LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc :

ALS vial : 5 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_G\Methods\SFAM-EPA-BG120821.M
Title : SVOA CALIBRATION

Signal : TIC: BGO51430.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.786 382 391 405 rBV 115234 253444  1.23% 0.309%
2 6.156 447 454 464 rVB3 66337 161511 0.78% 0.197%
3 7.390 655 664 675 rVV3 108601 242008 1.17%  0.295%
4 7.772 724 729 733 rVW 151964 233643 1.13% 0.284%
5 7.819 733 737 744 rVvB 110363 179733 0.87% 0.219%
6 8.189 794 800 812 rVB 118234 239198 1.16% 0.291%
7 8.735 888 893 900 rVB4 46010 103293 0.50% 0.126%
8 8.812 900 906 914 rBV3 86143 162719 ©.79% 0.198%
9 8.923 918 925 930 rBV2 56059 103995 0.50% 0.127%
10 9.382 995 1003 1010 rBV2 249153 434374 2.10% 0.529%
11 10.939 1262 1268 1274 rBV 158290 260805 1.26% 0.317%
12 11.015 1275 1281 1285 rVV 166799 308810 1.49% 0.376%
13 11.068 1285 1290 1297 rVB 373006 677047 3.27% 0.824%
14 11.250 1303 1321 1326 rVB 6103124 20678813 100.00% 25.172%
15 11.984 1439 1446 1451 rBV 63096 100946 ©0.49% 0.123%
16 12.378 1506 1513 1522 rVB 225460 341656 1.65% 0.416%
17 12.478 1524 1530 1538 rBV3 51352 102036 ©0.49% 0.124%
18 12.660 1555 1561 1567 rBV ~ 248709 414343  2.00%  0.504%
19 12.878 1591 1598 1605 rVB 123721 227363 1.10% 0.277%
20 13.271 1659 1665 1669 rVv2 62820 117049 0.57% 0.142%
21 13.606 1714 1722 1727 rBV 395659 594398 2.87% 0.724%
22 13.659 1727 1731 1741 rVB4 59069 130099 0.63% 0.158%
23 14.000 1781 1789 1794 rVB3 71929 177820 0.86% 0.216%
24 14.135 1806 1812 1816 rVV2 104117 208503 1.01% 0.254%
25 14.188 1816 1821 1830 rVVv4 111168 362735 1.75% 0.442%
26 14.258 1830 1833 1837 rVB3 85373 110390 ©.53% 0.134%
27 14.523 1871 1878 1886 rBvV2 60673 178488 0.86% 0.217%
28 14.670 1899 1903 1911 rVB 347767 455685  2.20%  ©.555%
29 14.822 1924 1929 1936 rVB2 233869 411863 1.99% 0.501%
30 15.016 1953 1962 1969 rBV3 40519 135545 0.66% 0.165%
31 15.222 1991 1997 2003 rVV6 99938 236631 1.14% ©0.288%
32 15.286 2003 2008 2016 rVB3 99879 196863 0.95% 0.240%
33 15.580 2052 2058 2060 rBV2 100604 177015 ©0.86% 0.215%
34 15.621 2060 2065 2072 rVB2 675199 1079853 5.22% 1.315%
35 15.733 2079 2084 2088 rVB2 90378 138867 ©.67% 0.169%

36 15.804 2091 2096 2102 rBV2 190217 326553 1.58% ©.398%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc :

ALS vial : 5 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_G\Methods\SFAM-EPA-BG120821.M
Title : SVOA CALIBRATION
37 16.021 2131 2133 2137 rW 85668 124657 ©0.60% 0.152%
38 16.068 2137 2141 2146 rVB3 211144 334057 1.62% 0.407%
39 16.409 2196 2199 2206 rVB3 65528 111831 0.54% 0.136%
40 16.479 2207 2211 2218 rBV 286844 602434 2.91% 0.733%
41 16.620 2229 2235 2240 rBvV2 193397 407300 1.97% 0.496%
42 16.685 2240 2246 2252 rVB5 207887 438013 2.12% 0.533%
43 16.749 2252 2257 2262 rBv4 167825 324479 1.57% 0.395%
44 16.796 2262 2265 2269 rVB2 87710 128274 0.62% 0.156%
45 16.949 2287 2291 2298 rVB5 129418 235031 1.14% 0.286%
46 17.014 2298 2302 2305 rVB 82275 101805 0.49% 0.124%
47 17.272 2342 2346 2350 rBV 234615 288353 1.39% 0.351%
48 17.325 2351 2355 2361 rVB2 80881 116617 ©.56% 0.142%
49 17.425 2369 2372 2377 rVB 96172 128094 0.62% 0.156%
50 17.572 2392 2397 2401 rBV 286260 415873 2.01% 0.506%
51 17.819 2435 2439 2445 rVB 128719 177016 ©0.86% 0.215%
52 17.925 2452 2457 2463 rVB4 91345 192219 0.93% 0.234%
53 18.013 2469 2472 2476 rVB 161371 179645 0.87% 0.219%
54 18.430 2539 2543 2551 rBV2 261864 515133 2.49% 0.627%
55 18.500 2551 2555 2561 rVB 334597 454928 2.20% 0.554%
56 18.700 2586 2589 2593 rVB 160437 174295 0.84% 0.212%
57 18.982 2634 2637 2645 rVB4 137706 209173 1.01% 0.255%
58 19.088 2651 2655 2662 rVB3 185284 280305 1.36% 0.341%
59 19.158 2663 2667 2675 rBv4 50249 117766 0.57% 0.143%
60 19.323 2691 2695 2699 rVV2 172867 210527 1.02% 0.256%
61 19.529 2726 2730 2735 rVB 173547 227801 1.10% 0.277%
62 19.693 2754 2758 2765 rBV3 119079 200237 0.97% 0.244%
63 19.805 2773 2777 2782 rVB3 149990 220535 1.07% 0.268%
64 19.899 2789 2793 2795 rBV 163327 186406 ©.90% 0.227%
65 19.934 2795 2799 2806 rVB2 417344 661895 3.20% 0.806%
66 20.210 2842 2846 2849 rBV 131735 175082 ©0.85% 0.213%
67 20.428 2879 2883 2888 rBv2 218278 251332 1.22% 0.306%
68 20.715 2928 2932 2943 rVB 161591 261186 1.26% 0.318%
69 20.868 2948 2958 2962 rVV 9061364 17674309 85.47% 21.515%
70 20.927 2962 2968 2972 rVB2 242759 308027 1.49% 0.375%
71 21.156 3004 3007 3009 rBv2 81202 112308 0.54% 0.137%
72 21.191 3009 3013 3019 rVB2 431853 661313 3.20% 0.805%
73 21.350 3036 3040 3044 rVB 256622 339074 1.64% 0.413%
74 21.444 3053 3056 3060 rVB 264007 320093 1.55% 0.390%
75 21.597 3078 3082 3086 rVB2 75648 108406 ©.52% 0.132%

76 21.720 3096 3103 3117 rVB 5632354 10092208 48.80% 12.285%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc :

ALS vial : 5 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_G\Methods\SFAM-EPA-BG120821.M

Title : SVOA CALIBRATION

77 21.838 3118 3123 3126 rBV 150073 248407 1.20% ©.302%
78 21.879 3126 3130 3135 rVB 220566 339128 1.64% 0.413%
79 22.008 3146 3152 3157 rBV2 349556 645561 3.12% 0.786%
890 22.055 3157 3160 3171 rVB2 148997 251172 1.21% 0.306%
81 22.237 3187 3191 3198 rVB4 96032 171887 ©.83% 0.209%
82 22.425 3219 3223 3228 rVB 214200 328118 1.59% 0.399%
83 22.502 3231 3236 3248 rVB 562852 1135193 5.49%  1.382%
84 22.643 3254 3260 3269 rBV 276928 469984 2.27% ©.572%
85 22.977 3310 3317 3328 rVB 783716 1912906 9.25% 2.329%
86 23.359 3376 3382 3391 rVB3 271944 591361 2.86% ©.720%
87 23.506 3401 3407 3412 rBV 131915 286641 1.39% 0.349%
88 23.859 3461 3467 3479 rBV 247540 580895 2.81% ©.707%
89 24.012 3487 3493 3495 rBV2 98804 207350 1.00% 0.252%
90 24.205 3519 3526 3533 rBV 175743 390331 1.89% 0.475%
91 24.617 3587 3596 3611 rVB 543080 2256212 10.91% 2.746%
92 25.193 3687 3694 3700 rVB3 153765 342899 1.66% 0.417%
93 25.281 3702 3709 3716 rVB3 126842 322379 1.56% 0.392%
94 25.780 3789 3794 3798 rBV2 59609 137769 0.67% 0.168%
95 25.845 3799 3805 3815 rVB2 180657 498991 2.41% 0.607%
96 26.379 3887 3896 3908 rVB2 117943 379481 1.84% 0.462%
97 26.885 3970 3982 3996 rVB 334919 1264177 6.11% 1.539%
98 27.795 4128 4137 4150 rVB3 80825 296668 1.43% 0.361%
99 28.442 4237 4247 4259 rBV 111016 498794 2.41% 0.607%
100 29.517 4419 4430 4445 rVB4 56449 260383 1.26% 0.317%

Sum of corrected areas: 82148818
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG051430.D\data.ms
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Abundance TIC: BG051430.D\data.ms
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Abundance TIC: BG051430.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 1 Benzene, 1,3-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
5.786  21.19 ng/ul 253444  1,4-Dichlorobenzene-d4 8.189

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
2 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
3 p-Xylene 106 C8H10 000106-42-3 97
4 p-Xylene 106 C8H10 000106-42-3 97
5 o-Xylene 106 C8H10 000095-47-6 95
Abundance Scan 391 (5.786 min): BG051430.D\data.ms (-382) (-) m/z 91.00 100.00%
91.0
5000 106.0 /\
“H‘_‘H,‘H‘_‘H,‘
39.1 51.0 450 ‘ ‘ 5.40 5.60 5.80 6.00 6.20
\\‘\\\\‘\\\\’\\\\“\\\\H\‘\\\‘H\‘\\‘\\\\“\\\\‘1\\\‘\‘\‘\‘\‘\\\ m/z 166.06 41.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5747: Benzene, 1,3-dimethyl-
91.0
106.0 f\
5000 | LN AL B
5.40 5.60 5.80 6.00 6.20
770 m/z 105.00  21.36%
39.0 51.0 450 ‘
\\‘J\-\S\(\)‘ \2\\7\’0\\\\“\\\\H\“\\\‘}‘\‘\\‘\\\‘U‘\\\\‘1\\\‘\‘\‘\‘\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5749: Benzene, 1,3-dimethyl-
91.0
R
5.40 5.60 5.80 6.00 6.20
5000 106.0 m/z 77.00 14.89%
39.0 77.0
Zo " o &0 )
| i , 1
B e L T e
miz--> 10 20 30 40 50 60 70 80 90 100 110 /\
Abundance #5724: p-Xylene R e e
91.0 5.40 5.60 5.80 6.00 6.20
m/z 51.00 10.68%
5000 106.0
27.0 39‘.0 51‘0 65‘0 77“0 ‘
| I | | il
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 51
R.T. EstConc Area Relative to ISTD R.T.
8.735 8.64 ng/ul 103293  1,4-Dichlorobenzene-d4 8.189

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 50
2 Heptane, 3,3,5-trimethyl- 142 C1OH22 007154-80-5 47
3 n-Amyl ether 158 C10H220 000693-65-2 43
4 n-Amyl ether 158 C10H220 000693-65-2 43
5 Decane, 4-methyl- 156 C11H24 002847-72-5 40
Abundance Scan 893 (8.735 min): BG051430.D\data.ms (-888) (-) m/z 71.10 100.00%
43.0 71.1
5000 105.0 M
TSR B AR YA
H 1341 8.40 8.60 8.80 9.00
il Ll H‘u““““““ m/z 43.00  88.29%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33090: Decane, 4-methyl-
43.0
71.0
5000 UL L B L B L R
8.40 8.60 8.80 9.00
m/z 70.10  39.47%
b ‘ 112.0
\\\‘2\6‘1\\‘\\WM“\\M\\“H\\\’\\!\’\\\\‘\\]-\5\6.‘()\\
miz-> 40 60 80 100 120 140 160
Abundance #22125: Heptane, 3,3,5-trimethyl-

S\

8.40 8.60 8.80 9.00

5000 43.0 m/z 41.05  38.54%
113.0
0 | W Lm0
miz--> 20 40 60 80 100 120 140 160
Abundance #34603: n-Amyl ether R RARE e A
430 710 8.40 8.60 8.80 9.00

m/z 105.00 37.70%

5000
ol L Lm0 o o Ll

m/z--> 20 40 60 80 100 120 140 160 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 5 Benzene, 1,3-diethyl- Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
8.812 13.61 ng/ul 162719 1,4-Dichlorobenzene-d4 8.189

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 60
2 Benzene, 1,3-diethyl- 134 C1leH14 000141-93-5 60
3 1,3,8-p-Menthatriene 134 C1eH14 018368-95-1 60
4 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 60
5 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 60
Abundance Scan 906 (8.812 min): BG051430.D\data.ms (-900) (-) m/z 43.05 100.00%
43.0 119.1
71.1
5000 91.0 134.1
R e R
‘ H ‘ 8.40 8.60 8.80 9.00 9.20
\\\‘\\\\‘\\M “‘\‘\”\\H‘M\ \‘\“‘M\\M\‘l\\\“\’\\ mZ 57 .00 99. 46/
miz-> 20 40 60 80 100 120 140
Abundance #17034: Benzene, 1,3-diethyl-
119.0
5000 1340 I L L B R
840860880900 9.20
91.0 m/z 119. 98.49%
39.0 65.0 ‘
\\\‘\‘\‘\\“‘\\““\“f‘\\\‘”‘\\\\ H‘\\‘\‘l\\\‘\’\\
miz--> 20 60 80 100 120 140
Abundance #17028: Benzene, 1,3-diethyl-
119.0 \
“H‘_‘H“H‘_‘H,‘
8.40 8.60 8.80 9.00 9.20
5000 134.0 m/z 105.00  65.06%
91.0
39.0 65.0
180 30 %00 Lo
Miz-> 20 40 60 80 100 120 140 \
Abundance #17024: 1,3,8-p-Menthatriene \“‘w“‘w“‘w“‘w‘A
119.0134.0 8.40 8.60 8.80 9.00 9.20
91.0 m/z 71.10 63.78%
5000
4l 0 65.0 ‘
m/z--> 20 100 120 140 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
10.939 16.89 ng/ul 260805 Naphthalene-d8 11.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 90
2 Tetradecane 198 C14H30 000629-59-4 90
3 Dodecane 170 C12H26 000112-40-3 87
4 Tridecane 184 C13H28 000629-50-5 86
5 Undecane, 4-methyl- 170 C12H26 002980-69-0 72
Abundance Scan 1268 (10.939 min): BG051430.D\data.ms (-1262) (-  m/z 57.05 100.00%
57.0
5000
85.1
—=
11.00
112.1
m_m‘i‘mu_u“wmwm‘_H‘_“1““1“1”‘1‘7‘9‘1‘””_ m/z 43.05 91.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45506: Decane, 3,6-dimethyl-
57.0
5000 1
85.0 11.00
20.0 m/z 71.05 57.38%
113.0
141.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane
57.0
=
11.00
5000 ITI/Z 41.05 42.92%
85.0
29.0
e i
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45480: Dodecane T
57.0 11.00
m/z 85.10 31.07%
5000
29.0
112.0 170.0
S O L DY Y LA ) W |
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 60
R.T. EstConc Area Relative to ISTD R.T.
11.985 6.54 ng/ul 100946  Naphthalene-d8 11.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 90
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72
3 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 72
4 Undecane, 4,5-dimethyl- 184 C13H28 017312-79-7 64
5 Decane, 5-propyl- 184 C13H28 017312-62-8 64
Abundance Scan 1446 (11.984 min): BG051430.D\data.ms (-1439) (- m/z 57.10 100.00%
57.1
5000
o
‘ 85"1 113.1 1551 12.00
\H‘\H\‘i‘\\\“‘\‘i”}\“‘l‘\i\H‘HU\‘\H\‘\H”\.‘HH‘HH‘\ m/Z 71.10 77.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000 . ’WAA
12.00
m/z 43.05 58.79%
29.0
‘ ‘ gso 1130
\\\‘\‘\\\“‘\\\“‘\\H}\‘;‘\\\‘\\1‘\‘\\\1\4‘2\.\0\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90204: Dodecane, 2,7,10-trimethyl-
*1° o
=
12.00
5000 m/z 41.10 33.32%
290 85.0
113.0
140 1830
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74023: Dodecane, 4,6-dimethyl- ]
57.0 12.00
m/z 56.05 23.85%
5000
29.0 ‘ 85.0
113.0
S 0 L AL T L
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

12.378  22.13 ng/ul 341656 Naphthalene-d8 11.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Hexadecane 226 C16H34 000544-76-3 86
3 Dodecane, 2-methyl- 184 C13H28 001560-97-0 81
4 Hexadecane 226 C16H34 000544-76-3 80
5 Undecane 156 C11H24 001120-21-4 80

Abundance Scan 1513 (12.378 min): BG051430.D\data.ms (-1506) (-  m/z 57.05 100.00%

57.0
5000
A

1200 12:50
1121
m‘mJ“:mHuu“mmw_m_}f‘ﬁl‘wml‘?f“?wwm m/z 43.05 85.56%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59025: Tridecane
57.0

5000
1200 1250
29.0 85.0 m/z 71.05 59.28%
“ H\ \‘\ \\‘ \\11‘\30\1410 184.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
1200 1250
5000 ITI/Z 41.05 40.58%
85.0
29.0
‘\ ““ | H‘ 113.0 141.0 169.0 197.0 226.0
RN LA R R e e M R AP e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59048: Dodecane, 2-methyl- “ S
57.0 12.00 12.50
m/z 85.05 33.73%
85.0
5000
29.0 141.0
1130 1690
LLL g 2o | U -

m/z--> 20 40 60 80 100 120 140 160 180 200 220 12. 00 12 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 12 Naphthalene, 2,3-dimethyl- Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
14.135 10.12 ng/ul 208503  Acenaphthene-di10 14.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
3 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97

Abundance Scan 1812 (14.135 min): BG051430.D\data.ms (-1806) (- m/z 156.05 100.00%

156.1
5000 j\
115.0 w/\‘ T T \/\‘
‘ | M 1931 14.00 14.50
"‘_mww‘p‘w? et Ml 1981y 141 00 82.85%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33148: Naphthalene, 2,3-dimethyl-
156.0
5000 j\ ‘
l4 00 14. 50
m/z 155.10 32.51%
76.0 115.0
\\\‘2\8\\0\‘\5\]-‘\\0“1\\!H‘\\\\‘\\\‘\‘\‘1‘\\“‘\\‘U‘“\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33137: Naphthalene, 1,6-dimethyl-
156.0 /\ /\\M
T ‘ T \A\ T ‘ T
14.00 14.50
5000 m/z 115.00  21.05%
77.0 115.0
B 1o o MRS N |
miz--> 20 40 60 80 100 120 140 160 180
Abundance #33161: Naphthalene, 1,4-dimethyl-
156.0 14 00 14 50
m/z 157.10 16.20%
5000
115.0 /\/‘
77.0

m/z--> 20 40 60 80 100 120 140 160 180 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 13 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.670  22.13 ng/ul 455685  Acenaphthene-d10 14.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Pentadecane 212 C15H32 000629-62-9 90
3 Tridecane 184 C13H28 000629-50-5 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 86
Abundance Scan 1903 (14.670 min): BG051430.D\data.ms (-1899) (- m/z 57.10 100.00%
57.1
- i JVL
== =
H 131 1411 212.3 14.50 1500
etk TR 141 1600 2123 43 10 78.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90192: Pentadecane
57.0
85.0
5000 == !
14.50 15.00
20.0 m/z 71.10 62.99%
11
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #90189: Pentadecane
57.0
= =
14.50 15.00
m/z 85.10 39.63%
5000 85.0
29.0
J 0ol 80 1410 1600 2120
R R AR EEE s e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59029: Tridecane AR =
57.0 14.50 15.00
m/z 41.05 38.46%
5000
85.0
29.0
Lm0 a0 e
H‘,‘H‘,‘H‘,‘H‘,‘H‘,‘H‘“H“‘H“‘H“‘H“‘H“ r —
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_G\Data\BG120921\
Data File : BGO51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 15 Naphthalene, 1,6,7-trimethyl- Concentration Rank 49

R.T. EstConc Area Relative to ISTD R.T.
15.287 9.56 ng/ul 196863  Acenaphthene-di10 14.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 93
2 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 90
3 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 89
4 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 86
5 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 81

Abundance Scan 2008 (15.286 min): BG051430.D\data.ms (-2003) (-  m/z 170.10 100.00%
170.1
57.1
5000
85.1
ey VU VLV A p
128.0 ron2 15.00 15.50
- m/z 155.00 79.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45536: Naphthalene, 1,6,7-trimethyl-
170.0
5000 /‘\N ‘ ‘ m
15.00 15.50
m/z 57.10 73.61%
128.0
51.0 76.0
\\\‘\\\\“\\‘\\“H\H\HU‘HU\\:L\O‘Z\-\O\‘\‘\‘!‘\\“h\\‘ ‘\“\M\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45538: Naphthalene, 2,3,6-trimethyl-
170.0
== —
15.00 15.50
5000 ITI/Z 71.10 59.13%
128.0
2050 Dol b
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45527: 4,6,8-Trimethylazulene T R
170.0 15.00 15.50
m/z 43.05 58.83%
5000
39.0 128.0
.U 63.0
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 18 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.479  28.97 ng/ul 602434  Phenanthrene-di10 17.572
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Heneicosane 296 C21H44 000629-94-7 87
3 Nonadecane 268 C19H40 000629-92-5 87
4 Hexadecane 226 C16H34 000544-76-3 87
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86

Abundance Scan 2211 (16.479 min): BG051430.D\data.ms (-2207) (- m/z 57.10 100.00%

57.1
5000
——
h 9L . 16.50
e A 21 1820 2404 m/z 43.10 77.36%
m/z--> 50 100 150 200 250
Abundance #123960: Heptadecane
57.0
5000 ]
16.50
99.0 m/z 71.10 69.15%
\Z\S‘lwo‘r“ ““\ ‘M‘ \‘H‘\ HL \“‘ T “1\41-‘1‘9\ %8\3\0‘ T \2\4??\ I
m/z--> 50 100 150 200 250
Abundance #194590: Heneicosane
57.0
——
16.50
5000 m/z 85.05 43.01%
99.0
o) | | 1| ) M0 1830 mso e
e e e
m/z--> 50 100 150 200 250
Abundance #158600: Nonadecane —
57.0 16.50
m/z 41.10 38.70%
- WNMM
99.0
L L, 1410 1830 268.0
e B e e e —
m/z--> 50 100 150 200 250 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 19 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
16.620  19.59 ng/ul 407300  Phenanthrene-d10 17.572
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 59
2 Benzamide, 3-methoxy-N-methyl-N-... 221 C13H19NO2 1000421-51-9 59
3 ((1,2-Diethylethylene)bis(p-phen... 354 C22H2604 004547-76-6 59
4 3-Methoxybenzoic acid, 2-fluorop... 246 C14H11F03 1010325-55-2 53
5 ((1,2-Diethylethylene)bis(p-phen... 354 C22H2604 004547-76-6 53
Abundance Scan 2235 (16.620 min): BG051430.D\data.ms (-2229) (-  m/z 135.00 100.00%
135.0
91. T ‘ T T ‘ T
4t1 16.50 17.00
Ly ] 1801 2822
T N i m/z 105.00  62.47%
mlz--> 50 100 150 200 250 300 350
Abundance #82774: Phenol, 4-(1,1,3,3-tetramethylbutyl)-
135.0
5000 . e
16.50 17.00
m/z 107.00 19.82%
57.0
]-\8\'0\\“‘\\‘\9\‘5‘-‘(?\\\‘\‘\\\\20“6\.(\)\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #100242: Benzamide, 3-methoxy-N-methyl-N-isobutyl-
135.0
T e
16.50 17.00
5000 m/z 119.10 19.05%
77.0
90, | | ||| 1mmoz0
\\‘\‘\“\\h\\“\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #264017: ((1,2-Diethylethylene)bis(p-phenylene))diacetat —— ——
135.0 16.50 17.00
m/z 91.00 18.76%
5000
177.0
430 ‘91‘-0“ N \“ 24102820  354.
e e e Co e
m/z--> 50 100 150 200 250 300 350 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 20 unknown-01 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.685 21.06 ng/ul 438013  Phenanthrene-d10 17.572
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N-Methyl-o-toluamide 149 CSH11NO 002170-09-4 43
2 Benzamide, 4-methyl- 135 C8HINO 000619-55-6 38
3 Acetamide, N-(2-methylphenyl)- 149 CO9H11NO 000120-66-1 25
4 Acetamide, N-(2-methylphenyl)- 149 CSH11NO 000120-66-1 25
5 Pyridine-3-carbonitrile, 1,2-dih... 191 C9H9N302 220098-92-0 25
Abundance Scan 2246 (16.685 min): BG051430.D\data.ms (-2240) (- m/z 149.05 100.00%
10y.0 149.1
5000
41.0 191.1
‘ ‘ 7o 1650  17.00
220.1 . : :
I ““Lw i “M ; :HM“““! el ol SEETRA8E 7 107,00 99.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #27326: N-Methyl-o-toluamide
119.0
91.0 149.0
5000 e ——
16.50 17.00
m/z 119.00 77.22%
65.0
H\‘\\3\\9“.9\\“\\\\‘\M\‘\\HHH\‘\‘\!\\‘HH‘HH‘\H\‘HH‘H\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #17801: Benzamide, 4-methyl-
119.0
— —
91.0 16.50 17.00
5000 m/z 121.00 65.51%
65.0
39.0 ||
Lo g |
e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #27369: Acetamide, N-(2-methylphenyl)- — —
107.0 16.50 17.00
m/z 135.05 50.35%
5000 149.0
43.0
‘ 77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 21 4-(7-Methyloctyl)phenol Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
16.750  15.60 ng/ul 324479  Phenanthrene-d10 17.572
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-(7-Methyloctyl)phenol 220 C15H240 024518-48-7 97
2 Hexestrol, 0O-methoxycarbonyl- 328 (C20H2404 1000487-66-3 59
3 Benzaldehyde diethylacetal 180 C11H1602 000774-48-1 53
4 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 53
5 Benzaldehyde diethylacetal 180 C11H1602 000774-48-1 53

Abundance Scan 2257 (16.749 min): BG051430.D\data.ms (-2252) (- m/z 135.05 100.00%

135.1
5000 91.0
41.0 — SARE
16.50 17.00
191.2
o b L T2 e e 00 43.90%
miz--> 50 100 150 200 250 300
Abundance #99209: 4-(7-Methyloctyl)phenol
135.0
5000 — e
16.50 17.00
m/z 121.00 42.99%
41.0
L \9]“0 gl 19\1'0
il n mi Ll )
L ‘ L ‘ L ‘ L ’ T T T ‘ L ‘ LI
miz--> 50 100 150 200 250 300
Abundance #234568: Hexestrol, O-methoxycarbonyl-
135.0
T —
16.50 17.00
5000 m/z 91.00  38.56%
410 910/ 1930 o530 328,
et e e T e
miz--> 50 100 150 200 250 300
Abundance #54652: Benzaldehyde diethylacetal —— ——
135.0 16.50 17.00
m/z 149.00 34.87%
5000 79.0
29.0
\\“\\H‘\\“\\‘“MH‘\‘HH,HH‘HH‘\H == ——
m/z--> 50 100 150 200 250 300 16.50 17.00
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Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

TIC Library

9

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
BGO51430.D

Dec 2021 12:38

: CG/JU
: M4960-04DL 5X

: 5

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

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

Peak Number 26 (DEL) Alkane: Straight-Chai... Concentration Rank 66
R.T. EstConc Area Relative to ISTD R.T.

17.325  5.61 ng/ul 116617 Phenanthrene-die 17.572
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 83

2 Nonadecane 268 C19H40 000629-92-5 80
3 Tetracosane 338 C24H50 000646-31-1 80
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80

5 Eicosane 282 C20H42 000112-95-8 80

Abundance Scan 2355 (17.325 min): BG051430.D\data.ms (-2351) (- m/z 57.10 100.00%
57.1

.

5000
135.0 — —
99.1 17.00 17.50
i ‘H‘ ey ““%8‘?11‘2‘2‘112‘ e m/z 71.10 76.03%
miz--> 50 100 150 200 250 300
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 — —
17.00 17.50
m/z 43.10 53.20%

99.0
L) 1410 1830 2390  296.0
T T T T ’

miz-> 50 100 150 200 250 300

-

Abundance #158600: Nonadecane
— —
17.00 17.50
5000 m/z 85.10 44 .54%
99.0
“ L L H\ H‘ i ]\_410 183'0 268'0
T B T LA A B
m/z--> 50 100 150 200 250 300
Abundance #246481: Tetracosane “ —
57.0 17.00 17.50
m/z 41.00 28.84%
o JVAA“WMVJL\JMVAN“WAJ
99.0
\‘ Al M\ \h\ h‘ | %4\19 ;830 225.0 267.0 338.
T B A A I L S R — —
m/z--> 50 100 150 200 250 300 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 28 1,2-Benzenedicarboxylic aci... Concentration Rank 54

R.T. EstConc Area Relative to ISTD R.T.

17.819 8.51 ng/ul 177016  Phenanthrene-di10 17.572

Hit# of 5 Tentative ID MW MolForm CASH# Qual
,2-Benzenedicarboxylic acid, bi... 278 C16H2204 000084-69-5 87
,2-Benzenedicarboxylic acid, bi... 278 C16H2204 000084-69-5 86
,2-Benzenedicarboxylic acid, bu... 362 C22H3404 000089-18-9 78
ibutyl phthalate 278 C16H2204 000084-74-2 78
thalic acid, butyl hexyl ester 306 C18H2604 1010308-99-5 78

>

Abundance Scan 2439 (17.819 min): BG051430.D\data.ms (-2435) (- m/z 149.00 100.00%
149.0

5000
57.1

— P
104.0 17.50 18.00

2231
ok ‘“ituﬁuu‘h‘uw‘ o A88L P28 m/z 57.18  25.41%

miz--> 50 100 150 200 250 300

Abundance #170894: 1,2-Benzenedicarboxylic acid, bis(2-methylprof
149.0

5000 — —
17.50 18.00
m/z 41.05 13.11%

57.0 104.0
Lo 189,0 2230

\\\‘\\\\“‘\\‘ \‘\ \‘\\\.‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300

Abundance #170896: 1,2-Benzenedicarboxylic acid, bis(2-methylprof
149.0

— —
17.50 18.00
5000 m/z 150.00 9.11%

57.0
104.0
Ll ) asse?BO
m/z--> 50 100 150 200 250 300
Abundance

#271976: 1,2-Benzenedicarboxylic acid, butyl 8-methylno o T
149.0 17.50 18.00
m/z 104.00 8.57%

5000
41.0 850 223.0
1820 | 307.( |

T T T
m/z--> 50 100 150 200 250 300 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 29 (DEL) Alkane: Cyclicl17.925 Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
17.925 9.24 ng/ul 192219  Phenanthrene-di10 17.572
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetradecane 196 C14H28 000295-17-0 53
2 1-Tetradecene 196 C14H28 001120-36-1 52
3 Vinyl lauryl ether 212 C14H280 000765-14-0 49
4 1-Tetradecene 196 C14H28 001120-36-1 47
5 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 45

Abundance Scan 2457 (17.925 min): BG051430.D\data.ms (-2452) (-  m/z 57.10 100.00%
1

57.1 179
5000 85.0
135.1
——
H ‘ 2121 . 18.00
‘HH‘HH‘M\‘\“ ‘HH‘HHH“\‘\U‘\ \hw\w‘}\H\H\“‘H‘H‘}HWHH‘H}\‘HH‘HH‘ m/z 179.19 88.69%
m/z--> 0 20 40 60 80 100120140160 180200220240
Abundance #71732: Cyclotetradecane
55.0
83.0
5000 T
18.00
27.0 111.0 m/z 43.10 87.80%
‘ Ll \‘ “ 139.0168.0196.0
‘HH‘HH‘H\‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘
m/z--> 0 20 40 60 80 100120140160 180200 220240
Abundance #71726: 1-Tetradecene
41.0
——
69.0 18.00
5000 m/z 71.10 81.26%
97.0
| L M ‘\ | 1250 168,0196.0
Ramasazanatar H‘_H‘_H"H“Hw‘uw‘uw‘uw‘uw‘uw
m/z--> 0 20 40 60 80 100120 140 160 180 200 220 240
Abundance #90102: Vinyl lauryl ether T
43.0 18.00
m/z 55.00 80.15%
- T MM
166.0 197.0
150 ) 41180, asso L
m/z--> 0 20 40 60 80 100120 140 160 180200 220 240 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 30 n-Hexadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.430  24.77 ng/ul 515133  Phenanthrene-d10 17.572
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 92
5 Pentadecanoic acid 242 C15H3002 001002-84-2 81
Abundance Scan 2543 (18.430 min): BG051430.D\data.ms (-2539) (- m/z 73.00 100.00%
73.0
43.1
5000
129.0
213.2 =
‘ Hlﬁ 157.1185.1 256.3 18.50
obrere bt Ml L L Ll b T nyz 6000 s1.56%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
18.50
97.0 157 0185 (2130 2560 m/z 43.10  75.41%
‘\‘ H‘H U‘ H ‘\ Hh”\ ‘H‘\ mi ‘ ‘ ‘
‘HH‘HH \H\‘H\\‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\

m/z--> 20 40 60 80 100120140160 180200220 240260

Abundance #143509: n-Hexadecanoic acid
43.0 73.0

§

—
18.50
5000 256.0 m/z 41.10 64.95%

129.0
157 0185.0

| H\Mlcﬂu Y P e

m/z--> 20 40 6 80 100 120 140 160180 200 220 240 260
Abundance #92069: Tridecanoic acid —
73.0 18.50

m/z 57.10 59.61%

213.0

%

o

43.0

5000 129.0
171.0
214.0

BV e

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 18.50

3
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 31 (DEL) Alkane: Straight-Chai... Concentration Rank 55
R.T. EstConc Area Relative to ISTD R.T.
18.700 8.38 ng/ul 174295  Phenanthrene-di10 17.572
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Nonadecane 268 C19H40 000629-92-5 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 90
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 86
Abundance Scan 2589 (18.700 min): BG051430.D\data.ms (-2586) (-  m/z 57.10 100.00%
57.1
5000 N\AML
—— —
9.0 14111832 18.50 19.00
ol bbbl 411882 2832 o a3i1e 71.77%
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 — —
18.50 19.00
m/z 71.10 69.16%
| ‘ e ‘\ J ;41 0183.0225.0267.0 323.0 380.(
\\\\‘ \\‘\\\‘\\\\‘\\\\‘\\\\\\\\’\\1\
miz--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
—— —
18.50 19.00
5000 ITI/Z 85.10 47.22%
i e L M ana e
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane 7 —
57.0 18.50 19.00
m/z 41.10 31.93%
o N\JU\MMW
150 ‘L L1 h‘ | 141018302250 296.0
et A —— —
m/z--> 50 100 150 200 250 300 350 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 32 p-Dicyclohexylbenzene Concentration Rank 47
R.T. EstConc Area Relative to ISTD R.T.
18.982 10.06 ng/ul 209173  Phenanthrene-di10 17.572
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Dicyclohexylbenzene 242 C18H26 001087-02-1 87
2 p-Dicyclohexylbenzene 242 C18H26 001087-02-1 87
3 p-Dicyclohexylbenzene 242 C18H26 001087-02-1 81
4 Bicyclohexyl, 4-phenyl- 242 C18H26 020273-27-2 64
5 Benz[a]anthracene, 3-methyl- 242 C19H14 002498-75-1 11
Abundance Scan 2637 (18.982 min): BG051430.D\data.ms (-2634) (-  m/z 117.00 100.00%
117.0 159.1 242.2
5000 55.0
o
2121 . :
il ‘M‘ Al \;‘\\ I ‘nh“ ‘u \‘hu “‘\‘m’m\‘ “‘ “\‘M’w S “?8‘1'; m/z 159.10 87.96%
miz--> 0 50 100 150 200 250
Abundance #126419: p-Dicyclohexylbenzene
117.0 242.0
159.0
5000 R
55.0 19.00
m/z 242.20  82.06%
99.0
R “‘ ‘\\“\‘ u“\ I ‘\‘\‘L\‘ H‘ ‘HL’H\! ‘\ ‘% \’ — ““ R
miz--> 0 50 100 150 200 250
Abundance #126420: p-Dicyclohexylbenzene
242.0
117.0 159.0 19.00
5000 m/z 91.00 81.01%
83.
41.0‘
99.0 ‘
S L .
m/z--> 0 50 100 150 200 250
Abundance #126418: p-Dicyclohexylbenzene T
117.0 1590 249.0 19.00
m/z 55.00 42.60%
150’h9?0 w"“ ‘ —
m/z--> 0 50 100 150 200 250 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 33 unknown-02 Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
19.088 13.48 ng/ul 280305 Phenanthrene-di10 17.572
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan, tetrahydro-2-(methoxymeth... 116 C6H1202 019354-27-9 38
2 (2R,3R)-2,3-Dihydroxybutanedioic... 248 C10H1607 1000462-99-8 38
3 3-Buten-2-0l, benzoate 176 C11H1202 065001-62-9 22
4 N-Methylbenzamide, N-heptafluoro... 331 C12H8F7NO2 1000446-97-2 14
5 3-(Benzoylthio)-2-methylpropanoi... 224 C11H1203S 067714-34-5 14

Abundance Scan 2655 (19.088 min): BG051430.D\data.ms (-2651) (-  m/z 105.00 100.00%

105.0
71.0
5000
T
3900 1. 1550 1931 2422771 19.00
e m/z 71.00 80.79%
miz--> 50 100 150 200 250
Abundance #9313: Furan, tetrahydro-2-(methoxymethyl)-
71.0
5000 — ‘
19.00
m/z 43.10 44.60%
29.0
Al 116.0
T T 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 #132384: (2R,3R)-2,3-Dihydroxybutanedioic acid, dimeth
71.0
T
19.00
5000 m/z 77.00 25.23%
189.0
i NI
m/z--> 50 100 150 200 250
Abundance #50645: 3-Buten-2-ol, benzoate T ‘
105.0 19.00
m/z 41.00 12.63%
5000
55.0
— PN —
miz--> 50 100 150 200 250 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 35 (DEL) Alkane: Straight-Chai... Concentration Rank 46

R.T. EstConc Area Relative to ISTD R.T.
19.323  10.12 ng/ul 210527  Phenanthrene-di10 17.572
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 60
2 1-Iodoundecane 282 C11H23I 004282-44-4 50
3 Hexacosane 366 C26H54 000630-01-3 49
4 Octacosane 394 C28H58 000630-02-4 49
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 49

Abundance Scan 2695 (19.323 min): BG051430.D\data.ms (-2691) (-  m/z 57.10 100.00%

57.1
5000
117.0 242.2 — —
‘ ‘ 159 1 ‘ 19.00 19.50
Y P w A9 L2821 m/z 71.10 69.96%
mlz--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
5000 — —
19.00 19.50
9.0 m/z 43.10 68.76%
T \“\ ‘\“‘ “‘ \h‘\ h“ \“‘ \]E “ “\]‘[8\3\0‘\22\5\0\‘ \2\8\2\0‘ L ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #175097: 1-lodoundecane
57.0
— ——
19.00 19.50
5000 m/z 85.10 48.02%
9.0 1550
Lsd Lyl | 197.0 282.0
L L o
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane “ —
57.0 19.00 19.50
m/z 41.05 32.58%
o WM
| L 1 M ) 141.0183.0225.0 267.0309.0 367
s A e — ——
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 36 cyclohexane, [1,1'-biphenyl... Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
19.529 10.96 ng/ul 227801  Phenanthrene-di10 17.572
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cyclohexane, [1,1'-biphenyl]-4-yl- 236 C18H20 1000401-12-4 94
2 1-Diisopropylsilyloxy-3,5-dimeth... 236 C14H240Si 1000307-97-3 43
3 5-Fluoro-2-(4-methyl-1-piperazin... 237 C13H20FN3 1010512-19-5 41
4 2-(Diphenylmethylene)tetrahydrof... 236 C17H160 039077-35-5 38
5 benzenamine, N,N-diethyl-4-(1-ph... 251 C18H21N 1000401-39-3 35

Abundance Scan 2730 (19.529 min): BG051430.D\data.ms (-2726) (- m/z 236.20 100.00%

236.2
180.1
5000
U \
19.50
0 266.3 m/z 180.10  65.03%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #118899: cyclohexane, [1,1'-biphenyl]-4-yl-

236.0

193.0

-

5000 T T

19.50
m/z 178.10  62.26%

165.
A B B B
| L Il | "

I by \ T - " A
[T T T T T T T T T T T T T T T T
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance  #118519: 1-Diisopropylsilyloxy-3,5-dimethylbenzene
165.0

-

T T
236.0 19.50

m/z 165.10  54.56%
5000 103.0 /

105.0
770 | 1330) | | |

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #119651: 5-Fluoro-2-(4-methyl-1-piperazinyl)aniline, N,N- ——

165.0 19.50
m/z 167.10 50.86%

-

5000

-

T
m/z--> 20 40 60 80 100120140160180200220240260280 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 37 Octadecanoic acid Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
19.693 9.63 ng/ul 200237  Phenanthrene-di10 17.572
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Octadecanoic acid 284 C18H3602 000057-11-4 98
3 Octadecanoic acid 284 C18H3602 000057-11-4 94
4 Octadecanoic acid 284 C18H3602 000057-11-4 93
5 Pentadecanoic acid 242 C15H3002 001002-84-2 90

Abundance Scan 2758 (19.693 min): BG051430.D\data.ms (-2754) (- m/z 43.10 100.00%

5000 M
85.1 129.0
1852 2412 —r— ——
| ‘ ‘ ‘ 284.3 19.50 20.00
—— Uﬁw“ “WWW‘NhH‘WWUH‘H\W g ‘JM‘ ‘ m/z 73.00 85.34%
miz--> 50 100 150 200 250 300
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 i —r—
33.0 19.50 20.00
' 284.0 o
185.0 241.0 ‘ m/z 57.10 83.06%
— “‘ H‘ I ‘;M\“h} \"‘ ‘ L, ‘L r“\ “ . \‘ “\ ‘\‘ , ‘\‘ —
miz-> 50 100 150 200 250 300
Abundance #179093: Octadecanoic acid
73.0
—— —
19.50 20.00
1230 284.0 60.00 72.05%
5000 41,0 m/z . . A
185.0 241.0
‘ M*M |-
miz--> 50 100 150 200 250 300
Abundance #179089: Octadecanoic acid ol T
73.0 19.50 20.00
m/z 55.05 61.30%
41.0
5000 129.0
‘ 1850 9410 284.0
— \“ \‘M‘u ‘H”’L \M\‘M ‘\ — ‘\ ' \‘ - “‘ — ““ . —— ——
m/z--> 50 100 150 200 250 300 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 38 unknown-03 Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.

19.805 13.01 ng/ul 220535  Chrysene-di2 21.879
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cyclohexane, [1,1'-biphenyl]-4-yl- 236 C18H20 1000401-12-4 64
2 Ethanol, 2-[2-[4-(1,1,3,3-tetram... 294 C18H3003 002315-61-9 46
3 Benzene, 1,1'-cyclohexylidenebis- 236 C18H20 021113-55-3 41
4 9,10-Anthracenedione, 1-ethyl- 236 C16H1202 024624-29-1 41
5 Carbamazepine 236 C15H12N20 000298-46-4 38

Abundance Scan 2777 (19.805 min): BG051430.D\data.ms (-2773) (- m/z 223.10 100.00%
1

193.1%%P
5000
i P
| | ‘ Je1 2941 19.50 20.00
il e 2 SR m/z 236,15 96.08%
m/z--> 40 60 80 100120140160180200220240260280
Abundance #118899: cyclohexane, [1,1'-biphenyl]-4-yl-
236.0
193.0
5000 As e
16 19.50 20.00
' m/z 193.10  83.70%
wo mo e ||
| il | 1l
H‘\Hf‘\\\\‘\\\\‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘\H ‘HH‘HH’HH’\
m/z--> 40 60 80 100120140160180200220240260280
Abundance #191710: Ethanol, 2-[2-[4-(1,1,3,3-tetramethylbutyl)phenc
223.0
P e
135.0 19.50 20.00
5000 ITI/Z 178.10 75.13%
45.0 91.0
‘ ‘\ fTan \‘\ ‘ 173.0 ‘ 294.(
e e T e
m/z--> 40 60 80 100120140160180200220240260280
Abundance #118897: Benzene, 1,1'-cyclohexylidenebis- — =
198.0 236.0 19.50 20.00
m/z 167.10 58.52%
5000
115.0 165.
40770 ‘ L H‘ )
PP e e e e e P .
m/z--> 40 60 80 100120140160180200220240260280 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 39 (DEL) Alkane: Straight-Chai... Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.

19.899 10.99 ng/ul 186406  Chrysene-d12 21.879
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 90
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 90

Abundance Scan 2793 (19.899 min): BG051430.D\data.ms (-2789) (- m/z 57.10 100.00%
57.1

5000 J&J[t/\/\/\/\
— —
| 9‘ 1 14101832 230 19.50 20.00
ol A b AT 1832 239228438 m/z 71.10  73.40%
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 — —
19.50 20.00
9.0 m/z 43.10 73.20%
T '\d\ H‘ \h‘\h“ \H‘ \]T\ “ ‘\%8\3\(‘)2\2\5\\0‘ T \%9\6‘(\)\ T ‘ T T
miz--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
— —
19.50 20.00
5000 ITI/Z 85.05 49.11%
9.0
[1] iy 141, 0183 0225.0267.0  338.0
il A A T T
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane “ —
57.0 19.50 20.00
m/z 41.00 32.00%
- /\AAJ\/\—/\NAJ/\N
Ll h‘ H | 141 9183 0225.0 281.0 337.0 394.
i “““‘ T T e e — —
m/z--> 50 100 150 200 250 300 350 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 40 1,2-Benzenedicarboxylic aci... Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.

26.216 10.33 ng/ul 175682 Chrysene-di2 21.879

Hit# of 5 Tentative ID MW MolForm CASH# Qual

,2-Benzenedicarboxylic acid, bu... 304 C18H2404 000084-64-0 91
»2-Benzenedicarboxylic acid, bu... 278 C16H2204 017851-53-5 86
ibutyl phthalate 278 C16H2204 000084-74-2 86
ibutyl phthalate 278 C16H2204 000084-74-2 86
hthalic acid, butyl 2-pentyl ester 292 C17H2404 1000315-47-6 78

uih wNnPE
U OO0ORPRr

Abundance Scan 2846 (20.210 min): BG051430.D\data.ms (-2842) (- m/z 149.00 100.00%

L

55.0 104.0 20.00 20.50

2231
ettt e 2880 TET252.02810 o5 g5 11.05%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #204583: 1,2-Benzenedicarboxylic acid, butyl cyclohexyl
149.0

5000

o

—— —
20.00 20.50
m/z 41.05 9.38%
41'0“‘ 76.0 105.0 ‘ 223.0

| \‘ T o . |
‘\\H‘\\H‘\\H‘\\H‘\H\‘\\H‘\\H‘\\H‘\\H‘HH‘HH‘HH‘HH‘HH

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #170899: 1,2-Benzenedicarboxylic acid, butyl 2-methylpr

.

149.0
—— ——
20.00 20.50
5000 ITI/Z 150.00 9.36%
40 Tsol000 |0 g
e e e
m/z> 20 40 60 80 100120140160180200220240260280 M MJ
Abundance #170759: Dibutyl phthalate I e
149.0 20.00 20.50
m/z 57.05 5.74%
50 GOR0 | ameg 2239 o780 R
m/z--> 20 40 60 80 100120140160180200220240260280 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 41 (DEL) Alkane: Straight-Chai... Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
20.427 14.82 ng/ul 251332  Chrysene-di2 21.879
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosane 324 (C23H48 000638-67-5 93
2 Hexadecane 226 C1l6H34 000544-76-3 93
3 Tridecane, 6-propyl- 226 C16H34 055045-10-8 93
4 Pentacosane 352 C25H52 000629-99-2 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 2883 (20.428 min): BG051430.D\data.ms (-2879) (- m/z 57.10 100.00%
57.1

99.0 5050
20.50
1410
ol L b iy 1410 1071 2432 28313240 . g0 19 go.33%
m/z--> 50 100 150 200 250 300
Abundance #229645: Tricosane
57.0
5000 LA
20.50
m/z 43.10 68.98%
‘ ‘ 590 197.0 2530 3244
. ‘\“ “‘\‘ I HH\ \h\ h‘ ‘H‘ ‘\‘ \\ ‘\\‘ | ‘\“\‘.‘\ I ‘\"\‘ Cp ‘L‘
m/z--> 50 100 150 200 250 300
Abundance #107219: Hexadecane
57.0
—
20.50
5000 m/Z 85.10 45.17%
99.0
2260
150 | 11| 120 w0 2280
m/z--> 50 100 150 200 250 300
Abundance #107222: Tridecane, 6-propyl- —
43.0 20.50
m/z 41.10 28.83%
5000 85.0
126.0 183.0
by 0 -
m/z--> 50 100 150 200 250 300 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 42 Phthalic acid, 7-bromohepty... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
20.715 15.40 ng/ul 261186  Chrysene-di12 21.879
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, 7-bromoheptyl hex... 426 C21H31BroO4 1010415-52-0 86
2 Phthalic acid, hexyl dodecyl ester 418 C26H4204 1000308-91-5 86
3 1,2-Benzenedicarboxylic acid, di... 334 C20H3004 000084-75-3 86
4 Phthalic acid, hexyl hex-3-yl ester 334 C20H3004 1000356-95-7 80
5 1,2-Benzenedicarboxylic acid, di... 362 C22H3404 003648-21-3 80
Abundance Scan 2932 (20.715 min): BG051430.D\data.ms (-2928) (-  m/z 149.00 100.00%
149.0
5000
431 — —
20.50 21.00
104.0 251.1
bt A0 ST 8031 385, nyz 43.10 16.08%
mlz--> 50 100 150 200 250 300 350
Abundance  #315971: Phthalic acid, 7-bromoheptyl hexyl ester
149.0
5000 — —
20.50 21.00
0 m/z 150.00 9.39%
55.
THVRS 1950 2510 343.0
\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #312489: Phthalic acid, hexyl dodecyl ester
149.0
—— —
20.50 21.00
5000 m/z 41.00 7.26%
43.0
| § 1080 510 3350
ol bl b
e e 1
miz--> 50 100 150 200 250 300 350
Abundance #241808: 1,2-Benzenedicarboxylic acid, dihexyl ester = =
149.0 20.50 21.00
m/z 251.10 4.18%
5000
251.0
L0 el 3840 ————
m/z--> 50 100 150 200 250 300 350 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
: SVOA CALIBRATION

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 43

(DEL) Alkane: Straight-Chai...

Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
20.927 18.17 ng/ul 308027 Chrysene-d12 21.879
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 86
4 Heptacosane 380 C27H56 000593-49-7 83
5 Tetracosane 338 C24H50 000646-31-1 72

Abundance Scan 2968 (20.927 min): BG051430.D\data.ms (-2962) (- m/z 57.10 100.00%
57.1

e \vadﬁﬁ/bkx‘fwﬂwwﬂﬂ
99.1 51'00
21.00
1411
ol A h Ll 14111832 2321 2811 3386 . 431 74.41%
mlz--> 50 100 150 200 250 300 350
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
5000 LN
21.00
m/z 71.10 74.34%
9.0 1400
182.0
\\\‘\“‘ h“h“\‘\\ ‘\\\“\‘\22\6\-0\’\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
e
21.00
5000 ITI/Z 85.10 52.68%
9.0
15.0 ‘L M‘ i h‘ | 141018302250  296.0
2 ; R e
miz--> 50 100 150 200 250 300 350
Abundance #176406: Hexadecane, 2,6,10,14-tetramethyl- ——
57.0 21.00
m/z 41.05 27.36%
5000
113.0
L 00 e .
m/z--> 50 100 150 200 250 300 350 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 45 unknown-04 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.191 39.00 ng/ul 661313  Chrysene-di12 21.879
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-4-(Dimethylamino)chalcone 251 C17H17NO 022965-98-6 47
2 2-Benzo[1,3]dioxo0l-5-yl1-7-methyl... 251 C16H13NO2 1000274-75-9 47
3 N,N-Dimethyl-4-(6-methyl-1H-benz... 251 C16H17N3 069570-95-2 47
4 Phosphoric acid, isodecyl diphen... 390 C22H3104P 1346599-15-2 42
5 trans-4'-(Dimethylamino)chalcon 251 C17H17NO 038239-50-8 38
Abundance Scan 3013 (21.191 min): BG051430.D\data.ms (-3009) (- m/z 251.10 100.00%
251.1
5000
94.0 149.0 —— ——
411 ‘ ‘ ‘ 21.00 21.50
bbbl Ly 2041 | 3083 8620 . 550 05 24.69%
mlz--> 50 100 150 200 250 300 350
Abundance #137080: trans-4-(Dimethylamino)chalcone
251.0
5000 e e
174.0 21.00 21.50
m/z 149.00 21.08%
121.0
T \:3\9\-(‘)\7\7‘\-0\ “\‘ \‘ V \“‘ T \H‘\ T “‘\ \“\L\ ‘\ L ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #137010: 2-Benzo[1,3]dioxol-5-yl-7-methyl-indolizine
251.0
T ‘ T T ‘ T J
21.00 21.50
5000 m/z 94.00 20.15%
192.0
125.0
63.0 ‘
T w“w“i‘ w‘h‘w““w““‘w“ — 1“‘ T 1“‘\ T L B B B B
miz--> 50 100 150 200 250 300 350 J
Abundance #137043: N,N-Dimethyl-4-(6-methyl-1H-benzimidazol-2-y e =
251.0 21.00 21.50
m/z 249.05 19.71%
5000
125.0
77.0 ‘ 207.0
S399 il dea0, oA — ——
m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 46 Phthalic acid, di(hept-2-yl... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
21.350  20.00 ng/ul 339074 Chrysene-d12 21.879
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, di(hept-2-yl) ester 362 C22H3404 1000356-98-3 86
2 1,2-Benzenedicarboxylic acid, di... 362 C22H3404 003648-21-3 86
3 Phthalic acid, hept-2-yl isobuty... 320 C19H2804 1000356-97-0 80
4 Phthalic acid, butyl 3,3-dimethy... 306 C18H2604 1000357-00-2 72
5 Phthalic acid, cyclobutyl octyl ... 332 C20H2804 1000314-90-3 72
Abundance Scan 3040 (21.350 min): BG051430.D\data.ms (-3036) (-  m/z 149.00 100.00%
149.0
5000
St 2100 2150
104.0 265.1 ’ ’
ol ‘H““‘ ot | 198123017 T 3131 m/z 57.10  16.85%
miz--> 50 100 150 200 250 300
Abundance #271772: Phthalic acid, di(hept-2-yl) ester
149.0
5000 MHMJHHL_
21.00 21.50
m/z 43.05 10.78%
270 980 265.0
L ] 1L L L
L ‘ T T T ‘ L T T T ‘ L ‘ T T T T ‘ L ’
miz--> 50 100 150 200 250 300
Abundance #271909: 1,2-Benzenedicarboxylic acid, diheptyl ester
149.0
e P
21.00 21.50
5000 m/z 150.00 10.07%
10 1040 2650
A e e
miz--> 50 100 150 200 250 300
Abundance #224661: Phthalic acid, hept-2-yl isobutyl ester — ——
149.0 21.00 21.50
m/z 41.05 9.22%
5000
57.0 223.0
Ll oos0 L ] %50 DN
m/z--> 50 100 150 200 250 300 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 47 (DEL) Alkane: Straight-Chai... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
21.444  18.88 ng/ul 320093 Chrysene-d12 21.879
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 94
2 Hexadecane 226 C1l6H34 000544-76-3 93
3 Heneicosane 296 C21H44 000629-94-7 93
4 Tridecane, 6-propyl- 226 C1l6H34 055045-10-8 91
5 Nonadecane 268 C19H40 000629-92-5 86

Abundance Scan 3056 (21.444 min): BG051430.D\data.ms (-3053) (- m/z 57.10 100.00%
57.1

5000 Jk
Tﬂ“ﬁk4¥ 7
‘ | 9.1 149.0 21.50
ol b bl 1072 25222083 385 0 51 10 73.31%
m/z--> 50 100 150 200 250 300 350
Abundance #194587: Heneicosane
57.0
5000 J¥ ‘
21.50
m/z 43.10 70.47%
41.0
l\4l\q‘\ \L“h\ “‘ H‘ “‘ \“‘ \1-\ “ ‘\]‘\-8\‘3\‘0 \22\5\(\)‘ T \29\‘6‘.?\ T ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #107219: Hexadecane
57.0
=
21.50
5000 ITI/Z 85.10 47.78%
9.0
2260
is0 || ||| 141000280
m/z--> 50 100 150 200 250 300 350
Abundance #194589: Heneicosane 1
57.0 21.50
m/z 41.05 27.31%
5000
9.0
180 L L)1 408302250 TF ~
m/z--> 50 100 150 200 250 300 350 21.50

SFAM-EPA-BG120821.M Thu Dec 23 06:40:25 2021 Page: 36



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 49 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.008 38.07 ng/ul 645561  Chrysene-di12 21.879
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Hexadecane 226 C1l6H34 000544-76-3 90
3 Heneicosane 296 C21H44 000629-94-7 83
4 Tridecane, 6-propyl- 226 C1l6H34 055045-10-8 83
5 Pentacosane 352 (C25H52 000629-99-2 80

Abundance Scan 3152 (22.008 min): BG051430.D\data.ms (-3146) (- m/z 57.10 100.00%
57.1

5000
149.0 AL
—e———
\99\'0 229.1 279.1 22.00
ol b dd 19812291 2791 3270 Wy 71 05 76.20%
m/z--> 50 100 150 200 250 300
Abundance #107217: Hexadecane
57.0
5000 —=
22.00
m/z 43.10 73.15%
L‘ L1 | £90 1410 1830 2260
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #107219: Hexadecane
57.0
T \
22.00
5000 ITI/Z 85.10 46.32%
99.0
226.0
o || 100200
m/z--> 50 100 150 200 250 300
Abundance #194588: Heneicosane — ‘
57.0 22.00
m/z 149.00 31.76%
5000
99.0
15.0‘ L0 Ja ) 14101830 2250  296.0
B B B B A A A R
m/z--> 50 100 150 200 250 300 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 50 unknown-@5 Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
22.055 14.81 ng/ul 251172  Chrysene-di12 21.879
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, ethyl 3-methyl-4-... 343 C18H17NO6 1000382-59-9 47
2 Phthalic acid, heptyl undec-2-en... 416 C26H4004 1000315-41-8 43
3 3-Phenylpropanoic acid, 1-adaman... 298 C20H2602 1000282-93-6 43
4 Phthalic acid, isobutyl undec-2-... 374 C23H3404 1010315-42-3 38
5 m-Tolyl isothiocyanate 149 C8H7NS 000621-30-7 38
Abundance Scan 3160 (22.055 min): BG051430.D\data.ms (-3157) (-  m/z 149.00 100.00%
91.0 149.0
5000
354.;
51.0 248.1 ‘ 22.00
ol “H“L‘ m.“\w\;&?ﬁ‘:‘“ ) \‘H\\‘hw‘zgs"? S “L‘ m/z 91.00 90.68%
mlz--> 50 100 150 200 250 300 350
Abundance #251931: Phthalic acid, ethyl 3-methyl-4-nitrobenzyl estel
149.0
5000 s :
22.00
104.0 m/z 150.00 36.67%
2\9\.0\ ‘6\5‘-\%\ \‘H “H‘\ 1“ \“\ ‘ T T ‘ L ‘ T \2\97.(\)\3\4\3‘-0\
miz--> 50 100 150 200 250 300 350
Abundance  #311512: Phthalic acid, heptyl undec-2-en-1-yl ester
149.0 w/\/\
———Y
22.00
5000 m/z 354.20 26.48%
57.0
104.0 248.0
bt L L 2000 FUTY 8000
miz--> 50 100 150 200 250 300 350 /\
Abundance #197404: 3-Phenylpropanoic acid, 1-adamantylmethyl es NI o
149.0 22.00
m/z 65.00 25.54%
5000
91.0
55.0 | M I, 207.0 298.0
e i
m/z--> 50 100 150 200 250 300 350 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 51 Phthalic acid, di(hept-3-yl... Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
22.237 10.14 ng/ul 171887  Chrysene-di12 21.879
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, di(hept-3-yl) ester 362 C22H3404 1000357-00-0 59
2 Phthalic acid, di(hept-4-yl) ester 362 C22H3404 1000356-80-0 59
3 1,2-Benzenedicarboxylic acid, bi... 334 C20H3004 000146-50-9 53
4 Dibutyl phthalate 278 C16H2204 000084-74-2 53
5 Phthalic acid, di(hex-3-yl) ester 334 C20H3004 1000356-96-7 53

Abundance Scan 3191 (22.237 min): BG051430.D\data.ms (-3187) (- m/z 149.00 100.00%

149.0
5000
o7 22,00 22.50
104.0 . ’ ’
A ““wl‘ el | 1189022942650 3110 35F T Lo T aay
mlz--> 50 100 150 200 250 300 350
Abundance #271773: Phthalic acid, di(hept-3-yl) ester
149.0
5000 - —
22.00 22.50
m/z 43.10 15.45%
579 1040 265.0
\‘\ \““\ =T \“‘\ T T \‘\\ T ‘\ LI ‘ \‘\\ T ‘\ LI ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #271771: Phthalic acid, di(hept-4-yl) ester
149.0
—r —
22.00 22.50
5000 m/z 41.05 12.10%
‘57‘-0 19‘4.0 | 221.0 26"5.0
S T B
miz--> 50 100 150 200 250 300 350
Abundance #241941: 1,2-Benzenedicarboxylic acid, bis(4-methylpent e —
149.0 22.00 22.50
m/z 55.10 10.99%
5000
85.0
43.0 251.0
Y R ‘ .| 291.0 334.0
T I e B —r —r
m/z--> 50 100 150 200 250 300 350 22.00 22.50

SFAM-EPA-BG120821.M Thu Dec 23 06:40:29 2021 Page: 39



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 52 Phthalic acid, heptyl undec... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
22.425 19.35 ng/ul 328118 Chrysene-d12 21.879
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, heptyl undecyl ester 418 C26H4204 1010308-94-0 86
2 Phthalic acid, heptyl 2-methylbu... 334 C20H3004 1010322-81-5 78
3 Phthalic acid, cyclohexylmethyl ... 360 C22H3204 1000314-91-7 72
4 Phthalic acid, cycloheptyl isobu... 318 C19H2604 1000322-82-8 72
5 Phthalic acid, octyl 2-propylpen... 390 C24H3804 1000377-92-4 72

Abundance Scan 3223 (22.425 min): BG051430.D\data.ms (-3219) (-  m/z 149.00 100.00%

149.0
5000
2250
104.0 265 1 :
ol M“ i, AOL0220. L7 3122 355, ny7 57.10 11.91%
mlz--> 50 100 150 200 250 300 350
Abundance #312492: Phthalic acid, heptyl undecyl ester
149.0
5000 L
22.50
m/z 43.10 11.25%
57.0
oy, 1920 2650 3210
T \ ‘ T \ T L L ‘ L ‘ L ‘ T 1T T ‘ T
miz--> 100 150 200 250 300 350
Abundance #241772. Phthalic acid, heptyl 2-methylbutyl ester
149.0
—
22.50
5000 m/z 150.60  9.45%
43.0
g t0a0 | 290 R0
miz--> 50 100 150 200 250 300 350
Abundance #269947: Phthalic acid, cyclohexylmethyl heptyl ester o
149.0 22.50
m/z 41.05 8.37%
5000
55‘_0 97.0 265.0
T \‘\ |
e B e L o —
m/z--> 50 100 150 200 250 300 350 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 53 Phthalic acid, 4-methyl-3-n... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.502 66.95 ng/ul 1135190  Chrysene-d12 21.879
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, 4-methyl-3-nitrob... 469 C27H35NO6 1000382-58-9 72
2 Phthalic acid, 4-methyl-3-nitrob... 441 C25H31NO6 1000382-58-7 72
3 Phthalic acid, 2-methoxybenzyl p... 356 C21H2405 1000382-49-4 64
4 Benzyl butyl phthalate 312 C19H2004 000085-68-7 64
5 Phthalic acid, 2-methoxybenzyl o... 398 C24H3005 1000382-49-7 64
Abundance Scan 3236 (22.502 min): BG051430.D\data.ms (-3231) (-  m/z 149.00 100.00%
149.0
- 1 LmAAﬂﬁJ\A,x/wﬁ
U
43.1 2250
248.1
ol Ldu Ly | 1040 24812931 3560 L g1 0p  39.97%
mlz--> 50 100 150 200 250 300 350
Abundance #331513: Phthalic acid, 4-methyl-3-nitrobenzyl undecyl e:
149.0
5000 SR ‘
22.50
m/z 150.00 23.21%
. 104.0
T \4ﬁ‘0“\ e “h\ Pk LB B e B \3\0“3\0\ L
miz--> 50 100 150 200 250 300 350
Abundance #322506: Phthalic acid, 4-methyl-3-nitrobenzyl nonyl este
149.0
U
22.50
5000 m/z 57.10 14.24%
43.0
104.0
b o 27503160
miz--> 50 100 150 200 250 300 350
Abundance #265721: Phthalic acid, 2-methoxybenzyl pentyl ester e |
149.0 22.50
m/z 43.10 13.09%
5000
91.0
‘ 220.0
43.0 ‘
per e L} 2680 356 —
m/z--> 50 100 150 200 250 300 350 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 54 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.643  27.72 ng/ul 469984  Chrysene-d12 21.879
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heptacosane 380 C27H56 000593-49-7 83
5 Hexatriacontane 507 C36H74 000630-06-8 80

Abundance Scan 3260 (22.643 min): BG051430.D\data.ms (-3254) (- m/z 57.10 100.00%
57.1

‘ 2250  23.00
149.0 . .
— 1 ‘\ L}y 197:2 2532295.1 3852 wmyz 71.10  75.17%
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 — ——
22.50 23.00
m/z 43.05 71.75%
ey H ] 141 0183.0225.0 281.0 337.0 394.
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
— —
22.50 23.00
5000 ITI/Z 85.10 52.44%
9.0
L5 q ‘ ““\ h\ h‘ u %4% (\)1783 0225 0 296.0
I B AL o st S
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane 7 —
57.0 22.50 23.00
m/z 41.05 27.15%
5000
9.0
[ 1111, 1410183.0225.0267.0  338.0
e e —— —
m/z--> 50 100 150 200 250 300 350 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 55 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.359  34.88 ng/ul 591361 Chrysene-d12 21.879
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Octacosane 394 (C28H58 000630-02-4 87
3 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 83
4 Heneicosane 296 C21H44 000629-94-7 83
5 Pentadecane 212 C15H32 000629-62-9 83
Abundance Scan 3382 (23.359 min): BG051430.D\data.ms (-3376) (- m/z 57.10 100.00%
57.1
149.0 — ——
‘ 9.0 ‘ 23.00 23.50
LI 2070 2761 3852 Lt g0 o 76.67%
mlz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 — ——
23.00 23.50
m/z 43.10 70.70%
| ‘L‘ 1 M | 141:9183.0225.0267.0309.0 367.0
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
— ——
23.00 23.50
5000 m/z 85.10 49.,75%
iy H | 141 0183.0225.0 281.0 337.0 394.
= ““““““““‘““““““‘,““‘
miz--> 50 100 150 200 250 300 350
Abundance #275543: Eicosane, 7-hexyl- “ —
57.0 23.00 23.50
m/z 41.05 26.36%
1 \\ | 141.0182.0 5059 28103979
el e P e
m/z--> 50 100 150 200 250 300 350 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 56 Dibenzyl phthalate Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
23.506 16.90 ng/ul 286641  Chrysene-di2 21.879
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzyl phthalate 346 C22H1804 000523-31-9 64
2 Dibenzyl phthalate 346 C22H1804 000523-31-9 62
3 Thiocyanic acid, phenylmethyl ester 149 C8H7NS 003012-37-1 52
4 Benzene, (isothiocyanatomethyl)- 149 C8H7NS 000622-78-6 50
5 Acetamide, N-methyl-N-phenyl- 149 CSH11NO 000579-10-2 49

Abundance Scan 3407 (23.506 min): BG051430.D\data.ms (-3401) (- m/z 91.00 100.00%

91.0
149.0
5000
T
510 23.50
ol b L. 2080 2501 307.1 m/z 149.00  77.22%
miz--> 50 100 150 200 250 300
Abundance #255789: Dibenzyl phthalate
91.0
149.0
5000 sk
m/z 107.00  65.41%
T “\5]“.9\““\ “‘ “H\ b } T %9\4‘0\ T \25’5\0\ T T \34\.6"
m/z--> 50 100 150 200 250 300
Abundance #255788: Dibenzyl phthalate
91.0
149.0 SaS :
23.50
5000 m/Z 65.00 18.63%
‘5%0‘ b, |, 193.0 238.0 346.!
— e
m/z--> 50 100 150 200 250 300
Abundance #27297: Thiocyanic acid, phenylmethyl ester T !
91.0 23.50
m/z 92.00 17.59%
5000
| 100
B B B B o e AR
m/z--> 50 100 150 200 250 300 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 57 Phthalic acid, 6-methylhept... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.859 36.04 ng/ul 580895  Perylene-d12 25.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, 6-methylhept-2-yl... 404 C25H4004 1000377-96-3 83
2 1,2-Benzenedicarboxylic acid, di... 418 C26H4204 000084-76-4 80
3 Phthalic acid, 2-methylpent-3-yl... 376 C23H3604 1000356-91-4 80
4 Phthalic acid, 5-methylhex-2-yl ... 348 C21H3204 1000371-08-8 78
5 1,2-Benzenedicarboxylic acid, de... 418 C26H4204 000119-07-3 72
Abundance Scan 3467 (23.859 min): BG051430.D\data.ms (-3461) (-  m/z 149.00 100.00%
149.0
43.1 L LT
” | 8513170 2080 2651 321 23.50 24.00
ob—b bl BED L 2900 TR L 92le m/z 43.10  15.99%
m/z--> 50 100 150 200 250 300
Abundance  #304983: Phthalic acid, 6-methylhept-2-yl nonyl ester
149.0
5000 — —
23.50 24.00
m/z 57.10 14.65%
57.0 293.0
T T \“ ‘“‘\ W‘ L ]‘-J-\B;O\ T T ‘\ L ‘ L L ‘ T T T \‘ ‘ L
miz--> 50 100 150 200 250 300
Abundance #312555: 1,2-Benzenedicarboxylic acid, dinonyl ester
149.0
P P
23.50 24.00
5000 m/z 150.00  10.48%
43.0 293.0
PO e N A
m/iz--> 50 100 150 200 250 300
Abundance #284834: Phthalic acid, 2-methylpent-3-yl nonyl ester — ——
149.0 23.50 24.00
m/z 41.10 10.30%
- M\/\W
4?-0 85.0 293.0
| T | L]
—_ et P P
m/z--> 50 100 150 200 250 300 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 58 Phthalic acid, 5-methylhex-... Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
24,012 12.86 ng/ul 207350  Perylene-di2 25.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, 5-methylhex-2-yl ... 362 C22H3404 1000371-08-7 86
2 Phthalic acid, heptyl hept-4-yl ... 362 C22H3404 1000356-78-8 86
3 Phthalic acid, hept-2-yl isobuty... 320 C19H2804 1000356-97-0 86
4 1,2-Benzenedicarboxylic acid, is... 418 C26H4204 001330-96-7 86
5 Phthalic acid, 5-methylhex-2-yl ... 348 C21H3204 1000371-08-8 86

Abundance Scan 3493 (24.012 min): BG051430.D\data.ms (-3487) (-  m/z 149.00 100.00%

149.0
5000
57.1 5100 ‘
24.00
104.0 318.3
ob L1 A0R0 | 1890 2651 3183367 o 1p 1400
mlz--> 50 100 150 200 250 300 350
Abundance #271901: Phthalic acid, 5-methylhex-2-yl heptyl ester
149.0
5000 —
24.00
m/z 43.10 13.95%
57.0 265.0
L\8\-Q \H ‘“‘\ ‘} \9\9“.‘0\ \‘ T T ‘\ T ‘ L “ L ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #271791: Phthalic acid, heptyl hept-4-yl ester
149.0
T
24.00
5000 ITI/Z 150.00 9.44%
57‘-0 98.0 265.0
Iy L | .
A e e e e e e
miz--> 50 100 150 200 250 300 350
Abundance #224661: Phthalic acid, hept-2-yl isobutyl ester e ‘
149.0 24.00
m/z 41.05 9.27%
57.0 2230
o, 1030 .| 2650
e L e —
m/z--> 50 100 150 200 250 300 350 24.00

SFAM-EPA-BG120821.M Thu Dec 23 ©6:40:35 2021 Page: 46



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BG@51430.D

Acqg On 9 Dec 2021 12:38

Operator : CG/JU

Sample : M4960-04DL 5X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

¢ C:\DATABASE\NIST20.L

LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
: SVOA CALIBRATION

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

Peak Number 59

(DEL) Alkane:

Straight-Chai...

Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
24,205 24.22 ng/ul 390331 Perylene-d12 25.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Hexacosane 366 C26H54 000630-01-3 91
3 Tetracosane 338 (C24H50 000646-31-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetradecane 198 C14H30 000629-59-4 87

Abundance Scan 3526 (24.205 min): BG051430.D\data.ms (-3519) (- m/z 57.10 100.00%

57.1
5000
—— —
‘ \ | Tl 1411 211.2252.1 24.00 24.50
b s gHhe2s2d 3081 3551 up 71,10 69.81%
m/z--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
5000 — —
24.00 24.50
9.0 m/z 43.05 66.29%
T ‘\ \‘ “‘\ “H‘ ”‘ h‘ \“‘ \1;\ “ “\‘1\8\‘3\()’ \22\5\(\)‘ \2\8\2\0‘ LI ‘ T
m/z--> 50 100 150 2000 250 300 350
Abundance #275537: Hexacosane
57.0
—— —
24.00 24.50
5000 ITI/Z 85.10 49,90%
A T T T
m/z--> 50 100 150 2000 250 300 350
Abundance #246481: Tetracosane T —
57.0 24.00 24.50
m/z 55.10 24.95%
o Aw]\m/”\w/\quwvﬂ/\\
9.0
gl A —— —
m/z--> 50 100 150 2000 250 300 350 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 60 1,2-Benzenedicarboxylic aci... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

24.617 139.97 ng/ul 2256210  Perylene-d12 25.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Benzenedicarboxylic acid, de... 418 C26H4204 000119-07-3 91
2 Di-n-octyl phthalate 390 C24H3804 000117-84-0 80
3 Phthalic acid, dodecyl pentyl ester 404 C25H4004 1000308-93-0 80
4 1,2-Benzenedicarboxylic acid, di... 418 C26H4204 000084-76-4 80
5 Di-n-octyl phthalate 390 C24H3804 000117-84-0 78

Abundance Scan 3596 (24.617 min): BG051430.D\data.ms (-3587) (- m/z 149.00 100.00%

149.0
5000
—— —
B a0 279.1 24.50 25.00
ol 1080 | 1030 23942791 3212 .., 43.10 12.32%
miz--> 50 100 150 200 250 300
Abundance #312602: 1,2-Benzenedicarboxylic acid, decyl octyl ester
149.0
5000 — e
24.50 25.00
m/z 150.00 10.58%
1040 2790
L ‘ T ‘ L T T T ‘ L ‘ L ‘ L
miz--> 50 100 150 200 250 300
Abundance #295604: Di-n-octyl phthalate
149.0
— —
24.50 25.00
5000 ITI/Z 41.10 8.26%
43.0
Ackdp 2080 | 2070 20D
m/z--> 50 100 150 200 250 300
Abundance #304906: Phthalic acid, dodecyl pentyl ester — ——
149.0 24.50 25.00
m/z 57.10 7.76%
- m
0 1040 237.0 335
A —r —
m/z--> 50 100 150 200 250 300 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 61 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
25.192  21.27 ng/ul 342899  Perylene-d12 25.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Nonadecane 268 C19H40 000629-92-5 93
3 Tetracosane 338 C24H50 000646-31-1 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Nonadecane 268 C19H40 000629-92-5 91

Abundance Scan 3694 (25.193 min): BG051430.D\data.ms (-3687) (- m/z 57.10 100.00%

57.1
5000
7 —
‘ | | H 149.0 197.1 239.3 3082 355.1 2500 25:90
R e m/z 71.10  71.46%
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 — —
25.00 25.50
m/z 43.10 69.31%
\\\‘\\ T \\\\\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
7 —
25.00 25.50
5000 ITI/Z 85.10 50.04%
| ‘L 1 i H\ ‘\ 1410 183.0 2250 268.0
el R S R e e A R
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane T —
57.0 25.00 25.50
m/z 55.00  23.26%
9.0
gl A —— —
m/z--> 50 100 150 200 250 300 350 25.00 25.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 62 Phthalic acid, dodecyl nony... Concentration Rank 53
R.T. EstConc Area Relative to ISTD R.T.
25.780 8.55 ng/ul 137769  Perylene-di2 25.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, dodecyl nonyl ester 460 C29H4804 1000308-92-6 86
2 Phthalic acid, dodecyl trans-hex... 416 C26H4004 1000360-49-0 80
3 Phthalic acid, decyl nonyl ester 432 C27H4404 1000308-89-8 80
4 Phthalic acid, 2-methylbutyl non... 362 C22H3404 1000322-81-7 80
5 Phthalic acid, isobutyl pentadec... 432 C27H4404 1000309-07-3 80
Abundance Scan 3794 (25.780 min): BG051430.D\data.ms (-3789) (-  m/z 149.00 100.00%
149.0
—— —
431 1040 2070 203.1 ‘ 25.50 26.00
10,2080 |\ 2070 2509 2931 365, 743 10 13.22%
m/z--> 50 100 150 200 250 300 350
Abundance #329072: Phthalic acid, dodecyl nonyl ester
149.0
5000 —r ——
25.50 26.00
m/z 57.10 10.72%
430 530 | 293.0 335.0
\\\“‘\w\”\“\\\\ \‘\\\|\\\\‘\\\\‘\\\‘\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #311519: Phthalic acid, dodecyl trans-hex-3-enyl ester
149.0
—— —
25.50 26.00
5000 82.0 ITI/Z 150.00 9.90%
43. 335.0
miz--> 50 100 150 200 250 300 350
Abundance #319027: Phthalic acid, decyl nonyl ester —— el
149.0 25.50 26.00
m/z 41.10 9.87%
- W/\M
439 1040 293.0
N o e L 0 N — —
m/z--> 50 100 150 200 250 300 350 25.50 26.00

SFAM-EPA-BG120821.M Thu Dec 23 06:40:38 2021 Page: 50



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
: SVOA CALIBRATION

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

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

Peak Number 63 Acetamide, N-(3-chlorophenyl)- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
25.845  30.96 ng/ul 498991 perylene-di2 25.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetamide, N-(3-chlorophenyl)- 169 CSHSCINO 000588-07-8 58
2 o-Chloroacetanilide 169 C8HB8CINO 000533-17-5 58

3 Dodecanamide, N-(4-chlorophenyl)- 309 C18H28CINO 099002-89-8 53
4 Octanamide, N-(3-chlorophenyl)- 253 C14H20CINO 1000306-92-5 53
5 Pentanamide, N-(3-chlorophenyl)- 211 C11H14CINO 1000306-89-2 53

Abundance Scan 3805 (25.845 min): BG051430.D\data.ms (-3799) (-

m/z 127.00 100.00%

127.0
5000
43.1
e g
H 169.0 5211 365 25.50 26.00
‘ “Mw Aol ) 2091 2650 S202 3655 n; 149.00  66.97%
m/z--> 100 150 200 250 300 350
Abundance #44813. Acetamide, N-(3-chlorophenyl)-
127.0
5000 — —_—
25.50 26.00
43.0 169.0 m/z 43.10 31.25%
“““M‘ﬁ"\‘q‘“ \‘\L‘\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #44796: o-Chloroacetanilide
127.0
P e
25.50 26.00
5000 ITI/Z 129.00 30.51%
43.0
‘ 169.0
NI L7 S L ——
miz--> 50 100 150 200 250 300 350
Abundance #210521: Dodecanamide, N-(4-chlorophenyl)- = =
127.0 25.50 26.00
m/z 57.05 21.98%
5000
43.0
169.0
L1850 | "%1000500 2090
““““““ e e B B — —r
mlz--> 100 150 200 250 300 350 25.50 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 64 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
26.379  23.54 ng/ul 379481  Perylene-d12 25.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 9-Methylheneicosane 310 C22H46 070475-51-3 90
5 Hentriacontane 437 C31H64 000630-04-6 90

Abundance Scan 3896 (26.379 min): BG051430.D\data.ms (-3887) (- m/z 57.10 100.00%
57.1

5000

-

— —
71 26.00 26.50
197.2 2951 i
‘HH_‘eﬁmmu,m_m_HwmwHw‘_m_wm m/z 71.1@  75.99%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #320591: Hentriacontane
57.0

-

5000 — i
26.00 26.50
m/z 43.10 66.14%
7.0
mlm%?m 309.0379.0

‘\\\\‘H\\‘1\\\T‘H\\"\‘\‘H‘\\H‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #275537: Hexacosane

57.0

N

“ ‘ ‘
26.00 26.50
5000 m/z 85.10 50.77%

\‘ ||1#/:0197.0267.0 3670

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane “ ‘ ‘
57.0 26.00 26.50

m/z 55.05  24.23%

-

5000

-

| 1 || £279197.0267.0337.0407.0 491.0562.0

‘\\j\\‘\\\\“\\\\‘\\\‘\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\H\‘\\\\‘\\\

‘\ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 26.00 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 65 1,2-Benzenedicarboxylic aci... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

26.885 78.43 ng/ul 1264186 Perylene-di2 25.275

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Phthalic acid, dodecyl nonyl ester 460 C29H4804 1000308-92-6 87
2 1,2-Benzenedicarboxylic acid, di... 418 C26H4204 000084-76-4 87

3 Phthalic acid, hex-3-yl undecyl ... 404 C25H4004 1000356-96-2 80
4 Phthalic acid, isobutyl tridec-2... 400 C25H3604 1000315-44-3 80
5 Phthalic acid, decyl dec-2-yl ester 446 C28H4604 1000356-94-5 80

Abundance Scan 3982 (26.885 min): BG051430.D\data.ms (-3970) (-  m/z 149.00 100.00%
149.

49.0
5000
— ——=
43|-1 g5.1 2031 26.50 27.00
ol L 2lr0 95 34l2 415 nyz 43.10 13.55%
mlz--> 50 100 150 200 250 300 350 400
Abundance #329072: Phthalic acid, dodecyl nonyl ester
149.0
5000 — —
26.50 27.00
m/z 150.00 9.96%
4:""'? 104.0 293.0335.0
\\\"‘\w\”\“\\\\ \‘\\\‘\\\\’\\\\‘\\\‘\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #312557: 1,2-Benzenedicarboxylic acid, dinonyl ester
149.0
= —==
26.50 27.00
5000 ITI/Z 57.10 8.95%
43.0
wedoso | Y0
miz--> 50 100 150 200 250 300 350 400
Abundance #304914: Phthalic acid, hex-3-yl undecyl ester — ——
149.0 26.50 27.00
m/z 41.05 8.29%
5000
43.0
" h‘ [ 9'040 ‘ 251.0 32\10
A et P e
m/z--> 50 100 150 200 250 300 350 400 26.50 27.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 66 (DEL) Alkane: Straight-Chai... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
27.795 18.40 ng/ul 296668  Perylene-di2 25.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 4137 (27.795 min): BG051430.D\data.ms (-4128) (- m/z 57.10 100.00%
57.1
2000 JL
—— —
| ] \ 211.2251.1 2951 271:50 28.99
b b3 23122501 2081 3411 g a5 73,14y
mlz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 — ——
27.50 28.00
9.0 m/z 43.10 64.45%
T \Q‘\ ‘ T “‘ h‘ h‘ \“‘ \a-\ “ L ]‘\-8\3\()‘ \22\5\0\’ T \2?6‘\0\ T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
—— —
27.50 28.00
5000 m/z 85.10 49,88%
9.0
Ll 1 h\ J 1419 183.0 225.0 267.0  338.0
L A s Tat e S
miz--> 50 100 150 200 250 300 350
Abundance #275543: Eicosane, 7-hexyl- T T
57.0 27.50 28.00
m/z 55.10 24.20%
o W\J\W
182 0
Lm0 0 mogmy
m/z--> 50 100 150 200 250 300 350 27.50 28.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 67 3-Cyclopentylpropionamide, Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
28.442  30.94 ng/ul 498794  Perylene-di12 25.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Cyclopentylpropionamide, N-(4-... 251 C14H18CI1NO 1000340-38-6 90
2 Acetamide, N-(3-chlorophenyl)- 169 C8H8CINO 000588-07-8 86
3 Acetamide, N-(4-chlorophenyl)- 169 C8H8CINO 000539-03-7 86
4 o-Chloroacetanilide 169 C8HB8CINO 000533-17-5 86
5 Hexanamide, N-(3-chlorophenyl)- 225 C12H16C1INO 1000307-28-8 78

Abundance Scan 4247 (28.442 min): BG051430.D\data.ms (-4237) (- m/z 127.00 100.00%

127.0
5000
55.1 —
‘ 169.0 28.50
A Aldpey o} 2081 2651 356 139.08  33.73%
m/z--> 50 100 150 200 250 300 350
Abundance #136778: 3-Cyclopentylpropionamide, N-(4-chlorophenyl)
127.0
5000 U
28.50
169.0 m/z 55.10  18.90%
55‘.0 25‘1.0
| f| L Al \‘ . L
\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #44807: Acetamide, N-(3-chlorophenyl)-
127.0
e
28.50
5000 3.0 m/z 41.00  14.81%
169.0
B
miz--> 50 100 150 200 250 300 350
Abundance #44814: Acetamide, N-(4-chlorophenyl)- —
127.0 28.50
m/z 128.00 11.42%
5000
43.0
169.0
SHNDNSIF - AN S S Y-
m/z--> 50 100 150 200 250 300 350 28.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG120921\

Data File : BG@51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc

ALS vial : 5

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

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

Peak Number 68 (DEL) Alkane: Straight-Chai... Concentration Rank 28

R.T. EstConc Area Relative to ISTD R.T.
29.517 16.15 ng/ul 260383  Perylene-di2 25.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Hexacosane 366 C26H54 000630-01-3 90
3 Hentriacontane 437 C31H64 000630-04-6 87
4 Octacosane 394 (C28H58 000630-02-4 87
5 Nonadecane 268 C19H40 000629-92-5 83

Abundance Scan 4430 (29.517 min): BG051430.D\data.ms (-4419) (- m/z 57.05 100.00%
57.0
29.50 |
- ‘ i | u“‘hﬁ‘ Ll oy S50 8881 m/z 71.10  74.95%
m/z--> 50 100 150 200 250 300 350 400
Abundance #176384: Eicosane
570
5000 — |
29.50
m/z 43.00 60.13%
\“\ ‘\“ “‘ \“‘\ h‘ \“‘ \“\ “ :‘L\6? ‘\0‘ ‘2\2\5\ (\)‘ \2\8\‘2\0‘\ T ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane
57.0
L
29.50
5000 m/z 85.10 48.86%
‘ L uh\ \h\ h‘ 1\ \17690 2250 2950 3670
g A e
m/z--> 50 100 150 200 250 300 350 400
Abundance #320590: Hentriacontane 7 ‘
57.0 29.50
m/z 55.00 24.67%
- Mkmwm$mmﬁ/\WWw¢¢WMww
iy ‘\ ! ‘11690 2250  309.0 365.0 436.l
e """""""““““““““““““ ——
m/z--> 50 100 150 200 250 300 350 400 29.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51430.D

Acqg On : 9 Dec 2021 12:38
Operator : CG/JU

Sample : M4960-04DL 5X

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.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|
Benzene, 1,3-di... 5.786 21.2 ng/ul 253444 1 8.189 239198 20.0
(DEL) Alkane: S... 8.735 8.6 ng/ul 103293 1 8.189 239198 20.0
Benzene, 1,3-di... 8.812 13.6 ng/ul 162719 1 8.189 239198 20.0
(DEL) Alkane: S... 10.939 16.9 ng/ul 260805 2 11.015 308810 20.0
(DEL) Alkane: S... 11.985 6.5 ng/ul 100946 2 11.015 308810 20.0
(DEL) Alkane: S... 12.378 22.1 ng/ul 341656 2 11.015 308810 20.0
Naphthalene, 2,... 14.135 10.1 ng/ul 208503 3 14.822 411863 20.0
(DEL) Alkane: S... 14.670 22.1 ng/ul 455685 3 14.822 411863 20.0
Naphthalene, 1,... 15.287 9.6 ng/ul 196863 3 14.822 411863 20.0
(DEL) Alkane: S... 16.479 29.0 ng/ul 602434 4 17.572 415873 20.0
Phenol, 4-(1,1,... 16.620 19.6 ng/ul 407300 4 17.572 415873 20.0
unknown-01 16.685 21.1 ng/ul 438013 4 17.572 415873 20.0
4-(7-Methylocty... 16.750 15.6 ng/ul 324479 4 17.572 415873 20.0
(DEL) Alkane: S... 17.325 5.6 ng/ul 116617 4 17.572 415873 20.0
1,2-Benzenedica... 17.819 8.5 ng/ul 177016 4 17.572 415873 20.0
(DEL) Alkane: C... 17.925 9.2 ng/ul 192219 4 17.572 415873 20.0
n-Hexadecanoic ... 18.430 24.8 ng/ul 515133 4 17.572 415873 20.0
(DEL) Alkane: S... 18.700 8.4 ng/ul 174295 4 17.572 415873 20.0
p-Dicyclohexylb... 18.982 10.1 ng/ul 209173 4 17.572 415873 20.0
unknown-02 19.088 13.5 ng/ul 280305 4 17.572 415873 20.0
(DEL) Alkane: S... 19.323 10.1 ng/ul 210527 4 17.572 415873 20.0
cyclohexane, [1... 19.529 11.0 ng/ul 227801 4 17.572 415873 20.0
Octadecanoic acid 19.693 9.6 ng/ul 200237 4 17.572 415873 20.0
unknown-03 19.805 13.0 ng/ul 220535 5 21.879 339128 20.0
(DEL) Alkane: S... 19.899 11.0 ng/ul 186406 5 21.879 339128 20.0
1,2-Benzenedica... 20.210 10.3 ng/ul 175082 5 21.879 339128 20.0
(DEL) Alkane: S... 20.427 14.8 ng/ul 251332 5 21.879 339128 20.0
Phthalic acid, ... 20.715 15.4 ng/ul 261186 5 21.879 339128 20.0
(DEL) Alkane: S... 20.927 18.2 ng/ul 308027 5 21.879 339128 20.0
unknown-04 21.191 39.0 ng/ul 661313 5 21.879 339128 20.0
Phthalic acid, ... 21.350 20.0 ng/ul 339074 5 21.879 339128 20.0
(DEL) Alkane: S... 21.444 18.9 ng/ul 320093 5 21.879 339128 20.0
(DEL) Alkane: S... 22.008 38.1 ng/ul 645561 5 21.879 339128 20.0
unknown-05 22.055 14.8 ng/ul 251172 5 21.879 339128 20.0
Phthalic acid, ... 22.237 10.1 ng/ul 171887 5 21.879 339128 20.0
Phthalic acid, ... 22.425 19.4 ng/ul 328118 5 21.879 339128 20.0
Phthalic acid, ... 22.502 67.0 ng/ul 1135190 5 21.879 339128 20.0
(DEL) Alkane: S... 22.643 27.7 ng/ul 469984 5 21.879 339128 20.0
(DEL) Alkane: S... 23.359 34.9 ng/ul 591361 5 21.879 339128 20.0
Dibenzyl phthalate 23.506 16.9 ng/ul 286641 5 21.879 339128 20.0
Phthalic acid, ... 23.859 36.0 ng/ul 580895 6 25.275 322379 20.0
Phthalic acid, ... 24.012 12.9 ng/ul 207350 6 25.275 322379 20.0
(DEL) Alkane: S... 24.205 24.2 ng/ul 390331 6 25.275 322379 20.0
1,2-Benzenedica... 24.617 140.0 ng/ul 2256210 6 25.275 322379 20.0
(DEL) Alkane: S... 25.192 21.3 ng/ul 342899 6 25.275 322379 20.0
Phthalic acid, ... 25.780 8.6 ng/ul 137769 6 25.275 322379 20.0
Acetamide, N-(3... 25.845 31.0 ng/ul 498991 6 25.275 322379 20.0
(DEL) Alkane: S... 26.379 23.5 ng/ul 379481 6 25.275 322379 20.0
1,2-Benzenedica... 26.885 78.4 ng/ul 1264180 6 25.275 322379 20.0
(DEL) Alkane: S... 27.795 18.4 ng/ul 296668 6 25.275 322379 20.0
3-Cyclopentylpr... 28.442 30.9 ng/ul 498794 6 25.275 322379 20.0
(DEL) Alkane: S... 29.517 16.1 ng/ul 260383 6 25.275 322379 20.0
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