LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51471.D

Acqg On : 11 Dec 2021 1:49
Operator : CG/JU

Sample : M4985-20

Misc :

ALS Vvial : 20 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: BGO51471.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.531 3 7 14 rVB2 6304 11489 1.23% 0.129%
2 3.661 26 29 33 rBv3 910 970 0.10% 0.011%
3 3.901 67 70 71 rBV2 999 992 0.11% 0.011%
4  3.99 83 86 90 rBv2 12801 23963 2.57% 0.269%
5 4.107 104 105 111 rVB5 2490 3385 0.36% 0.038%
6 4.213 119 123 124 rBV2 1584 1471 0.16% 0.017%
7 4.254 127 130 132 rVW4 1679 2158 0.23% 0.024%
8 4.301 132 138 145 rVB3 15081 28087 3.01% 0.316%
9 4.483 167 169 173 rVB3 749 1010 0.11% 0.011%
10 4.689 200 204 212 rVB3 3639 6556 0.70% 0.074%
11  4.830 225 228 231 rW3 1134 1407 0.15% 0.016%
12 4.871 232 235 244 rVB2 6076 10374 1.11% 0.117%
13 5.112 274 276 280 rBvV2 945 985 0.11% 0.011%
14 5.652 363 368 374 rBV 13232 20773  2.23%  0.234%
15 5.723 379 380 385 rVB3 1009 1087 0.12% 0.012%
16 5.788 385 391 404 rBV 42672 99452 10.67% 1.118%
17 6.164 449 455 463 rVW 17853 33316 3.57% 0.374%
18 6.839 568 570 573 rBV3 831 1058 ©0.11% 0.012%
19 7.386 658 663 677 rBvV2 14289 36024 3.86% 0.405%
20 7.503 677 683 695 rWw 96697 172897 18.55%  1.943%
21 7.585 695 697 703 rVB4 1701 2761 0.30% 0.031%
22 7.679 711 713 716 rBV4 888 1258 0.13% 0.014%
23 7.726 716 721 733 rW 80418 159605 17.12% 1.794%
24 7.826 736 738 742 rVv2 1069 1360 0.14% 0.015%
25 8.067 776 779 781 rBV 717 964 0.10% 0.011%
26 8.185 793 799 811 rBV 79669 140251 15.05% 1.577%
27 8.290 816 817 821 rBV 960 1098 0.12% 0.012%
28 8.614 871 872 879 rBV 610 1086 ©.12% 0.012%
29 8.925 919 925 941 rBV 51590 118930 12.76% 1.337%
30 9.301 984 989 994 rBvV3 3308 6026 0.65% 0.068%
31 9.372 994 1001 1015 rVV 114988 230812 24.76%  2.595%
32 9.477 1017 1019 1021 rVB 1079 987 0.11% 0.011%
33  9.689 1053 1055 1060 rvB2 817 1380 0.15% 0.016%
34 9.724 1060 1061 1067 rBV 931 1395 0.15% 0.016%
35 10.094 1118 1124 1138 rVV2 91774 186211 19.98% 2.093%

36 10.658 1214 1220 1237 rBV 83957 219465 23.55% 2.467%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51471.D

Acqg On : 11 Dec 2021 1:49
Operator : CG/JU

Sample : M4985-20

Misc :

ALS Vvial : 20 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 11.011 1272 1280 1288 rBV 117204 214118 22.97% 2.407%
38 11.169 1300 1307 1326 rBV 66483 184179 19.76% 2.070%
39 11.293 1326 1328 1331 rVB 1797 1725 0.19% 0.019%
40 12.609 1547 1552 1553 rBV2 1753 1851 0.20% 0.021%
41 13.314 1667 1672 1675 rVB4 831 1427 0.15% 0.016%
42 13.420 1684 1690 1693 rVB2 743 1549 0.17% 0.017%
43 13.602 1712 1721 1727 rVB2 5678 9330 1.00% 0.105%
44 14.213 1819 1825 1836 rBV 296726 465654 49.96% 5.234%
45 14.283 1836 1837 1841 rVB3 1274 1321  0.14% 0.015%
46 14.513 1870 1876 1888 rBV 339194 554131 59.45% 6.229%
47 14.665 1898 1902 1907 rVB 11522 14368 1.54% 0.162%
48 14.818 1921 1928 1937 rVV 194275 314472 33.74%  3.535%
49 14.930 1942 1947 1952 rBvV3 1125 2232 0.24% 0.025%
50 15.171 1983 1988 1989 rBV4 3232 3976 0.43% 0.045%
51 15.212 1993 1995 1997 rvv3 3207 3895 0.42% 0.044%
52 15.271 2001 2005 2013 rVV6 8243 18716 2.01% 0.210%
53 15.353 2017 2019 2023 rVV4 1476 2225 0.24% 0.025%
54 15.400 2023 2027 2032 rVB3 890 1634 0.18% ©0.018%
55 15.576 2053 2057 2059 rBV4 2545 3717 0.40% 0.042%
56 15.617 2059 2064 2069 rVB2 8505 12394 1.33% 0.139%
57 15.805 2088 2096 2109 rBV 445766 724640 77.75%  8.146%
58 15.952 2116 2121 2137 rBV 114505 234549 25.16% 2.637%
59 16.199 2156 2163 2169 rVB 111755 156024 16.74% 1.754%
60 16.469 2204 2209 2219 rBV3 5984 13282 1.43% 0.149%
61 16.545 2219 2222 2223 rVV2 1696 1747 0.19% 0.020%
62 16.569 2225 2226 2228 rVV2 1965 1210 0.13% 0.014%
63 16.675 2242 2244 2246 rBV3 1728 1540 0.17% 0.017%
64 16.739 2252 2255 2257 rBV3 1369 1483 0.16% 0.017%
65 16.816 2264 2268 2269 rBV4 2444 3235 0.35% 0.036%
66 16.922 2284 2286 2290 rBV3 1707 2162 0.23% 0.024%
67 16.963 2290 2293 2294 rBV3 1017 1196 0.13% 0.013%
68 16.980 2294 2296 2300 rBV5 2324 1907 0.20% 0.021%
69 17.016 2300 2302 2304 rBV3 1331 1194 0.13% 0.013%
70 17.268 2339 2345 2348 rBV 13691 20045 2.15% 0.225%
71 17.309 2348 2352 2357 rVB3 6378 11771 1.26% 0.132%
72 17.350 2357 2359 2361 rBV3 2044 2104 0.23% 0.024%
73 17.403 2366 2368 2369 rBV 1660 1273 0.14% 0.014%
74 17.421 2369 2371 2372 rBV 1878 1235 0.13% 0.014%
75 17.515 2383 2387 2389 rBV4 2433 3230 0.35% 0.036%

76 17.568 2389 2396 2406 rVV 244842 389992 41.84%  4.384%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51471.D

Acqg On : 11 Dec 2021 1:49
Operator : CG/JU

Sample : M4985-20

Misc :

ALS Vvial : 20 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 17.668 2406 2413 2422 rBV2 506102 828518 88.89% 9.313%
78 17.762 2427 2429 2433 rVWV5 5476 6022 0.65% 0.068%
79 17.809 2433 2437 2442 rVVé6 5303 9327 1.00% 0.105%
80 18.008 2466 2471 2476 rBV 22578 30152 3.23% 0.339%
81 18.361 2529 2531 2533 rBV3 3993 3562 0.38% 0.040%
82 18.643 2576 2579 2583 rVB3 14512 17715 1.90% 0.199%
83 18.690 2583 2587 2592 rBV 25281 36240 3.89% 0.407%
84 19.319 2690 2694 2697 rBV 32764 36428 3.91% 0.409%
85 19.518 2724 2728 2734 rBV7 11002 20773  2.23% 0.234%
86 19.889 2788 2791 2795 rBV3 33115 39174 4.20% 0.440%
87 19.947 2795 2801 2811 rVB 622329 932067 100.00% 10.477%
88 20.423 2878 2882 2886 rBv2 17563 21676  2.33% 0.244%
89 20.594 2909 2911 2917 rBV6 12091 21394 2.30% 0.240%
990 20.882 2955 2960 2963 rBV 66502 80205 8.61% 0.902%
91 20.917 2963 2966 2969 rVW4 14701 20566  2.21% 0.231%
92 20.952 2969 2972 2978 rVB5 11542 16970 1.82% 0.191%
93 21.698 3094 3099 3105 rVB 119765 173097 18.57% 1.946%
94 21.875 3123 3129 3137 rVB2 186268 359178 38.54% 4.037%
95 23.032 3320 3326 3332 rBV 75964 136296 14.62%  1.532%
96 25.030 3657 3666 3681 rVB2 271714 824125 88.42% 9.264%

97 25.271 3698 3707 3722 rVB2 109897 364992 39.16% 4.103%

Sum of corrected areas: 8896193

SFAM-EPA-BG120821.M Wed Dec 15 22:57:53 2021 3



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51471.D

Acqg On : 11 Dec 2021 1:49
Operator : CG/JU

Sample : M4985-20

Misc

ALS Vvial : 20 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: BG051471.D\data.ms

600000
500000
400000
300000

200000
9.372

100000 593726 8. 185 10. 094 10,658 1 169
8.925
Og%&%@&@ﬁemﬂz 5%64 6839 3{4% 9(3 614 1 293 12.609

TT T T[T i T [T T [ i T it rr \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 8.50 900 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG051471.D\data.ms

19.947
600000

17.668
500000
15.805

400000
14.513

300000 14.213
17.568 21.875

200000 14.818

39@199
100000
|312602 1 gj

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: BG051471.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 : BGO51471.D

Acqg On : 11 Dec 2021 1:49
Operator : CG/JU

Sample : M4985-20

Misc

ALS Vvial : 20 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 1,3,5-Cycloheptatriene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.301 4.01 ng/ul 28087 1,4-Dichlorobenzene-d4 8.185

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3,5-Cycloheptatriene 92 C7H8 000544-25-2 90
2 Toluene 92 C7H8 000108-88-3 90
3 Spiro[2,4]hepta-4,6-diene 92 C7H8 000765-46-8 86
4 Toluene 92 C7H8 000108-88-3 86
5 Toluene 92 C7H8 000108-88-3 86
Abundance Scan 138 (4.301 min): BG051471.D\data.ms (-132) (-) m/z 91.00 100.00%
91.0
5000
e ARAREEERE S
39.0 509 650 4.00 4.20 4.40 4.60
Ol e e m/z 92.00 56.71%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2773: 1,3,5-Cycloheptatriene
91.0
5000 U BB L R
4.00 4.20 4.40 4.60
39.0 65.0 m/z 65.00 12.40%
0 15.0 27\0 Tl - 5:\1\.\0 \‘ | 77.0 i
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘1\\\‘\1\\‘\1\\‘\1\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2759: Toluene
91.0
e ARRNEEER S
4.00 4.20 4.40 4.60
5000 m/z 50.90 10.17%
65.0
S 2 N o A £ N
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2777: Spiro[2,4]hepta-4,6-diene
91.0 4.00 4.20 4.40 4.60
m/z 39.00 8.69%
5000
65.0
o210 %0 50 T g | L
R R e e e B R o R mam
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 : BGO51471.D

Acqg On : 11 Dec 2021 1:49
Operator : CG/JU

Sample : M4985-20

Misc

ALS Vvial : 20 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 7
R.T. EstConc Area Relative to ISTD R.T.
5.652 2.96 ng/ul 20773 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 91
5 o-Xylene 106 C8H10 000095-47-6 87
Abundance Scan 368 (5.652 min): BG051471.D\data.ms (-363) (-) m/z 91.00 100.00%
91.0
5000
106.1
“H‘H‘w“u,u‘w“
51‘-0 771 5.40 5.60 5.80 6.00
0Lt bbb m/z 106,10 32.57%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100110
Abundance #5735: Ethylbenzene
91.0
5000 UL L L I LA L L
106.0 5.40 5.60 5.80 6.00
m/z 51.00 13.58%
\H’HH‘\H\’HH‘H\\’HH‘HH‘HH‘HH‘HH‘HH‘HH‘\H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance #5734: Ethylbenzene
91.0
T Y
.40 5.60 5.80 6.00
5000 m/z 77.10 11.31%
106.0
51.0 65.0 78.0
0 HWH‘WHH,%??‘JVH‘WHW‘NWHJMHH‘MH_WMMH
m/z--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance #5732: Ethylbenzene “H““‘_“‘,H““‘
91.0 5.40 5.60 5.80 6.00

m/z 92.10 10.09%

5000
106.0

270 20 650 780

1.0
ol 20 240 el SNBSS K E——

m/z--> 0O 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 : BGO51471.D

Acqg On : 11 Dec 2021 1:49
Operator : CG/JU

Sample : M4985-20

Misc

ALS Vvial : 20 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 Benzene, 1,3-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.788 14.18 ng/ul 99452  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 97
2 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
3 o-Xylene 106 C8H10 000095-47-6 97
4 p-Xylene 106 C8H10 000106-42-3 95
5 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 94
Abundance Scan 391 (5.788 min): BG051471.D\data.ms (-385) (-) m/z 91.00 100.00%
91.0
5000 106.1 /\ K
770 R EREaE R
39.0 51.0 650 ' 5.40 5.60 5.80 6.00 6.20
T T R | R Y T Y-JET- B E W
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5749: Benzene, 1,3-dimethyl-
91.0
5000 106.0 T

5.40 5.60 5.80 6.00 6.20
m/z 105.00 17.76%

39.0 77.0
27.0 | 51"° 65.0 | ‘
O\\‘\\\\‘\\\‘\’\\\‘\‘\\\\}f“\\\[H\‘\\‘\I\H‘\\\f“l\\\‘\‘f\‘\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5747: Benzene, 1,3-dimethyl-
91.0
R RAREaEEET
5.40 5.60 5.80 6.00 6.20
5000 106.0 m/z 77.60 13.67%
39.0 510 g50 /70
e .M NI 1 O
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5727: o-Xylene R e
91.0 5.40 5.60 5.80 6.00 6.20
m/z 39.00 10.46%
5000 106.0
270 39‘.0 51‘.0 65.0 770 /\
0H"‘H‘m‘w‘m‘w‘HH‘M‘1“‘”‘H“l“uu“Mw‘m‘m e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120921\
Data File : BGO51471.D

Acqg On : 11 Dec 2021 1:49
Operator : CG/JU

Sample : M4985-20

Misc

ALS Vvial : 20 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 o0-Xylene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.164 4.75 ng/ul 33316 1,4-Dichlorobenzene-d4 8.185

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Xylene 106 C8H10 000095-47-6 91
2 o-Xylene 106 C8H1e0 000095-47-6 91
3 p-Xylene 106 C8H10 000106-42-3 91
4 o-Xylene 106 C8H10 000095-47-6 91
5 p-Xylene 106 C8H10 000106-42-3 91
Abundance Scan 455 (6.164 min): BG051471.D\data.ms (-449) (-) m/z 91.00 100.00%
91.0
5000 /\
106.0
39.0 51.0 @50 ‘ ‘ 5.80 6.00 6.20 6.40
O e ettt e myz 16,00 33.98%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #5729: o-Xylene
91.0

5.80 6.00 6.20 6.40
m/z 105.00  15.95%

39.0 510 77.0
210 | I 6\5\0 I |
O\‘\\\\‘\\\\‘\\\\‘\‘\\\’}\\\‘\\\\‘\\\\‘\\\\‘\‘\\‘\‘\\\
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #5730: o-Xylene
91.0
RN AR
5.80 6.00 6.20 6.40
5000 ITI/Z 77 .00 13.29%
106.0
39.0 77.0
270 510 5.0 | |
0 w"J‘_“‘_“‘Wu“,ﬁh“u‘ﬂ‘u‘“lu“ﬂuu“‘
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #5724: p-Xylene \Wm,‘m_m,uu_
91.0 5.80 6.00 6.20 6.40
m/z 39.00 10.56%
5000 106.0
27.0 39.0 51.0 65.0 77.0
0 WHM_H“_m}‘lm,m“WH“!“HH‘!HW‘HMMH e 1 —
m/z--> 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 : BGO51471.D

Acqg On : 11 Dec 2021 1:49
Operator : CG/JU

Sample : M4985-20

Misc

ALS Vvial : 20 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 8.00 ng/ul 156024  Phenanthrene-di10 17.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,3,5-Triazine-2,4,6(1H,3H,5H)-t... 249 C12H15N303 001025-15-6 98
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 96
4 1,3,5-Triazine-2,4,6(1H,3H,5H)-t... 249 C12H15N303 001025-15-6 94
5 2-Methylphenanthro[3,4-d][1,3]ox... 249 C16H11NO2 098033-24-0 47

Abundance Scan 2163 (16.199 min): BG051471.D\data.ms (-2156) (- m/z 83.00 100.00%

83.0
249.1
5000 41.0
125.0 208.1 LI — LA -
h 1701 16.00 16.50
Obrrrrprrrbe bbbt b e e b by m/z 82,00 73.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #134057: 1,3,5-Triazine-2,4,6(1H,3H,5H)-trione, 1,3,5-tri-
2
83.0 249.0
5000 56.0 A ——
) 208.0 16.00 16.50
125.0 m/z 249.10  67.42%
ol .28 0\‘ |, 15201790 | | |
HH‘HH‘HH‘HH‘ H\‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #134056: 1,3,5-Triazine-2,4,6(1H,3H,5H)-trione, 1,3,5-tri-
83.0
249.0 — —
16.00 16.50
5000 41.0 m/z 70.60 51.73%
125.0 208.0
olaol L4 L L aeso ||
mfz--> 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 ‘/\‘ : —
83.0 249.0 16.00 16.50
410 m/z 41.05 51.10%
5000
125.0 208.0
A = A I
B L ARSMEN e e e
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 : BGO51471.D

Acqg On : 11 Dec 2021 1:49
Operator : CG/JU

Sample : M4985-20

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG120821.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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
19.889 2.18 ng/ul 39174  Chrysene-di12 21.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 87
2 3-Ethyl-2,6,10-trimethylundecane 226 C1l6H34 1000432-25-9 86
3 Eicosane 282 C20H42 000112-95-8 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Heptadecane 240 C17H36 000629-78-7 86

Abundance Scan 2791 (19.889 min): BG051471.D\data.ms (-2788) (- m/z 57.10 100.00%
57.1

5000 MWJM
99.0 . 5000
‘ ‘ 1411  207.0 283.1 19.50 20.00
ob—k, A b i At e m/z 71.1@  78.53%
miz--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
5000 — —
19.50 20.00
99.0 m/z 43.05 72.96%
ob LA L | 1410 1830 2250 2050 352,
L ‘ T \ \ T ‘ T T ‘ \ T \ T ‘ T T T ‘ T T ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #107247: 3-Ethyl-2,6,10-trimethylundecane
57.0
— —
19.50 20.00
5000 ITI/Z 85.05 43.74%
113.0
183.0
ol Ll T 000
m/z--> 50 100 150 200 250 300 350
Abundance #176385: Eicosane — —
57.0 19.50 20.00
m/z 41.10 35.44%
- MMW
ol L[5 1910 1830 2250 2820
T “\ ‘ \‘ \‘\ f “\ ‘\ \ \“ \ T ‘ T ‘ L ‘ T ‘ T T ‘ T
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 : BGO51471.D

Acqg On : 11 Dec 2021 1:49
Operator : CG/JU

Sample : M4985-20

Misc

ALS Vvial : 20 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 Hexanedioic acid, bis(2-eth... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.882 4.47 ng/ul 80205 Chrysene-d12 21.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 87
2 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 87
3 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 86
4 Carbonic acid, 2-ethylhexyl octy... 286 C17H3403 1000383-13-5 49
5 Hexanedioic acid, mono(2-ethylhe... 258 C14H2604 004337-65-9 49
Abundance Scan 2960 (20.882 min): BG051471.D\data.ms (-2955) (-  m/z 129.00 100.00%
129.0
57.1
5000
‘ “ 20,50 21.00
241.2 ’ :
— “\ ol dl 1010 2 2a811 T s 10 61.04%
miz--> 100 150 200 250 300 350
Abundance #279379. Hexanedioic acid, bis(2-ethylhexyl) ester
129.0
5000 — ——
57.0 20.50 21.00
m/z 70.05 46.28%
O]_\ H ‘ \h‘\ "‘ \“ T \1\9? \()\2\4.\‘]-‘0\ L \3’]_\3\()\ T ‘ T
miz--> 100 150 200 250 300 350
Abundance #279246.Hexanedbk:add,dbcwlemer
129.0
— ——
57.0 20.50 21.00
5000 m/z 71.10 41.21%
241.0
0 ww‘ h‘ H u“H‘19‘9'9”“_‘”,””_” /\M/\WM
m/z--> 5 100 150 200 250 300 350
Abundance  #279381: Hexanedioic acid, bis(2-ethylhexyl) ester — ——
129.0 20.50 21.00
m/z 55.00 38.31%
5000
57.0
241.0
o bl am0™ w0 s
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 : BGO51471.D

Acqg On : 11 Dec 2021 1:49
Operator : CG/JU

Sample : M4985-20

Misc

ALS Vvial : 20 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 7.59 ng/ul 136296  Chrysene-di12 21.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 68
2 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 64
3 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 53
4 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 50
5 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 43

Abundance Scan 3326 (23.032 min): BG051471.D\data.ms (-3320) (- m/z 70.05 100.00%

70.0 ' '
149.0
5000 2611
U I
Ly 2m0 | s
oLy w‘w,mMw}HH,m‘_m_m_‘w m/z 149.00  65.36%
mlz--> 50 100 150 200 250 300 350
Abundance #295780: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0
5000 261.0 1
23.00
m/z 261.10 49.73%
029(# h J H‘ 207.0 | [304.0347.0
\\\‘\\\’\\\\‘\\\\’\\\\\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #295779: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0 112.0
261.0 — —
23.00
5000 67.0 ITI/Z 57.05 41.53%
029% L Lone | “%0‘4‘9‘ 3610 W
m/z--> 100 150 200 250 300 350
Abundance #295782: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl) P ‘
70.0 23.00
1120 m/z 112.10  41.30%
5000
67.0
261.0
4 )
ol L1 aame L smo
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 : BGO51471.D

Acqg On : 11 Dec 2021 1:49
Operator : CG/JU

Sample : M4985-20

Misc

ALS Vvial : 20 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|
1,3,5-Cyclohept... 4.301 4.0 ng/ul 28087 1 8.185 140251 20.0
Ethylbenzene 5.652 3.0 ng/ul 20773 1 8.185 140251 20.0
Benzene, 1,3-di... 5.788 14.2 ng/ul 99452 1 8.185 140251 20.0
o-Xylene 6.164 4.8 ng/ul 33316 1 8.185 140251 20.0
1,3,5-Triazine-... 16.199 8.0 ng/ul 156024 4 17.568 389992 120.0
(DEL) Alkane: S... 19.889 2.2 ng/ul 39174 5 21.875 359178 20.0
Hexanedioic aci... 20.882 4.5 ng/ul 80205 5 21.875 359178 20.0
1,3-Benzenedica... 23.032 7.6 ng/ul 136296 5 21.875 359178 20.0
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