LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO@51470.D

Acqg On : 11 Dec 2021 1:08
Operator : CG/JU

Sample : M4985-19

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

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

Signal : TIC: BGO51470.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.537 4 8 14 rVB2 6529 10843 1.16% 0.123%
2 3.802 51 53 57 rBv4 835 1061 0.11% 0.012%
3 4.013 85 89 90 rBV2 7738 9971 1.06% 0.113%
4 4.107 103 105 111 rVB5 2038 2931 0.31% 0.033%
5 4.219 120 124 127 rBVS 1455 1894 0.20% 0.022%
6 4.260 127 131 132 rVV4 1399 1452 0.15% 0.016%
7 4.301 132 138 150 rVB 13465 25478 2.72%  0.289%
8 4.689 201 204 210 rBV6 2800 5144 ©.55% ©.058%
9 4.801 220 223 225 rBV3 765 1072 0.11% 0.012%
10 4.830 225 228 229 rW2 1602 1742 0.19% 0.020%
11  4.871 231 235 243 rVB2 4644 8767 ©0.94% 0.100%
12 5.653 363 368 376 rVB 11487 20018 2.14% 0.227%
13 5.717 376 379 381 rW2 714 1036 0.11% 0.012%
14 5.782 383 390 405 rBv2 35935 89590 9.56% 1.017%
15 6.164 450 455 462 rBV2 15857 27733 2.96% 0.315%
16 6.745 551 554 557 rVB2 814 1232 0.13% 0.014%
17 7.039 602 604 607 rBv2 986 1350 0.14% 0.015%
18 7.386 658 663 673 rBV3 10490 26358 2.81% 0.299%
19 7.503 677 683 695 rvv 88955 163527 17.45% 1.857%
20 7.597 695 699 705 rVB5 2156 3411 0.36% 0.039%
21 7.732 715 722 736 rW 68566 144738 15.44% 1.643%
22 7.850 740 742 746 rVB2 1048 1083 0.12% 0.012%
23 8.097 782 784 787 rBV 892 1181 0.13% 0.013%
24 8.185 792 799 809 rVv2 81428 151117 16.12% 1.716%
25 8.925 919 925 943 rBV2 42707 100667 10.74% 1.143%
26 9.054 945 947 950 rvVB2 1432 1378 0.15% 0.016%
27 9.295 982 988 990 rBV3 3485 4340 0.46% 0.049%
28 9.372 994 1001 1015 rVV 109108 218433 23.30% 2.480%
29 9.689 1050 1055 1059 rBV2 989 2053 0.22% 0.023%
30 9.877 1084 1087 1092 rVB3 1194 1583 0.17% 0.018%

31 10.094 1117 1124 1137 rBV 82910 174876 18.66%
32 10.658 1213 1220 1244 rBV 74719 210964 22.51%
33 11.011 1273 1286 1290 rBV 123519 229907 24.53%
34 11.105 1294 1296 1300 rVB3 853 1168 0.12%
35 11.170 1300 1307 1329 rBV 69919 197798 21.10%
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36 12.480 1525 1530 1532 rBV2 532 1087 0.12%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO@51470.D

Acqg On : 11 Dec 2021 1:08
Operator : CG/JU

Sample : M4985-19

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.M
Title : SVOA CALIBRATION
37 12.621 1549 1554 1562 rVB3 1629 3531 ©0.38% 0.040%
38 12.774 1578 1580 1584 rBvV2 625 1011 0.11% 0.011%
39 13.314 1668 1672 1674 rBV 777 1076 0.11% 0.012%
40 13.602 1714 1721 1726 rBvV3 5494 8104 0.86% 0.092%
41 14.213 1819 1825 1836 rBV = 298481 467233 49.85% 5.305%
42 14.289 1836 1838 1844 rVB3 1383 1672 0.18% 0.019%
43 14.513 1869 1876 1890 rBV 339511 555033 59.22% 6.302%
44 14.665 1897 1902 1907 rVB2 11119 14172 1.51% 0.161%
45 14.818 1921 1928 1940 rVB 208268 335507 35.79% 3.810%
46 14.924 1944 1946 1948 rBv2 1306 1244 0.13% 0.014%
47 15.112 1973 1978 1980 rVB4 801 1013 0.11% ©0.012%
48 15.183 1986 1990 1991 rBV4 2063 2696 ©0.29% 0.031%
49 15.212 1994 1995 2002 rVV5 2201 4670 0.50% 0.053%
50 15.288 2002 2008 2010 rVvvs 3650 6681 0.71% 0.076%
51 15.306 2010 2011 2014 rvv3 1892 1413 0.15% 0.016%
52 15.347 2017 2018 2023 rVB4 1020 1173 0.13% 0.013%
53 15.570 2055 2056 2059 rvv3 1325 1060 0.11% 0.012%
54 15.611 2059 2063 2070 rvv2 8854 11659 1.24% 0.132%
55 15.805 2090 2096 2109 rBV 446245 731520 78.04%  8.306%
56 15.952 2116 2121 2135 rBV 95656 207701 22.16% 2.358%
57 16.058 2137 2139 2144 rVB4 4184 5405 ©.58% 0.061%
58 16.199 2157 2163 2170 rVV 103307 149056 15.90% 1.693%
59 16.246 2170 2171 2174 rVB2 1327 1169 0.12% 0.013%
60 16.346 2184 2188 2191 rBV3 863 1103 0.12% 0.013%
61 16.475 2204 2210 2214 rBV2 5201 8341 0.89% 0.095%
62 16.552 2218 2223 2228 rVV3 4723 8400 0.90% 0.095%
63 16.593 2228 2230 2233 rVw4 1423 976 ©0.10% 0.011%
64 16.640 2236 2238 2240 rBV2 1316 1539 0.16% 0.017%
65 16.710 2248 2250 2253 rBV2 862 950 0.10% 0.011%
66 16.734 2253 2254 2257 rVV3 1418 1046 0.11% 0.012%
67 16.822 2262 2269 2271 rBV4 2160 3816 0.41% 0.043%
68 16.845 2271 2273 2276 rVB4 1610 1633 0.17% 0.019%
69 16.933 2285 2288 2291 rVB5 1878 2116 0.23% 0.024%
70 16.986 2293 2297 2298 rBV3 2333 2095 0.22% 0.024%
71 17.051 2306 2308 2311 rVB4 1823 1412 0.15% 0.016%
72 17.092 2313 2315 2317 rVV2 1321 1081 0.12% 0.012%
73 17.262 2339 2344 2348 rBV 11517 16668 1.78% 0.189%
74 17.309 2350 2352 2357 rVB4 4459 7076 0.75% ©.080%
75 17.398 2365 2367 2369 rBV2 2603 2454 0.26% ©0.028%
76 17.421 2369 2371 2372 rBV2 2286 1758 0.19% 0.020%

SFAM-EPA-BG120821.M Wed Dec 15 22:57:26 2021 2



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO@51470.D

Acqg On : 11 Dec 2021 1:08
Operator : CG/JU

Sample : M4985-19

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

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

77 17.486 2380 2382 2384 rBV2 1949 1808 0.19% 0.021%
78 17.568 2390 2396 2404 rBV 256820 404596 43.17%  4.594%
79 17.668 2406 2413 2423 rBV2 524788 836892 89.29% 9.503%
80 17.879 2445 2449 2452 rBV4 4300 7262 0.77% 0.082%
81 18.003 2467 2470 2477 rVB 18595 25913 2.76% 0.294%
82 18.156 2494 2496 2498 rBV2 3996 4513 0.48% 0.051%
83 18.643 2576 2579 2582 rVB2 12392 13323 1.42% 0.151%
84 18.696 2584 2588 2593 rBV 20861 26311 2.81% 0.299%
85 19.319 2691 2694 2697 rBV 26192 29550 3.15% 0.336%
86 19.513 2724 2727 2734 rBV6 8842 18735 2.00% 0.213%
87 19.889 2787 2791 2795 rBV2 29642 35505 3.79% 0.403%
88 19.948 2795 2801 2810 rVB 613650 937314 100.00% 10.643%
89 20.089 2822 2825 2830 rBV6 7989 10541 1.12% 0.120%
90 20.423 2878 2882 2885 rBvV3 14323 18436 1.97% 0.209%
91 20.600 2908 2912 2917 rBV6 13622 29839 3.18% 0.339%
92 20.882 2955 2960 2963 rBV 60764 78363 8.36% 0.890%
93 20.917 2964 2966 2970 rVvVv4 10128 11620 1.24% 0.132%
94 21.698 3094 3099 3105 rVB 108952 158939 16.96%  1.805%
95 21.869 3123 3128 3139 rVB 192126 387340 41.32%  4.398%
96 22.192 3179 3183 3192 rBV 13362 39934 4.26% 0.453%
97 23.032 3320 3326 3332 rVB3 70146 124762 13.31% 1.417%
98 25.030 3656 3666 3682 rBv2 277398 826661 88.19% 9.387%
99 25.271 3698 3707 3720 rVB2 110775 355295 37.91% 4.034%

Sum of corrected areas: 8806698
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51470.D

Acqg On : 11 Dec 2021 1:08
Operator : CG/JU

Sample : M4985-19

Misc

ALS vial : 19 Sample Multiplier: 1

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

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

Abundance TIC: BG051470.D\data.ms

600000
500000
400000
300000

200000
9 11.011

372
100000 75035, 8.185 10.094 10,658 11 170
5.782 8.925

(S H 00 4PAMYAR) s emam  5Opf7 6164 57450393 9&3590 7 90942959 6887 11,105 1212862174

Time--> 350 4.00 450 500 550 6.00 6.50 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG051470.D\data.ms

19.948
600000

17.668

500000
15.805

400000
14.513

300000 14.213 17.5h

14.818
200000

100000

51318602 1 2834

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: BG051470.D\data.ms

600000
500000

400000

25.030
300000

200000
5.271

.032
100000

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\|\\\\|\\\\|\\\\‘\\\\‘\

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\BG120921\
Data File : BGO51470.D

Acqg On : 11 Dec 2021 1:08
Operator : CG/JU

Sample : M4985-19

Misc

ALS vial : 19 Sample Multiplier: 1

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

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Toluene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.301 3.37 ng/ul 25478 1,4-Dichlorobenzene-d4 8.185

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Toluene 92 C7H8 000108-88-3 91
2 Toluene 92 C7H8 000108-88-3 86
3 Toluene 92 C7H8 000108-88-3 83
4 1,3,5-Cycloheptatriene 92 C7H8 000544-25-2 80
5 Toluene 92 C7H8 000108-88-3 80
Abundance Scan 138 (4.301 min): BG051470.D\data.ms (-132) (-) m/z 91.00 100.00%
91.0
5000
e ARRSEEEEE T
39.0 510 650 4.00 4.20 4.40 4.60
O | O O m/z 92.60  53.62%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2756: Toluene
91.0
5000 U B R R
4.00 4.20 4.40 4.60
39.0 1o 650 m/z 65.00  12.35%
27.0 ‘ : ‘
O\\‘\\H‘Hi‘\‘\\\‘H‘\‘\N\H{\\\“‘\‘i\\‘\\7\7\.?\\\”\‘\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2759: Toluene
91.0
e ARREEEERE T
4.00 4.20 4.40 4.60
5000 m/z 39.00 11.10%
65.0
o o70 390 5L0 URE 44, |
R e R Ao o o o
miz--> 10 20 30 40 50 60 70 80 90 100 mn ﬂ
Abundance #2758: Toluene R R mamna
91.0 4.00 4.20 4.40 4.60
m/z 51.00 10.58%
5000
39.0 510 65.0
oL 150 270 ~ " 7T 770 |,
e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51470.D

Acqg On : 11 Dec 2021 1:08
Operator : CG/JU

Sample : M4985-19

Misc

ALS vial : 19 Sample Multiplier: 1

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

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Ethylbenzene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.653 2.65 ng/ul 20018 1,4-Dichlorobenzene-d4 8.185

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethylbenzene 106 C8H10 000100-41-4 91
2 Ethylbenzene 106 C8H10 000100-41-4 91
3 Ethylbenzene 106 C8H10 000100-41-4 91
4 Ethylbenzene 106 C8H10 000100-41-4 90
5 Ethylbenzene 106 C8H10 000100-41-4 72
Abundance Scan 368 (5.653 min): BG051470.D\data.ms (-363) (-) m/z 91.00 100.00%
91.0
5000
106.1 )
R a A AREREN SRR
400 g, 850 771 5.40 5.60 5.80 6.00
Ol e e b m/z 106,10 25.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5731: Ethylbenzene
91.0
5000 \\\\‘\\\\‘\\\\’\\\\‘\\\/
106.0 5.40 5.60 5.80 6.00
' m/z 65.00 12.39%
51.0 65.0 77.0
TT ‘J\-Tr)\.(\)‘ \2\7\.’0\ \3\3‘.(\)\ TT H\‘ TTT ‘ H\‘\ T ‘ T \‘ \H“ TTT \“ 1 L ‘ \‘\‘\‘\ ‘ TTT
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5735: Ethylbenzene
91.0 I
e A RRRaNEREE
5.40 5.60 5.80 6.00
5000 m/z 40.00 9.57%
106.0
L a E e L e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5734: Ethylbenzene R Rama e EEEA R
91.0 5.40 5.60 5.80 6.00
m/z 77.10 9.26%
5000
106.0
51.0 65.0 77.
o‘“1‘5:9"2](?"3“%"(‘)”4“‘”“““”"7‘7!‘?‘Hw!m_u‘uwm e | e ———
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51470.D

Acqg On : 11 Dec 2021 1:08
Operator : CG/JU

Sample : M4985-19

Misc

ALS vial : 19 Sample Multiplier: 1

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

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

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

Peak Number 3 o-Xylene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.782 11.86 ng/ul 89590 1,4-Dichlorobenzene-d4 8.185

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Xylene 106 C8H10 000095-47-6 97
2 p-Xylene 106 C8H10 000106-42-3 97
3 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
4 p-Xylene 106 C8H10 000106-42-3 95
5 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 95
Abundance Scan 390 (5.782 min): BG051470.D\data.ms (-383) (-) m/z 91.00 100.00%
91.0
5000 106.1 /\ ]\
 EAaa L AR S
39.0 51.0 450 77‘-0 ‘ 5.40 5.60 5.80 6.00 6.20
0 Wm_‘Wm‘;‘1“”,:““W;U‘w“!m_mw m/z 106.10  45.14%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #5729: o-Xylene
91.0
5000 1060 U LA B B

5.40 5.60 5.80 6.00 6.20

m/z 105.00 22.56%
390 51.0 65.0 77.0

0 \‘\\23\.0‘\\\1“H\\M‘\HH‘\‘HMM‘“‘HH“EH\‘\‘H‘\‘\H
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #5725: p-Xylene
91.0
ST L B A
5.40 5.60 5.80 6.00 6.20
106.0 o
5000 m/z 77.00 13.83%
39.0 51.0 65.0 77.0
270 o]
SN R ST OSSO S| S NN
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #5749: Benzene, 1,3-dimethyl- s AR
91.0 5.40 5.60 5.80 6.00 6.20
m/z 51.00 11.25%
5000 106.0
39.0 77.0
270 ~ 510 650 |
R o MBSV BB MBS BRSO MM
m/z--> 20 30 40 50 60 70 80 90 100 110 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51470.D

Acqg On : 11 Dec 2021 1:08
Operator : CG/JU

Sample : M4985-19

Misc

ALS vial : 19 Sample Multiplier: 1

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

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

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

Peak Number 4 Benzene, 1,3-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.164 3.67 ng/ul 27733  1,4-Dichlorobenzene-d4 8.185

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 95
2 o-Xylene 106 C8H10 000095-47-6 94
3 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 94
4 p-Xylene 106 C8H10 000106-42-3 94
5 o-Xylene 106 C8H10 000095-47-6 94
Abundance Scan 455 (6.164 min): BG051470.D\data.ms (-450) (-) m/z 91.00 100.00%
91.0
5000 106.0 \/\ j\
770 A BEmasEmaEs SR
39.1 51.0 g50 77 ‘ 5.80 6.00 6.20 6.40

o‘wH_H‘,""M"H‘}‘Jmw‘UH‘H“1‘_m‘lm_‘mm m/z 106.00  39.43%

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

Abundance #5749: Benzene, 1,3-dimethyl-

91.0
5000 106.0 ,/\,

5.80 6.00 6.20 6.40
m/z 105.00  20.34%

39.0 77.0
O\\‘\\\\‘\\\‘\’\\\‘\‘\\\\}‘f“\\\[H\‘\\‘\V\H‘\\\f“l\\\‘\‘f‘\‘\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5719: o-Xylene
91.0
R R RRERET
5.80 6.00 6.20 6.40
5000 106.0 m/z 77.00 13.17%
77.0
39.0 510 650 ‘
T R v TR Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5747: Benzene, 1,3-dimethyl- L Raaas e R aR o
91.0 5.80 6.00 6.20 6.40
m/z 39.10 12.01%
106.0
5000
39.0 51.0 50 77.0 ‘
o“‘1‘5:9_2‘7"?”H“HH;‘JM‘:UH‘m‘l‘_Hu‘luw‘mwm | e —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51470.D

Acqg On : 11 Dec 2021 1:08
Operator : CG/JU

Sample : M4985-19

Misc

ALS vial : 19 Sample Multiplier: 1

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

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

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

Peak Number 5 1,3,5-Triazine-2,4,6(1H,3H,... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.199 7.37 ng/ul 149056  Phenanthrene-di10 17.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3,5-Triazine-2,4,6(1H,3H,5H)-t... 249 C12H15N303 001025-15-6 99
2 1,3,5-Triazine-2,4,6(1H,3H,5H)-t... 249 C12H15N303 001025-15-6 98
31,3,5-Triazine-2,4,6(1H,3H,5H)-t... 249 C12H15N303 001025-15-6 96
4 1,3,5-Triazine-2,4,6(1H,3H,5H)-t... 249 C12H15N303 001025-15-6 93
5 n-Nonylcyclohexane 210 C15H30 002883-02-5 27

Abundance Scan 2163 (16.199 min): BG051470.D\data.ms (-2157) (- m/z 83.00 100.00%

249.1
5000/ 410
125.0 208.0 e e
h 15101701 ‘ 16.00 16.50
Olerererelbrthoy bt i e s bbby m/z 82,00 71.90%
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #134057: 1,3,5-Triazine-2,4,6(1H,3H,5H)-trione, 1,3,5-tri-
83.0 249.0
5000 6.0 A —
. 208.0 16.00 16.50
125.0 m/z 249.10 63.95%
o 28. 0“ | 15101790 | |
\\\‘\\\\‘\\\\’\WH‘ \\\‘\\\\‘\\H‘\\\\‘\\\\‘\\\\‘\\H‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #134054: 1,3,5-Triazine-2,4,6(1H,3H,5H)-trione, 1,3,5-tri-
83.0
P e
241.0 2490 16.00 16.50 .
5000 ITI/Z 70.00 49.,91%
125.0
208.0
0150\‘ L ‘\ A | 15101790 ‘ l |
ek e e S e b e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #134055: 1,3,5-Triazine-2,4,6(1H,3H,5H)-trione, 1,3,5-tri- A R 24—
83.0 249.0 16.00 16.50
21.0 m/z 41.05 49.76%
5000
125.0 208.0
0 “ L, ‘ \;'51 0179.0 ‘ | ‘ e
e e e e e e e e e pe v
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51470.D

Acqg On : 11 Dec 2021 1:08
Operator : CG/JU

Sample : M4985-19

Misc

ALS vial : 19 Sample Multiplier: 1

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

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

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

Peak Number 6 Hexanedioic acid, bis(2-eth... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.882 4.05 ng/ul 78363  Chrysene-d12 21.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 90
2 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 90
3 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 83
4 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 78
5 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 74
Abundance Scan 2960 (20.882 min): BG051470.D\data.ms (-2955) (-  m/z 129.00 100.00%
129.0
5000
‘ ‘ 20.50 21.00
199 1 241 2 : :
ol “ L L L. Lo 191TTRC2810 3851 L 57.10  53.70%
miz--> 100 150 200 250 300 350
Abundance #279378. Hexanedioic acid, bis(2-ethylhexyl) ester
129.0
57.0
5000 — ——
20.50 21.00
m/z 71.05 41.68%
o L “\ ‘ 199.0 2410 3130 370,
\\\‘\\\‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\
miz--> 100 150 200 250 300 350
Abundance #279382. Hexanedioic acid, bis(2-ethylhexyl) ester
129.0
— ——
20.50 21.00
5000 m/z 70.00 39.55%
57.0
L o
ol Lyl ] 190 T\ s130
m/z--> 5 100 150 200 250 300 350
Abundance #279246: Hexanedioic acid, dioctyl ester “ ——
129.0 20.50 21.00
m/z 55.00  38.30%
57.0
5000
241.0
AEA NN T ks N
m/z--> 50 100 150 200 250 300 350 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51470.D

Acqg On : 11 Dec 2021 1:08
Operator : CG/JU

Sample : M4985-19

Misc

ALS vial : 19 Sample Multiplier: 1

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

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

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

Peak Number 7 unknown-01 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.192 2.06 ng/ul 39934  Chrysene-di12 21.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, pentyl undecyl e... 306 C16H3403S 1000309-14-4 43
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 35
3 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 32
4 Sulfurous acid, pentyl tridecyl ... 334 C18H3803S 1000309-14-6 32
5 3-Bromooctane 192 C8H17Br 000999-64-4 27

Abundance Scan 3183 (22.192 min): BG051470.D\data.ms (-3179) (- m/z 43.10 100.00%
3.1

85.0
141.1 207.0 281.1 — T
| ‘ 355, 22.00 22.50
0 il ““WH“ Ll 0wz 71.e5 90.14%
mlz--> 50 100 150 200 250 300 350
Abundance #206618: Sulfurous acid, pentyl undecyl ester
71.0
5000 — —
22.00 22.50
2 m/z 57.05 81.72%
. 155.0
O \“\ ﬂ ‘\H“ \“\H‘-]-\‘?\'(‘)\ T “‘\ T \2(‘)7\.9\ T ‘ L ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
e e
22.00 22.50
5000 ITI/Z 85.00 33.87%
113.0
0 ‘h“\ “\‘\!\‘H“\‘ \“‘“‘\‘\]\-8\3\-0‘\\\\‘\\\\‘\\\\‘\ WMMA
m/z--> 50 100 150 200 250 300 350
Abundance #45501: Decane, 3,7-dimethyl- — —
43.0 22.00 22.50
m/z 83.00 25.51%
5000
85.0
127.0
ol b by iy 2700 — —
m/z--> 50 100 150 200 250 300 350 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51470.D

Acqg On : 11 Dec 2021 1:08
Operator : CG/JU

Sample : M4985-19

Misc

ALS vial : 19 Sample Multiplier: 1

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

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

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

Peak Number 8 1,3-Benzenedicarboxylic aci... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.032 6.44 ng/ul 124762  Chrysene-di12 21.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 80
2 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 64
3 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 38
4 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 35
5 Cyclohexaneamine, N-but-2-enylid... 167 C10H17NO 068048-01-1 35

Abundance Scan 3326 (23.032 min): BG051470.D\data.ms (-3320) (-  m/z 70.05 100.00%

70.0
149.0
5000 261.1
I oo
. 205.0 . i
- MMuh“w‘w‘hl“ ; p‘l A R0 3 w2 140.00 62.27%
mlz--> 50 100 150 200 250 300 350
Abundance #295780: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0
5000 261.0 T
23.00
67.0 m/z 261.15 49.19%
029[# ‘” \L - } T “\ T \2(‘)7\\0\ ™ \‘ T L :\30‘4\9 \347‘(\)\ T
miz--> 50 100 150 200 250 300 350
Abundance #295782: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0 L ‘
23.00
5000 ITI/Z 57.10 39.51%
67.0
261.0
29.
e R S 1 I
m/z--> 50 100 150 200 250 300 350
Abundance #295778: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) P ‘
70.0 23.00
112.0 %
1670 261.0 m/z 112.10 35.16%
5000
ol LUl 050 | 3040 seig
m/z--> 50 100 150 200 250 300 350 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51470.D

Acqg On : 11 Dec 2021 1:08
Operator : CG/JU

Sample : M4985-19

Misc

ALS Vvial : 19 Sample Multiplier: 1

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

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Toluene 4.301 3.4 ng/ul 25478 1 8.185 151117 20.0
Ethylbenzene 5.653 2.6 ng/ul 20018 1 8.185 151117 20.0
o-Xylene 5.782 11.9 ng/ul 89590 1 8.185 151117 20.0
Benzene, 1,3-di... 6.164 3.7 ng/ul 27733 1 8.185 151117 20.0
1,3,5-Triazine-... 16.199 7.4 ng/ul 149056 4 17.568 404596 20.0
Hexanedioic aci... 20.882 4.0 ng/ul 78363 5 21.875 387340 20.0
unknown-01 22.192 2.1 ng/ul 39934 5 21.875 387340 20.0
1,3-Benzenedica... 23.032 6.4 ng/ul 124762 5 21.875 387340 20.0
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