LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BGO49662.D

Acqg On : 5 Aug 2021 23:28
Operator : CG/JU

Sample : M3162-11

Misc :

ALS Vvial : 22 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-BG0O80421.M
Title : SVOA CALIBRATION

Signal : TIC: BGO49662.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.072 3 6 15 rVB3 59114 118981 5.16% 0.864%
2 3.154 15 20 30 rvB2 64818 113432 4.92% 0.824%
3 3.425 62 66 76 rVvB8 8769 17764 0.77% 0.129%
4 3.754 121 122 128 rBVS 2400 3556 ©0.15% 0.026%
5 3.848 134 138 154 rBV 90147 186017 8.07% 1.352%
6 3.971 157 159 163 rVB3 2343 3006 0.13% 0.022%
7 4.182 190 195 199 rBVS 2721 4366 ©0.19% 0.032%
8 6.103 516 522 530 rVB6 3339 7401 0.32% 0.054%
9 7.196 699 708 718 rBV 184624 339421 14.72% 2.466%
10 7.360 730 736 747 rBV2 109450 196920 8.54% 1.431%
11 7.566 764 771 781 rBV 172363 303862 13.18%  2.208%
12 8.042 845 852 858 rBV 102934 180473 7.83% 1.311%
13 8.095 858 861 866 rvVB3 5318 7700 0.33% 0.056%
14 8.747 965 972 979 rBV 223958 399322 17.32%  2.901%
15 9.205 1042 1050 1059 rBV 177567 320871 13.92%  2.331%

16 9.610 1112 1119 1126 rVB4 2712 5689  ©.25%
17 9.933 1165 1174 1183 rBV2 160005 299983 13.01%
18 10.480 1260 1267 1280 rVB 217210 403774 17.51%
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19 10.621 1283 1291 1298 rBV2 46152 81522 3.54% 592%

20 10.862 1324 1332 1340 rVB 147177 258280 11.20% 877%

21 10.997 1346 1355 1367 rBV 200092 383158 16.62% 2.784%

22 11.919 1506 1512 1515 rBV3 2413 4222 0.18% 0.031%

23 12.448 1596 1602 1606 rBV3 3857 6524 0.28% 0.047%

24 13.576 1789 1794 1799 rBV2 1919 3067 ©0.13% 0.022%
4.

25 14.087 1875 1881 1888 rBV 394498 594052 25.77%

26 14.386 1924 1932 1941 rVB 427511 664518 28.82%
27 14.692 1977 1984 1994 rVB 221608 351822 15.26%
28 14.886 2011 2017 2025 rBV 174416 301376 13.07%
29 15.684 2145 2153 2161 rBV 540917 808866 35.08%
30 15.802 2167 2173 2179 rBV2 199919 298424 12.94%
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31 15.919 2189 2193 2198 rBV3 4517 6989 0.30%
32 17.441 2446 2452 2458 rBV 277335 418315 18.14%
33 17.541 2462 2469 2476 rVB 563391 846582 36.72%
34 18.099 2558 2564 2569 rBV6 6420 7368  0.32%
35 18.322 2596 2602 2606 rBV2 20811 30360 1.32%
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36 18.757 2670 2676 2683 rBV 116445 167539 7.27% 1.217%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BGO49662.D

Acqg On : 5 Aug 2021 23:28
Operator : CG/JU

Sample : M3162-11

Misc :

ALS Vvial : 22 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-BG080421.M
Title : SVOA CALIBRATION
37 18.957 2707 2710 2715 rVW4 2703 3622 0.16% 0.026%
38 19.268 2759 2763 2766 rVB3 3347 4396 ©0.19% 0.032%
39 19.391 2779 2784 2788 rBV4 8332 11637 ©.50% ©0.085%
40 19.468 2792 2797 2800 rBvV2 7836 11287 0.49% 0.082%
41 19.591 2814 2818 2823 rBV3 7162 11135 ©.48% 0.081%
42 19.826 2851 2858 2867 rVB 646668 961278 41.69% 6.984%
43 19.902 2867 2871 2872 rBV2 2032 2717 0.12% 0.020%
44 20.049 2894 2896 2899 rBV3 2000 3101 ©0.13% 0.023%
45 20.349 2943 2947 2949 rVB3 4319 4767 ©.21% ©.035%
46 20.584 2984 2987 2988 rBV3 5486 4901 0.21% ©.036%
47 20.660 2998 3000 3003 rBv4 3138 2762 0.12% 0.020%
48 20.713 3005 3009 3010 rBV3 2017 2659 0.12% 0.019%
49 20.801 3018 3024 3029 rBV 1994554 2305554 100.00% 16.751%
50 21.171 3082 3087 3090 rVB6 3150 4418 ©0.19% 0.032%
51 21.347 3114 3117 3125 rBv4 32215 60647 2.63% 0.441%
52 21.453 3132 3135 3137 rBV2 2695 4103 0.18% 0.030%
53 21.723 3174 3181 3188 rBV2 256620 432575 18.76%  3.143%
54 21.900 3206 3211 3213 rBV4 5016 7402 0.32% 0.054%
55 21.929 3215 3216 3219 rBV3 3374 3106 ©0.13% 0.023%
56 22.522 3313 3317 3326 rVW10 10026 22382 0.97% 0.163%
57 22.746 3352 3355 3357 rBV4 3668 4093 0.18% ©0.030%
58 22.816 3364 3367 3369 rVB4 3182 2556 0.11% 0.019%
59 23.133 3419 3421 3423 rVB3 3316 2561 0.11% 0.019%
60 23.233 3430 3438 3443 rBV9 7570 20484 0.89% 0.149%
61 23.339 3454 3456 3459 rVB4 3223 2901 0.13% 0.021%
62 23.398 3462 3466 3467 rBV3 3683 3461 0.15% 0.025%
63 23.415 3467 3469 3471 rBV2 4247 3348 0.15% 0.024%
64 23.580 3495 3497 3502 rBV4 4444 3398 0.15% 0.025%
65 23.897 3542 3551 3557 rBV6 30735 71163 3.09% ©.517%
66 24.050 3570 3577 3582 rBV7 12607 24406 1.06% 0.177%
67 24.155 3591 3595 3596 rBV4 2341 2745 0.12% 0.020%
68 24.326 3621 3624 3629 rVB5 3094 5591 0.24% 0.041%
69 24.543 3658 3661 3664 rVB4 3168 2909 0.13% 0.021%
70 24.572 3664 3666 3669 rBv4 2214 2520 0.11% ©0.018%
71 24.772 3688 3700 3711 rBV3 333396 931589 40.41% 6.768%
72 24.890 3717 3720 3722 rVB3 3077 2895 0.13% 0.021%
73 24.995 3728 3738 3751 rBV3 161195 467800 20.29%  3.399%
74 25.436 3807 3813 3821 rVB8 12631 30881 1.34% 0.224%
75 25.653 3849 3850 3855 rBV5 1742 2553  0.11% 0.019%
76 25.747 3861 3866 3867 rBV5 3732 5400 ©.23% 0.039%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BGO49662.D

Acqg On : 5 Aug 2021 23:28
Operator : CG/JU

Sample : M3162-11

Misc :

ALS Vvial : 22 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-BG080421.M
Title : SVOA CALIBRATION
77 25.906 3889 3893 3898 rBV10 2505 4884 0.21% 0.035%
78 26.159 3926 3936 3948 rBV10 14307 49019 2.13% 0.356%
79 26.429 3979 3982 3984 rBvV4 2922 3132 0.14% 0.023%
80 26.464 3986 3988 3991 rvv4 3801 3427 0.15% 0.025%
81 26.488 3991 3992 3995 rVB3 3549 2883 0.13% 0.021%
82 26.611 4009 4013 4017 rVB7 3896 4234 0.18% 0.031%
83 27.110 4096 4098 4100 rBV2 3030 2826 0.12% 0.021%
84 27.322 4132 4134 4138 rVB4 2843 2648 0.11% 0.019%
85 27.457 4153 4157 4159 rBV5 1980 2896 0.13% 0.021%
86 27.551 4165 4173 4178 rBV9 10140 31010 1.35% 0.225%
87 27.798 4212 4215 4219 rVB5 2275 3058 0.13% 0.022%
88 28.074 4260 4262 4265 rBv4 3101 3953 0.17% 0.029%
89 28.608 4350 4353 4355 rBV3 1979 2592 0.11% 0.019%
990 29.055 4426 4429 4431 rBvV4 2340 2891 0.13% 0.021%
91 29.190 4445 4452 4453 rBV5 6188 10263 0.45% 0.975%
92 29.207 4453 4455 4457 rBV3 4771 4359 0.19% 0.032%
93 29.319 4473 4474 4478 rVB3 4532 3403 0.15% 0.025%
94 29.436 4491 4494 4495 rBV3 5156 3089 0.13% 0.022%
95 29.707 4538 4540 4543 rBV3 2753 2628 0.11% 0.019%
96 29.777 4550 4552 4555 rBvV4 2266 2692 0.12% 0.020%
97 29.871 4564 4568 4571 rBV4 2591 4375 0.19% 0.032%
98 30.353 4647 4650 4652 rBvV2 2567 2676 0.12% 0.019%
99 31.739 4882 4886 4888 rBV5 2930 4440 0.19% 0.032%
100 32.356 4990 4991 4995 rvVB4 3266 3057 0.13% 0.022%
Sum of corrected areas: 13763660
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BG@49662.D

Acqg On : 5 Aug 2021 23:28
Operator : CG/JU

Sample : M3162-11

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
Abupdance TIC: BG049662.D\data.ms
1500000
1000000
500000
DI%§ 3.848 3 8.042 62
ol 3428 78631182 6.103 8095 9610A o % 11.919 12448
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ T \‘\\\\
Time--> 350 400 450 500 550 600 650 7.00 7.50 800 850 9.00 9.50 10.00 10.50 11.00 1150 12.00 12.50
Ab C TIC: BG049662.D\data.ms
YRS 20,801
1500000
1000000
19.826
15.684 17.541
500000 14.084-386
17.441
1469200 1k 802 e 21.723
0 13.576 919 18.086322 ﬂ@ 9amm 92@@212&@%%% 22.52%
e T B e e R e R e R T e T A e e e e e e e
Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 1950 20.00 2050 21.00 21.50 22.00 22.50
Abupdance TIC: BG049662.D\data.ms
1500000
1000000
500000
24.772
4.995
Osmm@@ﬁa@ 8,8@ 25. 28675 | BENEER | 27. 2TIBZBHI 798074 28.6082 ROSBHMERII®7 130.353 31.739 32.356
\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

SFAM-EPA-BGO80421.M Wed Aug 11 13:37:05 2021 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BG@49662.D

Acqg On : 5 Aug 2021 23:28
Operator : CG/JU

Sample : M3162-11

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 (DEL) Alkane: Cyclic3.072 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.072 13.19 ng/ul 118981 1,4-Dichlorobenzene-d4 8.042

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane 84 C6H12 000110-82-7 90
2 Cyclohexane 84 C6H12 000110-82-7 86
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 80
4 Cyclohexane 84 C6H12 000110-82-7 78
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 78
Abundance Scan 6 (3.072 min): BG049662.D\data.ms (-3) (-) m/z 56.15 100.00%
56.1
5000 /\
AR R
‘ 2553 333. 3.103.203.303.40 3.50
0 ““”MNNWHu“ e T R m/z 84.15 83.50%
m/z--> 0 50 100 150 200 250 300
Abundance #1643: Cyclohexane
56.0
5000 L B B B
3.103.203.303.403.50
m/z 41.15 53.52%
miz--> 0 50 100 150 200 250 300
Abundance #1645: Cyclohexane
56.0
R R AR
3.103.203.303.403.50
5000 m/z 55.20 41.69%
15.
] P
miz--> 0 50 100 150 200 250 300
Abundance #1683: Cyclopentane, methyl- AT AT R
56.0 3.103.203.303.40 3.50
m/z 39.15 34.50%
5000
22,
0 w“m‘““w“i A R AARARRRRERENRLS
m/z--> 0 50 100 150 200 250 300 3.103.203.303.40 3.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BG@49662.D

Acqg On : 5 Aug 2021 23:28
Operator : CG/JU

Sample : M3162-11

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Butane, 2-methoxy-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.154 12.57 ng/ul 113432  1,4-Dichlorobenzene-d4 8.042

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 38
3 3-Hexanol, 2,4-dimethyl- 130 C8H180 013432-25-2 38
4 Butanoic acid, 2-hydroxy-2-methy... 132 C6H1203 032793-34-3 23
5 2-Methyl-5-hexen-3-0l 114 C7H140 032815-70-6 16
Abundance  Scan 20 (3.154 min): BG049662.D\data.ms (-15) (-) m/z 73.15 100.00%
73.2
5000 /\
T
3.20 3.40 3.60
ol bl 298 439 43.15 44.78%
m/z--> 50 100 150 200 250 300 350 400
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L B B B
3.20 3.40 3.60
m/z 87.15 31.60%
Z”M ‘
O \l\‘\“”\Tf\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
et
3.20 3.40 3.60
5000 m/z 55.15 27.75%
7.
oldllhl 200
miz--> 50 100 150 200 250 300 350 400
Abundance #15755: 3-Hexanol, 2,4-dimethyl- A
73.0 3.20 3.40 3.60
m/z 41.15 12.29%
5000
07,
0 A DV VA S
m/z--> 50 100 150 200 250 300 350 400 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BG@49662.D

Acqg On : 5 Aug 2021 23:28
Operator : CG/JU

Sample : M3162-11

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method

Quant Title

TIC Library

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.621 6.31 ng/ul 81522  Naphthalene-d8 10.862
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 83
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 78
3 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 74
4 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 74
5 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 74

Abundance Scan 1291 (10.621 min): BG049662.D\data.ms (-1283) (- m/z 45.15 100.00%
451

5000 /\
2 oo 110
101.2 . :
N ‘u“‘”‘N‘;‘H‘“‘““1‘1?12”“””1‘6‘5{(‘5 m/z 57.15  84.02%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38398: Ethanol, 2-(2-butoxyethoxy)-
41:
5000 T T T T N\\ T T T
10.50 11.00
27/0 750 m/z 41.15 37.43%
0 \\\‘\“\‘\‘\\“ H\\‘l‘\“\‘{‘\\“\\\\‘Hi.\‘\\\\‘\\\
m/z--> 20 40 80 100 120 140 160
Abundance #38400: Ethanol, 2-(2-butoxyethoxy)-
43.0
—h /\‘ ; AAM/\A ‘ .
10.50 11.00
5000 ITI/Z 43.15 19.06%
r 75.0
100.0
0 W_H - ‘ M ‘M“ W 1820 1630
m/z--> 60 80 100 120 140 160 M
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)- I Al ”“ —
57.0 10 50 11.00
m/z 75.15 17.29%
5000
290 75.0
101.0
LR o A
O b Rl A 4
80

m/z-->

60

100 120 140 160
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BG@49662.D

Acqg On : 5 Aug 2021 23:28
Operator : CG/JU

Sample : M3162-11

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 1,3-Benzenediol, monobenzoate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.757 8.01 ng/ul 167539  Phenanthrene-die 17.441
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Benzenediol, monobenzoate 214 C13H1003 000136-36-7 90
2 1,4-Benzenediol, monobenzoate 214 C13H1003 002444-19-1 87
3 1,2-benzenediol, monobenzoate 214 C13H1003 1000400-67-6 86
4 N-(2,2-Dichlorovinyl)benzamide 215 C9H7C12NO 029431-43-4 80
5 1-Benzoyloxy-2-formyloxybenzene 242 C14H1004 079792-93-1 78

Abundance Scan 2676 (18.757 min): BG049662.D\data.ms (-2670) (-  m/z 105.15 100.00%

105.2
5000
b .
511 214.2 18.50 19.00
bbb e e 298 sz 77015 51.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #91974: 1,3-Benzenediol, monobenzoate
105.0
5000 — ——
18.50 19.00
- 214.0 m/z 51.15 16.30%
O\\\\‘g}‘\\‘\l\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #91976: 1,4-Benzenediol, monobenzoate
105.0
P o
18.50 19.00
5000 m/z 214.15  8.56%
51.0
214.0
0 HL\Wuﬂ“m“‘H“‘L‘“H“‘H“‘H“‘H“‘H“‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #91975: 1,2-benzenediol, monobenzoate b At
105.0 18.50 19.00
m/z 106.15 8.14%
5000
51.0 214.0
o1t —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BG@49662.D

Acqg On : 5 Aug 2021 23:28
Operator : CG/JU

Sample : M3162-11

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Diisooctyl adipate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.801 106.60 ng/ul 2305550 Chrysene-d12 21.718
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diisooctyl adipate 370 C22H4204 001330-86-5 91
2 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 80
3 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 72
4 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 64
5 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 58
Abundance Scan 3024 (20.801 min): BG049662.D\data.ms (-3018) (- m/z 129.15 100.00%
129.2
57.2
5000
H 20.50 21.00
241.3 : :
0 A4 hu L 1098240 s34 T 26 64414
m/z--> 100 150 200 250 300 350
Abundance #279233: Diisooctyl adipate
129.0
57.0
5000 — ——
20.50 21.00
m/z 55.15 47.68%
241.0
ol “ Ll ph) L 1990 | 3130 3704
\\\\ \\‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\
miz--> 100 150 200 250 300 350
Abundance #279237.Hexanedmk:add,dmcwleaer
129.0
57.0 T ——
20.50 21.00
5000 m/z 70.25 36.12%
241.0
015 \ M u ‘\ \‘ ‘ u‘\ 199. 0 ‘ | 313.0 370.
R i
miz--> 50 100 150 200 250 300 350
Abundance  #279382: Hexanedioic acid, bis(2-ethylhexyl) ester — ——
129.0 20.50 21.00
m/z 71.25 34.90%
5000
57.0
241.0
0 WH_HM M B N O | R
mlz--> 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\BG@80521\
Data File : BG@49662.D

Acqg On : 5 Aug 2021 23:28
Operator : CG/JU

Sample : M3162-11

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Trifluoroacetoxy hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.347 2.80 ng/ul 60647  Chrysene-d12 21.718
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
2 1-Tetracosene 336 C24H48 010192-32-2 90
3 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 87
4 1-Tetracosene 336 C24H48 010192-32-2 87
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 87

Abundance Scan 3117 (21.347 min): BG049662.D\data.ms (-3114) (-  m/z 43.20 100.00%

43.2
83.2
5000
25.3 — -
[ et | 90 s i
ob— ALl i v b1 m/z 69.25  88.71%
miz--> 50 100 150 200 250 300
Abundance #245846: Trifluoroacetoxy hexadecane
57.0
97.0
5000
21.00 21.50
m/z 55.10 88.04%
39.0
OL\S\Q“\ ““ T “\‘ M‘ iy ‘W ‘”\ T \1??(\) I ‘2\6?\0\ ‘3\2\0.\0\ T
miz--> 50 100 150 200 250 300
Abundance #244230: 1-Tetracosene
55.0, 97.0
Lur T L
21.00 21.50
5000 m/z 83.20  76.35%
‘ ‘ 1{39.0 336.0
ote A lbbgddy I
miz--> 50 100 150 200 250 300
Abundance #228955: Trifluoroacetic acid, pentadecyl ester
57.0 21.00 21.50
97.0 m/z 57.15 71.07%
5000
40.0 .
otso [ LLJ ]| 34001820 2550 3060
m/z--> 50 100 150 200 250 300 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BG@49662.D

Acqg On : 5 Aug 2021 23:28
Operator : CG/JU

Sample : M3162-11

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 (DEL) Alkane: Cyclic23.897 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.897 3.04 ng/ul 71163  Perylene-d12 24.995
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 46
2 Cyclohexane, 1,2-dimethyl-, cis- 112 C8H16 002207-01-4 38
3 1-Propen-3-imine, N-cyclohexyl-,... 153 C9H15NO 1000186-38-4 38
4 1-Tetradecanol, 14-chloro- 248 C14H29Cl10 073937-05-0 27
5 Cyclotetracosane 336 C24H48 000297-03-0 22

Abundance Scan 3551 (23.897 min): BG049662.D\data.ms (-3542) (- m/z 55.15 100.00%

55.1
5000 155.2 j\
g in! ot

\
I 20‘7-2 2821378 4 rpo 2250 24.00
0 e 2 myz 57.25 82.01%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #7671: Cyclohexane, 1,2-dimethyl-, cis-
55.0
5000
12.0 23.50 24.00
m/z 43.20 73.61%
O"lJf
miz—> 0 50 100 150 200 250 300 350 400
Abundance #7672: Cyclohexane, 1,2-dimethyl-, cis-
55.0
— —
23.50 24.00
5000 m/z 71.25 67.77%
12.0
oL
miz—> 0 50 100 150 200 250 300 350 400
Abundance #30874: 1-Propen-3-imine, N-cyclohexyl-, N-oxide WWWMWMMWN —— Al
71.0 23.50 24.00

153.0
5000

m/z--> 0 50 100 150 200 250 300 350 400 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BG@49662.D

Acqg On : 5 Aug 2021 23:28
Operator : CG/JU

Sample : M3162-11

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 unknown-01 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
26.159 2.10 ng/ul 49019  Perylene-di2 24.995
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,2,5-Triazole, 1-octyl-3-nitro-... 285 C11H19N504 339589-41-2 38
2 Octane, 2,3,6,7-tetramethyl- 170 C12H26 052670-34-5 38
3 4-Octanone, 7-methyl- 142 C9H180 020809-46-5 38
4 2-Pentene, 5-(pentyloxy)-, (E)- 156 C10H200 056052-85-8 38
5 Decyl pentyl ether 228 C15H320 1000406-41-5 32
Abundance Scan 3936 (26.159 min): BG049662.D\data.ms (-3926) (-  m/z 43.15 100.00%
43.1
193.2 A & B ——
T ‘ | 28H13 341.1 478. 26.00 26.50
oL AL L sz 71025 9a.79%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #179547: 1,2,5-Triazole, 1-octyl-3-nitro-4-formamido-, 2-c
43.0
5000 NM”NW Lty
26.00 26.50
99.0 m/z 57.15 92.26%
‘ 158.0  239.0
O\\“‘H‘\‘\\‘\\“‘\‘\‘}\“\‘\\\‘\\‘\‘\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #45517: Octane, 2,3,6,7-tetramethyl-
43.0
26.00 26.50
5000 m/z 55.15 46.94%
111}
0 H‘mu b
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #23025: 4-Octanone, 7-methyl-
43.0 26.00 26.50
m/z 85.15 35.00%
5000
99.0
ow" H‘ L Lt i
m/z--> 50 100 150 200 250 300 350 400 450 26.00 26.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BGO49662.D

Acqg On : 5 Aug 2021 23:28
Operator : CG/JU

Sample : M3162-11

Misc :

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.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|
(DEL) Alkane: C... 3.072 13.2 ng/ul 118981 1 8.042 180473 20.0
Butane, 2-metho... 3.154 12.6 ng/ul 113432 1 8.042 180473 20.0
Ethanol, 2-(2-b... 10.621 6.3 ng/ul 81522 2 10.862 258280 20.0
1,3-Benzenediol... 18.757 8.0 ng/ul 167539 4 17.441 418315 20.0
Diisooctyl adipat 20.801 106.6 ng/ul 2305550 5 21.718 432575 20.0
Trifluoroacetox... 21.347 2.8 ng/ul 60647 5 21.718 432575 20.0
(DEL) Alkane: C... 23.897 3.0 ng/ul 71163 6 24.995 467800 20.0
unknown-01 26.159 2.1 ng/ul 49019 6 24.995 467800 20.0
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