LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120121\
Data File : BG@51291.D

Acqg On : 1 Dec 2021 18:48
Operator : CG/JU

Sample : M4868-01

Misc :

ALS vial : 7 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-BG112321.M
Title : SVOA CALIBRATION

Signal : TIC: BGO51291.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.911 65 72 77 rBV 52917 120105 1.97% ©.353%
2 3.964 77 81 102 rVB 69821 157365 2.58% 0.462%
3 5.656 363 369 376 rVW 105258 168956 2.77%  0.496%
4 5.791 383 392 402 rBV 330989 665091 10.90%  1.953%
5 6.167 450 456 465 rVB2 139148 260382 4.27% 0.765%
6 7.254 636 641 646 rBV 81938 133202 2.18% 0.391%
7 7.313 646 651 654 rVW2 62413 112873 1.85% 0.331%
8 7.378 654 662 672 rVB2 410421 958280 15.70%  2.814%
9 7.507 676 684 689 rBv 85892 156248 2.56% 0.459%
10 7.724 714 721 726 rBV 103496 176936 2.90% 0.520%
11 7.777 726 730 734 rVW 155188 222398 3.64% 0.653%
12 7.824 734 738 746 rVB 200759 328773 5.39% 0.965%
13 8.135 785 791 795 rVWW2 50004 80371 1.32% 0.236%
14 8.188 795 800 813 rVB 110585 229096 3.75% 0.673%
15 8.300 813 819 824 rBV 83351 151233  2.48% 0.444%
16 8.406 831 837 843 rW 89409 196700 3.22% 0.578%
17 8.564 853 864 870 rVW 86144 176820 2.90% 0.519%
18 8.735 888 893 901 rVB3 61422 155321 2.55% 0.456%
19 8.823 901 908 915 rBV2 89632 167126 2.74% 0.491%
20 8.905 915 922 929 rVV2 142245 313359 5.14% 0.920%
21 8.970 929 933 939 rVV3 53838 117362 1.92%  0.345%
22 9.393 993 1005 1012 rBV2 282796 628003 10.29% 1.844%
23 9.522 1018 1027 1037 rBv8 58724 191110 3.13% 0.561%
24 10.092 1118 1124 1132 rVB3 101965 209443  3.43% 0.615%
25 10.180 1132 1139 1142 rBvV4 49389 88853 1.46% 0.261%
26 10.398 1170 1176 1180 rVV3 56801 113475 1.86% 0.333%
27 10.445 1180 1184 1189 rVV4 40446 99855 1.64% 0.293%
28 10.492 1189 1192 1199 rVB3 44734 78096  1.28% 0.229%
29 10.644 1211 1218 1224 rBV2 155513 281676 4.62% 0.827%
30 10.762 1232 1238 1248 rBV2 77029 151915 2.49% 0.446%

31 10.944 1264 1269 1275 rVVW 163690 271738  4.45%
32 11.020 1275 1282 1285 rVV 173381 324903 5.32%
33 11.073 1285 1291 1297 rW 616215 1151826 18.88%
34 11.155 1297 1305 1320 rVB3 92950 326378 5.35%
35 11.367 1331 1341 1350 rBV5 18965 75582 1.24%

OO wWoeoe
w
00
N
R

36 11.849 1412 1423 1428 rBV 103311 235332 3.86% ©.691%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120121\
Data File : BG@51291.D

Acqg On : 1 Dec 2021 18:48
Operator : CG/JU

Sample : M4868-01

Misc :

ALS vial : 7 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-BG112321.M
Title : SVOA CALIBRATION
37 12.190 1476 1481 1488 rBV2 66097 120066 1.97% 0.353%
38 12.383 1509 1514 1522 rBV 186037 277120 4.54% 0.814%
39 12.660 1555 1561 1573 rBV2 600572 1047749 17.17% 3.076%
40 12.777 1576 1581 1589 rVV 105236 180267 2.95% 0.529%
41 12.877 1590 1598 1607 rVB 287071 536517 8.79% 1.575%
42 13.071 1624 1631 1636 rVV5 35521 76771 1.26% 0.225%
43 13.611 1716 1723 1727 rBV 252343 367650 6.03% 1.079%
44 13.658 1727 1731 1740 rVV2 74313 131764 2.16% 0.387%
45 13.852 1760 1764 1777 rVB2 40357 97022 1.59% 0.285%
46 13.999 1777 1789 1795 rBvV3 86341 245513 4.02% 0.721%
47 14.140 1800 1813 1818 rBV 153175 327592 5.37% 0.962%
48 14.217 1818 1826 1831 rVV 266095 500981 8.21% 1.471%
49 14.522 1871 1878 1888 rVB 288501 518631 8.50% 1.523%
50 14.675 1900 1904 1909 rVV 209433 281102 4.61% 0.825%
51 14.728 1909 1913 1919 rwV 48302 103763 1.70% 0.305%
52 14.822 1924 1929 1935 rVvV 249724 420468 6.89% 1.235%
53 14.886 1935 1940 1946 rVB2 56943 99115 1.62% 0.291%
54 15.051 1964 1968 1974 rVB 85332 139704  2.29% 0.410%
55 15.221 1992 1997 2004 rVV4 134469 258126 4.23% 0.758%
56 15.286 2004 2008 2016 rVB2 63260 115239 1.89% 0.338%
57 15.427 2027 2032 2038 rBV2 37062 80868 1.33% 0.237%
58 15.621 2053 2065 2072 rBV2 310098 661506 10.84% 1.942%
59 15.815 2092 2098 2103 rBV 365510 568139 9.31% 1.668%
60 15.950 2116 2121 2125 rBV 103152 170252 2.79% 0.500%
61 16.485 2208 2212 2224 rBV 133277 329809 5.41% 0.968%
62 17.278 2344 2347 2351 rVB 104627 115934 1.90% 0.340%
63 17.571 2392 2397 2402 rBV 272818 442301 7.25% 1.299%
64 17.671 2409 2414 2422 rVB2 389584 600899 9.85% 1.764%
65 17.854 2441 2445 2451 rBV 122935 203344  3.33% 0.597%
66 18.018 2470 2473 2479 rVB 95653 123920 2.03% 0.364%
67 18.705 2587 2590 2595 rVB 66389 76309  1.25% 0.224%
68 18.987 2635 2638 2648 rVB3 99303 157386 2.58% 0.462%
69 19.328 2692 2696 2709 rVB3 88954 165937 2.72% 0.487%
70 19.534 2727 2731 2737 rVB2 107322 148301 2.43% 0.435%
71 19.663 2750 2753 2764 rBV 97416 189060 3.10% ©.555%
72 19.763 2767 2770 2775 rVV 86956 104061 1.71% 0.306%
73 19.816 2775 2779 2783 rVB 68687 89606 1.47% 0.263%
74 19.951 2797 2802 2813 rVB 470578 780808 12.80%  2.293%
75 20.257 2850 2854 2858 rVB 71988 91376 1.50% 0.268%
76 20.433 2881 2884 2889 rBV2 73945 88653 1.45% 0.260%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120121\
Data File : BG@51291.D

Acqg On : 1 Dec 2021 18:48
Operator : CG/JU

Sample : M4868-01

Misc :

ALS vial : 7 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-BG112321.M
Title : SVOA CALIBRATION

77 20.844 2946 2954 2960 rVB 1006430 1379697 22.61% 4.051%
78 20.932 2965 2969 2973 rVB 82321 94102 1.54% 0.276%
79 21.191 3010 3013 3018 rVB2 55509 79602 1.30% 0.234%
80 21.455 3054 3058 3071 rVB 123233 211226  3.46% 0.620%

81 21.720 3096 3103 3112 rVB 4053071 6101911 100.00% 17.916%

82 21.861 3119 3127 3141 rVB3 284331 836137 13.70% 2.455%
83 22.019 3148 3154 3159 rBv2 129327 260223 4.26% 0.764%
84 22.648 3256 3261 3267 rBV 113363 219525 3.60% 0.645%
85 22.983 3312 3318 3330 rVB 81605 192838 3.16% 0.566%
86 23.147 3340 3346 3354 rVB 227513 417161 6.84% 1.225%
87 23.371 3378 3384 3393 rBV3 74713 151112 2.48% 0.444%
88 24.217 3524 3528 3535 rVB4 58826 114041 1.87% 0.335%
89 24.616 3592 3596 3611 rVB 73703 248654 4.08% 0.730%
99 24.892 3635 3643 3657 rVB3 155715 440064 7.21% 1.292%
91 25.033 3658 3667 3677 rVB2 213283 615402 10.09% 1.807%
92 25.210 3690 3697 3700 rBV3 44823 115730 1.90% 0.340%
93 25.268 3700 3707 3718 rVB3 156480 478513 7.84% 1.405%
94 26.391 3891 3898 3910 rVB2 37456 124926 2.05% 0.367%
95 26.896 3976 3984 3996 rVB 37067 133041 2.18% 0.391%
96 27.096 4005 4018 4031 rBv4 181760 690968 11.32% 2.029%
97 27.342 4051 4060 4072 rVB6 70637 269101 4.41% 0.790%
98 27.818 4135 4141 4151 rVB4 27343 88125 1.44% 0.259%
99 30.527 4588 4602 4619 rBV5 76029 382179 6.26% 1.122%
100 30.909 4655 4667 4681 rVB5 20768 104269 1.71% 0.306%
Sum of corrected areas: 34058358
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120121\
Data File : BG@51291.D

Acqg On : 1 Dec 2021 18:48
Operator : CG/JU

Sample : M4868-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG051291.D\data.ms
4000000

3500000
3000000
2500000
2000000
1500000

1000000

11.073 12.660

500000 5791 7.378

o JEM | ses 6467 s TV el 5 522 wwéaw%wuw%f%

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 1000 10.50 11.00 11.50 12.00 12.50 13. 00

Abundance TIC: BG051291.D\data.ms
4000000 21.720

3500000
3000000
2500000
2000000

1500000

20.844
1000000

19.951

2000001 153611 14 24%528 1552 19550 16485  17.276 It 418 18.708.98M. 32&@%2 45%'86%19 22.648
R 4¥%§é@ 018 18.708.98M % 20205233 20990 181,159 9P P19 22,648

O L e e e L s e L s e e A B e e e LA A o e e B

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG051291.D\data.ms
4000000

3500000
3000000
2500000
2000000
1500000
1000000

5000001,

Y. . 27,
. g%w% AP 26.391 26.89}9&% 27.818 30.5230.909
‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T T 1T ‘ T 1T ‘ T 1T ‘ T 1T ‘ T T T ‘ T T 1T ‘ T T T T ‘ T T T T ‘ T 1T ‘ T T 1T ‘ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120121\
Data File : BG@51291.D

Acqg On : 1 Dec 2021 18:48
Operator : CG/JU

Sample : M4868-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 Propanoic acid, 2-methyl- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
3.911 10.49 ng/ul 120105 1,4-Dichlorobenzene-d4 8.188

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 83
2 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 80
3 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 64
4 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 64
5 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 64
Abundance  Scan 72 (3.911 min): BG051291.D\data.ms (-65) (-) m/z 43.05 100.00%
5000
730 JL
R R
‘H 55.0 88.0 3.60 3.80 4.00 4.20
ol et el m/z 41.00 54.75%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2319: Propanoic acid, 2-methyl-
43.0
5000 L R B
70 73.0 3.60 3.80 4.00 4.20
88.0 m/z 73.00 35.74%
0\\\‘?‘?\.(\)‘HH“H\{‘i!1‘\\‘?’?;9“\\\\“\M\‘H\!“HH
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2317: Propanoic acid, 2-methyl-
43.0
R e AR
3.60 3.80 4.00 4.20
5000 m/z 39.00 19.50%
27.0 73.0
L 830 580
Ottt e e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2318: Propanoic acid, 2-methyl- R e
43.0 3.60 3.80 4.00 4.20
m/z 45.00 15.97%
5000
27.0 73.0
oo Ll e P e
m/z--> 10 20 30 40 50 60 70 80 90 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120121\
Data File : BG@51291.D

Acqg On : 1 Dec 2021 18:48
Operator : CG/JU

Sample : M4868-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 3 Benzene, 1,3-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.791 58.06 ng/ul 665091 1,4-Dichlorobenzene-d4 8.188

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
2 p-Xylene 106 C8H10 000106-42-3 97
3 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
4 o-Xylene 106 C8H10 000095-47-6 97
5 p-Xylene 106 C8H10 000106-42-3 97
Abundance Scan 392 (5.791 min): BG051291.D\data.ms (-383) (-) m/z 91.00 100.00%
91.0
5000 106.1
770 R Eamma R S
39.0 51.0 g50 ‘- ‘ 5.40 5.60 5.80 6.00 6.20
Ol et bl m/z 106,10 43.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5747: Benzene, 1,3-dimethyl-
91.0
106.0
5000 L R L

5.40 5.60 5.80 6.00 6.20
m/z 105.00 20.41%

39.0 51.0 g50 77.0
O\\‘]\_\S\‘\O‘ \Z\Z\-’O\\\\“\\\\H\“\\\‘M\‘\\‘\\‘\‘U‘\\\\“1\\\‘\‘\‘\‘\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5721: p-Xylene
91.0
REanE e R
106.0 5.40 5.60 5.80 6.00 6.20
5000 ITI/Z 77 .00 13.37%
27.0 390 510 g5 77"0
A Y AV RN i TN RN R
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5749: Benzene, 1,3-dimethyl- R Eamman s S
91.0 5.40 5.60 5.80 6.00 6.20
m/z 50.95 9.35%
5000 106.0
39.0 77.0
270 77 510 650 1 |
0‘w‘H‘_‘ﬁ,u‘u‘H‘MMH‘WMW‘HUM‘HWM‘WJMMM“ FEPE e R
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\BG120121\
Data File : BG@51291.D

Acqg On : 1 Dec 2021 18:48
Operator : CG/JU

Sample : M4868-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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, 1l-ethyl-3-methyl- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
7.254 11.63 ng/ul 133202 1,4-Dichlorobenzene-d4 8.188

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 97
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 94
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 641 (7.254 min): BG051291.D\data.ms (-636) (-) m/z 105.00 100.00%
105.0
5000
120.1
e e
390 gap 77‘0 91‘0 7.00 7.20 7.40 7.60
Obrrererrrrre el ol il m/z 120,10 30.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
120.0 7.00 7.20 7.40 7.60
m/z 91.00 14.33%
39.0 63.0 77.0 91.0
OH‘\\H‘HH‘HH“HH“\H\‘\‘\‘H‘H\‘\“HH“}\H‘\Ml\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
 REARSEARL
7.00 7.20 7.40 7.60
5000 m/z 77.00 13.28%
120.0
39.0 77.0 91.0
P NN Y O
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10723: Benzene, 1-ethyl-3-methyl- “‘W“‘W“‘W“H“‘
105.0 7.00 7.20 7.40 7.60
m/z 79.00 10.44%
5000
120.0
39.0 77.0 91.0
O 250, erergsirerrbprrrelere bt bt
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120121\
Data File : BG@51291.D

Acqg On : 1 Dec 2021 18:48
Operator : CG/JU

Sample : M4868-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 5
R.T. EstConc Area Relative to ISTD R.T.
7.777  19.42 ng/ul 222398 1,4-Dichlorobenzene-d4 8.188

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C1OH22 000124-18-5 91
2 Undecane 156 C11H24 001120-21-4 83
3 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 78
4 Tridecane 184 C13H28 000629-50-5 78
5 Decane 142 C1OH22 000124-18-5 78

Abundance Scan 730 (7.777 min): BG051291.D\data.ms (-726) (-) m/z 43.10 100.00%

5000 71.0
7.40 7.60 7.80 8.00
991 1421
0 ‘ m/z 57.10  96.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22068: Decane
43.0
5000 UL R R B R R B
71.0 7.40 7.60 7.80 8.00
m/z 41.05 45.21%
otsol L | | |90 a0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33078: Undecane
43.0
DT T
7.40 7.60 7.80 8.00
m/z 71.05 39.75%
5000 71.0
0 \‘ || 1990 1270 1560
H‘_“W‘H“H‘w“H‘H“_‘H“H“H‘w“u‘u““‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester “‘H“‘H“‘H“H“‘
57.0 7.40 7.60 7.80 8.00
m/z 85.10 25.35%
5000
85.0
29.0
0 L ‘ ‘ 1110 1540 1820 227
‘H“H“H‘ _“w“‘w"H“H“H“_“w“u“u“u" PP T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120121\
Data File : BG@51291.D

Acqg On : 1 Dec 2021 18:48
Operator : CG/JU

Sample : M4868-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 Benzene, 1,2,3-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.824  28.70 ng/ul 328773  1,4-Dichlorobenzene-d4 8.188

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Mesitylene 120 C9H12 000108-67-8 94
3 Mesitylene 120 CO9H12 000108-67-8 94
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 93
Abundance Scan 738 (7.824 min): BG051291.D\data.ms (-734) (-) m/z 105.00 100.00%
105.0
5000 120.1 M\ /\
770 910 AR B Rama R
39.0 e30 | %0 | 7.60 7.80 8.00 8.20
ol vl el e m/z 120.10  41.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0 A /\
5000 \\\/\\‘\/\\\\‘\\{\\’\\\\‘\\\
7.60 7.80 8.00 8.20
m/z 77.00 13.52%
39.0 77.0 91.0
0H‘\H.\‘H\‘\‘\\\\“‘H\\i“\‘\\\e‘%\"\o\‘\\\‘H‘HH“HH‘\M!\‘H‘\‘\“‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10695: Mesitylene A
105.0 V\
M‘A,‘
120.0 7.60 7.80 8.00 8.20
5000 m/z 119.05 11.49%
39.0 30 70 910
0‘Wm‘mﬂ‘HH“Mmi‘\w““f‘um“1“””“1‘H“‘l!“mh‘“uw
m/z--> 10 20 30 40 50 60 70 80 90 100110120 /\ /\/\
Abundance #10692: Mesitylene “H“H“‘A‘,‘H“‘H
105.0 7.60 7.80 8.00 8.20
m/z 91.00 11.05%
5000 1200
77.0
51.0 91.0 A /\ /\
O 250 e toers 0 bbbl U N e d L A Al
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120121\
Data File : BG@51291.D

Acqg On : 1 Dec 2021 18:48
Operator : CG/JU

Sample : M4868-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 Octane, 1,1'-oxybis- Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
8.135 7.02 ng/ul 80371 1,4-Dichlorobenzene-d4 8.188

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 1,1'-oxybis- 242 C16H340 000629-82-3 72
2 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 72
3 Octane, 3,3-dimethyl- 142 C1leH22 004110-44-5 64
4 Octane, 2-bromo- 192 C8H17Br 000557-35-7 59
5 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 59
Abundance Scan 791 (8.135 min): BG051291.D\data.ms (-785) (-) m/z 57.05 100.00%
57.0
5000
‘ 85.0 1131 7.80 8.00 8.20 8.40
0 m,m“,‘m‘_wm‘uwwUWm_m_m‘ww m/z 71.10  94.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #126390: Octane, 1,1'-oxybis-
57.0
5000 UL L B R I B
84.0 7.80 8.00 8.20 8.40
29.0 ‘ m/z 43.05 84.29%
' ‘ 111.0
0 \\\’\‘\‘\ \"‘V\ T “ i \“‘\‘\ T \m\ T \174‘.3\\9\ ‘;7\3\(‘)\ \]\-9\?\0\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59063: Undecane, 4,6-dimethyl-
57.0
R A RE R
7.80 8.00 8.20 8.40
5000 m/z 41.10 37.02%
280 1130
SN O e BN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22097: Octane, 3,3-dimethyl- TR
71.0 7.80 8.00 8.20 8.40
m/z 70.05 29.86%
5000 43.0
‘ 113.0 //\
0 ‘1‘5‘-?‘&““,m‘\_ww‘H_‘M_mW_WW_‘ ‘w/‘\w
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120121\

Data File : BG@51291.D

Acqg On : 1 Dec 2021 18:48
Operator : CG/JU

Sample : M4868-01

Misc

ALS vial : 7 Sample Multiplier: 1

Library Search Compound Report

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 9 Mesitylene

R.T. EstConc Area Relative to ISTD R.T.
8.300 13.20 ng/ul 151233  1,4-Dichlorobenzene-d4 8.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Mesitylene 120 C9H12 000108-67-8 97
3 Benzene, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 95
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 93

Concentration Rank 20

Abundance Scan 819 (8.300 min): BG051291.D\data.ms (-813) (-)
105.0

m/z 105.00 100.00%

5000 120.1
L S | W—
390 570 ‘ 8.00 8.20 8.40 8.60
Oerrrprererdeereimi e bl m/z 120,10 42.03%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10695: Mesitylene
105.0
120.0
5000 UL L L L L I L
8.00 8.20 8.40 8.60
m/z 77.00 14.54%
39.0 77.0
OH‘\\H‘\H‘\‘\H\“‘HHi‘i‘??“?‘\\‘\i\‘H‘\\H"MH‘\Hl\‘\\‘\‘\“‘\H\‘HH’H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10692: Mesitylene
105.0 A\ ﬁk&
WS LAY
8.00 8.20 8.40 8.60
5000 120.0 m/z 91.08  11.52%
77.0
51.0
0‘w‘Hwgaeuﬁ‘Hwwmmm‘_mmuuﬂ‘uﬂﬂwHW“uuwuwu
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A
Abundance #10707: Benzene, 1,2,3-trimethyl- ‘H‘A?‘W“‘W‘ﬁ‘wf\AJ
105.0 8.00 8.20 8.40 8.60
m/z 119.00 11.07%
5000 120.0
39.0 77.0 /\ )
0280 o 020 Ll LA
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.00 8.20 8.40 8.60
SFAM-EPA-BG112321.M Mon Dec 06 07:02:33 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120121\
Data File : BG@51291.D

Acqg On : 1 Dec 2021 18:48
Operator : CG/JU

Sample : M4868-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 10 unknown-01 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.406 17.17 ng/ul 196700 1,4-Dichlorobenzene-d4 8.188

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triethylene glycol 150 C6H1404 000112-27-6 42
2 2-Undecanol 172 C11H240 001653-30-1 42
3 Propane, 2-ethoxy- 88 C5H120 000625-54-7 42
4 Propane, 2-ethoxy- 88 C5H120 000625-54-7 42
5 2-Propanol, 1,3-dimethoxy- 120 C5H1203 000623-69-8 40
Abundance Scan 837 (8.406 min): BG051291.D\data.ms (-831) (-) m/z 45.00 100.00%

45.0
73.0
5000

[TrrT T T T
L, 1040 157,

8.00 8.20 8.40 8.60 8.80
0 ““““‘ m/z 73.00  65.38%

m/z--> 0 20 60 80 100 120 140 160
Abundance #27988: Triethylene glycol
48.0

5000 A i
8.00 8.20 8.40 8.60 8.80

43.00 22.46%

89.0 m/z
O T ‘ T \]-\8“' T W ‘\ T ‘ ‘1 TT \“‘ TTT ‘\ ‘ T ‘}“\ T ‘ T \]\_]\-?.\()\ T ‘ TT 1T ‘ TTTT
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #47357: 2-Undecanol
45.0

8.00 8.20 8.40 8.60 8.80

5000 m/z 44.00 15.10%
69.0
oL 350 | |%%0 570 10 1540
T
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #2366: Propane, 2-ethoxy- Raaa A RAmaE EERE
45.0 8.00 8.20 8.40 8.60 8.80

m/z 75.00 15.02%

5000
73.0
15.0 ‘
0 ‘ H\ \‘

\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ ‘\\\\‘\\\\‘\V\\‘\\\\‘\\

m/z--> 0 20 40 60 80 100 120 140 160 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120121\
Data File : BG@51291.D

Acqg On : 1 Dec 2021 18:48
Operator : CG/JU

Sample : M4868-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 11 Indane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.564 15.44 ng/ul 176820 1,4-Dichlorobenzene-d4 8.188

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Indane 118 CS9H10 000496-11-7 91
3 Indane 118 C9H10 000496-11-7 81
4 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 74
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 72

Abundance Scan 864 (8.564 min): BG051291.D\data.ms (-853) (-) m/z 117.10 100.00%

117.1
5000
911 \/‘\\\\\‘\\\\‘\\\\‘\\\\’\
300 630 ‘ 146.0 8.20 8.40 8.60 8.80
Ol e bl sl 2995 sz 118018 51.70%
miz--> 20 40 60 80 100 120 140
Abundance #10179: Indane
117.0
5000 L L LA B I R AL B
8.20 8.40 8.60 8.80
39.0 580 91.0 m/z 115.00 33.59%
miz-> 20 40 60 100 120 140
Abundance #10181.Indane
117.0 j\
A e
8.20 8.40 8.60 8.80
5000 m/z 91.10 17.80%
91.0
39.0 63.0
o180 T e
miz--> 20 40 60 80 100 120 140
Abundance #10178: Indane
117.0 8.20 8.40 8.60 8.80
m/z 63.00 8.97%
5000
390 580 91.0 A Am
m/z--> 20 40 60 80 100 120 140 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120121\
Data File : BG@51291.D

Acqg On : 1 Dec 2021 18:48
Operator : CG/JU

Sample : M4868-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 Benzene, 1-propynyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.735 13.56 ng/ul 155321 1,4-Dichlorobenzene-d4 8.188

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-propynyl- 116 CSH8 000673-32-5 93
2 3-Methylphenylacetylene 116 C9H8 000766-82-5 76
3 1-Propyne, 3-phenyl- 116 C9H8 010147-11-2 76
4 Benzene, l-ethynyl-4-methyl- 116 CO9H8 000766-97-2 76
5 Benzene, 1,2-propadienyl- 116 CSH8 002327-99-3 76
Abundance Scan 893 (8.735 min): BG051291.D\data.ms (-888) (-) m/z 115.00 100.00%
115.0
5000
711 89.0 134.0 R AREEAR TRt
39.0 55.0 ‘ ‘ 8.40 8.60 8.80 9.00

oH_m_Hwm:“uhHM‘!WW,mm‘mm_‘m“‘w:“wwww,‘ m/z 116.00  82.62%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140

Abundance #9544: Benzene, 1-propynyl-

115.0
5000 /‘/\,
8.40 8.60 8.80 9.00
m/z 105.10  72.39%
390 63‘.0 89.0
O\\‘\\\\.‘\H\‘\\H“\\Hi‘\\\‘u}\‘\\‘\\”\\’H\‘\“\H\‘HH‘\‘}\‘\‘HH‘HH’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9550: 3-Methylphenylacetylene
115.0 /\A /\/\
A REEaR T
8.40 8.60 8.80 9.00
5000 m/z 134.00 23.11%
63.0 89.0
00350 200
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\ /\
Abundance #9545: 1-Propyne, 3-phenyl- A““H““‘_d\‘,““
115.0 8.40 8.60 8.80 9.00
m/z 71.10  22.28%
5000
89.0
oINS AP
O e e e e e AR ARARRERERERRE SR
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120121\
Data File : BG@51291.D

Acqg On : 1 Dec 2021 18:48
Operator : CG/JU

Sample : M4868-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 Benzene, 1l-ethyl-3,5-dimethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
8.823 14.59 ng/ul 167126 1,4-Dichlorobenzene-d4 8.188
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 53
2 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 49
3 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 46
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 46
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 46
Abundance Scan 908 (8.823 min): BG051291.D\data.ms (-901) (-) m/z 57.05 100.00%
57.0
119.0
5000 411
91.0
R R B RN
8.60 8.80 9.00 9.20
0y uw‘ “W‘: “Mw AT 15‘1 m/z 43.18  98.23%
miz--> 0 20 40 60 80 100 120 140
Abundance #17080: Benzene, 1-ethyl-3,5-dimethyl-
119.0
5000 L B I L LI LN L
8.60 8.80 9.00 9.20
910 m/z 119.00 74.47%
15.0 | 39‘\0 L 65\0 ‘ ‘ \‘\ H‘ 13‘1‘50
\‘\\\\‘\\\\’\\1\‘W‘\\\H‘\\\\’}\\}“\\\\‘\
miz--> 0O 20 40 60 80 100 120 140
Abundance #17071: Benzene, 1-ethyl-2,3-dimethyl-
119.0
8.60 8.80 9.00 9.20
5000 m/z 71.00 58.04%
91.0
SV e SO N I
m/z--> 0 20 40 60 80 100 120 140
Abundance #17063: Benzene, 1,2,3,4-tetramethyl- A A e
119.0 8.60 8.80 9.00 9.20
m/z 41.10 46.97%
5000
91.0
39.0 650 | 13T5.o
o “M e AR
m/z--> 0 20 40 60 80 100 120 140 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120121\
Data File : BG@51291.D

Acqg On : 1 Dec 2021 18:48
Operator : CG/JU

Sample : M4868-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 14 Hexanoic acid, 2-ethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.522 16.68 ng/ul 191110 1,4-Dichlorobenzene-d4 8.188

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 80
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 80
3 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 72
4 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 64
5 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 59

Abundance Scan 1027 (9.522 min): BG051291.D\data.ms (-1018) (-) m/z 73.00 100.00%
73.0

9.

5000 41.0
57.0

105.0 T ‘
1330 9.50
R “i“““““!”! ‘M;‘\\‘\N‘\F%H‘ \‘u“ \“M ‘ - L - e m/z 88.00 74 .83%

m/z--> 20 40 60 80 100 120 140
Abundance #24100: Hexanoic acid, 2-ethyl-
88.0
41.0

5000
57.0 950
41.00 42.69%

116.0
\]_\5\()‘\ } L ‘\‘\ \‘} ’ T \“\‘ ‘ \“\ T “\ T \‘! ‘ UL ‘ UL
miz--> 60 80 100 120 140
Abundance #24093.Hexanok:add,Z«ﬁhyL
73.0

o

o

950
5000 m/z 57.05 35.09%
41.0 57.0
101.0
0 “‘(““ Jﬂ‘uiw‘ﬂuu“““J“¥ﬂ?9‘ ~1440
miz--> 20 60 80 100 120 140
Abundance #24101:Hexanok:add,Z%ﬂhyL
88.0 950

55.05  31.35%

5000
410 57.0
116.0
wo| L L amo

oL “““‘ UIPRSES SN N SN RIS .5 A
miz--> 20 40 60 80 100 120 140
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120121\
Data File : BG@51291.D

Acqg On : 1 Dec 2021 18:48
Operator : CG/JU

Sample : M4868-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 15 unknown-02 Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
10.398 6.99 ng/ul 113475 Naphthalene-d8 11.020
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000767-99-7 42
2 Benzene, 1-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 42
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 38
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 30
5 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 30
Abundance Scan 1176 (10.398 min): BG051291.D\data.ms (-1170) (-  m/z 43.05 100.00%
43.0
117.0
5000 710
91.0 132.1 T L —
H ‘ ‘ H 10.00 10.50
Ob—— “;‘; T T R T | m/z 57.85 73.10%
miz--> 20 40 60 80 100 120 140

Abundance #16171: Benzene, (1-methyl-1-propenyl)-, (Z)-
117.0

132.0
5000 T T
c10 91.0 10.00 10.50
270 ‘ ' m/z 117.00  57.35%
Ot T \‘\‘\ \"‘\ \‘H‘\“‘H“\?ﬁ‘.“(‘)\ i "‘U\ T !“ \‘U‘\‘\ T
miz--> 20 40 60 80 100 120 140
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)-
117.0
‘np‘ ‘A‘A‘@AA 1
132.0 10.00 10.50
5000 ITI/Z 119.05 56.57%
91.0
390 650 ‘ ‘ ‘
o S Y P S O
miz--> 20 40 60 80 100 120 140 ﬂ/\ ) N/
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)- LA AL AL
117.0 10.00 10.50
m/z 71.05 51.20%
132.0
5000
91.0
51.0 ‘ ‘
0 “%?Q‘H \JW\‘M\TQE\Hi\,M‘\H“‘\%J\‘\\\ Aw : —
m/z--> 20 40 60 80 100 120 140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120121\
Data File : BG@51291.D

Acqg On : 1 Dec 2021 18:48
Operator : CG/JU

Sample : M4868-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 17 (DEL) Alkane: Straight-Chai... Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
10.492 4.81 ng/ul 78096  Naphthalene-d8 11.020
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3-methyl- 170 C12H26 001002-43-3 38
2 Phenol, 3,4-dimethyl- 122 C8H100 000095-65-8 38
3 Phenol, 3,4-dimethyl- 122 C8H100 000095-65-8 38
4 Phenol, 2,4-dimethyl- 122 C8H100 000105-67-9 38
5 Phenol, 3,5-dimethyl- 122 C8H100 000108-68-9 38
Abundance Scan 1192 (10.492 min): BG051291.D\data.ms (-1189) (- m/z 57.05 100.00%
57.0
122.0
5000 85.0
39 redpes
H 141.2 10.50
0! ‘\Hu_wwmw}‘””w” m/z 122.00  73.32%
miz--> 20 40 60 100 120 140 160
Abundance #45490.Undecane,34neﬂwb
57.0
5000 A \j\\ T /\
85.0 10.50
29.0 m/z 43.05 69.27%
‘ 141.0
112.0 170.0
O\\\‘\‘\\\‘\\\h’u‘\\“}\‘w\\\“\\\\‘\\\\H\\\\‘\\\\
miz--> 20 60 80 100 120 140 160
Abundance #11337: Phenol, 3,4-dimethyl-
122.0
=l
10.50
5000 m/z 107.00 60.59%
77.0
39.0 ‘
0 m_m\m? "‘uh‘““1039ww_m,w
miz--> 20 80 100 120 140 160
Abundance #11317.PhenoL3¢LdHneWwL — /\
107.0 10.50
m/z 71.05 48.70%
5000
77.0
0 ‘1‘5‘?‘\”‘Mu“\5‘9{9”u\_““_1”‘\‘m_m‘w e
m/z--> 20 60 80 100 120 140 160 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120121\
Data File : BG@51291.D

Acqg On : 1 Dec 2021 18:48
Operator : CG/JU

Sample : M4868-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
10.762 9.35 ng/ul 151915 Naphthalene-d8 11.020
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
3 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
4 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
5 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 78

Abundance Scan 1238 (10.762 min): BG051291.D\data.ms (-1232) (- m/z 57.05 100.00%
57.0

2 M\JLL
75.0 e e
10.50 11.00
100.0
A | }m‘l“u_“;“‘J““‘,‘l?%nl‘ 1512 n/z 45.00  99.32%
miz--> 20 40 60 80 100 120 140
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 e S
41.0 10.50 11.00
75.0 m/z 41.00 39.18%
O \]-\5\? T ‘\ \“ ‘1‘\ \J‘UHH\ \‘\h‘\ ‘ \‘ ‘i‘ \l\()? \0\1\]-\6’0\1\3‘}2 \0‘ L
miz--> 40 60 80 100 120 140
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
o e
10.50 11.00
5000 ITI/Z 75.00 19.32%
29.0
75.0
o bl 4 1%0us0120
miz--> 20 40 60 80 100 120 140 /\ k
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)- e PAS
57.0 10.50 11.00
m/z 56.10 15.15%
5000
41.0
75.0
101.0
ool 7 e sl
m/z--> 20 40 60 80 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120121\
Data File : BG@51291.D

Acqg On : 1 Dec 2021 18:48
Operator : CG/JU

Sample : M4868-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.944 16.73 ng/ul 271738 Naphthalene-d8 11.020
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 91
2 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 90
3 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 86
4 Hexadecane 226 C16H34 000544-76-3 86
5 Tridecane 184 C13H28 000629-50-5 83
Abundance Scan 1269 (10.944 min): BG051291.D\data.ms (-1264) (- m/z 57.05 100.00%
57.0
5000
85.0
e
11.00
112.1
0 HwWH‘:HHHM‘:‘pm‘_‘eu_‘l“"'ﬂulwl?(?:}”H_MW,H m/z 43.05 85.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45481: Dodecane
57.0
5000 1
85.0 11.00
29.0 m/z 71.10 55.29%
113.0 170.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecy! ester
57.0
P
11.00
5000 m/z 41.05 40.88%
85.0
29.0
o L) 10 940016801960 241
T ‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45506: Decane, 3,6-dimethyl- —
57.0 11.00
m/z 85.05 30.43%
5000 85.0
29.0‘ 113.0
"~ 141.0
SR I i S LTV,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120121\
Data File : BG@51291.D

Acqg On : 1 Dec 2021 18:48
Operator : CG/JU

Sample : M4868-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 Isoquinoline Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
11.849 14.49 ng/ul 235332  Naphthalene-d8 11.020
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isoquinoline 129 CSH7N 000119-65-3 96
2 Isoquinoline 129 CSH7N 000119-65-3 96
3 Quinoline 129 C9H7N 000091-22-5 96
4 Isoquinoline 129 C9H7N 000119-65-3 96
5 Isoquinoline 129 CSH7N 000119-65-3 95

Abundance Scan 1423 (11.849 min): BG051291.D\data.ms (-1412) (- m/z 129.00 100.00%
120.0

5000
102.0
51.0 76.0 1156 izbd
0 ““nu‘ﬂh‘wh"W“‘uuﬁth“ﬂ‘ L1622 47 102.00  30.83%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15010: Isoquinoline
129.0
5000 — T
102.0 11.50 12.00
51.0 6.0 m/z 128.00  20.93%
01260 | muh_wuw,‘ I
m/z--> 20 40 80 100 120 140 160
Abundance #15011: Isoquinoline
129.0
- Y
11.50 12.00
5000 m/z 51.00 14.86%
102.0
51.0 750
. ‘2‘8‘9_‘_‘\\” \_‘\uh‘m“uw,‘!\”_m,”‘
miz--> 20 40 80 100 120 140 160
Abundance #15001: Quinoline AWW“\m“W“
129.0 1150 1200
m/z 76.00 13.89%
5000
102.0
51.0 76.0
0\%KQ‘W‘N"\‘HMW“““M“‘M!M‘\““r“‘ T N
m/z--> 20 40 60 80 100 120 140 160 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120121\
Data File : BG@51291.D

Acqg On : 1 Dec 2021 18:48
Operator : CG/JU

Sample : M4868-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 22 Quinoline Concentration Rank 32

R.T. EstConc Area Relative to ISTD R.T.
12.190 7.39 ng/ul 120066  Naphthalene-d8 11.020
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Quinoline 129 C9H7N 000091-22-5 96
2 Isoquinoline 129 C9H7N 000119-65-3 95
3 Isoquinoline 129 COH7N 000119-65-3 94
4 Isoquinoline 129 C9H7N 000119-65-3 94
5 Quinoline 129 C9H7N 000091-22-5 93

Abundance Scan 1481 (12.190 min): BG051291.D\data.ms (-1476) (- m/z 129.00 100.00%
129.0

5000 /\K
102.0
51"0 76.0 146.1 6o 1 1200 1250
o A il Mu MO VA Al SRR m/z 102.00  32.53%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15001: Quinoline /\
129.0
5000 P — A
102.0 12.00 12.50
m/z 128.00  21.90%
51.0 76.0
0‘%?Q‘W‘N;ww“w““ww““‘“‘_“““
m/z--> 20 40 60 80 100 120 140 160
Abundance #15006: Isoquinoline
129.0
al N ‘v'\‘/./m.‘/\a
12.00 12.50
5000 ITI/Z 51.00 15.71%
102.0
51.0 75.0 ‘ ‘
e H Y S I |
m/z--> 20 40 60 80 100 120 140 160
Abundance #15011: Isoquinoline ol e 0
129.0 12.00 12.50
m/z 76.00 14.26%
5000
102.0
510 ‘
0‘2‘8"9“\“‘M;"\\;H‘Hm"‘H‘HHH“!‘H‘HH‘H‘ —r B,
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120121\
Data File : BG@51291.D

Acqg On : 1 Dec 2021 18:48
Operator : CG/JU

Sample : M4868-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 23 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.383 17.06 ng/ul 277120  Naphthalene-d8 11.020
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 80
2 Tetradecane 198 C14H30 000629-59-4 80
3 Hexadecane 226 C16H34 000544-76-3 80
4 Tetradecane 198 C14H30 000629-59-4 80
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 76

Abundance Scan 1514 (12.383 min): BG051291.D\data.ms (-1509) (- m/z 57.05 100.00%
57.0

- 8 ft\
i JL
S
131.0 ’ :
om‘m“Jm“_“‘mluWm_m‘%55_1”1‘?“‘”2“””“”‘ m/z 43.05 85.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45478: Dodecane
57.0
5000 = =
85.0 12.00 12.50
m/z 71.05 60.03%
290 170.0
O\\\‘\‘\‘\\“‘\\\H“\\“\\“l\\\“‘]\-%}‘2\‘0\‘\]\-\4‘]_\9\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74006: Tetradecane
57.0
= ==
12.00 12.50
5000 ITI/Z 41.05 40.58%
85.0
29.0
oL 1130 3620 10 1500
H‘_“W‘H"H‘w“H‘H“_‘H“H“H‘w“u‘u““‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane - 7
57.0 12.00 12.50
m/z 85.10 35.28%
5000
85.0
29.0
et 1120 1410 1600 1070 2260 A |
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\BG120121\
Data File : BG@51291.D

Acqg On : 1 Dec 2021 18:48
Operator : CG/JU

Sample : M4868-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 24 Quinoline, 2-methyl- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
12.777 11.10 ng/ul 180267 Naphthalene-d8 11.020
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Quinoline, 2-methyl- 143 C10HSN 000091-63-4 87
2 Quinoline, 2-methyl- 143 C1OHSN 000091-63-4 81
3 Quinoline, 4-methyl- 143 C10OHSN 000491-35-0 81
4 Isoquinoline, 3-methyl- 143 C1OHSN 001125-80-0 81
5 Quinolinium, 1,4-dimethyl-, iodide 285 C11H12IN 016859-86-2 80
Abundance Scan 1581 (12.777 min): BG051291.D\data.ms (-1576) (- m/z 143.00 100.00%
143.0
5000
115.0 —r /\‘/\/\
51.0 75.0 ‘ ‘ | 12.50 13.00
Ob el 960 Ly 1761 o105 60 22.36%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23145: Quinoline, 2-methyl-
143.0
5000 39.0 o "
0 12.50 13.00
780 5. m/z 128.00  21.41%
o! \hm‘ \‘\‘M‘H‘HH“
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23140: Quinoline, 2-methyl-
143.0
it L adhey o)\
12.50 13.00
5000 m/z 141.95 17.43%
510 750 115.0
IR A S T O I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23138: Quinoline, 4-methyl- — T
143.0 12.50 13.00
m/z 144.05 12.57%
5000
115.0
890 ‘
m/z--> 20 40 60 80 100 120 140 160 180 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120121\
Data File : BG@51291.D

Acqg On : 1 Dec 2021 18:48

Operator : CG/JU

Sample : M4868-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.M
: 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 27 Naphthalene, 2,6-dimethyl- Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
13.999 11.68 ng/ul 245513  Acenaphthene-di10 14.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 98
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 98
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97

Abundance Scan 1789 (13.999 min): BG051291.D\data.ms (-1777) (-
b.

m/z 156.10 100.00%

156.1
5000 )&\d
o 150 o
510 7 970 | 13
ol vt bl m/z 141.00  68.40%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
5000
14.00
770 115.0 m/z 155.10  33.83%
270 510 | 1370 |
0 \H‘\‘H\“\\‘\\“‘\\‘\”\“\‘\‘\\"\\\i‘\‘\\\’\\‘ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #33134: Naphthalene, 1,7-dimethyl-
156.0 J\ M
T T T ‘ T T T /
14.00
5000 m/z 115.00 16.24%
115.0
510 (7.0
27.0 '
I | | \‘\‘ ML“J i I “ \“)13ﬂp M
0+ e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #33163: Naphthalene, 1,6-dimethyl- =
156.0 14.00
m/z 128.00  14.75%
5000
770 115.0
51.0 :
m/z--> 20 40 60 80 100 120 140 160 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120121\
Data File : BG@51291.D

Acqg On 1 Dec 2021 18:48

Operator : CG/JU

Sample : M4868-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.M
: SVOA CALIBRATION

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST20.L
LSCINT.P

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

Peak Number 28 Naphthalene, 2,3-dimethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
14.140  15.58 ng/ul 327592  Acenaphthene-d10 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 96
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 95
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 95

Abundance Scan 1813 (14.140 min): BG051291.D\data.ms (-1800) (-  m/z 156.10 100.00%

156.1
115.0 r/\“ R
63.0 14.00 14.50
43.0 89.0 ‘
O e ”M‘ww‘m‘“‘M““h?]“:‘l’wm“ul‘??}q m/z 141.05  82.90%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000
14.00 14.50
115.0 m/z 155.10 31.31%
76.0 ‘
51.0
O \\\’2\7\\0\[\\\\“‘ ‘M““\‘\‘\\“\\\}‘\“!‘\\“‘\\M‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0 /\ NA
A
14.00 l4.50
770 115.0
51.0 :
27.0
I s e OO B = |
miz--> 20 40 60 80 100 120 140 160 180 A
Abundance #33134: Naphthalene, 1,7-dimethyl- #
156.0 1400 1450
m/z 115.00 22.04%
5000
770 115.0
510
N O M - IS V¥ VAV, ¥
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\BG120121\
Data File : BG@51291.D

Acqg On : 1 Dec 2021 18:48
Operator : CG/JU

Sample : M4868-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.675 13.37 ng/ul 281102  Acenaphthene-di10 14.822
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 93
2 Tetradecane 198 C14H30 000629-59-4 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 80
5 Decane, 3-methyl- 156 C11H24 013151-34-3 80

Abundance Scan 1904 (14.675 min): BG051291.D\data.ms (-1900) (- m/z 57.10 100.00%

57.1
5000 85.1
1450 1500
113.1 ’ '
om‘w‘MH‘H“:‘p\whHu_ulfﬂlulu‘l???_““2“1‘2“3 m/z 43.10  77.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90189: Pentadecane
57.0
5000 T =
85.0 14.50 15.00
29.0 m/z 71.05 62.92%
0 \‘ ‘\\ H \‘\ Il \‘11\\30\14\10 169.0 2120
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74004: Tetradecane
57.0
o =
14.50 15.00
5000 85.0 ITI/Z 85.10 39.93%
2&0‘
113.0 198.0
O H130,1420 1600 1980
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74005: Tetradecane o P
57.0 14.50 15.00
m/z 41.00 36.60%
5000 85.0
29.0
om_u\wwl"m‘mWﬁ?ﬁfﬁ%?“1599_‘1??9”‘ S e
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\BG120121\
Data File : BG@51291.D

Acqg On : 1 Dec 2021 18:48
Operator : CG/JU

Sample : M4868-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.485 14.91 ng/ul 329809 Phenanthrene-d10 17.572
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Tridecane 184 C13H28 000629-50-5 86
3 Tetradecane 198 C14H30 000629-59-4 86
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80

Abundance Scan 2212 (16.485 min): BG051291.D\data.ms (-2208) (-  m/z 57.05 100.00%
57.0

-

5000 85.0
1650
119.1 -
bt b ek i 19911822 2192, 43,19 75.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90189: Pentadecane
57.0
5000 T
85.0 16.50
20,0 m/z 71.10 66.83%
O “ \“\ H\ \‘\ N \\‘11?0\14\10\1690 2120
\\\‘\\\\‘\\\\’\\\\‘1\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59029: Tridecane
57.0
——
16.50
5000 m/z 85.05 40.55%
85.0
29.0
| ‘ L | 1130 141.0 1840
0"W‘m“‘:H“,H‘m“u‘“‘WmHm,‘mWm‘mwm‘,u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74004: Tetradecane T
57.0 16.50
m/z 41.05 35.42%
5000 85.0
290‘
113.0 198.0
Oty (1203410 1600 1989 -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120121\
Data File : BG@51291.D

Acqg On : 1 Dec 2021 18:48
Operator : CG/JU

Sample : M4868-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 34 (DEL) Alkane: Straight-Chai... Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
17.278 5.24 ng/ul 115934  Phenanthrene-di10 17.572
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 87
2 Tetradecane 198 C14H30 000629-59-4 83
3 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 80
4 Tridecane, 1-iodo- 310 C13H271 035599-77-0 80
5 Dodecane 170 C12H26 000112-40-3 72

Abundance Scan 2347 (17.278 min): BG051291.D\data.ms (-2344) (- m/z 57.10 100.00%
57.1

2000 e J/\W
1700 17:50
119.1 . .
198.1
om‘W“HH_‘Hw‘m‘_HM\HWHlfﬁ‘lww?ﬁ??_”‘_m m/z 43.10  76.26%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158600: Nonadecane
57.0
5000 e —
85.0 17.00 17.50
29.0 m/z 71.05 69.35%
\H‘HH‘\\H‘\\H‘\\H‘\\H‘HH‘HH‘HH‘HH‘\H\‘\H\‘\H\‘H\\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74005: Tetradecane
57.0
e e
17.00 17.50
5000 85.0 m/z 85.10 47.49%
29.0
oL L pouoegetsse
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59049: Undecane, 2,3-dimethyl- —— —
43.0 17.00 17.50
m/z 41.00 34.80%
71.0
o VﬂAﬁWNW«“wAwR/\WNMmW“
99.0 140.0
obo b LA e
m/z--> 20 40 60 80 100120140160180200220240260 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120121\
Data File : BG@51291.D

Acqg On : 1 Dec 2021 18:48
Operator : CG/JU

Sample : M4868-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 35 3,6,9,12-Tetraoxatetradecan... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
17.854 9.19 ng/ul 203344  Phenanthrene-di10 17.572
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,6,9,12-Tetraoxatetradecan-1-ol 222 C10H2205 005650-20-4 72
2 Tetraethylene glycol 194 C8H1805 000112-60-7 59
3 Ethanol, 2-[2-(2-methoxyethoxy)e... 164 C7H1604 000112-35-6 59
4 Triethylene glycol 150 C6H1404 000112-27-6 56
5 Butane, 2-ethoxy- 102 C6H140 002679-87-0 53

Abundance Scan 2445 (17.854 min): BG051291.D\data.ms (-2441) (- m/z 45.00 100.00%

45.0 73.0
5000
‘ 17:50 18.00
103.0 : .
Ol b 20,1330 16311011 2441 /0 73,00 88.96%
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #100839: 3,6,9,12-Tetraoxatetradecan-1-ol
45.0
5000 — e
17.50 18.00
73.0 m/z 88.95  22.12%
103.0
0150M“\ ‘ H \J [ ,133.0 163.0
\H‘\\\\‘H\\‘\\\\‘\\H‘\H\‘H\\‘\\H‘\\\\‘H\\‘\\\\‘\\H‘\H\‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #69772: Tetraethylene glycol
45.0
=t s
17.50 18.00
5000 ITI/Z 43.00 11.37%
89.0
SE T T
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #40136: Ethanol, 2-[2-(2-methoxyethoxy)ethoxy]- P ——
45.0 17.50 18.00
m/z 87.00 11.07%
5000
89.0
129 | 1190
O bl bt e e e prer e
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120121\
Data File : BG@51291.D

Acqg On : 1 Dec 2021 18:48
Operator : CG/JU

Sample : M4868-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 (DEL) Alkane: Straight-Chai... Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
18.018 5.60 ng/ul 123920  Phenanthrene-di10 17.572
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 93
2 Hexadecane 226 C16H34 000544-76-3 91
3 3-Ethyl-2,6,10-trimethylundecane 226 C16H34 1000432-25-9 87
4 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 87
5 Tetradecane, 4-methyl- 212 C15H32 025117-24-2 81
Abundance Scan 2473 (18.018 min): BG051291.D\data.ms (-2470) (- m/z 57.10 100.00%
57.1
5000 85.1 M/\/\Lw
‘ 18.00 |
113 11411 1791 236.1 :
oHH_H";m!uuu”wu”“w_HwHwa“2‘9"3“1‘”“_”” m/z 43.10  76.78%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #123971: Tetradecane, 2,6,10-trimethyl-
57.0
5000 85.0 —— ‘
18.00
1130 1550 m/z 71.10 70.12%
183.0
OHH‘\H\‘MH‘ “\Wh}\“‘!‘\\‘\“‘\H\‘\H\‘H\“\‘H\\“\\\\‘\\\2\‘2§\0\‘HH‘H
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #107219: Hexadecane
57.0
T \
18.00
5000 85.0 m/z 85.10 43.42%
29.0 113.0
226.0
b d o T a10189010707280
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #107247: 3-Ethyl-2,6,10-trimethylundecane —— ‘
57.0 18.00
m/z 41.00 37.21%
113. 0141 0
29.0
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 18.00

SFAM-EPA-BG112321.M Mon Dec 06 07:02:44 2021 Page: 31



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120121\
Data File : BG@51291.D

Acqg On : 1 Dec 2021 18:48
Operator : CG/JU

Sample : M4868-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 (DEL) Alkane: Straight-Chai... Concentration Rank 57
R.T. EstConc Area Relative to ISTD R.T.
18.706 3.45 ng/ul 76309  Phenanthrene-d1e 17.572
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 87
2 Tetracosane 338 C24H50 000646-31-1 83
3 Eicosane 282 C20H42 000112-95-8 80
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 80

Abundance Scan 2590 (18.705 min): BG051291.D\data.ms (-2587) (- m/z 57.05 100.00%
57.0

5000 AAWWMAWANAA&NMVANwﬂAL
—— —
| 990 1411 1931 2352 18.50 19.00
ol A m/z 43.05  75.71%
m/z--> 50 100 150 200 250 300
Abundance #158600: Nonadecane
57.0
5000 — —
18.50 19.00
m/z 71.10 71.43%
99.0
0 1Ll \‘H\ L H‘ il :\1'4\1(‘) 183.0 268.0
\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #246481: Tetracosane
57.0
—— —
18.50 19.00
5000 ITI/Z 85.10 44 ,39%
99.0
oL L L1 1410 1830 2250 2670 338
gl e e
m/z--> 50 100 150 200 250 300
Abundance #176386: Eicosane T —
57.0 18.50 19.00
m/z 41.05 29.78%
o MW\/WJ\MAMA
99.
0 J L0 )y, 1410 183.0 2250 2820
AL A e e e e LA —— —
m/z--> 50 100 150 200 250 300 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120121\
Data File : BG@51291.D

Acqg On : 1 Dec 2021 18:48
Operator : CG/JU

Sample : M4868-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 p-Dicyclohexylbenzene Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
18.988 7.12 ng/ul 157386  Phenanthrene-di10 17.572
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Dicyclohexylbenzene 242 C18H26 001087-02-1 90
2 Bicyclohexyl, 4-phenyl- 242 C18H26 020273-27-2 89
3 p-Dicyclohexylbenzene 242 C18H26 001087-02-1 89
4 p-Dicyclohexylbenzene 242 C18H26 001087-02-1 52
5 2-(4-(2-Methylprop-1-en-1-yl)phe... 203 C13H17NO 1000466-09-8 38

Abundance Scan 2638 (18.987 min): BG051291.D\data.ms (-2635) (- m/z 117.00 100.00%

117.0
159.1 2422
5000 55.0
193.1
—
H ‘ H 19.00
0 ,HwH\wl_“:‘ﬁmM"H‘“‘w‘w,‘m‘u::‘u‘wy‘ew‘m‘ m/z 91.80 75.05%
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #126419: p-Dicyclohexylbenzene
117.0 242.0
159.0
5000 U
5.0 19.00
m/z 159.10  71.36%
990
O ’!”
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #126421: Bicyclohexyl, 4-phenyl-
117.0 242.0
159.0 —
19.00
5000 83. ITI/Z 242.20 68.94%
41.0
‘ ‘ ‘ 99.0
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #126418: p-Dicyclohexylbenzene . A an
117.0 1590 242.0 19.00
m/z 55.05 49.03%
7 >a0 M\]wj\w
L e
0 MHWJLAMJMNHWMH_\HMA‘MH"WWJHHHHM‘HMH‘_H ——
m/z--> 0 20 40 60 80 100120140160180200220240260 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120121\
Data File : BG@51291.D

Acqg On : 1 Dec 2021 18:48
Operator : CG/JU

Sample : M4868-01

Misc

ALS Vvial : 7

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 39 unknown-03 Concentration Rank 31

R.T. EstConc Area Relative to ISTD R.T.
19.328 7.50 ng/ul 165937  Phenanthrene-di10 17.572
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 25
2 Octacosane 394 C28H58 000630-02-4 25
3 Eicosane 282 C20H42 000112-95-8 25
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 25
5 Decane, 2,3,8-trimethyl- 184 C13H28 062238-14-6 25

Abundance Scan 2696 (19.328 min): BG051291.D\data.ms (-2692) (-  m/z 57.05 100.00%
57.0

5000 M
Olson 2422
— ——
‘ ‘ 19.00 19.50
ol M“ww‘w\ J‘M L “‘M“u W ‘ “‘ . m/z 43.10 66.42%
m/z--> 50 100 150 200 250 300 350
Abundance #261137: Hexadecane, 1-iodo-
57.0
5000 - T
19.00 19.50
m/z 71.10 65.96%
155.0 225.0
O\“\\"H\M\“‘\‘\‘\\“‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
— ——
19.00 19.50
5000 m/z 91.00 43.85%
9.0
ol h‘ | | ;141.0183.0225.0 281.0 337.0 394.
e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane “ —
57.0 19.00 19.50
m/z 85.00 42.93%
- MM
0 F \141018302250 282.0
L e 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\BG120121\
Data File : BG@51291.D

Acqg On : 1 Dec 2021 18:48
Operator : CG/JU

Sample : M4868-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 cyclohexane, [1,1'-biphenyl... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
19.534 6.71 ng/ul 148301  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 90
2 1-Diisopropylsilyloxy-3,5-dimeth... 236 C14H240Si 1000307-97-3 45
3 2-(Diphenylmethylene)tetrahydrof... 236 C17H160 039077-35-5 38
4 Ritodrine 0,0',0"-tris-trimethyl... 503 C26H45N03Si3 335627-90-2 27
5 9,10-Anthracenedione, 1,4-dimethyl- 236 C16H1202 001519-36-4 25
Abundance Scan 2731 (19.534 min): BG051291.D\data.ms (-2727) (- m/z 236.15 100.00%
236.2
180.1
5000
FIVUNIAY ‘
‘ 9791 19.50
o' o R m/z 180.10  69.33%
miz--> 50 100 150 200 250
Abundance #118899: cyclohexane, [1,1'-biphenyl]-4-yl-
236.0
193.0
5000 et Y
19.50
m/z 178.05 64.64%
40 770 1150 15‘2C | ‘
05— ‘\‘ ‘ L \ “\‘\“\ it “ H\‘\“\h“‘\ T A ——
miz--> 50 100 150 200 250
Abundance  #118519: 1-Diisopropylsilyloxy-3,5-dimethylbenzene
165.0
R \
236.0 19.50
5000 m/z 167.05 54.99%
105.0
PN -1 M= O .
miz--> 50 100 150 200 250
Abundance #118870: 2-(Diphenylmethylene)tetrahydrofuran T
165.0 19.50
236.0 m/z 165.10 53.77%
5000
83.0 1150
otso $10 L T | lam0 | -t
m/z--> 50 100 150 200 250 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120121\
Data File : BG@51291.D

Acqg On : 1 Dec 2021 18:48
Operator : CG/JU

Sample : M4868-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 2-[2-[2-[2-[2-[2-[2-[2-[2-[... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
19.663 8.55 ng/ul 189060  Phenanthrene-di10 17.572
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-... 502 C22H46012 006809-70-7 80
2 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydrox... 414 C18H38010 003386-18-3 72
3 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-[2-... 546 C24H50013 1000352-12-7 72
4 Heptaethylene glycol 326 C14H3008 005617-32-3 72
5 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 72

Abundance Scan 2753 (19.663 min): BG051291.D\data.ms (-2750) (-  m/z 45.00 100.00%

45.0
5000

—— =

J{LB-O 163.1218.1 281.0 19.50 20.00
O b e e o - M/Z 73.00 92.52%
miz—> 0 50 100 150 200 250 300 350 400 450 500
Abundance #338274: 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)eth
45.0

B

5000 T

; T
133.0 19.50 20.00
m/z 89.00 25.46%

ol LIy | 2210 2950 415.0

‘\\rr“rr!![\\l\‘1\11‘\\\\[\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\

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

Abundance #309997: 2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)ethoxy]e
45.0

-

7 0
19.50 20.00
5000 m/z 43.00 18.09%

133.0

0 I “ ‘|\ bl \‘ \\207'0263-0 327.0
S e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #343398: 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Hydroxyethoxy)

=

7 —
19.50 20.00

45.0
m/z 87.00 12.31%
5000
133.0
obotd bl ) 1 221028303390 4270 503
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120121\
Data File : BG@51291.D

Acqg On : 1 Dec 2021 18:48
Operator : CG/JU

Sample : M4868-01

Misc

ALS Vvial : 7

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 45 (DEL) Alkane: Straight-Chai... Concentration Rank 62
R.T. EstConc Area Relative to ISTD R.T.
20.433 2.12 ng/ul 88653  Chrysene-d12 21.872
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 87
2 Nonadecane 268 C19H40 000629-92-5 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 83

Abundance Scan 2884 (20.433 min): BG051291.D\data.ms (-2881) (- m/z 57.10 100.00%

57.1
5000
9.0 éo%d
0“wM‘“HWWWW%4h%u“%1%%%5ﬁ}“““““‘ m/z 43.10 70.97%
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
5000

—
20.50
m/z 71.10 67.05%

9.0
Ly g 141.0183.0 225.0 267.0 338.0

‘ T \‘\ T ‘ T \‘\ ’ L ‘ T T T ‘ LI ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane

o
o1 I

} L
o

—
20.50
5000 m/z 85.05 46.18%

9.0
i | g 1410 183.0 225.0 268.0
R

o

-

1 i
e e
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane —
57.0 20.50
m/z 41.05 32.82%
5000
9.0
0 ‘ A uh\ \‘\\ “\‘ h‘ %4%9 1830 225.0 267.0 309.0 3671
e A e T A e e e R A —
m/z--> 50 100 150 200 250 300 350 20.50

SFAM-EPA-BG112321.M Mon Dec 06 07:02:48 2021 Page: 37



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120121\
Data File : BG@51291.D

Acqg On : 1 Dec 2021 18:48
Operator : CG/JU

Sample : M4868-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 (DEL) Alkane: Straight-Chai... Concentration Rank 59
R.T. EstConc Area Relative to ISTD R.T.
20.932 2.25 ng/ul 94102  Chrysene-d12 21.872
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Heneicosane 296 C21H44 000629-94-7 87
3 Tetracosane 338 C24H50 000646-31-1 87
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
5 Decane, 3-methyl- 156 C11H24 013151-34-3 72

Abundance Scan 2969 (20.932 min): BG051291.D\data.ms (-2965) (- m/z 57.10 100.00%

57.1
5000
21.00
ol hhL “ L0 20502491 w/z 43.10  67.81%
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 ]
21.00
m/z 71.10 67.79%
\\\\‘\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
—
21.00
5000 ITI/Z 85.05 48.83%
‘ 9.0
41.0
50 || 111 1401302250 2900
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane —
57.0 21.00
m/z 41.00 27.48%
5000
9.0
ol i Ll 141018302250267.0  338.0
ey R R e e e A ——
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\BG120121\
Data File : BG@51291.D

Acqg On : 1 Dec 2021 18:48
Operator : CG/JU

Sample : M4868-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 45
R.T. EstConc Area Relative to ISTD R.T.
21.455 5.05 ng/ul 211226  Chrysene-di12 21.872
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 80
2 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 80
3 Pentacosane 352 C25H52 000629-99-2 80
4 Hexadecane 226 C16H34 000544-76-3 80
5 Pentadecane 212 C15H32 000629-62-9 74
Abundance Scan 3058 (21.455 min): BG051291.D\data.ms (-3054) (-  m/z 57.10 100.00%
57.1
5000
149.0 A
| \ ‘ 195.1 239.1279.1 e
oAk u‘hu‘_h‘uuuMH_m‘m‘_m_m m/z 71.05 75.28%
mlz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 T
21.50
m/z 43.05 68.13%
ol d L H | 141 0183.0225.0 281.0 337.0 394.
\\‘\\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance  #224374: Sulfurous acid, 2-propyl tetradecyl ester
43.0
e
21.50
5000 50 m/z 85.10 46.92%
50
m/z--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane T
57.0 21.50
m/z 41.00 28.85%
5000
L monsomse ssso a0
B s A e E AR I T e
m/z--> 50 100 150 200 250 300 350 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120121\
Data File : BG@51291.D

Acqg On : 1 Dec 2021 18:48
Operator : CG/JU

Sample : M4868-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 48 (DEL) Alkane: Straight-Chai... Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
22.019 6.22 ng/ul 260223  Chrysene-d12 21.872
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 81
2 Hexacosane 366 C26H54 000630-01-3 81
3 2,6,10-Trimethyltridecane 226 Cl6H34 003891-99-4 78
4 Heptacosane 380 C27H56 000593-49-7 74
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 74
Abundance Scan 3154 (22.019 min): BG051291.D\data.ms (-3148) (- m/z 57.10 100.00%
57.1
5000
149.0
—=
22.00
201.1 279.1
obrd b ”‘ m‘wu 28022000 8951 sz 71010 73.05%
mlz--> 50 100 150 200 250 300 350
Abundance #123971: Tetradecane, 2,6,10-trimethyl-
57.0
5000 — :
22.00
m/z 43.05 68.72%
113.0 155.0
O\ L \““\hh‘ \““\‘M‘ f“‘\“\ T “‘\ T \‘\ ‘\22\5\0\‘ L ‘ L ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
I
22.00
5000 m/z 85.10 42.72%
9.0
ol L “h i | 141 9 183.0 225.0 267.0 309.0  367.(
e e
m/z--> 50 100 150 200 250 300 350
Abundance #107237: 2,6,10-Trimethyltridecane —— ‘
57.0 22.00
m/z 149.00  27.27%
5000
ol80 | m‘ AM | o0ze0 -
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\BG120121\
Data File : BG@51291.D

Acqg On : 1 Dec 2021 18:48
Operator : CG/JU

Sample : M4868-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 42
R.T. EstConc Area Relative to ISTD R.T.
22.648 5.25 ng/ul 219525  Chrysene-di2 21.872
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl- 184 C13H28 001560-97-0 93
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Nonadecane 268 C19H40 000629-92-5 91
5 10-Methylnonadecane 282 C20H42 056862-62-5 91

Abundance Scan 3261 (22.648 min): BG051291.D\data.ms (-3256) (- m/z 57.10 100.00%
57.1

5000 m
2250 23.00
183.2 :
0l ‘“‘euw‘Mm‘1“,'«‘2”5‘?712”_‘3”5‘5‘:9‘_‘Hw‘_m_wm m/z 71.85  75.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #59048: Dodecane, 2-methyl-
57.0
5000 — ——
22.50 23.00
141.0 m/z 43.10 74.56%
O‘HJ\‘\J\‘\L\i\J\!“\!H’HH‘HH‘\H\‘H\\‘HH‘HH‘HH‘HH‘H\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
—— —
22.50 23.00
5000 ITI/Z 85.05 51.91%
0 /] 1 || }27:0197.0 267.0337.0407.0 491.0562.0
et e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #275537: Hexacosane T —
57.0 22.50 23.00
m/z 55.00 30.67%
- M
7.0
o UiF Os0r0zer0 ser0 R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120121\
Data File : BG@51291.D

Acqg On : 1 Dec 2021 18:48
Operator : CG/JU

Sample : M4868-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 Dichloroacetic acid, heptad... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
23.147 9.98 ng/ul 417161  Chrysene-d12 21.872
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 90
2 Pentadecafluorooctanoic acid, te... 610 C22H29F1502 1000406-04-4 89
3 Lauric acid, tridecyl ester 382 C25H5002 1010438-93-6 76
4 Cyclotetradecane 196 C14H28 000295-17-0 74
5 Cyclotetradecane 196 C14H28 000295-17-0 56

Abundance Scan 3346 (23.147 min): BG051291.D\data.ms (-3340) (- m/z 57.10 100.00%
57.1

201.2
5000
e e
m JZ :*» ‘ 279.1 23.00 23.50
oMbk 2L m/z 43.10  98.81%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275003: Dichloroacetic acid, heptadecyl ester
57.0
5000 — —
23.00 23.50
50 m/z 55.85  72.34%
O\\J\“\h‘l\\\ \“‘\\J\\‘k’l\\\\‘\z\%?‘\o\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #346916: Pentadecafluorooctanoic acid, tetradecyl ester
57.0
e e
23.00 23.50
5000 ITI/Z 201.20 72.31%
5 0 196.0
oLl L HJM L 281.0 369.0 592.1
‘H“H‘_H"‘H_‘H‘HH,H‘WH‘W‘HW‘H‘_H‘_‘HV
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #289569: Lauric acid, tridecyl ester ot P
201.0 23.00 23.50
570 m/z 83.10 57.67%
B MN\L&‘
o“%nmlﬂ "‘%‘?%9,‘Hf’???m,ww‘_m,‘ e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120121\
Data File : BG@51291.D

Acqg On : 1 Dec 2021 18:48
Operator : CG/JU

Sample : M4868-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 (DEL) Alkane: Straight-Chai... Concentration Rank 56
R.T. EstConc Area Relative to ISTD R.T.
23.371 3.61 ng/ul 151112  Chrysene-di2 21.872
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 87
2 Heneicosane 296 C21H44 000629-94-7 86
3 Eicosane 282 C20H42 000112-95-8 86
4 Docosane 310 C22H46 000629-97-0 86
5 Heptadecane 240 C17H36 000629-78-7 83

Abundance Scan 3384 (23.371 min): BG051291.D\data.ms (-3378) (- m/z 57.10 100.00%

57.1
5000

99.1
L H h H\ 1\ 2112 253.1 2300 2350
B e B T B A m/z 71.05 76.11%

m/z--> 50 100 150 200 250 300
Abundance #246481: Tetracosane

57.0

5000
2300 2350

m/z 43.10  75.95%

99.0
| L) 1410 1830 2250 2670 338,
\\\\‘ \\\\’\\\\‘1\\\‘\\\\‘\\\\
m/z--> 100 150 200 250 300
Abundance #194590: Heneicosane
57.0

o

2300 2350
5000 ITI z 85.05 55.94%
‘ 99.0
41.0
50 L L4 il 140 1830 2250 2060

m/z--> 50 100 150 200 250 300
Abundance #176384: Eicosane

57.0 2300 2350

m/z 55.10 30.10%

5000
99.0
41.
| “\ h\ h‘ H‘ } \\ d \\830 2250 282.0

0Lk b e R e
miz--> 50 100 150 200 250 300 23.00 2350
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120121\
Data File : BG@51291.D

Acqg On : 1 Dec 2021 18:48
Operator : CG/JU

Sample : M4868-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 (DEL) Alkane: Straight-Chai... Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.
24.217 4.77 ng/ul 114041  Perylene-d12 25.268
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 80
2 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 72
3 Octadecane 254 C18H38 000593-45-3 72
4 Tetracosane 338 C24H50 000646-31-1 72
5 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 64

Abundance Scan 3528 (24.217 min): BG051291.D\data.ms (-3524) (- m/z 57.10 100.00%
57.1

5000 J\F\Mj\\”w
9.1 — —
‘ ‘ [ Mg, 230 a7 24.00 24.50
0 “J‘HMM” ‘HWHWW“‘\‘P”JN\H\\\‘\\\\‘\\\\ m/z 71.10 85.58%
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 T ——
24.00 24.50
m/z 43.10 75.09%
ol \ e ‘\ ) 1‘410183022502670 323.0 380.(
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\
m/z--> 0 100 150 200 250 300 350
Abundance #261137: Hexadecane, 1-iodo-
57.0
— —
24.00 24.50
5000 ITI/Z 85.10 46.11%
155.0 225.0
ol waw
m/z--> 50 100 150 200 250 300 350
Abundance #141057: Octadecane T —
57.0 24.00 24.50
m/z 55.00 26.92%
L] \ | 14101830 2540
oA —— ——
m/z--> 50 100 150 200 250 300 350 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120121\
Data File : BG@51291.D

Acqg On : 1 Dec 2021 18:48
Operator : CG/JU

Sample : M4868-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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-methylpent... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
24.616  10.39 ng/ul 248654  Perylene-di2 25.268
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phthalic acid, 4-methylpent-2-yl... 362 C22H3404 1000356-87-8 72
2 Phthalic acid, 2-ethylbutyl octy... 362 C22H3404 1000356-89-3 72
3 Phthalic acid, octyl 2-propylpen... 390 C24H3804 1000377-92-4 72
4 Phthalic acid, hept-2-yl octyl e... 376 C23H3604 1000356-97-5 72
5 Phthalic acid, 3-methylbutyl oct... 348 C21H3204 1000356-80-9 72

Abundance Scan 3596 (24.616 min): BG051291.D\data.ms (-3592) (-  m/z 149.00 100.00%

149.0
5000
2450 2500
43.1 : .
104.0 279.1
b 2020 ] 19892251 Z0S  h/7 15e.00  11.06%
miz--> 50 100 150 200 250 300
Abundance  #271900: Phthalic acid, 4-methylpent-2-yl octyl ester
149.0
5000 — —

24.50 25.00
m/z 43.10 6.96%

43.0
e B 279.0
O \“‘h‘\ ‘\‘\‘\“\\\\‘\\\\‘\\\\‘\\‘\\‘\
Mize> 50 100 150 200 250 300
Abundance #271817: Phthalic acid, 2-ethylbutyl octyl ester
149.0

7 7
24.50 25.00

5000 m/z 41.00 6.02%

43.0
85.0 | 279.0
ol b e b e
mfz--> 50 100 150 200 250 300

Abundance #295676: Phthalic acid, octyl 2-propylpentyl ester

7 7
24.50 25.00

149.0
m/z 69.05  5.79%
o M
570 4120 279.0
) S P i e S — —
miz--> 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\BG120121\
Data File : BG@51291.D

Acqg On : 1 Dec 2021 18:48
Operator : CG/JU

Sample : M4868-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 6
R.T. EstConc Area Relative to ISTD R.T.
24.802 18.39 ng/ul 446664 Perylene-di2 25.268
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11-Docosene se8 CooHaa 061599-67-3 95

2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 93
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 91
4 1-Hexadecanethiol 258 C16H34S 002917-26-2 90
5 Cyclododecane 168 C12H24 000294-62-2 83

Abundance Scan 3643 (24.892 min): BG051291.D\data.ms (-3635) (- m/z 43.10 100.00%

43.0
5000 257.3
168.2 — —r
] { 24.50 25.00
o‘u‘pu‘wuhﬂmmeH b mM/z 57.05 0 96.21%
m/z--> 0 50 100150200 250300 350400450500550600650
Abundance #209740: 1-Docosene
57.0
5000 — —
308.0 24.50 25.00
f ‘ m/z 55.05 71.17%
O ‘\H ‘HHJ H\j\‘ﬂ\‘!%\“‘hﬂ H}\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H

m/z--> 0 50 100150200 250300 350400450500550600650

Abundance #275003: Dichloroacetic acid, heptadecyl ester
57.0

-

24.50 25.00
5000 m/z 83.05 59.78%

0 2380
miz--> 0 50 100 150200 250 300 350 400 450 500 550 600 650

Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester “ T
57.0 24.50 25.00

m/z 69.00 56.88%

5000

0 | FF] 25\20 369.0 648.(
e e e e e e e

m/z--> 0 50 100150200 250300 350400450500 550 600 650 24.50 25.00

3

SFAM-EPA-BG112321.M Mon Dec 06 07:02:53 2021 Page: 46



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120121\
Data File : BG@51291.D

Acqg On 1 Dec 2021 18:48

Operator : CG/JU

Sample : M4868-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 55 (DEL) Alkane: Straight-Chai... Concentration Rank 47

R.T. EstConc Area Relative to ISTD R.T.
25.210 4.84 ng/ul 115730  Perylene-di12 25.268
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91
4 Heneicosane 296 C21H44 000629-94-7 87
5 Pentacosane 352 C25H52 000629-99-2 87

Abundance Scan 3697 (25.210 min): BG051291.D\data.ms (-3690) (-  m/z 57.10 100.00%
57.1

-

5000
‘ ‘ 2500 2550
7.1 264.1 . -
196.2
o_‘HwnmﬁJﬂwwmumw‘wm‘uu‘u‘wu‘wu‘w‘uw‘uw‘u m/z 71.10  79.86%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #275537: Hexacosane
57.0
5000 e —
25.00 25.50
m/z 43.10 70.18%
o J || 1270197.0267.0 3670
‘\\\\‘\\F\‘\\\\‘\\\\’\\\\‘\\f\‘l\\\‘\\\\‘\\\\‘\\\\‘\H\‘\\\\‘\\\

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

-

Abundance #347241: Tetratetracontane
57.0
—— —
25.00 25.50
5000 ITI/Z 85.10 55.64%
0 H‘JJPE%9;910261033104010 491.0 562.0
et - A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #275555: Heneicosane, 11-(1-ethylpropyl)- —— ——
43.0 25.00 25.50
m/z 41.05 22.91%
oL 201830 2950
e A A e e e e e e e P e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 25.00 25.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120121\

Library Search Compound Report

Data File : BG@51291.D

Acqg On : 1 Dec 2021 18:48
Operator : CG/JU

Sample : M4868-01

Misc

ALS Vvial : 7

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 56

(DEL) Alkane: Straight-Chai...

Concentration Rank 44

R.T. EstConc Area Relative to ISTD R.T.
26.391 5.22 ng/ul 124926  Perylene-di2 25.268
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Heptacosane 380 C27H56 000593-49-7 86
3 Pentacosane 352 (C25H52 000629-99-2 86
4 Nonadecane 268 C19H40 000629-92-5 86
5 Heneicosane 296 C21H44 000629-94-7 86

Abundance Scan 3898 (26.391 min): BG051291.D\data.ms (-3891) (- m/z 57.10 100.00%
57.1

3

5000
] “‘ 1691 22522671 26.00 26.50
0 “‘N“‘“”‘W‘W“Wu‘UJHW‘M“““““‘,““ m/z 71.10 90.70%
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 . —r—
26.00 26.50
m/z 43.00 66.27%
0 \‘L‘ 1 M | $41:0183.0225.0267.0309.0 367.0
\\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\

miz--> 50 100 150 200 250 300 350

%

Abundance #287976: Heptacosane
57.0
— —
26.00 26.50
5000 ITI/Z 85.10 51.31%
9.0
o150 | | | [ 141018302250067.03000 380:
R B T A LA e
m/z--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane “ T
57.0 26.00 26.50
m/z 55.00 24.14%
- W
. | | 401830050 050 3520
A A B e T A LA B E N IEE e B — —
m/z--> 50 100 150 200 250 300 350 26.00 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120121\
Data File : BG@51291.D

Acqg On : 1 Dec 2021 18:48
Operator : CG/JU

Sample : M4868-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 1,2-Benzenedicarboxylic aci... Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.

26.896  5.56 ng/ul 133641 perylene-di2 25.268

Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Benzenedicarboxylic acid, di... 418 C26H4204 000084-76-4 80
-Benzenedicarboxylic acid, de... 418 C26H4204 000119-07-3 80
halic acid, dodecyl nonyl ester 460 C29H4804 1000308-92-6 80
2-Benzenedicarboxylic acid, de... 418 C26H4204 000119-07-3 64
thalic acid, hexyl 6-methylhep... 362 C22H3404 1000377-96-0 64

NN

5.

Abundance Scan 3984 (26.896 min): BG051291.D\data.ms (-3976) (-  m/z 149.00 100.00%

149.0
5000
= —=5
47.1 85.0 189.0 267.0 307.2 2650 27.00
ob by 1 189.0227.1 267.0 3072, 43,19 15.57%
miz--> 50 100 150 200 250 300
Abundance #312557: 1,2-Benzenedicarboxylic acid, dinonyl ester
149.0
5000 — ——
26.50 27.00
m/z 55.00 10.60%
4?0 85.0 29%0
O\\\“M\W‘\‘\‘\\\\\‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #312602: 1,2-Benzenedicarboxylic acid, decyl octyl ester
149.0
— ——
26.50 27.00
5000 ITI/Z 41.05 10.44%
oL 10 1040 2790
L ‘ T T ‘ T T T T T T T ‘ L ‘ L ‘ ‘\ LI
m/z--> 50 100 150 200 250 300
Abundance #329072: Phthalic acid, dodecyl nonyl ester P ——
149.0 26.50 27.00
m/z 150.00 8.61%
5000
43.0 293.0 /‘4‘\\
ol B0 RS L e
m/z--> 50 100 150 200 250 300 26.50 27.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120121\
Data File : BG@51291.D

Acqg On : 1 Dec 2021 18:48
Operator : CG/JU

Sample : M4868-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 9-Octadecenoic acid, (E)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
27.096  28.88 ng/ul 690968 Perylene-d12 25.268
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 90
2 Oleic acid, eicosyl ester 563 C38H7402 022393-88-0 87
3 9-Octadecenoic acid (Z)-, octade... 535 C36H7002 017673-49-3 87
4 1-Nonadecene 266 C19H38 018435-45-5 78
5 Oleic Acid 282 C18H3402 000112-80-1 76

Abundance Scan 4018 (27.096 min): BG051291.D\data.ms (-4005) (- m/z 57.05 100.00%

57.0
5000
31 264.1 — :
} Wz} ’ 27.00
ol b ‘“"'\”,‘M"m w“m Lt m/z 43.10 99.43%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176223: 9-Octadecenoic acid, (E)-
558.0
5000 — :
264.0 27.00
} m/z 55.05 98.80%
0\ \\‘\ ‘\1 i \’I\‘\““\h\l||‘\“h\‘l’“\ﬂ\-?\“‘Iﬂ‘\“1‘ \\ \L\ ’ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TT1
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #344705: Oleic acid, eicosyl ester
57.0 264.0
N
27.00
5000 ITI/Z 69.10 78.41%
fs 0
oL | M0l | 2250 soro smno sea
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #342334: 9-Octadecenoic acid (Z)-, octadecyl ester e ‘
57.0 264.0 27.00
m/z 83.05 62.26%
5000
FS .0
obHhLkd mj"c'!“}'u ki l‘wu A 3790 4520 5320 -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 27.00

SFAM-EPA-BG112321.M Mon Dec 06 07:02:55 2021 Page: 50



Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120121\

Library Search Compound Report

Data File : BG@51291.D

Acqg On 1 Dec 2021 18:48
Operator : CG/JU

Sample : M4868-01

Misc

ALS Vvial : 7

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.M

: SVOA CALIBRATION

¢ 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 59 Pentadecafluorooctanoic aci... Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
27.342  11.25 ng/ul 269101  Perylene-di2 25.268
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentadecafluorooctanoic acid, te... 610 C22H29F1502 1000406-04-4 91
2 Propyl tetradecyl ether 256 C17H360 1010406-27-8 68
3 1-Hexadecanol, 2-methyl- 256 C17H360 002490-48-4 62
4 Trichloroacetic acid, tetradecyl... 358 C16H29C1302 074339-52-9 60
5 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 60

Abundance Scan 4060 (27.342 min): BG051291.D\data.ms (-4051) (- m/z 57.10 100.00%

57.1
5000 257.3
— ——
‘ 168.1 27.00 27.50
om‘M‘JJM"JMMM‘\"m‘wH‘WH‘_mwwwm,‘ m/z 43.05 76.89%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #346916: Pentadecafluorooctanoic acid, tetradecyl ester
57.0
5000 “ ——
27.00 27.50
m/z 55.05 58.59%
5.0 196.0
o L, | 281.0 369.0 592.i
TTT ‘\H\‘H\\’\\\\‘\\H‘\H\‘H\\‘\\\\‘\\\\‘\\H‘\H\‘H\\’\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143664: Propyl tetradecyl ether
43.0
— ——
27.00 27.50
5000 ITI/Z 83.05 54.79%
M 1.0 196.0
okt _‘HWM‘,mJ‘w‘w‘HH_‘H_ww_ww,‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143665: 1-Hexadecanol, 2-methyl- — —
57.0 27.00 27.50
m/z 257.30 51.67%
5000
e o
0 pw‘w‘m%pam“H‘_‘H‘H‘w“u‘u‘w‘u‘_“w‘u‘w — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 27.00 27.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120121\
Data File : BG@51291.D

Acqg On : 1 Dec 2021 18:48
Operator : CG/JU

Sample : M4868-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.M

: SVOA CALIBRATION

¢ 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 (DEL) Alkane: Straight-Chai... Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.
27.818 3.68 ng/ul 88125  Perylene-d12 25.268
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31H64 000630-04-6 86
2 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 83
3 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1010309-18-1 83
4 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 78
5 Tetratetracontane 619 C44H90 007098-22-8 78
Abundance Scan 4141 (27.818 min): BG051291.D\data.ms (-4135) (- m/z 57.05 100.00%
57.0
— —
‘ ‘ 1{13.1 169.2 27.50 28.00
ol bbb i 2880wz 71.16 70.22%
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane
57.0
5000 — ——
27.50 28.00
m/z 43.00 48.31%
13.0
O 1 uhh d‘h I‘h h‘ I‘ | ]Jedg? 1 2\2\59. L ‘30‘90 3650 437'
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘1\\\‘\\1\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #310570: Heptacosane, 1-chloro-
57.0
— —
27.50 28.00
5000 m/z 85.10 40.89%
13.
0 \‘ \‘\ \\L\ ‘u\ lﬁ I\O\ T 1830 2310 2870 3430 41\40
A A e T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #241461: Sulfurous acid, butyl tetradecyl ester — —
57.0 27.50 28.00
m/z 55.00 29.06%
- m\wwmwmww/\wWWM¢wwﬂm
13.0 197.
oL LAY, 02 2490 B
m/z--> 50 100 150 200 250 300 350 400 27.50 28.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120121\
Data File : BG@51291.D

Acqg On : 1 Dec 2021 18:48
Operator : CG/JU

Sample : M4868-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 11
R.T. EstConc Area Relative to ISTD R.T.
30.527 15.97 ng/ul 382179  Perylene-d12 25.268
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 83
2 n-Propyl 11-octadecenoate 324 C21H4002 1000336-71-7 74
3 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 62
4 Decyl oleate 422 C28H5402 003687-46-5 60
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 58

Abundance Scan 4602 (30.527 min): BG051291.D\data.ms (-4588) (-  m/z 43.05 100.00%

43.0
3.1
5000
264.1
T \
H 230 18022221 h ss. 30.50
o] Mu— ‘ “\‘ il H‘HM\\‘ \Ml\ “h‘ I N\ ‘H‘\‘ ‘H\‘ M‘ e ’\‘“ ITI/Z 57.10 97.45%
m/z--> 50 100 150 200 250 300 350
Abundance #155959: 1-Nonadecene
57.0 97.0
5000 —— |
30.50
390 266.0 m/z 55.05 97.01%
Olwswq\ ‘ “ T ‘H\‘ f \“‘ ‘!L % ‘h‘ “h \:‘!‘-\8\‘:"‘\9‘ 212\4\9 T T L
mi/z--> 50 100 150 200 250 300 350
Abundance #229544: n-Propyl 11-octadecenoate
55.0

T
30.50

5000 ITI/Z 69.05 81.02%
| 138.0 180.0 222.0 324.0
0Ll
m/z--> 50 100 150 200 250 300 350
Abundance #176223: 9-Octadecenoic acid, (E)- —
55.0 30.50
m/z 71.05 61.44%
5000
38.0 180.0 222.0
OH‘\‘;““‘!‘ ——
m/z--> 50 100 150 200 250 300 350 30.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120121\
Data File : BG@51291.D

Acqg On : 1 Dec 2021 18:48
Operator : CG/JU

Sample : M4868-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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|
Propanoic acid,... 3.911 10.5 ng/ul 120105 1 8.188 229096 20.0
Benzene, 1,3-di... 5.791 58.1 ng/ul 665091 1 8.188 229096 20.0
Benzene, 1l-ethy... 7.254 11.6 ng/ul 133202 1 8.188 229096 20.0
(DEL) Alkane: S... 7.777 19.4 ng/ul 222398 1 8.188 229096 20.0
Benzene, 1,2,3-... 7.824 28.7 ng/ul 328773 1 8.188 229096 20.0
Octane, 1,1'-0X... 8.135 7.0 ng/ul 80371 1 8.188 229096 20.90
Mesitylene 8.300 13.2 ng/ul 151233 1 8.188 229096 20.0
unknown-01 8.406 17.2 ng/ul 196700 1 8.188 229096 20.0
Indane 8.564 15.4 ng/ul 176820 1  8.188 229096 20.0
Benzene, 1-prop... 8.735 13.6 ng/ul 155321 1 8.188 229096 20.0
Benzene, 1l-ethy... 8.823 14.6 ng/ul 167126 1 8.188 229096 20.0
Hexanoic acid, 9.522 16.7 ng/ul 191110 1 8.188 229096 20.0
unknown-02 10.398 7.0 ng/ul 113475 2 11.020 324903 20.0
(DEL) Alkane: S... 10.492 4.8 ng/ul 78096 2 11.020 324903 20.0
Ethanol, 2-(2-b... 10.762 9.3 ng/ul 151915 2 11.020 324903 20.0
(DEL) Alkane: S... 10.944 16.7 ng/ul 271738 2 11.020 324903 20.0
Isoquinoline 11.849 14.5 ng/ul 235332 2 11.020 324903 20.0
Quinoline 12.190 7.4 ng/ul 120066 2 11.020 324903 20.0
(DEL) Alkane: S... 12.383 17.1 ng/ul 277120 2 11.020 324903 20.0
Quinoline, 2-me... 12.777 11.1 ng/ul 180267 2 11.020 324903 20.0
Naphthalene, 2,... 13.999 11.7 ng/ul 245513 3 14.822 420468 20.0
Naphthalene, 2,... 14.140 15.6 ng/ul 327592 3 14.822 420468 20.0
(DEL) Alkane: S... 14.675 13.4 ng/ul 281102 3 14.822 420468 20.0
(DEL) Alkane: S... 16.485 14.9 ng/ul 329809 4 17.572 442301 20.0
(DEL) Alkane: S... 17.278 5.2 ng/ul 115934 4 17.572 442301 20.0
3,6,9,12-Tetrao... 17.854 9.2 ng/ul 203344 4 17.572 442301 20.0
(DEL) Alkane: S... 18.018 5.6 ng/ul 123920 4 17.572 442301 20.0
(DEL) Alkane: S... 18.706 3.5 ng/ul 76309 4 17.572 442301 20.0
p-Dicyclohexylb... 18.988 7.1 ng/ul 157386 4 17.572 442301 20.0
unknown-03 19.328 7.5 ng/ul 165937 4 17.572 442301 20.0
cyclohexane, [1... 19.534 6.7 ng/ul 148301 4 17.572 442301 20.0
2-[2-[2-[2-[2-[... 19.663 8.6 ng/ul 189060 4 17.572 442301 20.0
(DEL) Alkane: S 20.433 2.1 ng/ul 88653 5 21.872 836137 20.0
(DEL) Alkane: S 20.932 2.3 ng/ul 94102 5 21.872 836137 20.0
(DEL) Alkane: S 21.455 5.0 ng/ul 211226 5 21.872 836137 20.0
(DEL) Alkane: S 22.019 6.2 ng/ul 260223 5 21.872 836137 20.0
(DEL) Alkane: S. 22.648 5.3 ng/ul 219525 5 21.872 836137 20.0
Dichloroacetic ... 23.147 10.0 ng/ul 417161 5 21.872 836137 20.0
(DEL) Alkane: S... 23.371 3.6 ng/ul 151112 5 21.872 836137 20.0
(DEL) Alkane: S... 24.217 4.8 ng/ul 114041 6 25.268 478513 20.0
Phthalic acid, ... 24.616 10.4 ng/ul 248654 6 25.268 478513 20.0
(DEL) Alkane: S... 24.892 18.4 ng/ul 440064 6 25.268 478513 20.0
(DEL) Alkane: S... 25.210 4.8 ng/ul 115730 6 25.268 478513 20.0
(DEL) Alkane: S... 26.391 5.2 ng/ul 124926 6 25.268 478513 20.0
1,2-Benzenedica... 26.896 5.6 ng/ul 133041 6 25.268 478513 20.0
9-Octadecenoic ... 27.096 28.9 ng/ul 690968 6 25.268 478513 20.0
Pentadecafluoro... 27.342 11.3 ng/ul 269101 6 25.268 478513 20.0
(DEL) Alkane: S... 27.818 3.7 ng/ul 88125 6 25.268 478513 20.0
(DEL) Alkane: S... 30.527 16.0 ng/ul 382179 6 25.268 478513 20.0
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