LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BGO49657.D

Acqg On : 5 Aug 2021 20:03
Operator : CG/JU

Sample : M3162-05

Misc :

ALS Vvial : 17 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: BGO49657.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 16 rVB2 48847 104461 10.64% 0.931%
2 3.155 16 20 27 rvVB 46573 78383 7.98% 0.698%
3 3.425 63 66 72 rVvB2 7813 10757 1.10% 0.096%
4 3.636 99 102 106 rBV3 1354 1982 0.20% ©0.018%
5 3.848 135 138 153 rBV 90946 186843 19.03% 1.665%
6 4.188 194 196 200 rVB4 2952 2737 0.28% 0.024%
7 4.406 230 233 236 rVB5S 1900 2011 ©0.20% ©0.018%
8 5.393 397 401 402 rBv2 1726 2043 0.21% ©0.018%
9 6.104 520 522 526 rVB2 2093 2552 0.26% 0.023%
10 7.196 701 708 719 rBV 179645 322008 32.79% 2.869%
11 7.361 727 736 744 rBvV2 112249 195635 19.92% 1.743%
12 7.566 765 771 783 rVB 164833 298522 30.40% 2.660%
13 7.654 783 786 794 rBvV2 1991 3203 0.33% 0.029%
14 8.042 845 852 859 rBV 92025 158551 16.14% 1.413%
15 8.095 859 861 865 rVB3 2246 2193 0.22% 0.020%
16 8.747 964 972 980 rBvV 224271 389245 39.64% 3.468%
17 9.211 1043 1051 1060 rBV 179565 318178 32.40%  2.835%
18 9.616 1116 1120 1124 rBV3 2190 3114 0.32% 0.028%
19 9.934 1167 1174 1186 rBV 162754 300097 30.56% 2.674%
20 10.480 1256 1267 1276 rBV2 223490 398224 40.55% 3.548%

21 10.621 1284 1291 1298 rBV2 26636 50434 5.14%
22 10.862 1324 1332 1339 rBV 128968 224346 22.84%
23 10.991 1347 1354 1365 rBV2 201200 371083 37.79%
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24 11.902 1504 1509 1515 rBV2 10219 19133 1.95% 170%
25 12.448 1597 1602 1606 rBV4 3764 5477 ©.56% 049%
26 13.511 1779 1783 1786 rVB2 2477 2513 0.26% 022%

27 14.093 1875 1882 1891 rVB 396931 601714 61.27%
28 14.386 1925 1932 1940 rBV 419379 673034 68.53%
29 14.692 1978 1984 1992 rVB2 200902 302979 30.85%
30 14.886 2007 2017 2027 rBV2 154420 273371 27.84%
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31 15.479 2113 2118 2120 rBV2 1695 2117  0.22%
32 15.685 2146 2153 2161 rBV 533726 811974 82.68%
33 15.802 2166 2173 2184 rBV 190016 285649 29.09%
34 15.926 2189 2194 2200 rVB3 5742 9802 1.00%
35 17.441 2446 2452 2458 rBV 251301 365345 37.20%
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36 17.541 2463 2469 2478 rVB2 553620 854308 86.99%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BGO49657.D

Acqg On : 5 Aug 2021 20:03
Operator : CG/JU

Sample : M3162-05

Misc :

ALS Vvial : 17 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 18.099 2559 2564 2569 rVB4 4180 6104 0.62% 0.054%
38 18.146 2569 2572 2574 rBV2 2078 2553  0.26% 0.023%
39 18.322 2597 2602 2608 rBV2 9654 15013 1.53% 0.134%
40 18.399 2612 2615 2619 rvv2 2120 2515 0.26% 0.022%
41 18.616 2648 2652 2657 rVB3 2090 4146  ©.42% 0.037%
42 18.757 2671 2676 2684 rVB 8095 12958 1.32% 0.115%
43 19.021 2716 2721 2722 rBV3 2252 2247 0.23% 0.020%
44 19.115 2732 2737 2738 rBV3 1495 2394 0.24% 0.021%
45 19.256 2756 2761 2767 rBV3 17230 24654  2.51% ©0.220%
46 19.397 2780 2785 2789 rVB4 8017 11769 1.20% 0.105%
47 19.468 2789 2797 2799 rBV 9290 13751 1.40% ©.123%
48 19.497 2799 2802 2807 rVB3 8083 9658 ©0.98% 0.086%
49 19.597 2816 2819 2821 rBV2 2738 2451 0.25% 0.022%
50 19.826 2851 2858 2868 rBV 663281 982051 100.00%  8.750%
51 20.320 2938 2942 2945 rBV5 9555 17386 1.77% ©.155%
52 20.560 2981 2983 2988 rBV4 2276 3480 0.35% 0.031%
53 20.719 3008 3010 3012 rVvv2 3116 2780 0.28% 0.025%
54 20.801 3018 3024 3028 rBV 199076 253255 25.79%  2.256%
55 20.842 3028 3031 3035 rVB5 6606 9098 ©0.93% 0.081%
56 20.995 3054 3057 3061 rVB6 7137 8335 0.85% 0.074%
57 21.107 3073 3076 3077 rBV 2380 2991 0.30% 0.027%
58 21.136 3077 3081 3084 rVV5 7348 8892 0.91% 0.079%
59 21.207 3091 3093 3096 rBV4 4904 4123  0.42% 0.037%
60 21.353 3112 3118 3122 rBVS5 28533 49845 5.08% 0.444%
61 21.412 3124 3128 3133 rVB6 11091 19014 1.94% 0.169%
62 21.494 3140 3142 3145 rVB4 5460 3154 0.32% 0.028%
63 21.530 3145 3148 3153 rVB3 15722 21150 2.15% ©.188%
64 21.600 3155 3160 3165 rVB8 13449 22981 2.34%  ©0.205%
65 21.635 3165 3166 3168 rBV2 3269 2753 0.28% 0.025%
66 21.665 3168 3171 3175 rBVS5 5825 8728 0.89% 0.078%
67 21.724 3175 3181 3187 rVV 223165 381403 38.84%  3.398%
68 21.771 3187 3189 3192 rVB4 5247 4710 ©0.48% 0.042%
69 21.900 3209 3211 3217 rVVe 6675 10747 1.09% 0.096%
70 22.064 3237 3239 3243 rVB5 2506 2681 0.27% 0.024%
71 22.293 3274 3278 3283 rBV8 5946 10795 1.10% ©.096%
72 22.528 3314 3318 3320 rBV3 12688 19459 1.98% 0.173%
73 22.740 3352 3354 3355 rBV2 3303 2634 0.27% 0.023%
74 23.222 3433 3436 3442 rVB6 7946 13574 1.38% 0.121%
75 23.292 3446 3448 3450 rBV3 2908 2584 0.26% ©0.023%
76 23.815 3534 3537 3541 rBV4 3145 3894 0.40% 0.035%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BGO49657.D

Acqg On : 5 Aug 2021 20:03
Operator : CG/JU

Sample : M3162-05

Misc :

ALS Vvial : 17 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 24.044 3569 3576 3583 rBV2 53285 122788 12.50% 1.094%
78 24.302 3618 3620 3621 rBvV2 3498 3069 0.31% 0.027%
79 24.772 3685 3700 3710 rBV2 326527 926644 94.36% 8.256%
80 24.996 3725 3738 3750 rBV 143593 418613 42.63% 3.730%
81 26.106 3925 3927 3928 rBV2 2483 2180 0.22% 0.019%
82 26.165 3929 3937 3939 rBV5S 22503 48829 4.97% 0.435%
83 26.452 3984 3986 3988 rBV3 2682 2333 0.24% 0.021%
84 27.193 4110 4112 4113 rVB2 4593 2404 0.24% 0.021%
85 27.557 4163 4174 4175 rBvV8 13348 33037 3.36% 0.294%
86 28.080 4262 4263 4269 rVB4 3148 3665 0.37% 0.033%
87 28.579 4346 4348 4351 rBvV4 2807 2799 0.29% 0.025%
88 28.926 4405 4407 4413 rBV5 2962 4221 0.43% 0.038%
89 28.967 4413 4414 4416 rVB 3636 2066 0.21% 0.018%
990 29.642 4527 4529 4531 rBV2 3584 2652 0.27% 0.024%
91 29.666 4531 4533 4536 rBvV4 3513 4899 0.50% 0.044%
92 29.860 4565 4566 4569 rBV3 2356 2598 0.26% 0.023%
93 29.971 4583 4585 4587 rBV3 3438 2756 0.28% 0.025%
94 30.647 4698 4700 4701 rVB2 3652 2089 0.21% 0.019%
95 31.510 4845 4847 4848 rBV2 2921 2529 0.26% 0.023%
96 31.728 4883 4884 4887 rBV3 4243 4299 0.44% 0.038%
97 32.315 4983 4984 4986 rBvV2 2878 2025 0.21% 0.018%
98 32.380 4994 4995 5000 rBV3 2752 3808 0.39% 0.034%
99 32.515 5016 5018 5020 rBV2 3476 3376 0.34% 0.030%
100 32.544 5020 5023 5025 rvv3 3349 3625 0.37% 0.032%

Sum of corrected areas: 11224032
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BG@49657.D

Acqg On : 5 Aug 2021 20:03
Operator : CG/JU

Sample : M3162-05

Misc :

ALS vial : 17 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

Abundance TIC: BG049657.D\data.ms

600000
500000
400000
300000

200000 7'1967.566 9.211

36
100000 3.848 JL 8.042

P7185
OM3-4§%SJ\\4.18&06 5.393  6.104 654 8,095 9.616 . 11.902 12.448
T ‘ T

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG049657.D\data.ms

.62

19.826

600000

15.685 17.541

500000

400000 14,0637

300000

17.441 21724

14.692 15.802
4.886

200000

100000

13511 15.47915.926 1BOSBAE HETA 1A T

b In B - o a <
I A B B L B B B B AL e e e L e o e e T
Time--> 3.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG049657.D\data.ms

= O

600000

500000

400000

24.772

300000

200000

100000

282282 23.8154.302 452 27.1987-557 28,080 28.5 2RI, 29.66BE01  30.647 31.810728 332328

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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\BG@80521\
Data File : BG@49657.D

Acqg On : 5 Aug 2021 20:03
Operator : CG/JU

Sample : M3162-05

Misc :

ALS vial : 17 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 13.18 ng/ul 104461 1,4-Dichlorobenzene-d4 8.042
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane 84 C6H12 000110-82-7 81
2 Cyclohexane 84 C6H12 000110-82-7 74
3 Cyclohexane 84 C6H12 000110-82-7 72
4 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 64
5 Cyclohexane 84 C6H12 000110-82-7 64
Abundance m/z 56.20 100.00%

Scan 6 (3.072 min): BG049657.D\data.ms (-3) (-)
5

6.2
84.2
5000
R A A
I | 235 1 3.103.203.303.40 3.50 .
0=t st b e e e e m/z 84.15 75.55%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #1643: Cyclohexane
56.0
84.0
5000 AL B R B B
3.103.203.303.403.50
m/z 41.15 58.10%
27.0‘
O \‘H\\’\‘”H‘H\\M\H“\h\\\“\‘\\\‘HH‘\\H‘\H\‘HH‘HH‘\H\‘\H\‘\
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #1644 Cyclohexane
56.0
840 AL B R N B B
3.103.203.303.40 3.50
5000 m/z 55.15 52.31%
27.0
e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #1645: Cyclohexane R
56.0 3.103.203.303.403.50
84.0 m/z 39.15 38.59%
5000
27.0
ol S
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 3.103.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BG@49657.D

Acqg On : 5 Aug 2021 20:03
Operator : CG/JU

Sample : M3162-05

Misc :

ALS vial : 17 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.
3.155 9.89 ng/ul 78383 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 56
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 45
3 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 25
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
Abundance  Scan 20 (3.155 min): BG049657.D\data.ms (-16) (-) m/z 73.15 100.00%
73.2
5000 431
55'1 87.2 T T ‘ L ‘ L ‘ T
‘ ‘ 3.20 3.40 3.60
Ol et L myz 43.15 37.67%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 L L B L B
43,0 5.0 320 340 3.60
87.0 m/z 87.15 28.50%
27.0 ‘
O\\‘\\H‘\Hm“{\H‘i1\‘\\‘\‘\1‘\“H\\H\lu‘uu‘uu‘\.u\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
T ‘/\\ L ‘ L ‘ T
3.20 3.40 3.60
5000 m/z 55.15 24.39%
430 550 87.0
S
0"WH_H‘:‘_‘H“M“"Hm“uHmwmwm‘mw
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #8502: 2-Methyl-5-hexen-3-ol A
73.0 3.20 3.40 3.60

m/z 41.15 14.44%

55.0
43.0
5000
27.0
O 15\.0 w““ \‘\‘\‘ | \‘

m/z--> 10 20 30 40 50 60 70 80 90 100 3.20 340 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BG@49657.D

Acqg On : 5 Aug 2021 20:03
Operator : CG/JU

Sample : M3162-05

Misc :

ALS vial : 17 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 3 Ethanol, 1-(2-butoxyethoxy)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.621 4.50 ng/ul 50434  Naphthalene-d8 10.862
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 83
3 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 78
4 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 74
5 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 64

Abundance Scan 1291 (10.621 min): BG049657.D\data.ms (-1284) (-  m/z 45.15 100.00%
4

1
5000
75.2 —— ch
‘ “1012 132.2 10.50 11.00
0 "‘_‘H“‘Mﬂﬂw‘lh_‘mﬂ‘m_‘w_m‘m m/z 57.15  92.66%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
5000 A b———
10.50 11.00
29.0 75.0 m/z 41.15  42.49%
100.0
O LI ‘ \H“\ \“‘H‘\ \MH‘\ \‘H\ T “\ L ‘ \].?HWZ'\C)‘ T \]\-‘63\.\0\
miz--> 20 40 60 80 100 120 140 160
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0 A
e Ly
10.50 11.00
5000 ITI/Z 75.15 21.25%
29.0 75.0
il 12 20
Ol e e
miz-> 20 40 60 80 100 120 140 160 /\A
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)- e —
57.0 10.50 11.00
m/z 87.15 18.06%
5000
29.0
75.0 m
MBS Y N - O | 4 |
m/z--> 20 40 60 80 100 120 140 160 10.50 11.00

SFAM-EPA-BGO80421.M Wed Aug 11 13:35:27 2021 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BG@49657.D

Acqg On : 5 Aug 2021 20:03
Operator : CG/JU

Sample : M3162-05

Misc :

ALS vial : 17 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 Hexanedioic acid, dioctyl e... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.801 13.28 ng/ul 253255 Chrysene-d12 21.724
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 87
2 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 83
3 Hexanedioic acid, dioctyl ester 370 C22H4204 000123-79-5 72
4 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 68
5 Hexanedioic acid, mono(2-ethylhe... 258 C14H2604 004337-65-9 68
Abundance Scan 3024 (20.801 min): BG049657.D\data.ms (-3018) (- m/z 129.15 100.00%
129.2
57.3
5000
‘ ‘ 20.50 21.00
241.3 : :
— p‘w L “\‘ | w“ A8 8L m/z 57.25 59.05%
mlz--> 50 100 150 200 250 300 350
Abundance #279246: Hexanedioic acid, dioctyl ester
129.0
57.0
5000 e oacpar
20.50 21.00
m/z 55.15  45.23%
241.0
0 \“\ ‘\“‘“\ 4 \‘h‘\ }L \H\ \“‘ T \19?9\ T \‘ T T [T T T T
miz--> 50 100 150 200 250 300 350
Abundance #279237: Hexanedioic acid, dioctyl ester
129.0
57.0 e o
20.50 21.00
5000 m/z 70.25 37.76%
241.0
0]'5 \‘\ i H‘u \L‘ u“\ ‘ u‘\ 1990 ‘ l 313.0 370.
A e L A s e e e b
miz--> 50 100 150 200 250 300 350
Abundance #279245: Hexanedioic acid, dioctyl ester T —
129.0 20.50 21.00
57.0 m/z 71.25 31.70%
5000
241.0
01'5' ‘h fiwn \h\ i ‘ u‘\ 199'0 ‘ | 313.0 370. @
A e B e A ooy oot
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\BG@80521\
Data File : BG@49657.D

Acqg On : 5 Aug 2021 20:03
Operator : CG/JU

Sample : M3162-05

Misc :

ALS vial : 17 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 1-Hexadecanesulfonyl chloride Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
21.354 2.61 ng/ul 49845  Chrysene-di12 21.724
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexadecanesulfonyl chloride 324 C16H33Cl02S 038775-38-1 68
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 60
3 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 55
4 n-Nonadecanol-1 284 C19H400 001454-84-8 55
5 1-Octadecanol 270 C18H380 000112-92-5 55

Abundance Scan 3118 (21.353 min): BG049657.D\data.ms (-3112) (-  m/z 57.20 100.00%

§7.2
5000
207.1

{ H;z | 282.0355.1 4631 21.00 21.50
ol Ry e m/z 43,15 97.72%
m/z--> 0 50 100150200 250300 350400450500550600650
Abundance #228815: 1-Hexadecanesulfonyl chloride
57.0
21. 00 21 50

m/z 71.15 75.51%

224.0
O ‘HJL‘\‘ WFTWH\]\‘A\l\\‘\H!Tl\‘\\ts\\()‘?\.\o\‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 0 50 100150200 250 300 350400450 500550600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0

|l

21.00 21.50
5000 m/z 55.15 71.90%
okl ( FF, )220 3690 648
e et et e e e
m/z--> 0 50 100 150200 250300 350400450500 550 600 650
Abundance #282680: Pentafluoropropionic acid, pentadecyl ester
57.0 21.00 21.50

m/z 41.15 69.01%

5000 AﬂN\
0 \‘M FOZlOO 356.0 MWW\V\ 0 f\NA\

m/z--> 0 50 100150200 250 300 350400450 500550600650 21. OO 5
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BG@49657.D

Acqg On : 5 Aug 2021 20:03
Operator : CG/JU

Sample : M3162-05

Misc :

ALS vial : 17 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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

24.044 5.87 ng/ul 122788 Perylene-d12 24.996
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Octacosane, 1-iodo- 520 C28H57I 1000406-32-2 86
3 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 80
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
5 Hexacosane 366 C26H54 000630-01-3 80

Abundance Scan 3576 (24.044 min): BG049657.D\data.ms (-3569) (-  m/z 57.25 100.00%

57.3
5000
Ao
24.00
2254 399‘
ol “h\ A H “‘wu”“w et 3RS s 7120 72.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0
5000
24.00
9.0 m/z 43.25 65.78%
Ostwd\ T “‘ \h‘\h“ \“‘ \]T\ { “\1\8\3\0’2\2\5\\0‘ T \2\9\6‘\0\ LA L
m/z--> 50 100 150 200 250 300 350 400
Abundance #340844: Octacosane, 1-iodo-
57.0
Pttt gy
24.00
5000 ITI/Z 85.15 58.25%
0 i L ‘h H “ \‘ ‘]‘.5‘5 ?197 0239 0281.0323.0 3930
i b
m/z--> 50 100 150 200 250 300 350 400
Abundance #176396: Nonadecane, 9-methyl-
57.0 24.00
m/z 55.25 34.69%
5000
140.0
o ALl gsozmsozero iy Pty
m/z--> 50 100 150 200 250 300 350 400 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80521\
Data File : BG@49657.D

Acqg On : 5 Aug 2021 20:03
Operator : CG/JU

Sample : M3162-05

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG080421.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 7 Tetracosane, 1l-iodo- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
26.165 2.33 ng/ul 48829  Perylene-di2 24.996
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Tetracosane, 1-iodo- 464 C24H491I 1000406-32-0 64
2 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 64

3 Tetracosane 338 C24H50 000646-31-1 64
4 Docosane, 1-iodo- 436 C22HA45I 1000406-31-9 64
5 Decane, 3-bromo- 220 C10H21Br 030571-71-2 59
Abundance Scan 3937 (26.165 min): BG049657.D\data.ms (-3929) (-  m/z 57.15 100.00%
57.1
5000
7.3
‘ ‘ ‘ 1412 2082 o811 342, 26.00 26.50
ol el e TR T gz 71015 77.49%
miz--> 50 100 150 200 250 300
Abundance #330025: Tetracosane, 1-iodo-
57.0
5000
26.00 26.50
99.0 m/z 85.25 56.55%
155.0
0 \“\ ‘\L T \“1‘ \‘”\ ‘L \“ T ‘\ \‘ "\ | \:‘L\gzc\‘) \2\3\9‘0\2\8\1\0‘ T \3:\33(‘]
miz--> 50 100 150 200 250 300
Abundance #152677: Sulfurous acid, butyl nonyl ester
57.0
gl B,
26.00 26.50
5000 m/z 43.25 43.07%
127.0
oLl by B0 a0
miz--> 50 100 150 200 250 300
Abundance #246483: Tetracosane VWNYWYWON‘ —
57.0 26.00 26.50
m/z 41.25 34.40%
5000
99.0
41.0
oLl 10 1830 o250 s
m/z--> 50 100 150 200 250 300 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 : BGO49657.D

Acqg On ¢ 5 Aug 2021 20:03
Operator : CG/JU

Sample : M3162-05

Misc :

ALS Vvial : 17 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 104461 1 8.042 158551 20.0
Butane, 2-metho... 3.155 9.9 ng/ul 78383 1 8.042 158551 20.0
Ethanol, 1-(2-b... 10.621 4.5 ng/ul 50434 2 10.862 224346 20.0
Hexanedioic aci... 20.801 13.3 ng/ul 253255 5 21.724 381403 20.0
1-Hexadecanesul... 21.354 2.6 ng/ul 49845 5 21.724 381403 20.0
(DEL) Alkane: S... 24.044 5.9 ng/ul 122788 6 24.996 418613 20.0
Tetracosane, 1-... 26.165 2.3 ng/ul 48829 6 24.996 418613 20.0
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