘\‘\
miz--> 20 40 60 80 100 120 140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
P o ,
10.00 10.50
5000 132.0 m/z 131.05 21.17%
91.0
51.0
IR £ I neICY. O P [
m/z--> 20 40 60 80 100 120 140
Abundance #16128: Benzene, 1-ethenyl-4-ethyl- R L
117.0 10.00 10.50
m/z 91.10 15.76%
5000 132.0 UAWMMMAMJKWMMWAWW/
91.0
51.0
ob 20 o i T ——
m/z--> 20 40 60 80 100 120 140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090122\
Data File : BG@54830.D

Acq On : 1 Sep 2022 20:26
Operator : CG/JU

Sample : N4439-05

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Benzene, 1-methyl-3-(1-meth... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.490 14.84 ng 310446  Naphthalene-d8 10.973
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 90
2 o-Cymene 134 C10H14 000527-84-4 87
3 p-Cymene 134 CleH14 000099-87-6 87
4 Benzene, 1l-ethyl-2,4-dimethyl- 134 CleHi4 000874-41-9 72
5 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 72
Abundance Scan 1396 (11.490 min): BG054830.D\data.ms (-1389) (- | m/z 119.10 100.00%
119.1
5000 /\\/\\\\MWN
91.0 W
300 681 ‘ | 152.1 11.50
Ohr e ket oyt o Wy m/z 91.85 25.89%
miz--> 20 40 60 80 100 120 140
Abundance #17106: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
5000 LN
11.50
91.0 m/z 117.10  16.88%
39.0 65.0 4
O T e \“ ol \”“\‘\ T \‘”‘ o ‘W\ \‘\w T \l\‘\el‘ow T
miz—-> 20 40 60 80 100 120 140
Abundance #16996: o-Cymene
119.0
——
11.50
5000 m/z 120.10 10.20%
91.0
150 390 50 |
0\\\“‘\M\\u\\W\WU\\ﬁw\\v\‘w\\Wl\}w§P\\\
miz--> 20 40 60 80 100 120 140
Abundance #16995: p-Cymene By g
119.0 11.50
m/z 115.05 7.79%
5000
91.0
41.0 65.0
0\\\\‘\H\\w\\M\‘W\\ﬁw\\w\‘w\\Wl\}H§P\\\\ e
m/z--> 20 40 60 80 100 120 140 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090122\
Data File : BG@54830.D

Acq On : 1 Sep 2022 20:26
Operator : CG/JU

Sample : N4439-05

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 o-Cymene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.631 17.23 ng 360290 Naphthalene-d8 10.973
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 o-Cymene 134 CleH14 000527-84-4 76
2 p-Cymene 134 CleH14 000099-87-6 76
3 Benzene, 1,2,4,5-tetramethyl- 134 CleH14 000095-93-2 68
4 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 64
5 Benzene, 1-methyl-3-(1-methyleth... 134 Cl0H14 000535-77-3 64
Abundance Scan 1420 (11.631 min): BG054830.D\data.ms (-1413) (- m/z 119.10 100.00%
119.1
5000
91.1
T —
39.1 650 ‘ ‘ 136.0 11.50 12.00
bt TEITAS32 0, 91 10 26.89%
m/z--> 20 40 60 80 100 120 140
Abundance #16998: 0-Cymene
119.0
5000 E— ——
11.50 12.00
91.0 m/z 117.10  23.18%
0 \1\5\.(‘) T \‘\1‘::1.\0\ g \“‘6?'\0\ \‘”‘ T ‘W\ \‘\H‘ T IJGO T
miz—-> 20 40 60 80 100 120 140
Abundance #16995: p-Cymene
119.0
—— —
11.50 12.00
5000 m/z 121.00 10.74%
91.0
410 650 )
Ol 1360
miz--> 20 40 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl- ARRANTY S —
119.0 11.50 12.00
m/z 120.10  10.11%
5000
39.0 550
: 65.0
0‘1‘5"?“”“,‘m‘;u“1“”““"“m“;““1“,”1“‘6"0”” o ——
m/z--> 20 40 60 80 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090122\
Data File : BG@54830.D

Acq On : 1 Sep 2022 20:26
Operator : CG/JU

Sample : N4439-05

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Naphthalene, 1,3-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.104 4.23 ng 112107  Acenaphthene-di0 14.780
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 95
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 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 1841 (14.104 min): BG054830.D\data.ms (-1836) (1 m/z 156.10 100.00%
56.1
115.1 P e
511 761 ‘ 14.00 14.50
] STAS T IR w‘!‘ M‘“ “U“Nu 208 wyz 141.05  92.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33141: Naphthalene, 1,3-dimethyl-
141.0
5000 s ==
14.00 14.50
115.0 m/z 155.05 29.88%
51.0 /6.0
O \\\‘2\7‘\'9\“\\“\\“”\\“U“\\‘\\‘\\\f“\“\“\\“‘\\‘ ‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33156: Naphthalene, 1,7-dimethyl-
156.0
L ow s Y
14.00 14.50
5000 m/z 115.10 19.55%
115.0
meso T TR N MMW
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33150: Naphthalene, 2,3-dimethyl- —— —
156.0 14.00 14.50
m/z 128.05 15.52%
5000
115.0
ol 290340 bl S
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090122\
Data File : BG@54830.D

Acq On : 1 Sep 2022 20:26
Operator : CG/JU

Sample : N4439-05

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 4-Methylbenzoic acid, 2-met... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.935 5.81 ng 183096  Phenanthrene-di0 17.529
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4-Methylbenzoic acid, 2-methylbu... 206 C13H1802 1000331-35-8 53
2 .alpha.,.alpha.-DIMETHYLBENZYL I... 206 C13H1802 1000429-51-9 53
3 3,4-Dimethylbenzyl isothiocyanate 177 C1@OH11NS 206559-59-3 52
4 Benzene, 1,1'-(1,1,2,2-tetrameth... 238 C18H22 001889-67-4 52
5 Chloro(alpha,alpha-dimethylbenzy... 212 C11H17C1Si 118740-38-8 50
Abundance Scan 2493 (17.935 mln) BG054830.D\data.ms (-2489) (- m/z 119.10 100.00%
19.1
71 167.1 18.00
39.1 1951 256.1 :
0 ,‘m_HwJ‘mH“\H‘H“M‘wm1“Hm“‘wazﬁf?”lww m/z 105.10  49.94%
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance  #82595: 4-Methylbenzoic acid, 2-methylbutyl ester
119.0
5000 T
70.0 18.00
m/z 91.10 16.02%
0 410, | ‘ 49.0 206.0
’HH‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘\\H‘HH‘HH‘HH‘HH‘H
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #82599: .alpha.,.alpha.-DIMETHYLBENZYL ISOBUTYRA
119.0
——
18.00
5000 m/z 120.10 15.07%
43.0 91.0
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #51745: 3,4-Dimethylbenzyl isothiocyanate ——
119.0 18.00
m/z 77.10 14.07%
5000
91.0
39.0 177.0
m/z--> 0 20 40 60 80 100120140160180200220240260 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090122\
Data File : BG@54830.D

Acq On 1 Sep 2022 20:26

Operator : CG/JU

Sample : N4439-05

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

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

Peak Number 14 Ethyl 3,5-dimethylphenylace... Concentration Rank 8

R.T EstConc Area Relative to ISTD R.T.
18.405 7.27 ng 229051  Phenanthrene-di0 17.529
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethyl 3,5-dimethylphenylacetate 192 C12H1602 105337-18-6 53
2 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 50
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 47
4 2,4,4,6-Tetramethyl-6-phenyl-1-h... 230 C17H26 1000293-27-9 38
5 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 35

Abundance Scan 2573 (18.405 min): BG054830.D\data.ms (-2568) (-

119.1
192.1
5000
256.1 .
oL ‘§9‘11 b h ‘u H‘ \“\ 152:\!' L uh P ‘\\‘ — “31‘3‘
miz--> 50 100 150 200 250 300
Abundance #66633: Ethyl 3,5-dimethylphenylacetate
119.0
5000
192.0
29.0 77.0
O T T “\ ‘\‘ “ \‘\ “\ \‘ “H\H T T ’ T T T \‘ ‘ T T T T ‘ T T T T ‘ T T
miz--> 50 100 150 200 250 300

5000

Abundance #67054: 1H-Cyclopropa[l]phenanthrene,1a,9b-dihydro-
1

92.0

m/z 119.10 100.00%

3

18.50

m/z 192.05 64.89%

-

18.50

m/z 191.10  36.49%

:

18.50

m/z 105.10  22.17%

3

270 630 960 1300 | |

e e o
miz--> 50 100 150 200 250 300
Abundance #67020: Anthracene, 9-methyl-

192.0 18.50
m/z 189.10 18.71%
5000
96.0

—_ P

m/z--> 50 100 150 200 250 300 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090122\
Data File : BG@54830.D

Acq On : 1 Sep 2022 20:26
Operator : CG/JU

Sample : N4439-05

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 Phenanthrene, 1-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.446 5.40 ng 169965 Phenanthrene-d10 17.529
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 91
2 Anthracene, 9-methyl- 192 C15H12 000779-02-2 90
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 83
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 64
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 64
Abundance Scan 2580 (18.446 min): BG054830.D\data.ms (-2577) (- | m/z 192.10 100.00%
192.1
119.1
5000
151.0 1250
18.50
411 7 270.1
0 ‘H_mwmnpw“h‘mk”“mw‘lm w‘m:MHW“%‘253_‘”,””‘ m/z 119.10  80.28%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000
l&50
m/z 191.10  58.37%
5270 630 96.0 1960 1630 |
\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH’HH‘H\‘HH‘HH‘HH’HH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #67020: Anthracene, 9-methyl-
192.0
—
18.50
5000 m/z 189.10 29.51%
96.0
S e e pr e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #67024: Anthracene, 2-methyl- —
192.0 18.50
m/z 193.10  14.92%
5000 \wmﬁvxmﬂ/w\ppﬂ&/xﬁ/l
o 390 830 1150 1630 M
R R e e e
m/z--> 20 40 60 80 100120140160180200220240260 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090122\
Data File : BG@54830.D

Acq On : 1 Sep 2022 20:26
Operator : CG/JU

Sample : N4439-05

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 4H-Cyclopenta[def]phenanthrene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.605 12.19 ng 383944  Phenanthrene-die 17.529
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 89
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 59
3 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 43
4 Silane, diethylethoxyneopentyloxy- 218 C11H2602Si 1000363-93-7 25
5 Carbonic acid, ethyl 2-formyl-4,... 262 C10H8C1204 1000331-34-4 17

Abundance Scan 2607 (18.605 min): BG054830.D\data.ms (-2601) (- | m/z 189.10 100.00%

189.1
5000 119.1

‘ =
18.50 19.00
51.1 83Jl 151. )

ol AL EE L Sl 2281 2701 196,10 97.66%

miz--> 50 100 150 200 250

Abundance #64923: 4H-Cyclopenta[deflphenanthrene

190.0
5000 T ‘ T T ‘ T
18.50 19.00
94.0

m/z 119.10  46.24%

ol 310 630 \‘\ 1370 |

T T T T ‘ \ T \ T T T T T ‘ T T T ’ T T T T ‘ T T T T

m/z--> 50 100 150 200 250

Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0

T
18.50 19.00

5000 m/z 192.10  33.62%
94.0
0 HH_‘HH‘,HH_H‘
m/z--> 100 150 200 250
Abundance #64350: 2,2'-Bis(4,5-dimethylimidazole) —r— ==
189.0 18.50 19.00

m/z 191.10  31.28%

5000
42.0 122.0
0 Ll \80 0\ bl | ‘

miz--> 50 100 150 200 250 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090122\
Data File : BG@54830.D

Acq On : 1 Sep 2022 20:26
Operator : CG/JU

Sample : N4439-05

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 unknown18.681 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.681 4.84 ng 152575 Phenanthrene-d10 17.529
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 43
2 p-Ethylbenzylchloride 154 C9H11C1l 001467-05-6 43
3 p-Cymene 134 CleH14 000099-87-6 43
4 Benzene, 2-ethyl-1,3-dimethyl- 134 CleHi4 002870-04-4 43
5 o-Cymene 134 CleH14 000527-84-4 41

Abundance Scan 2620 (18.681 min): BG054830.D\data.ms (-2616) (- | m/z 119.10 100.00%
1

119.
57.1
5000

T
151.0 1951 270.1 ‘ 18.50 19.00
—— ’\ h \‘u ‘H‘ h‘ \“\\ H‘i h‘ ‘\‘Hu ‘H : w T | - %%3‘2‘ . 1\ : ‘30‘4‘ m/Z 57.10 51. 9500

miz--> 50 100 150 200 250 300
Abundance #17106: Benzene, 1-methyl-3-(1-methylethyl)-
119.0

5000

o

—
18.50 19.00
m/z 133.05 46.07%

39.0 77.0 ‘
Ot b U " ”\“ T ‘”\ yL ‘m T M T Lt B B B B
m/z--> 50 100 150 200 250 300
Abundance #32063: p-Ethylbenzylchloride
119.0

—
18.50 19.00

5000 m/z 43.10 34.95%
154.0
39.0 77.0‘
i VRS A E——
m/z--> 50 100 150 200 250 300
Abundance #16992: p-Cymene 7 —
119.0 18.50 19.00

m/z 71.10  32.96%

- AJWWMWMWAAMMMMMwWJ\
41.0 77.0 ‘ ‘

ot A —— e
m/z--> 50 100 150 200 250 300 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090122\
Data File : BG@54830.D

Acq On : 1 Sep 2022 20:26
Operator : CG/JU

Sample : N4439-05

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 Benzene, 2-ethyl-1,3-dimethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
18.834 4.21 ng 132538  Phenanthrene-die 17.529
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2-ethyl-1,3-dimethyl- 134 CleH14 002870-04-4 60
2 Benzene, 1l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 60
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 60
4 Benzene, 4-ethyl-1,2-dimethyl- 134 CleHi4 000934-80-5 60
5 Benzene, 1-ethyl-2,3-dimethyl- 134 CleH14 000933-98-2 60

Abundance Scan 2646 (18.834 min): BG054830.D\data.ms (-2643) (- | m/z 119.10 100.00%
119.1
1850  19.00
77.1‘ 151.1 270.1 . .
218.1 .
oL 2L ““““H bl A8 e~ m/z 133.@5  55.14%
miz--> 50 100 150 200 250
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl-
119.0
5000 = ——
18.50 19.00
00 77.0‘ ‘ m/z 91.10 21.79%
O ‘\‘. “‘” \‘H\‘H\ s “M\M! ( LA B
m/z--> 50 100 150 200 250
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl-
119.0
— —
18.50 19.00
5000 m/z 118.10 15.18%
390 77.0‘ ‘
S S S T N
m/z--> 50 100 150 200 250
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl- P —
119.0 18.50 19.00
m/z 117.10 14.32%
5000 W
30.0 77.0‘ ‘
miz--> 50 100 150 200 250 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090122\
Data File : BG@54830.D

Acq On : 1 Sep 2022 20:26
Operator : CG/JU

Sample : N4439-05

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 9,10-Dimethylanthracene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.316 5.72 ng 180142  Phenanthrene-di0 17.529
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,10-Dimethylanthracene 206 CleH14 000781-43-1 96
2 Phenanthrene, 2,3-dimethyl- 206 C16H14 003674-65-5 91
3 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 91
4 Phenanthrene, 1,7-dimethyl- 206 C16H14 000483-87-4 90
5 3,4-Dimethylphenanthrene 206 CleH14 1000452-24-5 87
Abundance Scan 2728 (19.316 min): BG054830.D\data.ms (-2724) (- | m/z 206.10 100.00%
206.1
5000
— —
101.0 165. 266.1 19.00 19.50
0’ e 2OOA302L 7 101,10 47.78%
miz--> 50 100 150 200 250 300
Abundance #82932: 9,10-Dimethylanthracene
206.0
5000 — ——
19.00 19.50
m/z 57.10 36.06%
89.0
51.0 ‘ 1270 165.0 ‘
OL\4.\O‘\ T i‘.\“ \“h\w\‘[‘m el w \h‘\““\ ”“ L B B B
miz--> 50 100 150 200 250 300
Abundance #82943: Phenanthrene, 2,3-dimethyl-
206.0
— —
19.00 19.50
5000 m/z 189.10 26.56%
89.0
ol 510 ljweo 8O
miz--> 50 100 150 200 250 300
Abundance #82923: di-p-Tolylacetylene “ T
206.0 19.00 19.50
m/z 205.10  26.23%
B MM\MN
0, 27.0 630 1020 165.0 | \h‘
e — —
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090122\
Data File : BG@54830.D

Acq On : 1 Sep 2022 20:26
Operator : CG/JU

Sample : N4439-05

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 20 unknown21.431 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
21.431 4.25 ng 233692  Chrysene-d12 21.825
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Bromo-2-chloro-4,5-difluoroben... 226 C6H2BrClF2 1000512-66-6 46
2 1-Bromo-4-chloro-2,5-difluoroben... 226 C6H2BrClF2 172921-33-4 46
3 Cyclopenta(cd)pyrene, 3,4-dihydro- 228 C18H12 025732-74-5 46
4 Benzo[c]phenanthrene 228 C18H12 000195-19-7 46
5 2-Bromo-5-chloro-1,3-difluoroben... 226 C6H2BrClF2 883546-16-5 46
Abundance Scan 3088 (21.431 min): BG054830.D\data.ms (-3085) (- | m/z 228.10 100.00%
228.1
57.1
5000
113.1 155.1 ,v,\,VM,,uﬁL¥,
—r————5
4 ) |
0 ‘ MﬁWM‘Hw gl 2951 3481 0 927,10 65.93%
miz-> 100 150 200 250 300 350
Abundance #107311. 1-Bromo-2-chloro-4,5-difluorobenzene
228.0
147.0
5000 T
97.0 21.50

m/z 57.10 62.73%

0 ‘ \ \\ L “ ‘\“\ “‘ ‘M “H\‘ Lo \“ . ‘1‘99 ‘0‘ A
m/z--> 50 100 150 200 250 300 350
Abundance #107310: 1-Bromo-4-chloro-2,5-difluorobenzene
228.0
147.0 ——
21.50
5000 m/Z 226.10 55.93%

o

97.0
““H\\HH‘ H\ iy 190.0 N
m/z--> 50 100 150 200 250 300 350
Abundance i

#109554: Cyclopenta(cd)pyrene, 3,4-dihydro- T
228.0 21.50

m/z 43.10  42.69%
5000
114.0
0 750 , | 1740 |
e e
miz--> 50 100 150 200 250 300 350 21.50

8270-BGO82522.M Fri Sep 02 16:34:56 2022 Page: 24



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090122\
Data File : BGO54830.D

Acqg On : 1 Sep 2022 20:26
Operator : CG/JU

Sample : N4439-05

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 5.215 6.3 ng 94054 1 8.146 296927 20.0
Bicyclo[4.2.0]o... 6.125 7.6 ng 113407 1 8.146 296927 20.0
Benzene, 1l-ethy... 7.524 4.0 ng 59714 1 8.146 296927 20.0
Benzene, 1l-ethe... 7.811 8.2 ng 121495 1  8.146 296927 20.0
Benzene, 1-ethe... 7.894 4.1 ng 61240 1 8.146 296927 20.0
Indane 8.522 4.4 ng 64858 1 8.146 296927 20.0
Benzene, 1l-ethy... 9.257 4.5 ng 66368 1 8.146 296927 20.0
Benzenemethanet... 9.997 15.1 ng 315480 2 10.973 418295 20.0
3-Phenylbut-1-ene 10.361 8.6 ng 179776 2 10.973 418295 20.0
Benzene, 1-meth... 11.490 14.8 ng 310446 2 10.973 418295 20.0
o-Cymene 11.631 17.2 ng 360290 2 10.973 418295 20.0
Naphthalene, 1,... 14.104 4.2 ng 112107 3 14.780 529593 20.0
4-Methylbenzoic... 17.935 5.8 ng 183096 4 17.529 629965 20.0
Ethyl 3,5-dimet... 18.405 7.3 ng 229051 4 17.529 629965 20.0
Phenanthrene, 1... 18.446 5.4 ng 169965 4 17.529 629965 20.0
4H-Cyclopenta[d... 18.605 12.2 ng 383944 4 17.529 629965 20.0
unknown18.681 18.681 4.8 ng 152575 4 17.529 629965 20.0
Benzene, 2-ethy... 18.834 4.2 ng 132538 4 17.529 629965 20.0
9,10-Dimethylan... 19.316 5.7 ng 180142 4 17.529 629965 20.0
unknown21.431 21.431 4.3 ng 233692 5 21.825 1101020 20.0
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