LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51464.D

Acqg On : 10 Dec 2021 20:22
Operator : CG/JU

Sample : M4985-18

Misc :

ALS Vvial : 13  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: BGO51464.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.534 4 8 13 rBV2 6972 12219 1.31% 0.131%
2 3.993 82 86 92 rBvV 16111 34287 3.68% 0.369%
3 4.110 104 106 115 rVB5 2731 4199 0.45% 0.045%
4 4,251 128 130 132 rBV2 1804 1960 0.21% 0.021%
5 4.298 132 138 148 rVB 15493 29720 3.19% 0.320%
6 4.692 201 205 212 rVB5S 3872 6486 0.70% 0.070%
7 4.821 223 227 231 rBv4 1957 2747 0.29% 0.030%
8 4.874 231 236 241 rVW3 5562 9668 1.04% 0.104%
9 5.655 363 369 377 rVB 13486 22292 2.39% 0.240%
106 5.785 385 391 401 rBV 43274 100585 10.79%  1.082%
11 6.161 450 455 463 rVB2 19277 32364 3.47% 0.348%
12 7.383 658 663 677 rBvV2 16293 37858 4.06% 0.407%
13 7.500 677 683 694 rVW 99816 182380 19.57%  1.962%
14 7.600 696 700 702 rVB4 2525 3409 0.37% 0.037%
15 7.729 716 722 734 rBV 83434 164723 17.67% 1.772%
16 8.182 793 799 809 rBV 86435 160556 17.23% 1.727%
17 8.922 919 925 940 rVW2 55972 124151 13.32% 1.336%
18 9.046 944 946 953 rVB3 1312 2209 0.24% 0.024%
19 9.292 982 988 994 rBV2 3173 6766 0.73% 0.073%
20 9.369 994 1001 1014 rVwV 126493 240992 25.86% 2.593%
21  9.692 1053 1056 1060 rVB2 1633 2578 0.28% 028%

22 10.097 1115 1125 1139 rBV 100678 207557 22.27%
23 10.655 1214 1220 1242 rBV 94030 239921 25.74%
24 11.008 1273 1280 1292 rVB 130306 247720 26.58%
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25 11.167 1301 1307 1331 rBV 73521 201807 21.65% 171%
26 12.165 1472 1477 1478 rBV2 615 960 0.10% ©0.010%
27 12.618 1548 1554 1556 rBV3 1791 2776 0.30% 0.030%
28 13.599 1716 1721 1728 rVB3 5909 8956 0.96% 0.096%
29 14.216 1819 1826 1836 rBV 289630 473318 50.78% 5.093%
30 14.292 1836 1839 1844 rVB3 1332 2156 0.23% 0.023%
31 14.516 1870 1877 1886 rBV 343379 566900 60.82% 6.099%
32 14.662 1896 1902 1909 rVB2 10835 15925 1.71% 0.171%
33 14.745 1912 1916 1919 rw2 840 1394 0.15% 0.015%
34 14.815 1921 1928 1939 rVV 226065 361593 38.79%  3.890%
35 14.927 1943 1947 1953 rBV4 1162 2123 0.23% 0.023%
36 15.115 1974 1979 1984 rBV3 1055 1371 0.15% 0.015%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51464.D

Acqg On : 10 Dec 2021 20:22
Operator : CG/JU

Sample : M4985-18

Misc :

ALS Vvial : 13  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 15.174 1984 1989 1993 rBV4 3961 8113 0.87% 0.087%
38 15.209 1993 1995 2000 rvv4 1551 2472  0.27% 0.027%
39 15.262 2000 2004 2011 rVV5 6029 11910 1.28% 0.128%
40 15.556 2051 2054 2059 rBV3 1405 2240 0.24% 0.024%
41 15.614 2059 2064 2068 rVvV2 8145 le480 1.12% 0.113%
42 15.673 2071 2074 2077 rVB2 1048 1020 0.11% 0.011%
43 15.808 2090 2097 2106 rBV 460898 721453 77.40% 7.762%
44 15.949 2116 2121 2136 rBV 111286 236905 25.42%  2.549%
45 16.108 2145 2148 2150 rVB3 1445 1354 0.15% 0.015%
46 16.196 2156 2163 2168 rBV 119325 157704 16.92% 1.697%
47 16.319 2179 2184 2186 rBV3 966 1289 0.14% 0.014%
48 16.419 2199 2201 2205 rVB3 1360 1429 0.15% 0.015%
49 16.472 2205 2210 2217 rBv4 5466 11054 1.19% 0.119%
50 16.560 2220 2225 2228 rVV5 2152 4016 0.43% 0.043%
51 16.807 2265 2267 2268 rBv2 1708 1515 ©0.16% 0.016%
52 16.860 2273 2276 2277 rBv2 910 1021 0.11% 0.011%
53 16.925 2285 2287 2292 rBV6 1799 2305 0.25% 0.025%
54 16.977 2295 2296 2298 rvv2 1355 1012 0.11% 0.011%
55 17.036 2302 2306 2308 rvvs 1817 2420 0.26% 0.026%
56 17.083 2312 2314 2315 rBV2 1810 1024 0.11% 0.011%
57 17.265 2341 2345 2350 rBV 12511 18526 1.99% 0.199%
58 17.312 2350 2353 2357 rVVvé6 5215 8844 0.95% 0.095%
59 17.353 2358 2360 2364 rVB4 2986 4145 0.44% 0.045%
60 17.412 2368 2370 2372 rBV3 1436 1245 0.13% 0.013%
61 17.565 2390 2396 2404 rBV 267048 429056 46.03% 4.616%
62 17.665 2407 2413 2423 rBV 511773 845166 90.68% 9.093%
63 17.806 2434 2437 2438 rBV3 4552 4913 ©0.53% 0.053%
64 18.006 2467 2471 2476 rBV 18807 26354 2.83% 0.284%
65 18.252 2510 2513 2514 rBV3 5865 5665 0.61% 0.061%
66 18.646 2576 2580 2584 rVB3 11388 15417 1.65% 0.166%
67 18.693 2584 2588 2593 rBV 23666 29841 3.20% 0.321%
68 19.151 2661 2666 2669 rBV6 6959 12029 1.29% 0.129%
69 19.322 2691 2695 2697 rBV 24865 30128 3.23% 0.324%
70 19.345 2697 2699 2704 rVB4 12954 15207 1.63% 0.164%
71 19.516 2725 2728 2735 rVB8 9194 18366 1.97% 0.198%
72 19.592 2737 2741 2742 rBV3 8513 11131 1.19% 0.120%
73 19.851 2783 2785 2787 rBV3 7196 6690 0.72% 0.072%
74 19.892 2788 2792 2795 rVWW2 30924 40107 4.30% 0.432%
75 19.945 2796 2801 2812 rVB 604666 932070 100.00% 10.028%
76 20.420 2878 2882 2886 rBv4 15466 21275 2.28% 0.229%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51464.D

Acqg On : 10 Dec 2021 20:22
Operator : CG/JU

Sample : M4985-18

Misc

ALS Vvial : 13  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 20.603 2910 2913 2918 rBV7 9770 19745 2.12% 0.212%
78 20.879 2956 2960 2964 rBV2 59226 69526 7.46% 0.748%
79 20.920 2964 2967 2969 rBV3 10551 11521 1.24% 0.124%
80 21.695 3094 3099 3106 rVB 113284 166477 17.86% 1.791%
81 21.872 3123 3129 3139 rVB2 197717 394260 42.30% 4.242%
82 23.029 3321 3326 3335 rVB2 70649 134608 14.44%  1.448%
83 23.470 3395 3401 3410 rVB 63182 124273 13.33% 1.337%
84 25.027 3656 3666 3680 rBvV2 274558 828570 88.90%  8.915%
85 25.268 3698 3707 3719 rVB2 113746 371754 39.88% 4.000%

Sum of corrected areas: 9294271

SFAM-EPA-BG120821.M Wed Dec 15 22:55:03 2021 3



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO@51464.D

Acqg On : 10 Dec 2021 20:22
Operator : CG/JU

Sample : M4985-18

Misc

ALS vial : 13  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: BG051464.D\data.ms
600000

500000

400000

300000

200000

9.369 11.008
100000 7500759 g.182 10. 097 10.655 167

8.922
5.785
534 39PABaagpna 5655 6161 73 A b.082829.602 12.16512.618

0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 350 4.00 450 500 550 600 650 7.00 750 800 850 9.00 950 1000 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BG051464.D\data.ms
600000

19.945

17.665

500000 15.808

400000
14.516

300000 14.216 17.565

14.815
200000

100000

13.599 14|29

\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ T LA L B B B

o

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: BG051464.D\data.ms

600000

500000

400000

25.027
300000

200000
5.268

0293 470
100000

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO@51464.D

Acqg On : 10 Dec 2021 20:22
Operator : CG/JU

Sample : M4985-18

Misc

ALS vial : 13  Sample Multiplier: 1

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

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

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

Peak Number 1 Toluene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.298 3.70 ng/ul 29720 1,4-Dichlorobenzene-d4 8.188

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Toluene 92 C7H8 000108-88-3 86
2 Toluene 92 C7H8 000108-88-3 86
3 Toluene 92 C7H8 000108-88-3 80
4 Toluene 92 C7H8 000108-88-3 80
5 Cyclobutene, 2-propenylidene- 92 C7H8 052097-85-5 72
Abundance Scan 138 (4.298 min): BG051464.D\data.ms (-132) (-) m/z 91.00 100.00%
91.0
5000
e AAmEREE S
39.0 51.0 67-0 4.00 4.20 4.40 4.60
oLt il msz 92,00 53.16%
mlz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2756: Toluene
91.0
5000 LB L B I NI LR
4.00 4.20 4.40 4.60
39.0 65.0 m/z 65.00  13.43%
27.0 ‘ 5.0
0 H\‘HH’HH‘\N‘\‘H\‘r‘i‘\‘\‘\‘\HM\\“Mi‘uM??\‘?HH“‘\‘H\‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2759: Toluene
91.0
e AR
4.00 4.20 4.40 4.60
5000 m/z 63.00 11.41%
65.0
I I 2 N
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2755: Toluene R
91.0 4.00 4.20 4.40 4.60
m/z 51.00 11.09%
5000
390 [ o 650
27.0 .
o 10 150270 | 0 T o
m/z--> 0 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 : BGO@51464.D

Acqg On : 10 Dec 2021 20:22
Operator : CG/JU

Sample : M4985-18

Misc

ALS vial : 13  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 2 Ethylbenzene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.655 2.78 ng/ul 22292 1,4-Dichlorobenzene-d4 8.188

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 o-Xylene 106 C8H10 000095-47-6 90
5 Ethylbenzene 106 C8H10 000100-41-4 87
Abundance Scan 369 (5.655 min): BG051464.D\data.ms (-363) (-) m/z 91.00 100.00%
91.0
5000
106.0 )
R
51‘-0 650 750 5.40 5.60 5.80 6.00
0l el - m/z 106.00 29.55%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100110
Abundance #5732: Ethylbenzene
91.0
106.0 5.40 5.60 5.80 6.00

m/z 65.00 13.63%
27.0 510 65.0 78.0

O \\\]-’.\()\\\‘\\f\\’\\\‘\‘\\\1"1\\\}}\\\‘\‘\‘\\‘\\\H“\\\\“1\\\‘\‘\‘\‘\‘\\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #5731: Ethylbenzene
91.0 (
R E AR mma
5.40 5.60 5.80 6.00
5000 ITI/Z 51.00 13.43%
106.0
51.0 65.0 780
0 H‘W‘H_‘H,EI?HHHH‘WM‘WNLW‘MM‘HHJH‘_WMM‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #5735: Ethylbenzene AR - i A T -
91.0 5.40 5.60 5.80 6.00
m/z 77.00 10.46%
5000
106.0
51.0 65.0 78.0 }
0 m,mwm‘,‘Z‘Zf?“u‘,uui‘mww“u“u‘l"‘mwluwm‘m‘m SEENERURN L T EE—
m/z--> 0 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 : BGO@51464.D

Acqg On : 10 Dec 2021 20:22
Operator : CG/JU

Sample : M4985-18

Misc

ALS vial : 13  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.
5.785 12.53 ng/ul 100585 1,4-Dichlorobenzene-d4 8.188

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 o-Xylene 106 C8H10 000095-47-6 97

2 Benzene, 1,3-dimethyl- 106 C8H1e0 000108-38-3 95

3 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 95

4 o-Xylene 106 C8H10 000095-47-6 94

5 p-Xylene 106 C8H10 000106-42-3 94

Abundance Scan 391 (5.785 min): BG051464.D\data.ms (-385) (-) m/z 91.00 100.00%

91.0
5000 106.0 j\ /\
770 Raaas e REASARRATE o
39.0 511 g39 ' ‘ 5.40 5.60 5.80 6.00 6.20
Ol e et b el el m/z 106.00  42.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5729: o-Xylene
91.0
5000 1060 BEEEA AR REEEN EER e

5.40 5.60 5.80 6.00 6.20
m/z 105.00 21.38%

39.0 51.0 450 77.0
0"\““\‘2‘7‘-?‘H“\"HH"“H\NH\”‘““W“‘\1‘”\“”“\”‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5749: Benzene, 1,3-dimethyl-
91.0 /\
ARMARASERRAR AR
5.40 5.60 5.80 6.00 6.20
5000 106.0 m/z 77.00 14.93%
27.0 39.0 51.0 65.0 77.0 ‘
0*wmwm‘wH‘*‘\‘*H}‘*“Hw“*‘wm‘“wH‘\lmw‘“‘wm
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5750: Benzene, 1,3-dimethyl- Raaas e A REAma aERT
91.0 5.40 5.60 5.80 6.00 6.20
106.0 m/z 39.00 10.59%
5000
77.0
ol d50 200 0 50 &80 L L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO@51464.D

Acqg On : 10 Dec 2021 20:22
Operator : CG/JU

Sample : M4985-18

Misc

ALS vial : 13  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.
6.161 4.03 ng/ul 32364 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 94
2 o-Xylene 106 C8H10 000095-47-6 94
3 p-Xylene 106 C8H10 000106-42-3 91
4 p-Xylene 106 C8H10 000106-42-3 91
5 p-Xylene 106 C8H10 000106-42-3 91
Abundance Scan 455 (6.161 min): BG051464.D\data.ms (-450) (-) m/z 91.00 100.00%
91.0
5000 106.1 j\\
“H‘W‘H“H‘W‘H‘_
300 910 450 770 ‘ 5.80 6.00 6.20 6.40
0 ‘_“‘_"h“‘JM‘H,HJH“HH"H“M“‘m‘u_“ m/z 106.10  40.46%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #5749: Benzene, 1,3-dimethyl-
91.0
5000 106.0 N NEEEEREEEEs e

5.80 6.00 6.20 6.40
m/z 105.00 17.96%

270 39.0 510 65.0 77.0 ‘
0\‘\\\‘\‘\\\\“\\\\}M‘\\\’H\‘\\‘\\\‘H‘\\\\‘1\\\‘\‘{\‘\‘\\\
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #5730: o-Xylene
91.0
\‘\A\\\‘\\\\‘\\\\’\\\\‘\
5.80 6.00 6.20 6.40
5000 ITI z 51.00 13.48%
106.0
270 39.0 510 65.0 77.0
0 w"J;_"ﬂ_“‘mu“,ﬁh“u‘m‘u‘“lu“ﬂmu“‘
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #5721: p-Xylene ‘WHWHWH,HH_
91.0 5.80 6.00 6.20 6.40

m/z 77.00 12.07%

106.0
5000
270 390 51‘0 65.0 77‘0
| i Ll 1l Ml I

m/z--> 20 30 40 50 60 70 80 90 100 110 5.80 6.00 6.20 6.40

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO@51464.D

Acqg On : 10 Dec 2021 20:22
Operator : CG/JU

Sample : M4985-18

Misc

ALS vial : 13  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.
16.196 7.35 ng/ul 157704  Phenanthrene-di10 17.565
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 96
31,3,5-Triazine-2,4,6(1H,3H,5H)-t... 249 C12H15N303 001025-15-6 95
4 1,3,5-Triazine-2,4,6(1H,3H,5H)-t... 249 C12H15N303 001025-15-6 93
5 Cyclohexane, 1,1'-(1,4-butanediy... 222 C16H30 006165-44-2 27

Abundance Scan 2163 (16.196 min): BG051464.D\data.ms (-2156) (-  m/z 83.00 100.00%

83.0
249.1
5000 41.0
125.0 208.1 T T
h 165.0 16.00 16.50
Ottt 220 L L m/z 82.00 71.47%
m/z--> 20 40 60 80 100120140 160 180 200220240
Abundance #134057: 1,3,5-Triazine-2,4,6(1H,3H,5H)-trione, 1,3,5-tri-
1
83.0 249.0
5000 6.0 — —
. 208.0 16.00 16.50
125.0 m/z 249.10 56.84%
ol .28 0\‘ |, 15201790 | | |
\H\‘\H\‘\H\‘\H\‘ H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘
m/z--> 20 40 60 80 100120 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
16.00 16.50
41.0 249.0 [
5000 ITI/Z 70.00 51.51%
125.0
208.0
0 \‘ i ‘ oL |l 152 0179.0 ‘ l I
et el e R S T e e
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #134056: 1,3,5-Triazine-2,4,6(1H,3H,5H)-trione, 1,3,5-tri- A — s
83.0 16.00 16.50
249.0 m/z 41.05 50.26%
5000 41.0
‘ 125.0 208.0
m/z--> 20 40 60 80 100120 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 : BGO@51464.D

Acqg On : 10 Dec 2021 20:22
Operator : CG/JU

Sample : M4985-18

Misc

ALS vial : 13  Sample Multiplier: 1

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

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

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

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.892 2.03 ng/ul 40107 Chrysene-d12 21.866
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 86
3 Pentacosane 352 C25H52 000629-99-2 83
4 Tetradecane 198 C14H30 000629-59-4 78
5 Tetratetracontane 619 C44H90 007098-22-8 78

Abundance Scan 2792 (19.892 min): BG051464.D\data.ms (-2788) (- m/z 57.05 100.00%
57.0

5000 vaﬂ4wVLKWMﬂANﬂJw\WW%Mv
— —
0 s 19.50 20.00
0 Nﬂ‘w “J NHM”‘MM“???Q“ 1 m/z 71.10 70.11%
miz--> 100 150 200 250 300 350
Abundance #123959: Heptadecane
57.0
5000 — ——
19.50 20.00
m/z 43.05 68.22%
99.0
O T ‘\ \ ‘ h\ “!‘ ”‘ H‘ “ %41 Q\ ]\-8\2\0‘ T \2\49.‘0\ LI ‘ L ‘ T
miz--> 100 15 200 250 300 350
Abundance #211086: Tridecane, 1-iodo-
57.0
— —
19.50 20.00
5000 ITI/Z 85.05 53.37%
99.0 183.0
A o
m/z--> lOO 150 200 250 300 350
Abundance #262013: Pentacosane — T
57.0 19.50 20.00
m/z 41.00 32.26%
99.0
oL #0020 250 w2
——— e e T e e — ——
m/z--> 50 100 150 200 250 300 350 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO@51464.D

Acqg On : 10 Dec 2021 20:22
Operator : CG/JU

Sample : M4985-18

Misc

ALS vial : 13  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 Adipic acid, 2-ethylhexyl o... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.879 3.53 ng/ul 69526  Chrysene-di12 21.866
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Adipic acid, 2-ethylhexyl octyl ... 370 C22H4204 1000324-48-6 90
2 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 76
3 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 72
4 Diisooctyl adipate 370 C22H4204 001330-86-5 64
5 Adipic acid, 2-ethylhexyl isobut... 314 C18H3404 1010324-48-0 50
Abundance Scan 2960 (20.879 min): BG051464.D\data.ms (-2956) (-  m/z 129.00 100.00%
129.0
57.1
5000
‘ 20,50 21.00
241.1281.1 ' :
0 Hm M ‘HU L2 . Wz 57.10  59.80%
miz--> 100 150 200 250 300 350
Abundance #279326. Adipic acid, 2-ethylhexyl octyl ester
129.0
5000 — ——
241.0 20.50 21.00
570 m/z 70.1@  45.82%
O T \ \“‘h‘\ ‘H \h‘\ }‘ \H‘\ 1 \“ L \1\9‘9\(‘)\ T \“‘\ T \2\9‘9\0\ L ‘ 1T
miz--> 50 100 150 200 250 300 350
Abundance  #279378: Hexanedioic acid, bis(2-ethylhexyl) ester
129.0
P e
57.0 20.50 21.00
5000 m/z 71.10 42.49%
oL h\ d “\ | 1990719 sis0 W\WM
““‘ e e T e e T S
m/z--> 50 100 150 200 250 300 350
Abundance  #279380: Hexanedioic acid, bis(2-ethylhexyl) ester — ——
129.0 20.50 21.00
m/z 55.00 40.21%
- juwjﬂmmﬂjkwmﬁhwwww
Ll e 0
ol il ase0 T s30 soc
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 : BGO@51464.D

Acqg On : 10 Dec 2021 20:22
Operator : CG/JU

Sample : M4985-18

Misc

ALS vial : 13  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.
23.029 6.83 ng/ul 134608 Chrysene-di12 21.866
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 83
2 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 72
3 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 72
4 Terephthalic acid, 3-methylbut-2... 348 C21H3204 1000356-27-6 52
5 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 38

Abundance Scan 3326 (23.029 min): BG051464.D\data.ms (-3321) (- m/z 70.05 100.00%

70.0
149.0
5000 2611
U T
h L ‘ Lol 1890 || assg —
on el L0 L8881 hyz 149.00  64.09%
miz--> 100 150 200 250 300 350
Abundance #295780. 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0
5000 261.0 1
23.00
m/z 261.10 51.22%
029(# h J H‘ 207.0 | [304.0347.0
\\\‘\\\’\\\\‘\\\\’\\\\\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #295782: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0 L i
23.00
5000 m/z 57.10 39.54%
67.0
261.0
sl (N
ol Lm0 | 0
m/z--> 50 100 150 200 250 300 350
Abundance #295785: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl) P ‘
261.0 23.00
149.0 m/z 112.10 36.79%
70.0
5000
bbbl [ o | lsomo e
m/z--> 50 100 150 200 250 300 350 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO@51464.D

Acqg On : 10 Dec 2021 20:22
Operator : CG/JU

Sample : M4985-18

Misc

ALS vial : 13  Sample Multiplier: 1

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 9 Hexanedioic acid, bis[2-(2-... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
23.470 6.30 ng/ul 124273  Chrysene-di12 21.866
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Hexanedioic acid, bis[2-(2-butox...

2 di(Butoxyethyl)adipate

3 Succinic acid, di(2-butoxyethyl)...

4 Ethanol, 1-(2-butoxyethoxy)-

434 C22H4208
346 C18H3406
318 C16H3006
162 C8H1803

000141-17-3 91
000141-18-4 35
1010325-84-7 16
054446-78-5 16

5 di(Butoxyethyl)adipate 346 C18H3406 000141-18-4 14

Abundance Scan 3401 (23.470 min): BG051464.D\data.ms (-3395) (- m/z 57.10 100.00%
57.1

5000
101.1 155.0
217.1 _—
‘ h ‘ ‘ 261.1 341.0 23.50
" “”‘ N VI m/z 45.00 42.21%
m/z--> 50 250 300
Abundance #319633: Hexaned|0|c aC|d, b|s[2-(2-but0xyethoxy)ethyl] !
57.0
ARy [
5000 1010 e
155.0 217.0

m/z 101.05  33.24%

L] L e uo
\ A |

ol ¢~h\‘m |

miz--> 50 100 150 200 250 300

Abundance #255341: di(Butoxyethyl)adipate
57.0
100.0 N
173.0 23.50
5000 ITI/Z 155.00 32.47%
‘ 229.0
273.0
o) “\\“ \‘ﬂ‘\““‘ \“H‘\“‘ , ‘H; L, u‘ “ , “ — - — ‘347"
miz--> 50 100 150 200 250 300
Abundance #221900: Succinic acid, di(2-butoxyethyl) ester
57.0 101.0 23.50
m/z 56.00 31.61%
5000
145.0
‘ 201.0 245.0
ST N =Y L
m/z--> 50 100 150 200 250 300 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51464.D

Acqg On : 10 Dec 2021 20:22
Operator : CG/JU

Sample : M4985-18

Misc

ALS Vvial : 13  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 4.298 3.7 ng/ul 29720 1 8.188 160556 20.0
Ethylbenzene 5.655 2.8 ng/ul 22292 1 8.188 160556 20.0
o-Xylene 5.785 12.5 ng/ul 100585 1 8.188 160556 20.0
Benzene, 1,3-di... 6.161 4.0 ng/ul 32364 1 8.188 160556 20.0
1,3,5-Triazine-... 16.196 7.3 ng/ul 157704 4 17.565 429056 20.0
(DEL) Alkane: S... 19.892 2.0 ng/ul 40107 5 21.866 394260 20.0
Adipic acid, 2-... 20.879 3.5 ng/ul 69526 5 21.866 394260 20.0
1,3-Benzenedica... 23.029 6.8 ng/ul 134608 5 21.866 394260 20.0
Hexanedioic aci... 23.470 6.3 ng/ul 124273 5 21.866 394260 20.0
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