LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15954.D

Acqg On : 19 Aug 2021 01:27
Operator : CG/JU

Sample : M3399-11

Misc :

ALS Vvial : 59 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@15954.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 48 rBV 53364 82377 1.08% 0.089%
2 3.752 1106 113 127 rBV 182444 337788 4.43% 0.364%
3 7.058 667 675 685 rVB 275830 495607 6.50% ©.534%
4 7.228 697 704 720 rVB 801702 1377967 18.07% 1.486%
5 7.428 731 738 749 rVB 940076 1566657 20.54% 1.689%

6 7.899 811 818 826 rVW 937503 1579675 20.71%
7 8.605 931 938 947 rBV2 762900 1288554 16.90%
8 9.064 1008 1016 1027 rVV 1105828 1942258 25.47%
9 9.787 1130 1139 1146 rBV 862544 1516729 19.89%
10 10.328 1223 1231 1241 rBV 1373204 2364368 31.00%
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®
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R

11 10.487 1253 1258 1264 rVWV 60136 99293 1.30%
12 10.710 1287 1296 1303 rBV 1276203 2288043 30.00%
13 10.846 1311 1319 1334 rVB 813397 1634780 21.44%

OO0 RrLrNO
N
[e)])
w
B

14 11.069 1349 1357 1367 rVB7 61789 129680 1.70% 140%
15 11.281 1387 1393 1394 rBV 66797 88321 1.16% 095%
16 11.316 1394 1399 1406 rVB 236085 433478 5.68% 0.467%
17 11.546 1432 1438 1445 rVV2 51847 98303 1.29% ©.106%
18 12.052 1513 1524 1528 rBv4 37137 87807 1.15% 0.095%
19 12.263 1554 1560 1564 rBv2 89501 156261 2.05% 0.169%
20 12.475 1591 1596 1604 rVB5 77080 166833 2.19% ©.180%
21 12.569 1604 1612 1621 rVB3 82072 237569  3.12% ©.256%
22 12.699 1626 1634 1638 rVB5 54219 107838 1.41% 0.116%
23 12.799 1646 1651 1657 rVB3 59531 120320 1.58% ©.130%
24 12.887 1660 1666 1674 rBV5 66214 143651 1.88% ©.155%
25 12.963 1675 1679 1683 rBV3 107955 157292 2.06% ©.170%
26 13.216 1716 1722 1727 rBV2 193189 333853 4.38% ©.360%
27 13.352 1738 1745 1749 rBV6 39842 81599 1.07% ©0.088%
28 13.510 1767 1772 1777 rBVv4 106904 175925 2.31% ©.190%
29 13.593 1782 1786 1794 rVB3 66155 129344 1.70% 0.139%
30 13.681 1794 1801 1804 rBV3 97943 176506 2.31% 0.190%

31 13.722 1804 1808 1816 rVBS8 55359 123867 1.62%
32 13.957 1841 1848 1854 rVV 2887830 4126514 54.11%
33 14.240 1889 1896 1906 rVB 2927803 4647000 60.93%
34 14.546 1942 1948 1955 rVV 1973264 3052203 40.02%
35 14.610 1955 1959 1965 rVB 260778 386118 5.06%
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36 14.675 1965 1970 1974 rBV 193947 310151 4.07% 0.334%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15954.D

Acqg On : 19 Aug 2021 01:27
Operator : CG/JU

Sample : M3399-11

Misc :

ALS Vvial : 59 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 14.746 1974 1982 1988 rVB 265183 454685 5.96% 0.490%
38 14.863 1998 2002 2008 rvV4 65412 102195 1.34% 0.110%
39 15.169 2050 2054 2061 rVBS 49550 83312 1.09% 0.090%
40 15.251 2064 2068 2069 rBV 85018 88282 1.16% ©.095%
41 15.287 2069 2074 2081 rVB 805408 1149434 15.07% 1.240%
42 15.398 2089 2093 2100 rBv4 78411 158756 2.08% 0.171%
43 15.469 2100 2105 2109 rBV2 95577 141682 1.86% 0.153%
44 15.540 2109 2117 2123 rBV 3912980 5838606 76.56% 6.296%
45 15.651 2131 2136 2144 rBV 1111780 1694835 22.22% 1.828%
46 15.722 2144 2148 2156 rBv4 165702 381707 5.01% 0.412%
47 15.887 2172 2176 2181 rVB2 97557 162579 2.13% 0.175%
48 16.034 2195 2201 2207 rVB3 228698 400374  5.25% 0.432%
49 16.098 2208 2212 2218 rVB 70611 100530 1.32% 0.108%
50 16.257 2233 2239 2245 rVB7 105708 201170 2.64% 0.217%
51 16.322 2247 2250 2256 rVB6 57802 78905 1.03% 0.085%
52 16.393 2258 2262 2267 rBvV3 69760 111610 1.46% 0.120%
53 16.451 2268 2272 2275 rVV3 88632 129172 1.69% 0.139%
54 16.487 2275 2278 2283 rVV3 59045 99367 1.30% 0.107%
55 16.551 2285 2289 2293 rVB2 61532 91327 1.20% ©.098%
56 16.675 2304 2310 2312 rVW5 46552 89644 1.18% 0.097%
57 16.704 2313 2315 2320 rVW2 62900 86241 1.13% 0.093%
58 16.916 2346 2351 2354 rBV6 68208 123188 1.62% 0.133%
59 17.081 2371 2379 2386 rBV2 284017 598079 7.84% 0.645%
60 17.251 2404 2408 2410 rBV2 119987 137315 1.80% 0.148%
61 17.298 2410 2416 2421 rVB 2343830 3408925 44.70% 3.676%
62 17.351 2421 2425 2426 rBV3 92093 96027 1.26% 0.104%
63 17.398 2426 2433 2438 rVB 4264358 6377964 83.63% 6.878%
64 17.492 2443 2449 2461 rVB8 110068 372689 4.89% 0.402%
65 17.663 2473 2478 2482 rBV 206776 315698 4.14% 0.340%
66 17.751 2489 2493 2496 rBV2 61789 80907 1.06% 0.087%
67 17.792 2496 2500 2507 rVB4 86020 157121 2.06% ©0.169%
68 17.857 2507 2511 2517 rVB 86098 125276 1.64% 0.135%
69 17.934 2519 2524 2526 rBV5 86022 148629 1.95% 0.160%
70 18.004 2532 2536 2539 rVB3 63191 84898 1.11% 0.092%
71 18.045 2539 2543 2548 rBV5 126827 202715 2.66% 0.219%
72 18.092 2548 2551 2554 rVvv4 56612 74577 0.98% 0.080%
73 18.134 2554 2558 2565 rVB 242121 381134 5.00% 0.411%
74 18.239 2565 2576 2582 rBV5 124917 411013 5.39% 0.443%
75 18.292 2583 2585 2592 rVB 87095 108557 1.42% 0.117%

76 18.375 2592 2599 2603 rBV3 75770 157383 2.06% ©0.170%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15954.D

Acqg On : 19 Aug 2021 01:27
Operator : CG/JU

Sample : M3399-11

Misc :

ALS Vvial : 59 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 18.451 2608 2612 2615 rBV2 90054 124188 1.63% 0.134%

78 18.557 2627 2630 2634 rVB2 55329 74969 ©.98% 0.081%
79 18.616 2636 2640 2646 rVV3 108091 189065 2.48% 0.204%
80 18.669 2646 2649 2654 rVB 67898 92896 1.22% 0.100%

81 19.063 2713 2716 2726 rVB1o 87371 155802 2.04% 0.168%

82 19.281 2750 2753 2756 rVB 65493 78938 1.04% 0.085%
83 19.351 2763 2765 2770 rVB 88046 115932 1.52% 0.125%
84 19.41@ 2771 2775 2777 rBV3 79035 101080 1.33% 0.109%
85 19.610 2805 2809 2813 rwV 99849 159726 2.09% ©0.172%
86 19.692 2817 2823 2839 rVB 5217414 7626379 100.00%  8.224%
87 19.928 2858 2863 2868 rBV 541610 660002 8.65% 0.712%
88 20.081 2885 2889 2896 rVB3 98788 203013 2.66% ©.219%
89 20.257 2914 2919 2924 rBV 146948 215005 2.82% 0.232%
90 20.686 2987 2992 2997 rBV2 256365 404605 5.31% 0.436%
91 20.798 3007 3011 3017 rVB 156650 218709 2.87% ©0.236%
92 21.192 3074 3078 3088 rBv4 245039 399483 5.24% 0.431%
93 21.480 3122 3127 3139 rVB 2783801 3625640 47.54%  3.910%
94 22.386 3276 3281 3289 rVB 3828722 5495793 72.06% 5.926%
95 22.528 3303 3305 3308 rBV3 89211 128834 1.69% ©.139%
96 22.757 3339 3344 3354 rVB 2806945 4410841 57.84% 4.756%
97 23.169 3411 3414 3422 rVB3 141296 232104 3.04%  ©.250%
98 23.751 3504 3513 3519 rBV2 3310404 7014714 91.98% 7.564%
99 23.904 3532 3539 3548 rVB 1696937 3539751 46.41%  3.817%
100 24.539 3643 3647 3656 rVB2 196545 414729 5.44%  0.447%

Sum of corrected areas: 92733235
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©81721\

: BNO15954.D

: 19 Aug 2021 01:27
: CG/JU

: M3399-11

: 59  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

5000000

4000000

3000000

2000000

Time-->
Abundance

5000000

4000000 15.540

3000000 13.94%.240

2000000

1000000

TIC: BN015954.D\data.ms

103289 710
1000000 7.25428 7.899 8.605 JL 9.787 846

9.064

| 3.334 3752 ft 0.48 JL attlisae

350 400 450 500 550 6.00 650 700 750 8.00 850 900 950 10.00 10.50 11.00 11.50
TIC: BN015954.D\data.ms

19.692

17.398

Time-->
Abundance

5000000

4000000

3000000

2000000

1000000

Time-->

0 o A i

fAWALN A Al N ANNAA A -

T T B e e B e e e e e e e e B L s B e P [N s o
12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

TIC: BN015954.D\data.ms

22.386
23.751

21.480 22.757

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15954.D

Acqg On : 19 Aug 2021 01:27
Operator : CG/JU

Sample : M3399-11

Misc :

ALS Vvial : 59 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 1H-Inden-1-o0l, 2,3-dihydro- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.316 3.79 ng/ul 433478 Naphthalene-d8 10.711
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Inden-1-0l, 2,3-dihydro- 134 C9H100 006351-10-6 91
2 1H-Inden-1-0l, 2,3-dihydro- 134 CS9H1e0 006351-10-6 53
3 1H-Inden-1-0l, 2,3-dihydro- 134 C9H1e0 006351-10-6 50
4 4-Ethylbenzoic acid, 2-bromo-4-f... 322 C15H12BrF02 1000293-61-1 47
5 4-Ethylbenzamide 149 C9H11NO 033695-58-8 47
Abundance Scan 1399 (11.316 min): BN015954.D\data.ms (-1394) (- m/z 133.05 100.00%
1338.1
5000 K
105.0
51.0 H ‘ ‘ H 11.00 11,50
[ m““up“‘ mW“‘,“““““,“1‘75"9 m/z 134.05  49.17%
m/z--> 20 40 100 120 140 160 180
Abundance #17581. 1H-Inden-1-o|, 2,3-dihydro-
133.0
5000 /\
11. 00 1l 50
m/z 114.95 8.36%
51.0 ‘
O \\\‘\\\\‘\\“\‘\“\‘\\\‘\\‘f\“\‘\\H’\\\‘\‘\\\\’\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17582: 1H-Inden-1-ol, 2,3-dihydro-
138.0
A/\N\ o
11. 00 1l 50
5000 m/z 105.00 %
770 105.0
270 40 UL
) Sk Y R A A N ——
miz--> 20 40 60 80 100 120 140 160 180
Abundance #17568: 1H-Inden-1-ol, 2,3-dihydro-
138.0 11.00 11. 50
m/z 91.00 %
5000
51.0 77.0 105.0
0 wu ‘,Hm””,””_
m/z--> 20 40 60 80 100 120 140 160 180 11. 00 11 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15954.D

Acqg On : 19 Aug 2021 01:27
Operator : CG/JU

Sample : M3399-11

Misc :

ALS Vvial : 59 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-Methylbenzothiophene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.569 2.08 ng/ul 237569 Naphthalene-d8 10.711
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methylbenzothiophene 148 C9H8S 001455-18-1 68
2 Benzo[b]thiophene, 6-methyl- 148 C9H8S 016587-47-6 68
3 Benzaldehyde, 2,4,5-trimethyl- 148 C10H120 005779-72-6 64
4 Benzo[b]thiophene, 5-methyl- 148 C9H8S 014315-14-1 64
5 Benzo[b]thiophene, 4-methyl- 148 C9H8S 014315-11-8 64
Abundance Scan 1612 (12.569 min): BN015954.D\data.ms (-1604) (-  m/z 147.05 100.00%
147.1
5000
77.0 12'50 ‘
45.0 . 121.0 206.9 12.50
0" m/z 148.05 71.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26956: 3-Methylbenzothiophene
147.0
5000 LA LN )
12.50
450 m/z 149.00 12.67%
U 69.0
115.0
O\-:L\S\.‘O\‘\ T \“‘ \‘\H\ T ““\ \“1”‘1" \9\‘?".\0‘”\ T \‘\ “\ T o [T T T T T T [ToTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26963: Benzo[b]thiophene, 6-methyl-
P P, 2\
e
12.50
5000 m/z 131.05 12.03%
450 740 121.0
N N AP O VU W I SR
miz--> 20 40 60 80 100 120 140 160 180 200 /M M/
Abundance #26255: Benzaldehyde, 2,4,5-trimethyl- bngur - il ‘W(N‘ ‘
147.0 12.50
m/z 77.00 11.38%
5000 119.0
39.0 9.0
", 65.0 ‘ ‘
OHH““‘H“H “‘1““““ “u‘”,mm“‘MNHh,“‘u‘uu‘mwuu e
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15954.D

Acqg On : 19 Aug 2021 01:27
Operator : CG/JU

Sample : M3399-11

Misc :

ALS Vvial : 59 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 Propanedial, 2-phenyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.216 2.19 ng/ul 333853  Acenaphthene-d10 14.546
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanedial, 2-phenyl- 148 C9H802 026591-66-2 70
2 Benzenepropanal, 2-oxo- 148 C9H802 056485-04-2 53
3 3H-Indazol-3-one, 1,2-dihydro-2-... 148 C8H8N20 001848-40-4 50
4 Benzaldehyde, 4-propyl- 148 C10H120 028785-06-0 49
5 L-Phenylalanine, N-acetyl- 207 C11H13NO3 002018-61-3 45
Abundance Scan 1722 (13.216 min): BN015954.D\data.ms (-1716) (- m/z 91.05 100.00%
91.0
148.0
5000
e =
390 H ‘ ‘ | ‘ o7 1 ‘ 13.00 13.50
0 H‘ B H‘u . 20 2810 47 148,00 78.15%
miz--> 100 150 200 250
Abundance #26911:PropanemaLZ-phenyL
910 1480
5000 G A
13.00 13.50
m/z 119.05 49.02%
51. O‘
| \‘ J‘n il M \ |
O T T \ T T T T T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 100 150 200 250
Abundance #26915.BenzenepropanaLZ—oxo—
91.0
13.00 13.50
5000 m/z 65.00 25.85%
57.0 148.0
J L,
L0 10
miz--> 50 100 150 200 250
Abundance #26829: 3H-Indazol-3-one, 1,2-dihydro-2-methyl- — ——
148.0 13.00 13.50
m/z 147.05  23.41%
5000 105.0
T ey
0 ‘me,‘w“m_H_‘H_H W T
mlz--> 50 100 150 200 250 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15954.D

Acqg On : 19 Aug 2021 01:27
Operator : CG/JU

Sample : M3399-11

Misc :

ALS Vvial : 59 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 2-Naphthalenecarbonitrile Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.675 2.03 ng/ul 310151  Acenaphthene-d10 14.546
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Naphthalenecarbonitrile 153 C11H7N 000613-46-7 97
2 2-Naphthalenecarbonitrile 153 C11H7N 000613-46-7 94
3 1-Naphthalenecarbonitrile 153 C11H7N 000086-53-3 94
4 2-Naphthalenecarbonitrile 153 C11H7N 000613-46-7 93
5 1-Naphthalenecarbonitrile 153 C11H7N 000086-53-3 93

Abundance Scan 1970 (14.675 min): BN015954.D\data.ms (-1965) (-

m/z 153.00 100.00%

153.0
5000
126.0
390 63.1 ) 14.50 15.00
ol 2200 b Tl 1908 hs 126,00 19.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30446: 2-Naphthalenecarbonitrile
153.0
5000 /\v‘\ T ‘/\J\\ \M\ T | T
14.50 15.00
126.0 m/z 154.00 10.43%
63.0
O‘\\\3\9“.\0\“\\“‘\\\“1‘\‘\\9\9‘i.\0\\\‘\“\\\‘\\‘}‘\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30442: 2-Naphthalenecarbonitrile
153.0
Py 2y
14.50 15.00
5000 ITI/Z 63.10 8.63%
126.0
0 39.0 I 63\0 i 1OQO \‘\ \‘
e e B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30441: 1-Naphthalenecarbonitrile —— —
153.0 14.50 15.00
m/z 126.95 7.30%
5000
63.0 126.0
P DRNE. LR RN 2 JN SO SRS Y L 4 A 77,
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15954.D

Acqg On : 19 Aug 2021 01:27
Operator : CG/JU

Sample : M3399-11

Misc :

ALS Vvial : 59 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 Diethyltoluamide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

15.287 7.53 ng/ul 1149430  Acenaphthene-d10 14.546
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethyltoluamide 191 C12H17NO 000134-62-3 95
2 Diethyltoluamide 191 C12H17NO 000134-62-3 95
3 Benzamide, N,N-diethyl-4-methyl- 191 C12H17NO 002728-05-4 90
4 Benzamide, 3-methyl-N-methyl-N-p... 191 C12H17NO 1000421-46-2 90
5 Benzamide, 3-methyl-N-butyl- 191 C12H17NO 1000407-41-1 87

Abundance Scan 2074 (15.287 min): BN015954.D\data.ms (-2069) (-  m/z 119.00 100.00%

119.0
5000 190.1
65.0
351 | 148.1 2210 280. 1500 s 50
Ol SR ettt b e et b 2o Qe e 200, m/z 91.08 4%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #65682: Diethyltoluamide
119.0
5000 190.0 =
15.00 15 50
e m/z 190.10 7.97%
0L.29.0 L | 1480
\\\‘\H\‘\H\’\\H‘HH‘HH‘\H\‘\H\’\\H‘HH‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #65681: Diethyltoluamide
119.0
15 00 15 50
5000 ITI/Z 65.00 %
190.0
65.0
0 290 ‘ Il ‘ 1480\ ‘
e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #65755: Benzamide, N,N-diethyl-4-methyl- —
119.0 15.00 15 50
m/z 191.10 4.86%
5000
190.0
65.0
ol 360 | 1480 |
HwHH‘HHMH‘_HwH‘WHHMH‘MHWH‘WHHM‘HMHW‘HWH
m/z--> 20 40 60 80 100120140160180200220240260280 15 00 15 50

SFAM-EPA-BNO81621MA.M Fri Aug 20 16:21:17 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15954.D

Acqg On : 19 Aug 2021 01:27
Operator : CG/JU

Sample : M3399-11

Misc :

ALS Vvial : 59 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 1,1'-Biphenyl, 2-methyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.722 2.50 ng/ul 381707 Acenaphthene-d10 14.546
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1'-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 58
2 Fluorene, 2,4a-dihydro- 168 C13H12 059247-36-8 46
3 Naphthalene, 1-(2-propenyl)- 168 C13H12 002489-86-3 43
4 1,1'-Biphenyl, 4-methyl- 168 C13H12 000644-08-6 42
5 1,1'-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 41

Abundance Scan 2148 (15.722 min): BN015954.D\data.ms (-2144) (-

m/z 168.00 100.00%

168.0
135.0
5000
91.0
51.0 | e
' 98.1 .y 15.50 16.00
0° “; e m/z 153.0 84.28%
m/z--> 50 100 150 200 250
Abundance #43641: 1,1'-Biphenyl, 2-methyl-
168.0
5000 Hfet
15.50 1600
m/z 167.1 71.20%
10 o[, 150 |
O T T T ‘\ ’ \‘\“\H\‘ T T ‘\ ‘!‘ “ \H\ T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #43629: Fluorene, 2,4a-dihydro-
165.0
AN
1550 1600
5000 m/z 135.0 59.57%
820 1150 ‘
m/z--> 50 100 150 200 250
Abundance #43644: Naphthalene, 1-(2-propenyl)-
168.0 1550 1600
m/z 152.0 57.81%
5000
115.0
39.0 83.0
0 R R
mlz--> 50 100 150 200 250 15.50 16.00

SFAM-EPA-BN@81621MA.M Fri Aug 20 16:21:17 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15954.D

Acqg On : 19 Aug 2021 01:27
Operator : CG/JU

Sample : M3399-11

Misc :

ALS Vvial : 59 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 Benzene, l-ethynyl-2-(methy... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.034 2.35 ng/ul 400374  Phenanthrene-d10 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethynyl-2-(methylthio)- 148 C9H8S 078905-08-5 56
2 Benzo[h]quinoline 179 C13HSN 000230-27-3 44
3 Acridine 179 C13HSN 000260-94-6 44
4 p-Phenylbenzonitrile 179 C13HSN 002920-38-9 35
5 Benzo[f]quinoline 179 C13HSN 000085-02-9 35
Abundance Scan 2201 (16.034 min): BN015954.D\data.ms (-2195) (-  m/z 179.10 100.00%
1470 1791
5000 A
: o g
’ : 2071 16.00
o' ‘mm‘ muf?m m/z 147.00  84.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26965: Benzene, 1-ethynyl-2-(methylthio)-
147.0
5000 89.0 R T
16.00
63.0 m/z 147.95 60.92%
39. 115.0 /
0 ‘H\“\‘\‘\““‘\\\‘\“\\}‘\‘\ “\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53937: Benzo[h]quinoline
179.0
16.00
5000 m/z 161.05 43.51%
89.0 151.0
63.0 126.0
o 200 b M A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53923: Acridine T ‘
179.0 16.00
m/z 135.00 32.10%
B /\JL\L
89.0
151.0
63.0
NI o W0 W, .0 N N u
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15954.D

Acqg On : 19 Aug 2021 01:27
Operator : CG/JU

Sample : M3399-11

Misc :

ALS Vvial : 59 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 8 Dibenzo-p-dioxin Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.081 3.51 ng/ul 598079  Phenanthrene-d10 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzo-p-dioxin 184 C12H802 000262-12-4 64
2 2-Dibenzofuranol 184 C12H802 000086-77-1 58
3 Dibenzo-p-dioxin 184 C12H802 000262-12-4 58
4 2-Dibenzofuranol 184 C12H802 000086-77-1 58
5 4(3H)-Quinazolinone, 3-propadienyl- 184 C11H8N20 025379-65-1 52

Abundance Scan 2379 (17.081 min): BN015954.D\data.ms (-2371) (- m/z 184.10 100.00%

184.1
5000 159.1
T T
00 630 1020 13“‘)0 17.00
0 ""‘m"mN"J“_u“!M‘MHM"“““wg“““““z‘("?‘q m/z 159.10  37.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58950: Dibenzo-p-dioxin
184.0
5000 = |
128.0 17.00
102.0 s o m/z 130.00 15.87%
76.0
O \\‘2(\3\0\\‘\\H!\‘h\\w‘\\!\“\\\\‘\“\‘\\‘\\\\‘\\\\"\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58951: 2-Dibenzofuranol
184.0
B ‘
17.00
5000 ITI/Z 128.00 14.21%
92.0 128.0
0 280 B0 e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58952: Dibenzo-p-dioxin T ‘
184.0 17.00
m/z 185.00 13.50%
5000
128.0
51.0
m ‘760 155.0
0 """""H‘1‘“‘M""‘w_“m‘m‘wuw‘m_m L
m/z--> 20 40 60 80 100 120 140 160 180 200 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15954.D

Acqg On : 19 Aug 2021 01:27

Operator : CG/JU

Sample : M3399-11

Misc :

ALS Vvial : 59 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 9 unknown-01

Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
17.493 2.19 ng/ul 372689  Phenanthrene-d10 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2,5,7-Triazatricyclo[6.4.0.0(2,6... 159
2 Quinoline, 7-methoxy- 159
3 4-Chloro-3-phenyl-1,2,4-triazole 179
4 3-Chloro-5-phenyl-1H-1,2,4-triazole 179
5 8-Quinolinol, 3-methyl- 159

C9HON3
C10HO9NO
C8H6CIN3
C8H6CIN3
C10HO9NO

Abundance Scan 2449 (17.492 min): BN015954.D\data.ms (-2443) (-

159.1
5000
77.0
39.0
17.
9‘7'0 ‘ 281.9 354,
0! JW‘ T
mlz--> 50 100 150 200 250 300 350
Abundance #36001: 2,5,7-Triazatricyclo[6.4.0.0(2,6)]dodeca-1(8),6,9,
159.0
5000
103.0
51.0 ‘
Ot ih‘\“\‘““\ 1‘ ““\“\ ‘\‘h\“‘ LB B I
m/z--> 50 100 150 200 250 300 350
Abundance #35579: Quinoline, 7-methoxy-
159.0
116.0
5000
63.0
miz--> 50 100 150 200 250 300 350
Abundance #54078: 4-Chloro-3-phenyl-1,2,4-triazole
179.0
104.0
5000
63.0
m/z--> 50 100 150 200 250 300 350

SFAM-EPA-BN@81621MA.M Fri Aug 20 16:21:19 2021

024134-26-7 25
004964-76-5 20
1000147-16-1 20
031803-05-1 18
075457-13-5 18

m/z 159.10 100.00%

N

e
17.50
m/z 179.05 81.74%

" MMAMM

e
17.50
m/z 182.00  68.85%

Al

17.50
m/z 153.00  65.23%

3

7
17.50

m/z 178.10  43.50%

-

17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15954.D

Acqg On : 19 Aug 2021 01:27
Operator : CG/JU

Sample : M3399-11

Misc :

ALS Vvial : 59 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 10 2-Hydroxyfluorene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

18.134  2.24 ng/ul 381134 Phenanthrene-die 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Hydroxyfluorene 182 C13H1e0 002443-58-5 96
Hydroxyfluorene 182 C13H100 002443-58-5 93
,1'-Biphenyl]-4-carboxaldehyde 182 C13H1e0 003218-36-8 58
,1'-Biphenyl]-4-carboxaldehyde 182 C13H100 003218-36-8 58
,6-Dimethoxysalicylaldehyde 182 C9H1004 000708-76-9 53

uhwNnpR
/NN
[

Abundance Scan 2558 (18.134 min): BN015954.D\data.ms (-2554) (- m/z 182.05 100.00%

182.1
5000 152.1
76.0 =T 1]
18.00 18.50
39.0 115.0 :
oH_Hu_uu‘phm‘wwmHu,umWh”w‘m‘%‘19"9””“_%5‘1‘:- m/z 181.10  51.81%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56933: 2-Hydroxyfluorene
182.0
5000 ek A
152.0 18.00 18.50

m/z 152.05 41.50%

76.0
\\‘\\?\’\9[\\‘H‘\H“!“‘H‘\\‘:!-\J-\\S’RH‘\\“\‘\‘\‘\H“\H\‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56934: 2-Hydroxyfluorene
182.0

o

18.00 18.50
5000 m/z 153.00  28.22%
152.0
76.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56940: [1,1'-Biphenyl]-4-carboxaldehyde —— =
182.0 18.00 18.50
m/z 76.00 18.64%
5000
152.0
76.0
RS0 D W~ S S AALL AL Al
m/z--> 20 40 60 80 100120140160180200220240260280 18.00 18.50

SFAM-EPA-BNO81621MA.M Fri Aug 20 16:21:20 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15954.D

Acqg On : 19 Aug 2021 01:27
Operator : CG/JU

Sample : M3399-11

Misc :

ALS Vvial : 59 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 11 Dibenzofuran, 4-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

18.240 2.41 ng/ul 411013  Phenanthrene-d10 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzofuran, 4-methyl- 182 C13H1e0 007320-53-8 94
2 9H-Fluoren-3-o0l 182 C13H100 006344-67-8 90
3 [1,1'-Biphenyl]-4-carboxaldehyde 182 C13H1e0 003218-36-8 86
4 3-(2-Naphthyl)acrylaldehyde 182 C13H100 020884-05-3 83
5 [1,1'-Biphenyl]-4-carboxaldehyde 182 C13H1e0 003218-36-8 80

Abundance Scan 2576 (18.239 min): BN015954.D\data.ms (-2565) (-  m/z 182.05 100.00%

18p.1
5000
6.0 (= oot
126 0 18.00 18.50
39.0 :
0L bk ial e, M ks 2BL9 395 47 181,05  95.83%
mlz--> 50 100 150 200 250 300 350
Abundance #56936: Dibenzofuran, 4-methyl-
182.0
5000 e L
18.00 18.50
m/z 152.00 42.27%
%0 0 waro|
O\\\‘\“\H\“‘\‘\\\“\\‘H \‘\\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #56929: 9H-Fluoren-3-o
182.0
P o
18.00 18.50
5000 m/z 153.00  15.75%
76.0
127.0
oL 30y O
miz--> 50 100 150 200 250 300 350
Abundance #56942: [1,1'-Biphenyl]-4-carboxaldehyde —— =
182.0 18.00 18.50
m/z 151.00 14.37%
5000
76.0
9.0 ‘ 127.0
ol L L MWL Aot
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15954.D

Acqg On : 19 Aug 2021 01:27
Operator : CG/JU

Sample : M3399-11

Misc :

ALS Vvial : 59 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 12 Butyl citrate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.928 3.64 ng/ul 660002  Chrysene-d12 21.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butyl citrate 360 C18H3207 000077-94-1 64
2 Butyl citrate 360 C18H3207 000077-94-1 64
3 Tributyl acetylcitrate 402 C20H3408 000077-90-7 60
4 Tributyl acetylcitrate 402 C20H3408 000077-90-7 53
5 1,3,5-Triazine, 2-amino-4-ethyla... 185 C6H11N5S 004147-58-4 43

Abundance Scan 2863 (19.928 min): BN015954.D\data.ms (-2858) (-  m/z 185.05 100.00%

185.1
129.0
5000
43.0 259.1
‘ ‘ 20.00
ol Lk, s‘w‘h e 32944009 ) 199,00 55.95%
m/z--> 50 100 150 200 250 300 350 400
Abundance #269580: Butyl citrate
185.0
129.0 JL L
5000 T T T T T T
20.00
41.0 2590 m/z 43.00 36.42%
O\\1‘\““\\\“\“\‘\TH\“‘\\\\‘\\\\“‘!\\\‘\\\\3‘6\1-\.0\\‘\\\\
m/z--> 100 150 200 250 300 350 400
Abundance #269579: Butyl citrate
185.0
——
129.0 20.00
5000 259.0 m/z 259.15  34.29%
57.0
ob— ‘ il w AL 1 305038500
m/z--> 50 100 150 200 250 300 350 400
Abundance #303464: Tributyl acetylcitrate o
185.0 20.00
m/z 57.05 26.38%
43.0 129.0
5000 259.0
L1 ‘ 329.0
ol b L e s
m/z--> 50 100 150 200 250 300 350 400 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15954.D

Acqg On : 19 Aug 2021 01:27
Operator : CG/JU

Sample : M3399-11

Misc :

ALS Vvial : 59 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 13 Hexanedioic acid, bis(2-eth... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.686 2.23 ng/ul 404605  Chrysene-di12 21.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 86
2 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 86
3 Adipic acid, 2-ethylhexyl undecy... 412 C25H4804 1000324-48-9 83
4 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 72
5 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 53
Abundance Scan 2992 (20.686 min): BN015954.D\data.ms (-2987) (-  m/z 129.00 100.00%
129.0
‘ N
197 12412 | !
0Lt ded " | H‘ T2 29503422 4150 s 09 51119
m/z--> 100 150 200 250 300 350 400
Abundance #279381. Hexanedioic acid, bis(2-ethylhexyl) ester
129.0
5000 i S
20.50 21.00
57.0 m/z 70.05 38.58%
L h) e
O\‘\\H‘\\ \JM\“\H\ \’\\\\‘\\\\“\\\\%]-\3\(\)\‘3\7\].\0\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #279246: Hexanedioic acid, dioctyl ester
129.0
P P
57.0 20.50 21.00
5000 m/z 55.10 37.14%
L e
IR s
miz--> 50 100 150 200 250 300 350 400
Abundance #309192: Adipic acid, 2-ethylhexyl undecyl ester —— ——
129.0 20.50 21.00
m/z 71.00 34.44%
5000
57.0 283.0
ol ldugb il 000 L poocool s
m/z--> 50 100 150 200 250 300 350 400 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15954.D

Acqg On : 19 Aug 2021 01:27
Operator : CG/JU

Sample : M3399-11

Misc :

ALS Vvial : 59 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 14 n-Tetracosanol-1 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

21.192 2.20 ng/ul 399483  Chrysene-di12 21.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 93
2 Octacosanol 410 C28H580 000557-61-9 91
3 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 91
4 Nonadecyl heptafluorobutyrate 480 C23H39F702 1000351-83-9 91
5 1-Hexacosanol 382 C26H540 000506-52-5 91

Abundance Scan 3078 (21.192 min): BN015954.D\data.ms (-3074) (- m/z 57.05 100.00%
57.0

5000
—r— —
“ || 15922071 2669 3422 4150 21.00 21.50
0 b A b b i o DAL TS m/z 55.85  92.22%
mlz--> 50 100 150 200 250 300 350 400
Abundance #264236: n-Tetracosanol-1
57.0
111.0
5000 — e
21.00 21.50
m/z 43.10 89.98%
O T \‘h ‘\““ T ‘\‘\ T ‘ JH‘ \‘H‘\ h‘ J‘“‘G\Z.\‘()\ ‘2\2\2\.0\‘ T \\3?\8.\0\ T ‘ L ‘ TTTT
m/z--> 50 100 150 200 250 300 350 400
Abundance #308226: Octacosano
83.0
— —
21.00 21.50
5000 ITI/Z 83.05 78.83%
29 %9'0 392.0
obri b LAy (3950 2500 3070 PPET
m/z--> 50 100 150 200 250 300 350 400
Abundance #287613: Nonadecyl trifluoroacetate T T
57.0 21.00 21.50
m/z 97.05 74.33%
111.0
5000
311.0
ob LLALLLLL3670 221286031103620 b St
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15954.D

Acqg On : 19 Aug 2021 01:27
Operator : CG/JU

Sample : M3399-11

Misc :

ALS Vvial : 59 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 15 Didecan-2-yl phthalate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
22.757 24.92 ng/ul 4410840 Perylene-di2 23.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Didecan-2-yl phthalate 446 C28H4604 028029-89-2 78
2 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 72
3 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 64
4 Phthalic acid, cycloheptyl isohe... 346 C21H3004 1000322-83-1 59
5 Phthalic acid, decyl 2-methylpen... 390 C24H3804 1000356-91-5 53
Abundance Scan 3344 (22.757 min): BN015954.D\data.ms (-3339) (-  m/z 149.00 100.00%
149.0
5000
43.1
— —
22.50 23.00
307.2
ob ALy ill20m0 372 411 as00sas: 7167 0 a1.06%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #324475: Didecan-2-yl phthalate
149.0
5000 — —
22.50 23.00
3070 m/z 43.10 27.23%
ol | 446.0
\\\‘\IIIWT\\\ \1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #295611: Bis(2-ethylhexyl) phthalate
149.0
e —
22.50 23.00
5000 m/z 57.05 23.52%
57.0
‘ 279.0
0 m““wluw‘m S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #295608: Bis(2-ethylhexyl) phthalate — — i
149.0 22.50 23.00
m/z 55.05 16.97%
5000
57.0
‘ 279.0
ob bbb b L3900 e S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15954.D

Acqg On : 19 Aug 2021 01:27
Operator : CG/JU

Sample : M3399-11

Misc :

ALS Vvial : 59 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 16 Tetradecane, 1l-iodo- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
24.539 2.34 ng/ul 414729  Perylene-di12 23.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 83
2 Heptadecane 240 C17H36 000629-78-7 80
3 Heptadecane 240 C17H36 000629-78-7 80
4 Octadecane, 1-iodo- 380 C18H371 000629-93-6 80
5 Tetradecane, 2-methyl- 212 C15H32 001560-95-8 80

Abundance Scan 3647 (24.539 min): BN015954.D\data.ms (-3643) (- m/z 57.10 100.00%
57.1

5000

%

24.50

1550219128313428
Hn 4162 489.95490 0 7110 61.44%

0 ) TN WYINR T
RN e o i e R e R e R e S R AR R R

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #228591: Tetradecane, 1-iodo-

a1
~!
o

5000
24.50
m/z 43.05 57.34%
| EF{Q 197.0
O‘\\\l\‘\\‘\H‘\\‘\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123958: Heptadecane
57.0
T \
24.50
5000 m/z 85.10 51.20%

gz, oo

L1y

—

0‘H‘w‘H‘_‘H‘H‘w‘H‘_‘H‘H‘w‘u‘_‘u‘u‘w‘u‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane
57.0 24.50
m/z 55.10 22.48%
B Nw@%NNM$Mj\fhwwwmeN
1 7
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@81721\
Data File : BN@15954.D

Acqg On : 19 Aug 2021 01:27
Operator : CG/JU

Sample : M3399-11

Misc :

ALS Vvial : 59 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|
1H-Inden-1-01, ... 11.316 3.8 ng/ul 433478 2 10.711 2288040 20.0
3-Methylbenzoth... 12.569 2.1 ng/ul 237569 2 10.711 2288040 20.0
Propanedial, 2-... 13.216 2.2 ng/ul 333853 3 14.546 3052200 20.0
2-Naphthaleneca... 14.675 2.0 ng/ul 310151 3 14.546 3052200 20.0
Diethyltoluamide 15.287 7.5 ng/ul 1149430 3 14.546 3052200 20.0
1,1'-Biphenyl, ... 15.722 2.5 ng/ul 381707 3 14.546 3052200 20.0
Benzene, 1l-ethy... 16.034 2.4 ng/ul 400374 4 17.298 3408930 20.0
Dibenzo-p-dioxin 17.081 3.5 ng/ul 598079 4 17.298 3408930 20.0
unknown-01 17.493 2.2 ng/ul 372689 4 17.298 3408930 20.0
2-Hydroxyfluorene 18.134 2.2 ng/ul 381134 4 17.298 3408930 20.0
Dibenzofuran, 4... 18.240 2.4 ng/ul 411013 4 17.298 3408930 20.0
Butyl citrate 19.928 3.6 ng/ul 660002 5 21.480 3625640 20.0
Hexanedioic aci... 20.686 2.2 ng/ul 404605 5 21.480 3625640 20.0
n-Tetracosanol-1 21.192 2.2 ng/ul 399483 5 21.480 3625640 20.0
Didecan-2-yl ph... 22.757 24.9 ng/ul 4410840 6 23.904 3539750 20.0
Tetradecane, 1-... 24.539 2.3 ng/ul 414729 6 23.904 3539750 20.0
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