LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BGO49343.D

Acqg On : 15 Jul 2021 ©00:59
Operator : CG/JU

Sample : M2971-01

Misc :

ALS Vvial : 18 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-BG070921.M
Title : SVOA CALIBRATION

Signal : TIC: BGO49343.D

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

# min  scan scan scan TY height area % max. total
1  3.109 4 12 21 rBV2 69887 180658 10.97%  1.481%
2 3.185 21 25 40 rVB 43716 86608 5.26% 0.710%
3 3.455 67 71 77 rVB3 7174 12831 0.78% 0.105%
4 3,755 115 122 125 rBvV4 2377 4284 ©.26% ©.035%
5 3.878 140 143 156 rBV 81629 161458 9.81% 1.324%
6 4.225 197 202 203 rBV3 2980 3761 0.23% 0.031%
7 5.576 426 432 434 rBV3 1759 3084 0.19% 0.025%
8 7.221 702 712 721 rBV 152148 266242 16.17% 2.183%
9 7.386 733 740 749 rBV 90621 155080 9.42% 1.272%
106 7.592 768 775 786 rVB 137335 250825 15.24%  2.057%
11 8.062 849 855 862 rBV 125180 211339 12.84% 1.733%
12 8.120 862 865 872 rVB2 4032 6572 0.40% 0.054%
13 8.772 969 976 985 rVvB2 182931 316640 19.23% 2.596%
14 9.231 1047 1054 1063 rVB 134805 250662 15.23%  2.055%
15 9.959 1171 1178 1189 rBv2 126813 235091 14.28% 1.928%

16 10.500 1262 1270 1279 rBV 187752 347997 21.14%
17 10.641 1288 1294 1300 rBV2 27058 45597 2.77%
18 10.882 1328 1335 1342 rBV 160817 292400 17.76%

ONNON
w
\o]
~N
R

19 11.017 1350 1358 1372 rBV 169308 310648 18.87% 547%
20 12.468 1600 1605 1608 rBvV4 2874 4679 0.28% 038%
21 13.543 1786 1788 1793 rVB3 1795 2702 0.16% 0.022%
22 14.107 1878 1884 1891 rBV 344459 494823 30.06% 4.057%
23 14.360 1922 1927 1928 rBV3 2439 3517 ©@.21% 0.029%
24 14.407 1928 1935 1943 rVV 341902 553326 33.61% 4.537%
25 14.595 1961 1967 1972 rBV3 1933 4192 0.25% 0.034%

26 14.713 1980 1987 1995 rVB 272202 424347 25.78%
27 14.818 1999 2005 2008 rBV3 3257 5171 0.31%
28 14.906 2014 2020 2026 rBv2 119205 204791 12.44%

P Uk O W
[e))]
N
O
R

29 15.700 2149 2155 2162 rVB 439632 667603 40.56% 474%
30 15.817 2169 2175 2191 rBV 114054 190848 11.59% 565%
31 15.946 2191 2197 2201 rVB3 5960 8415 0.51% ©.069%
32 16.381 2268 2271 2274 rBV3 2082 2988 0.18% 0.024%
33 16.487 2285 2289 2293 rVB3 7837 11812 0.72% 0.097%
34 16.587 2303 2306 2310 rBV6 2311 3568 ©.22% 0.029%
35 16.734 2328 2331 2334 rBV2 2438 2720 0.17% 0.022%
36 16.839 2345 2349 2355 rVB4 5442 9083 0.55% 0.074%

SFAM-EPA-BGO70921.M Fri Jul 16 17:33:18 2021 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BGO49343.D

Acqg On : 15 Jul 2021 ©00:59
Operator : CG/JU

Sample : M2971-01

Misc :

ALS Vvial : 18 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-BG070921.M
Title : SVOA CALIBRATION
37 17.192 2403 2409 2413 rBV4 8891 15177 ©.92% ©0.124%
38 17.462 2448 2455 2462 rBV 344164 516248 31.36% 4.233%
39 17.562 2465 2472 2478 rVB2 455253 723922 43.98%  5.936%
40 18.114 2563 2566 2571 rVB4 4750 6868 0.42% 0.056%
41 18.167 2571 2575 2576 rBV3 2870 3371  0.20% 0.028%
42 18.244 2580 2588 2592 rVVe 3482 7057 0.43% 0.058%
43 18.338 2600 2604 2608 rBV3 22553 31315 1.90% 0.257%
44 18.414 2614 2617 2621 rVB2 2951 3463 0.21% ©0.028%
45 18.773 2674 2678 2688 rBV 55984 89198 5.42% 0.731%
46 18.849 2689 2691 2697 rVB3 2941 4482 0.27% 0.037%
47 19.072 2726 2729 2732 rVB3 2084 2692 0.16% 0.022%
48 19.107 2732 2735 2738 rBV5 2553 4163 ©0.25% 0.034%
49 19.196 2747 2750 2753 rVB4 2492 3213 0.20% 0.026%
50 19.260 2756 2761 2763 rBV3 2220 2826 0.17% 0.023%
51 19.483 2793 2799 2803 rBV2 5952 11322 ©0.69% 0.093%
52 19.607 2815 2820 2828 rBV7 7168 12852 0.78% 0.105%
53 19.736 2839 2842 2845 rwv4 3458 3561 ©.22% 0.029%
54 19.848 2854 2861 2868 rVB 589367 850944 51.69% 6.977%
55 20.024 2888 2891 2894 rVB4 2624 3287 0.20% 0.027%
56 20.359 2940 2948 2952 rBV7 10755 30542 1.86% 0.250%
57 20.600 2987 2989 2994 rVB6 4687 5517 ©.34% 0.045%
58 20.747 3008 3014 3018 rVB7 9744 15072 ©0.92% 0.124%
59 20.817 3021 3026 3031 rBV 1369181 1646166 100.00% 13.497%
60 21.082 3069 3071 3075 rVB4 4002 5304 ©.32% 0.043%
61 21.123 3075 3078 3079 rBV3 4606 4989 0.30% 0.041%
62 21.369 3114 3120 3128 rBv4 40487 81056 4.92% 0.665%
63 21.610 3157 3161 3164 rBV7 4747 8771 0.53% 0.072%
64 21.746 3177 3184 3197 rVB 340736 568941 34.56% 4.665%
65 21.834 3197 3199 3203 rBV5 2859 3899 0.24% 0.032%
66 22.057 3234 3237 3241 rBV6 3043 4042 ©0.25% ©0.033%
67 22.550 3319 3321 3324 rBV3 4455 5344 ©.32% 0.044%
68 22.856 3368 3373 3379 rVWV7 6750 15186 ©.92% ©0.125%
69 23.056 3404 3407 3409 rBV4 3230 4695 0.29% 0.038%
70 23.256 3438 3441 3445 rVB5 6975 10636 ©.65% 0.087%
71 23.937 3552 3557 3562 rBV7 11751 24086 1.46% 0.197%
72 24.090 3578 3583 3588 rVB7 12717 25871 1.57% 0.212%
73 24.807 3693 3705 3720 rBV3 300383 863807 52.47% 7.083%
74 25.030 3733 3743 3756 rVB2 197827 614596 37.33% 5.039%
75 25.459 3813 3816 3817 rBV3 3669 3857 ©.23% 0.032%
76 25.694 3855 3856 3857 rBV 4875 2753 0.17% 0.023%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BGO49343.D

Acqg On : 15 Jul 2021 ©00:59
Operator : CG/JU

Sample : M2971-01

Misc :

ALS Vvial : 18 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-BG070921.M

Title : SVOA CALIBRATION

77 25.800 3871 3874 3875 rBV3 4932 4038 0.25% 0.033%
78 26.223 3937 3946 3956 rVB6 26377 87979 5.34% 0.721%
79 26.334 3963 3965 3967 rBV3 3472 3322 0.20% 0.027%
80 26.699 4025 4027 4030 rBvV4 2611 2642 0.16% 0.022%
81 26.751 4034 4036 4039 rBvV4 2637 2791 0.17% 0.023%
82 26.887 4057 4059 4060 rBV2 3714 3057 0.19% 0.025%
83 27.239 4117 4119 4120 rBV2 3141 2832 0.17% 0.023%
84 27.392 4143 4145 4146 rBV2 3373 2902 0.18% 0.024%
85 27.498 4159 4163 4165 rBV4 4163 4519 0.27% 0.037%
86 27.609 4173 4182 4192 rBV7 15534 50847 3.09% 0.417%
87 28.614 4349 4353 4354 rBV4 3256 3303 0.20% 0.027%
88 28.990 4415 4417 4419 rVB3 4536 3346 0.20% 0.027%
89 29.019 4419 4422 4423 rBV3 4694 5365 0.33% 0.044%
990 29.554 4510 4513 4518 rVB6 4863 5953 0.36% 0.049%
91 29.707 4538 4539 4541 rBV2 3203 2595 0.16% 0.021%
92 29.818 4555 4558 4560 rBv4 2817 4123 0.25% 0.034%
93 30.612 4691 4693 4696 rBV3 4202 4271 0.26% 0.035%
94 30.741 4712 4715 4717 rBvV4 4656 4908 0.30% 0.040%
95 31.105 4775 4777 4779 rBV3 3014 2901 0.18% 0.024%
96 31.270 4803 4805 4806 rBvV2 2916 2636 0.16% 0.022%
97 31.305 4809 4811 4812 rVvV2 3743 3432 0.21% 0.028%
98 31.346 4816 4818 4820 rVV3 3082 2619 0.16% 0.021%
99 31.469 4838 4839 4843 rVB4 3767 3878 0.24% 0.032%
100 31.722 4879 4882 4884 rBV3 3982 4543 0.28% 0.037%

Sum of corrected areas: 12196255
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 15 Jul 2021 ©0:59
: CG/JU
: M2971-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
BGO49343.D

: 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BGO49343.D

Acq On : 15 Jul 2021 00:59
Operator : CG/JU

Sample : M2971-01

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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: Cyclic3.11 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.116 17.10 ng/ul 180658 1,4-Dichlorobenzene-d4 8.062

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane 84 C6H12 000110-82-7 91
2 Cyclohexane 84 C6H12 000110-82-7 90
3 Cyclohexane 84 C6H12 000110-82-7 90
4 Cyclohexane 84 C6H12 000110-82-7 86
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 59
Abundance  Scan 12 (3.109 min): BG049343.D\data.ms (-4) (-) m/z 56.20 100.00%
56.2
5000 /L
Ramam e A RaR R
‘ 3.103.203.303.403.50
Ol el e e S m/z 41,15 54.30%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #1457: Cyclohexane
568.0
5000 [T T
3.103.203.303.403.50
‘ m/z 84.15 52.52%
OZ.QIfl
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #1456 Cyclohexane
56.0
Ramann e R
3.103.203.303.403.50
5000 m/z 55.10 35.76%
0 "‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #1455: Cyclohexane RRaaaEa L
56.0 3.103.203.303.403.50
m/z 39.10  28.82%
5000 /\/\
0 J'}" Raman e
m/z--> 0 50 100 150 200 250 300 350 400 450 3.103.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BGO49343.D

Acq On : 15 Jul 2021 00:59
Operator : CG/JU

Sample : M2971-01

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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.
3.180 8.20 ng/ul 86608 1,4-Dichlorobenzene-d4 8.062

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 56

3 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 40

4 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 33

5 2-Methyl-5-hexen-3-0l 114 C7H140 032815-70-6 32

Abundance  Scan 25 (3.185 min): BG049343.D\data.ms (-21) (-) m/z 73.15 100.00%

73.2
5000 43.1
55.1 87.2

‘ 320 340 3.60
oH_m_‘H_H“,‘J“HwnwHi“s“_ww_w m/z 43.15  49.71%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0

5000 \\\\\\‘\\\\\
43.0 3.20 3.40 3.60
"~ 550 87.0 m/z 87.15  29.89%
29.0
O\\‘\\\\‘\\\\“\\\\"\\‘\\‘\\\\‘\\\\“\}\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
T T
410 87.0 320 340 360
’ 55.0
29.0
s | H
Ottty e N
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #4492: Butane, 2-methoxy-2-methyl- B e
73.0 320 3.40 360

m/z 39.10 12.97%

5000
430 950
87.0
27.0 ‘ ‘
0 [RmATR L 101.0

m/z--> 10 20 30 40 50 60 70 80 90 100 320 3.40 360
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BGO49343.D

Acq On : 15 Jul 2021 00:59
Operator : CG/JU

Sample : M2971-01

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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.
10.640 3.12 ng/ul 45597  Naphthalene-d8 10.888
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 56
2 Propanoic acid, 2-(methoxymethoxy)- 134 C5H1004 081327-29-9 50
3 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 50
4 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 47
5 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 47
Abundance Scan 1294 (10.641 min): BG049343.D\data.ms (-1288) (- m/z 45.10 100.00%
45.1
5000
T ‘ T \AA T ‘ T
75‘-1 100.2 10.50 11.00
Ol et A Wz 57.28 97.71%
m/z--> 20 40 60 80 100 120 140 160
Abundance #32654: Ethanol, 2-(2-butoxyethoxy)-
45.0
5000 L
10.50 11.00
27T 75.0 m/z 41.20 46.38%
100.0
O+ \“ \H T \“\‘\\ = \M“ \“i‘\ T “\ T \1\3\2\0‘ T \:\L?:\gwow
miz--> 20 40 60 80 100 120 140 160
Abundance #15027: Propanoic acid, 2-(methoxymethoxy)-
45.0
10.50 11.00
5000 m/z 75.10 14.12%
89.0
ol 2P | 720 | 115.0133.0
R e e e A
miz--> 20 40 60 80 100 120 140 160 A
Abundance #4468: 3,3-Dimethylbutane-2-ol — s
57.0 10.50 11.00
m/z 87.20 12.28%
5000
87.0
29.0 ‘
ot e cl o
m/z--> 20 40 60 80 100 120 140 160 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BGO49343.D

Acq On : 15 Jul 2021 00:59
Operator : CG/JU

Sample : M2971-01

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 1,4-Benzenediol, monobenzoate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.770 3.46 ng/ul 89198  Phenanthrene-die 17.462
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Benzenediol, monobenzoate 214 C13H1003 002444-19-1 90
2 Benzamide, N-(1,2-dihydro-2-oxo-... 215 C11H9N302 026661-13-2 78
3 1,3-Benzenediol, monobenzoate 214 C13H1003 000136-36-7 72
4 S-Benzoyl-N-(p-nitrobenzylidene)... 286 C14H10ON203S 139776-09-3 72
5 1-Propanone, 3-chloro-1-phenyl- 168 C9H9C10 000936-59-4 72

Abundance Scan 2678 (18.773 min): BG049343.D\data.ms (-2674) (- m/z 105.10 100.00%
105.1
5000
b e
e 214.2 _ 18.50 19.00
Ol bbb e e 2 e 28LE m/z 77.10 55.55%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #72577: 1,4-Benzenediol, monobenzoate
105.0
5000 . e
18.50 19.00
51.0 m/z 51.10 16.67%
214.
O %\8‘-9\\“HNH\’HH"‘HH‘ ‘\‘H‘H\\‘HH‘\H\’HH’\H‘\‘(\)\H‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #73358: Benzamide, N-(1,2-dihydro-2-oxo-4-pyrimidinyl)-
105.0
N i |
18.50 19.00
5000 m/z 106.20 8.35%
215.0
51.0 138.0 18‘6.0 ‘
) SRS W ‘HW“_HWH‘,“H‘,‘H‘:_WH_HW
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #72578: 1,3-Benzenediol, monobenzoate — Y ‘
105.0 18.50 19.00
m/z 50.20 8.27%
5000
51.0 214.0
80 L b aao L g
m/z--> 20 40 60 80 100120140160180200220240260280 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BGO49343.D

Acq On : 15 Jul 2021 00:59
Operator : CG/JU

Sample : M2971-01

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Hexanedioic acid, bis(2-eth... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

20.820 57.87 ng/ul 1646176 Chrysene-di2 21.746
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204
2 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204
3 Hexanedioic acid, dioctyl ester 370 C22H4204
4 Hexanedioic acid, mono(2-ethylhe... 258 C14H2604

000103-23-1 91
000103-23-1 83
000123-79-5 80
004337-65-9 64

5 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 58

Abundance Scan 3026 (20.817 min): BG049343.D\data.ms (-3021) (-  m/z 129.20 100.00%
12

0.2
57.1
5000
’ ‘ » 20,50 21.00
241.4 , : :
o,mmi-‘\m‘m e b A e 294 m/z 57.15 72.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #196965: Hexanedioic acid, bis(2-ethylhexyl) ester
129.0
5000 — —
57.0 20.50 21.00
m/z 55.15 54.52%
L 20 4
O’\\\‘\‘I\\\\‘\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #196972: Hexanedioic acid, bis(2-ethylhexyl) ester
129.0
- —r
20.50 21.00
5000 570 m/z 70.20  37.05%
241.
o,JH-jA“\?313°
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #196857: Hexanedioic acid, dioctyl ester — —
129.0 20.50 21.00
57.0 m/z 43.15 35.46%
5000
‘ “ 241.0
ob MbALILLL L stsesro0 | W~
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BGO49343.D

Acq On : 15 Jul 2021 00:59
Operator : CG/JU

Sample : M2971-01

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST11.L

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
: SVOA CALIBRATION

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 Heptadecyl heptafluorobutyrate Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
21.370 2.85 ng/ul 81056 Chrysene-d12 21.746
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 87
2 Trifluoroacetic acid,n-tridecyl ... 296 C15H27F302 053800-02-5 87
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 74
4 Acetic acid, trifluoro-, dodecyl... 282 C14H25F302 006222-00-0 68
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 60

Abundance Scan 3120 (21.369 min): BG049343.D\data.ms (-3114) (- m/z 57.15 100.00%

71
7.2
5000
M%wWWWNWM

393 1912 2821 357 21.00 21550

H‘\ M “\
m/z--> 50 100 150 200 250 300 350

0b B T m/z 43.200 92.38%
Abundance #227401: Heptadecy! heptafluorobutyrate
57.0
7.0
5000 - e

21.00 21.50
m/z 55.15 88.79%

169.0 238.0
oL ‘\L [‘\‘w“\ \H\\ ‘\“L‘ b Lo e ‘\‘ : ‘2‘8‘3"0‘ e
miz--> 50 100 150 200 250 300 350
Abundance #140820: Trifluoroacetic acid,n-tridecyl ester
69.0
WW ‘
21. 00 21. 50
5000 m/z 69.10  76.60%
294 ‘ 154.0
o LU 210 e
miz--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
57.0 21.00 21.50
97.0 m/z 83.20 62.34%
5000
39 0
ol59 s m‘w\‘ et 00 2000 3200 i WMok o
m/z--> 50 150 200 250 300 350 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BGO49343.D

Acq On : 15 Jul 2021 00:59
Operator : CG/JU

Sample : M2971-01

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.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: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
26.220 2.86 ng/ul 87979  Perylene-d12 25.030
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 62
2 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 58
3 Docosane, 11-decyl- 451 C32H66 055401-55-3 58
4 Octacosane 394 (C28H58 000630-02-4 58
5 Tetracosane, 11-decyl- 479 C34H70 055429-84-0 58

Abundance Scan 3946 (26.223 min): BG049343.D\data.ms (-3937) (- m/z 57.15 100.00%

57.1
5000
W’WM
13.2 207.2
‘ h ﬁ [* se72 w13 431 26.00 26,50
[ — w wHM S RS L m/z 43.15 0 76.39%
mlz--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane
57.0
5000 - —
26.00 26.50
m/z 71.20 56.86%
0 h‘ L\ uh \H .\ h J | 1\6\9 p L 225 0 281.0 380.0
L \\1\‘!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #117658: Pentadecane, 2,6,10,14-tetramethyl-
57.0
Iy M oy
26.00 26.50
5000 ITI/Z 85.15 29.61%
113.0
LT, e
miz--> 50 100 150 200 250 300 350 400
Abundance #227195: Docosane, 11-decyl-
57.0 26.00 26.50
m/z 55.10 25.18%
5000
13.0
b TR0 00 2o B0 500
m/z--> 50 100 150 200 250 300 350 400 26.00 26.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BGO49343.D

Acqg On : 15 Jul 2021 ©00:59
Operator : CG/JU

Sample : M2971-01

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: C... 3.110 17.1 ng/ul 180658 1 8.062 211339 20.0
Butane, 2-metho... 3.180 8.2 ng/ul 86608 1 8.062 211339 20.0
Ethanol, 2-(2-b... 10.640 3.1 ng/ul 45597 2 10.888 292400 20.0
1,4-Benzenediol... 18.770 3.5 ng/ul 89198 4 17.462 516248 20.0
Hexanedioic aci... 20.820 57.9 ng/ul 1646170 5 21.746 568941 20.0
Heptadecyl hept... 21.370 2.9 ng/ul 81056 5 21.746 568941 20.0
(DEL) Alkane: S... 26.220 2.9 ng/ul 87979 6 25.030 614596 20.0
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