LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15966.D

Acqg On : 19 Aug 2021 ©09:56
Operator : CG/JU

Sample : M3399-12

Misc :

ALS Vvial : 72  Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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_ N\Methods\SFAM-EPA-BN©81621MA.M
Title : SVOA CALIBRATION

Signal : TIC: BN@15966.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.334 38 42 54 rVvB2 55262 108595 1.38% 0.113%
2 3.752 109 113 126 rBV 247702 471048 5.98% 0.488%
3 5.405 389 394 399 rVB 40573 68025 0.86% 0.071%
4 7.058 667 675 683 rVW 270377 482426 6.12% ©.500%
5 7.228 696 704 711 rBV 913561 1545176 19.61% 1.602%
6 7.428 731 738 749 rW 960627 1657240 21.03% 1.718%
7 7.899 810 818 826 rBV 1075148 1764173 22.38% 1.829%
8 8.275 875 882 890 rBV 1125875 1895949 24.06% 1.965%
9 8.440 904 910 917 rVB 91875 169855 2.16% 0.176%
10 8.605 931 938 947 rVB 754679 1252903 15.90% 1.299%
11  9.058 1009 1015 1027 rVB 1194276 2233854 28.34% 2.316%
12 9.375 1063 1069 1077 rVWW7 23744 60352 0.77% 0.063%
13 9.787 1131 1139 1146 rBV 972290 1682050 21.34% 1.744%
14 9.958 1162 1168 1176 rVB2 85700 161768 2.05% 0.168%
15 10.105 1185 1193 1203 rBV2 195058 381432 4.84% 0.395%

16 10.322 1223 1230 1241 rBV 1405024 2520241 31.98%
17 10.481 1252 1257 1264 rBV 95212 158217 2.01%
18 10.710 1288 1296 1303 rVV 1407218 2552617 32.39%
19 10.840 1310 1318 1333 rBV 1126938 2139916 27.15%
20 11.063 1351 1356 1364 rBV6 38252 79065 1.00%

ONNON
o
i
o
R

21 11.316 1389 1399 1406 rVV 146179 306927 3.89% .318%
22 11.828 1481 1486 1494 rVVl1e 23861 54166 ©0.69% 0.056%
23 12.093 1525 1531 1540 rVB2 191621 368225 4.67% 0.382%

()

24 12.263 1554 1560 1564 rBV2 105641 182371 2.31% ©.189%
25 12.369 1572 1578 1583 rVB3 53744 91294 1.16% 0.095%
26 12.487 1591 1598 1604 rVB3 118955 223444  2.84% 0.232%
27 12.587 1604 1615 1623 rVB 860871 1562814 19.83% 1.620%
28 12.793 1644 1650 1657 rVB5 49663 94617 1.20% ©.098%
29 12.887 1661 1666 1671 rBV3 35699 56192 0.71% 0.058%
30 12.963 1674 1679 1683 rVv2 64738 102946 1.31% 0.107%
31 13.022 1683 1689 1699 rwv2 25839 78928 1.00% ©.082%
32 13.281 1726 1733 1737 rVV10 21366 52587 ©0.67% 0.055%

33 13.381 1745 1750 1758 rVB4 52640 109525 1.39% 0.114%
34 13.516 1767 1773 1778 rVB5 63729 106890 1.36% 0.111%
35 13.593 1778 1786 1794 rVB4 72059 192038 2.44%  ©.199%
36 13.716 1794 1807 1816 rBV6 129704 425522 5.40% 0.441%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15966.D

Acqg On : 19 Aug 2021 ©09:56
Operator : CG/JU

Sample : M3399-12

Misc :

ALS Vvial : 72  Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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_ N\Methods\SFAM-EPA-BN©81621MA.M
Title : SVOA CALIBRATION
37 13.869 1826 1833 1838 rVW 266284 527373 6.69% 0.547%
38 13.957 1838 1848 1857 rVV 2871037 4313831 54.74% 4.472%
39 14.104 1866 1873 1876 rVV2 110394 182425 2.31% 0.189%
40 14.140 1876 1879 1884 rVB3 56642 77572 0.98% 0.080%
41 14.240 1888 1896 1906 rVV 3063096 4916351 62.38% 5.096%
42 14.545 1937 1948 1954 rBV 2258561 3520153 44.67% 3.649%
43 14.610 1954 1959 1966 rVB 2941333 4348041 55.17% 4.507%
44 14.675 1966 1970 1975 rBvV2 78155 118551 1.50% 0.123%
45 14.740 1975 1981 1991 rVB2 216908 375577 4.77% 0.389%
46 14.945 2011 2016 2022 rVB 317378 499662 6.34% 0.518%
47 15.022 2025 2029 2033 rVB6 32952 51386 ©0.65% 0.053%
48 15.169 2047 2054 2058 rBV7 42612 82152 1.04% 0.085%
49 15.469 2100 2105 2110 rBV2 101286 184442 2.34% 0.191%
50 15.540 2110 2117 2122 rBV 3933333 5894707 74.79% 6.111%
51 15.593 2122 2126 2131 rVB 1193486 1724612 21.88% 1.788%
52 15.651 2131 2136 2144 rBV 1119365 1529824 19.41% 1.586%
53 15.722 2144 2148 2151 rBv2 95086 151162 1.92% 0.157%
54 15.845 2166 2169 2173 rVV4 32587 50410 0.64% 0.052%
55 15.887 2173 2176 2182 rVB4 86839 121608 1.54% 0.126%
56 15.992 2187 2194 2195 rBvVv7 31111 64184 0.81% 0.067%
57 16.034 2195 2201 2208 rVB5 114482 248486  3.15% 0.258%
58 16.098 2208 2212 2222 rVB5 48036 103950 1.32% 0.108%
59 16.263 2234 2240 2248 rVB2 282402 461829 5.86% 0.479%
60 16.392 2256 2262 2267 rBV3 69814 111715 1.42% 0.116%
61 16.451 2267 2272 2276 rBV6 43489 78911 1.00% 0.082%
62 16.598 2294 2297 2301 rVV4 38939 55384 0.70% 0.057%
63 16.645 2302 2305 2313 rVV9 35035 64091 0.81% 0.066%
64 16.757 2319 2324 2328 rBV7 27869 52166 ©0.66% 0.054%
65 17.075 2371 2378 2382 rBvV2 133831 255988 3.25%  0.265%
66 17.110 2382 2384 2393 rVB 89177 137349 1.74% 0.142%
67 17.251 2404 2408 2410 rVV2 82943 115098 1.46% 0.119%
68 17.292 2410 2415 2420 rVV 2615297 4135724 52.48% 4.287%
69 17.339 2420 2423 2427 rVV 744478 1122839 14.25% 1.164%
70 17.392 2427 2432 2444 rVV2 4434281 6908157 87.65% 7.161%
71 17.492 2444 2449 2458 rVB2 60402 165607 2.10% 0.172%
72 17.663 2473 2478 2480 rBV 114951 177680 2.25% 0.184%
73 17.698 2480 2484 2490 rVB 487380 708898 8.99% 0.735%
74 17.787 2495 2499 2506 rVV7 44371 86271 1.09% ©.089%
75 17.857 2507 2511 2517 rVB3 29987 50314 0.64% 0.052%

76 17.957 2519 2528 2532 rBV5 61079 168238 2.13% 0.174%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15966.D

Acqg On : 19 Aug 2021 ©09:56
Operator : CG/JU

Sample : M3399-12

Misc :

ALS Vvial : 72  Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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_ N\Methods\SFAM-EPA-BN©81621MA.M

Title : SVOA CALIBRATION

77 17.998 2532 2535 2539 rVV6 40689 61803 0.78% 0.064%
78 18.045 2539 2543 2548 rVB2 61775 86633 1.10% ©0.090%
79 18.134 2553 2558 2564 rVvV 112085 175292 2.22% 0.182%
80 18.222 2568 2573 2581 rVV3 138900 279119 3.54% 0.289%
81 18.292 2581 2585 2591 rVB 111505 160038 2.03% 0.166%
82 18.369 2591 2598 2603 rBV4 87469 181974 2.31% 0.189%
83 18.451 2609 2612 2613 rBV 48311 49261 0.63% 0.051%
84 18.516 2620 2623 2627 rVB 64891 81707 1.04% 0.085%
85 18.616 2635 2640 2645 rVB3 86745 142782 1.81% 0.148%
86 18.663 2645 2648 2653 rVB3 55637 84423 1.07% ©.088%
87 19.322 2756 2760 2762 rVW2 60660 84302 1.07% 0.087%
88 19.351 2762 2765 2770 rVB 96327 131748 1.67% 0.137%
89 19.575 2797 2803 2807 rBV3 37182 77423 0.98% 0.080%
990 19.686 2816 2822 2838 rBV 5283115 7881159 100.00% 8.170%
91 20.098 2885 2892 2896 rBvV2 74596 167178 2.12% 0.173%
92 20.151 2896 2901 2907 rBV 279585 412980 5.24% 0.428%
93 20.257 2916 2919 2923 rVB 58776 67469 0.86% 0.070%
94 20.692 2987 2993 2998 rBV 207852 322885 4.10% 0.335%
95 20.798 3008 3011 3017 rVB3 93019 132967 1.69% 0.138%
96 21.198 3075 3079 3084 rBvV2 198807 340811 4.32% 0.353%
97 21.480 3122 3127 3136 rBV 3145855 4239322 53.79% 4.395%
98 23.745 3504 3512 3520 rBV2 3509958 7493224 95.08% 7.768%
99 23.904 3532 3539 3550 rVB2 1935339 4204053 53.34% 4.358%
100 24.539 3643 3647 3653 rVB2 144381 273282 3.47% 0.283%

Sum of corrected areas: 96467941
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15966.D

Acqg On : 19 Aug 2021 09:56
Operator : CG/JU

Sample : M3399-12

Misc :

ALS vial : 72  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@81621MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BN015966.D\data.ms
5000000

4000000
3000000

2000000

10.32210.710
.840

7.899 8.275 9.0
1000000 7. 228428 .. 605 9.787
3.752
REESBN 5.405 9.375 f@ 030.481| 11.065316 114

Time--> 350 400 450 500 550 6.00 6.50 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance TIC: BN015966.D\data.ms
19.686
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17.392
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14.24
3000000 13.057 7*44.610
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Abundance TIC: BN015966.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15966.D

Acqg On : 19 Aug 2021 09:56
Operator : CG/JU

Sample : M3399-12

Misc :

ALS vial : 72  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@81621MA.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 1Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.275  21.49 ng/ul 1895950 1,4-Dichlorobenzene-d4 7.899

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 94
2 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H1e 1000191-13-7 80
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 72
4 Indane 118 C9H1e 000496-11-7 68
5 Benzene, 1-ethenyl-2-methyl- 118 C9H10 000611-15-4 64

Abundance Scan 882 (8.275 min): BN015966.D\data.ms (-875) (-) m/z 117.05 100.00%

1171
5000
Y § W
63.0 ) 8.00 8.20 8.40 8.60
ot b b 2070 2820 n/7 118,10 54.67%
miz-> 50 100 150 200 250
Abundance #10181: Indane
117.0
5000 LN L B BN R
8.00 8.20 8.40 8.60
m/z 115.10 34.36%
270, 550 | |
O\\‘\\i‘\‘\”\\“‘\‘\\\‘\\\\‘\\\\‘\\\\
miz-> 50 100 150 200 250
Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117.0
8.00 8.20 8.40 8.60
5000 m/z 91.00 18.06%
39.0
‘ 78.0
S O Y Y
miz--> 50 100 150 200 250
Abundance #10198: Benzene, cyclopropyl- R RRREE R EE S R R
117.0 8.00 8.20 8.40 8.60
m/z 63.00 9.36%
5000
65.0
oL 279 1 Lw S I\ B WV N
m/z--> 50 100 150 200 250 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15966.D

Acqg On : 19 Aug 2021 09:56
Operator : CG/JU

Sample : M3399-12

Misc :

ALS vial : 72  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@81621MA.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 3-Phenylbut-1-ene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.105 2.99 ng/ul 381432  Naphthalene-d8 10.710
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Phenylbut-1-ene 132 C10H12 000934-10-1 91
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 90
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 90
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C1OH12 000824-22-6 87
5 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 87
Abundance Scan 1193 (10.105 min): BN015966.D\data.ms (-1185) (-  m/z 117.10 100.00%
11y.1
5000 /\
5 —
39.0 771‘ MJL 10.00 10.50
4
O rrokoobe bl 41522 2070 280. /5 137 05 33.26%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16106: 3-Phenylbut-1-ene
11y7.0
5000 S A —
10.00 10.50
m/z 115.00 32.77%
39.0 770‘ ‘
O ’\‘\H“H“\H\‘H\\\h“\f‘\\‘HH‘\\“\‘\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16107: 1-Phenyl-1-butene
117.0 AA
10.00 10.50
5000 m/z 131.05 18.80%
39.0 770‘
0 ,wm‘_w‘eu“:m“m‘M‘pw‘m_m_m_m‘www”ww
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)- e J“‘M
117.0 10.00 10.50
m/z 91.00 16.10%
5000
o e, |
m/z--> 20 40 60 80 100120140160180200220240260280 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15966.D

Acqg On : 19 Aug 2021 09:56
Operator : CG/JU

Sample : M3399-12

Misc :

ALS vial : 72  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@81621MA.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 1H-Inden-1-o0l, 2,3-dihydro- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.316 2.40 ng/ul 306927 Naphthalene-d8 10.710
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Inden-1-0l, 2,3-dihydro- 134 C9H100 006351-10-6 94
2 1H-Inden-1-0l, 2,3-dihydro- 134 C9H100 006351-10-6 93
3 1H-Inden-5-0l1, 2,3-dihydro- 134 C9H1e0 001470-94-6 70
4 1H-Inden-5-0l1, 2,3-dihydro- 134 C9H1e0 001470-94-6 68
5 Benzaldehyde, 3,4-dimethyl- 134 C9H100 005973-71-7 62

Abundance Scan 1399 (11.316 min): BN015966.D\data.ms (-1389) (-  m/z 133.05 100.00%
138.1

5000
105. /\A

51 l‘ ‘ ‘ h 2070 11.00 11,50
0 Www“wh M‘mw”m el T m/z 134.05 55.49%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #17581: 1H-Inden-1-ol, 2,3-dihydro-
13B.0
5000
11. oo 11 50

m/z 115.00  34.65%

51.0 ‘
\\\‘\\\\‘\\“\‘\“\‘\\\‘\\‘\\“\‘\\H‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17582: 1H-Inden-1-ol, 2,3-dihydro-
133.0

o

11.00 11.50
5000 m/z 105.10 30.29%
170 105
220 500 L
B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17579: 1H-Inden-5-ol, 2,3-dihydro- P oyt vy
133.0 11.00 11.50

m/z 91.10  23.21%

5000
270 51.0 ‘ ‘
0 | Mmﬂhnw T MMWNW WNJ

m/z--> 20 40 60 80 100 120 140 160 180 200 1100 1150
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15966.D

Acqg On : 19 Aug 2021 09:56
Operator : CG/JU

Sample : M3399-12

Misc :

ALS vial : 72  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@81621MA.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 1H-Inden-1-one, 2,3-dihydro- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.093 2.89 ng/ul 368225 Naphthalene-d8 10.710
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 97
2 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 96
3 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 90
4 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 68
5 Bicyclo[4.2.0]octa-1,3,5-triene 104 C8H8 000694-87-1 60
Abundance Scan 1531 (12.093 min): BN015966.D\data.ms (-1525) (-  m/z 103.95 100.00%
104.0
5000
51.0 L ‘
133.0 ) 12.00
(— H‘ A M“ J Hm oty 2072 28 /7 132.00  85.50%
miz-> 100 150 200 250
Abundance #16680.1H4nden4:one,23-dMydro-
104.0
5000 o :
51.0 12.00
m/z 162.95  55.66%
133.0
miz--> 100 150 200 250
Abundance #16677.1H4nden4:one,23—dMydro—
104.0
g g N2
12.00
5000 m/z 78.05 42.83%
51.0
‘ ‘ 133.0
miz--> 50 100 150 200 250
Abundance #16682: 1H-Inden-1-one, 2,3-dihydro-
132.0 12.00
m/z 131.00 37.22%
5000
51.0
0 —
m/z--> 150 200 250 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15966.D

Acqg On : 19 Aug 2021 09:56
Operator : CG/JU

Sample : M3399-12

Misc :

ALS vial : 72  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@81621MA.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Naphthalene, 2,6-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.716 2.42 ng/ul 425522  Acenaphthene-d10 14.546
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
3 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 96
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 95
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95

Abundance Scan 1807 (13.716 min): BN015966.D\data.ms (-1794) (-  m/z 156.10 100.00%
156.1

5000

Ly

13.50 14.00

0 m/z 141.05 83.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
5000 ‘ fU\ L
13.50 14.00
770 115.0 m/z 155.00 38.46%
P w0 U T 1| .
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33162: Naphthalene, 1,6-dimethyl- f\
156.0 /\/\
Ao b e
13.50 14.00
5000 ITI/Z 162.10 30.95%
77.0 115.0
2 NS ST A N J\)\A
m/z--> 20 40 60 80 100 120 140 160 180 200 /\ /\N\,\ W
Abundance #33166: Naphthalene, 1,5-dimethyl- AM e e e
156.0 13.50 14.00

m/z 115.10  26.17%

5000
760 1150
27'0\51\'0 | HH\ ‘ Ll M
0 1 T L : [T T T[T T T TTTT LI T r

m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15966.D

Acqg On : 19 Aug 2021 09:56
Operator : CG/JU

Sample : M3399-12

Misc :

ALS vial : 72  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@81621MA.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Naphthalene, 2,3-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.869 3.00 ng/ul 527373  Acenaphthene-d10 14.546
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
3 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96

Abundance Scan 1833 (13.869 min): BN015966.D\data.ms (-1826) (-  m/z 156.05 100.00%
1

156
5000 m
115.0 AN LY
o 760 ‘ ‘ 13.50 14.00
S g et EEPVRDYR S B w‘ 2992 myz 141,05 93.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0 /K
5000 ‘ AA T T ‘ T f\
13.50 14.00
115.0 m/z 155. 34.29%
2o 0,73 |
O \\\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\‘\\\‘\\ ‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33149: Naphthalene, 2,3-dimethyl-
156.0
A
13. 50 14 00
6.0 115.0
51.0
NN ;.o S0 S I '
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33161: Naphthalene, 1,4-dimethyl-
156.0 13. 50 14 00
m/z 127.95 17.94%
5000
115.0
270 510 70 ‘ bl w
e RN

m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15966.D

Acqg On : 19 Aug 2021 09:56
Operator : CG/JU

Sample : M3399-12

Misc :

ALS vial : 72  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@81621MA.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 1(2H)-Acenaphthylenone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.263 2.23 ng/ul 461829  Phenanthrene-d10 17.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1(2H)-Acenaphthylenone 168 C12H80 002235-15-6 53
2 Benzaldehyde, 2-fluoro-4-hydroxy- 140 C7H5F02 000348-27-6 43
3 Cyclobuta[de]naphthalene 140 C11H8 024973-91-9 38
4 m-Chloropropiophenone 168 C9HOC1O0 034841-35-5 35
5 Benzoic acid, 4-chloro-, methyl ... 170 C8H7Cl02 001126-46-1 30

Abundance Scan 2240 (16.263 min): BN015966.D\data.ms (-2234) (-  m/z 140.00 100.00%

140.0
168.0
5000
63.0 115.0
0 ‘ ‘ H 16.00 16.50
ol m\ e ““‘“J“ !"U‘ " mh“m ol i 2932 /7 139,00 92.63%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #43619: 1(2H)-Acenaphthylenone
140.0 168.0
5000 L
16.00 16.50
69.0 m/z 168.00 76.77%
‘ o 113.0
O\\\‘4\.\”\\“‘\\‘\h\‘Hm\\‘\\\“\‘\\\\H‘\\\\‘\‘\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #21081: Benzaldehyde, 2-fluoro-4-hydroxy-
139.0
et
16.00 16.50
5000 83.0 ITI/Z 169.10 69.33%
57.0
111.0
TS I P R N AN
miz--> 40 60 80 100 120 140 160 180 200 J\
Abundance #20794: Cyclobuta[de]naphthalene Pyt oo St
140.0 16.00 16.50
m/z 170.10 47.96%
5000 A
63.0
84.0 113.0
) N st it Ao RN B PO Dt w\/\

m/z--> 40 60 80 100 120 140 160 180 200 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15966.D

Acqg On : 19 Aug 2021 ©09:56
Operator : CG/JU

Sample : M3399-12

Misc :

ALS Vvial : 72 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@81621MA.M
Quant Title : SVOA 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|
Indane 8.275 21.5 ng/ul 1895950 1 7.899 1764170 20.0
3-Phenylbut-1-ene 10.105 3.0 ng/ul 381432 2 10.710 2552620 20.0
1H-Inden-1-01, ... 11.316 2.4 ng/ul 306927 2 10.710 2552620 20.0
1H-Inden-1-one,... 12.093 2.9 ng/ul 368225 2 10.710 2552620 20.0
Naphthalene, 2,... 13.716 2.4 ng/ul 425522 3 14.546 3520150 20.0
Naphthalene, 2,... 13.869 3.0 ng/ul 527373 3 14.546 3520150 20.0
1(2H)-Acenaphth... 16.263 2.2 ng/ul 461829 4 17.292 4135720 20.0
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