LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BGO49358.D

Acqg On : 15 Jul 2021 11:55
Operator : CG/JU

Sample : M2971-20

Misc :

ALS Vvial : 33 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: BGO49358.D

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

# min  scan scan scan TY height area % max. total
1 3.1e5 6 11 21 rBV3 35301 89185 6.48% 0.599%
2 3.187 22 25 33 rVvB3 25804 47011 3.42% 0.316%
3 3.457 67 71 77 rBV4 8275 13500 0.98% 0.091%
4 3.880 139 143 157 rBV 120359 240604 17.48% 1.615%
5 4.215 197 200 202 rBvV2 2161 2411 0.18% 0.016%
6 4.856 307 309 315 rVB4 1685 2755 0.20% ©0.018%
7 5.085 345 348 349 rBV 2110 2057 0.15% 0.014%
8 6.988 668 672 675 rVB2 1258 1960 0.14% 0.013%
9 7.217 704 711 722 rBV 219218 385268 27.99% 2.586%
10 7.382 731 739 750 rBV 126706 227769 16.55% 1.529%
11  7.594 769 775 787 rVB 190931 342537 24.89%  2.299%
12 8.064 847 855 862 rBV 129537 221588 16.10% 1.487%
13 8.769 968 975 989 rBV 282639 503386 36.57% 3.379%
14  9.233 1046 1054 1063 rVB 217088 394736 28.68% 2.650%
15 9.391 1076 1081 1085 rBV2 1725 2781 0.20% 0.019%

16 9.955 1170 1177 1188 rVB 207611 375248 27.26%
17 10.502 1262 1270 1280 rBV 282077 519527 37.75%
18 10.643 1288 1294 1301 rBV3 40895 73822  5.36%
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19 10.884 1328 1335 1343 rBV 171997 305711 22.21% 052%
20 11.019 1350 1358 1367 rBV 236241 447389 32.51% 003%
21 12.464 1600 1604 1610 rVB3 4722 7404 0.54%  0.050%
22 13.069 1702 1707 1711 rVB 1857 3458 0.25% 0.023%
23 13.316 1744 1749 1754 rVB2 2852 4810 0.35% 0.032%
24 14.109 1874 1884 1894 rBV 555901 822463 59.76% 5.521%
25 14.356 1918 1926 1927 rBV4 3159 5293 0.38% 0.036%

26 14.403 1927 1934 1942 rVB 571938 898374 65.27%
27 14.709 1979 1986 1993 rBV 269651 424293 30.83%
28 14.903 2013 2019 2031 rBV2 230554 392544 28.52%
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29 15.120 2053 2056 2059 rBV3 1625 2160 0.16% 014%
30 15.502 2115 2121 2125 rBV3 1913 3104 0.23% 021%
31 15.549 2125 2129 2133 rVWV3 2792 2909 0.21% 020%

32 15.702 2148 2155 2165 rVB 736483 1109427 80.61%
33 15.813 2168 2174 2188 rVV 234148 373916 27.17%
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34 15.937 2192 2195 2201 rVB5 8519 14292 1.04% 0967%
35 16.407 2272 2275 2280 rVW4 1881 2710  0.20% 018%
36 16.483 2283 2288 2292 rVB2 7934 11954 ©0.87% ©0.080%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BGO49358.D

Acqg On : 15 Jul 2021 11:55
Operator : CG/JU

Sample : M2971-20

Misc :

ALS Vvial : 33 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 16.565 2297 2302 2303 rBV3 1354 1905 0.14% 0.013%
38 16.683 2316 2322 2325 rBV4 4011 7266 ©.53% 0.049%
39 16.842 2343 2349 2353 rBV3 5268 8704 0.63% 0.058%
40 16.912 2357 2361 2362 rBV2 3118 3009 0.22% 0.020%
41 16.983 2369 2373 2376 rVB4 2603 3691 0.27% 0.025%
42 17.147 2399 2401 2404 rBV2 2115 2792 0.20% 0.019%
43 17.194 2404 2409 2414 rVW2 10785 17742 1.29% 0.119%
44 17.270 2420 2422 2425 rVB2 2286 2022 0.15% 0.014%
45 17.458 2446 2454 2461 rBV 352689 528007 38.36% 3.544%
46 17.558 2461 2471 2483 rVB 800125 1223853 88.92%  8.215%
47 17.723 2496 2499 2500 rBV2 2170 1961 0.14% 0.013%
48 17.834 2516 2518 2521 rVB3 2770 2528 0.18% 0.017%
49 17.987 2543 2544 2549 rBV5 1852 2487 0.18% 0.017%
50 18.058 2554 2556 2560 rV4 1651 2382 0.17% 0.016%
51 18.116 2564 2566 2569 rVB3 6109 5349 ©.39% 0.036%
52 18.340 2599 2604 2611 rBV2 28589 44369 3.22% 0.298%
53 18.457 2621 2624 2625 rVB2 2326 2136 0.16% 0.014%
54 18.510 2631 2633 2639 rVB5 2477 2841 0.21% 0.019%
55 18.833 2685 2688 2691 rBV2 2261 3627 0.26% 0.024%
56 18.910 2698 2701 2706 rBV7 3553 5197 ©.38% 0.035%
57 19.062 2724 2727 2728 rBV 2364 2282 0.17% 0.015%
58 19.080 2728 2730 2732 rBV3 2020 2111 0.15% 0.014%
59 19.145 2739 2741 2745 rBV3 3303 3085 0.22% 0.021%
60 19.192 2746 2749 2753 rVB6 3355 5550 ©.40% 0.037%
61 19.250 2758 2759 2761 rBV2 2740 2637 0.19% 0.018%
62 19.409 2782 2786 2790 rBV4 9445 14900 1.08% ©0.100%
63 19.480 2794 2798 2805 rVB2 10942 19121 1.39% 0.128%
64 19.609 2816 2820 2824 rBV5 8958 12457 ©.91% ©0.084%
65 19.726 2838 2840 2843 rBV4 2312 2040 0.15% 0.014%
66 19.844 2854 2860 2867 rVB 971911 1361513 98.92%  9.140%
67 20.003 2885 2887 2890 rVB3 2501 2009 0.15% 0.013%
68 20.337 2942 2944 2945 rBV 5104 4053 0.29% 0.027%
69 20.743 3011 3013 3018 rVB4 13497 15629 1.14% 0.105%
70 20.813 3022 3025 3030 rVV 39032 47413 3.44% 0.318%
71 21.366 3115 3119 3126 rBV3 62977 106014 7.70% ©.712%
72 21.742 3177 3183 3191 rVB 340118 557257 40.49%  3.741%
73 22.552 3317 3321 3328 rBV6 24929 44100 3.20% 0.296%
74 23.616 3498 3502 3510 rVB7 17813 34726 2.52% ©0.233%
75 24.086 3576 3582 3586 rBV3 34073 69606 5.06% ©.467%

76 24.145 3587 3592 3600 rVB4 55498 123798 8.99% 0.831%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BGO49358.D

Acqg On : 15 Jul 2021 11:55
Operator : CG/JU

Sample : M2971-20

Misc :

ALS Vvial : 33 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 24.809 3694 3705 3722 rVB2 470712 1376338 100.00%  9.239%
78 24.967 3730 3732 3733 rBV 4442 3090 0.22% 0.021%
79 25.032 3733 3743 3756 rVV2 207062 639974 46.50%  4.296%
80 25.584 3831 3837 3848 rVB9 34586 101509 7.38% 0.681%

81 26.219 3937 3945 3955 rVB7 29322 93478 6.79% 0.627%

82 26.348 3959 3967 3972 rBV1o 32228 98751 7.17% 0.663%

83 28.099 4264 4265 4268 rVB2 5368 3242 0.24% 0.022%
Sum of corrected areas: 14896907
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BGO49358.D

Acq On : 15 Jul 2021 11:55
Operator : CG/JU

Sample : M2971-20

Misc :

ALS vial : 33 Sample Multiplier: 1

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

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

Abundance TIC: BG049358.D

800000

600000

400000

8.769 10.502
7.217 9.233 9955 11.019
200000 7.594 10.884
3.880 .38 8.064
.64
03}9@;157 4215  4.858085 6.98 .391 I 12.464
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG049358.D
19.844
800000 17.558
15.702
600000 14.144-403
400000 17.458 21.742
14.709
4.903 15.813
200000

3
3.060316 U4.J5L36 5.1206 .937 1 66a)8BEsAREHAH) -:w HRAST26 0(20-332%97 5

S N A = ——
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 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG049358.D
800000
600000
24.809
400000
5.032
200000

i

25R84 26201348 28.099

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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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\

Library Search Compound Report

Data File : BG@49358.D

Acq On : 15 Jul 2021 11:55
Operator : CG/JU

Sample : M2971-20

Misc :

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.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: Cyclic3.1e

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
3100 .05 ng/ul §9185  1,4-Dichlorobenzene-d4  8.064
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cyclohexane 84 cem2 000110-82-7 86

2 Cyclohexane 84 C6H12 000110-82-7 80
3 Cyclohexane 84 C6H12 000110-82-7 80
4 Cyclohexane 84 C6H12 000110-82-7 78
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 72
Abundance  Scan 11 (3.105 min): BG049358.D\data.ms (-6) (-) m/z 56.20 100.00%
56.2
84.0
5000
Rama e A RERRE
183.9 3.103.203.303.403.50
ol el el PP m/z 41.20 57.83%
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #1645: Cyclohexane
56.0
84.0
5000 ‘\\\\‘\\\\‘\\\\‘\\\\‘/\VA\\\
27.0 3.103.203.303.403.50
‘ m/z 84.05 56.85%
O\‘\\\\‘\‘“\\ ‘\‘\\\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #1646: Cyclohexane
56.0
84.0 R R ARARREREERRRES
3.103.203.303.403.50
5000 m/z 55.10 45.29%
204
0 w\\H‘ﬂw\iHN‘MW\ww\H‘\H\‘H\\M\\w\\m‘\m
miz--> 0 20 40 60 80 100 120 140 160 180
Abundance #1644: Cyclohexane RaaaaE R E
56.0 3.103.203.303.403.50
84.0 m/z 39.10 31.09%
5000
27.0
m/z--> 0O 20 40 60 80 100 120 140 160 180 3.103.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO71421\
Data File : BG@49358.D

Acq On : 15 Jul 2021 11:55

Operator : CG/JU

Sample : M2971-20

Misc

ALS vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
: 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.
3.190 4.24 ng/ul 47011 1,4-Dichlorobenzene-d4 8.064
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 56
2 2,5-Dimethyl-4-hydroxy-3-hexanone 144 C8H1602 000815-77-0 28
3 1,2-Dimethoxy-2-methylpropan-1-a... 133 C6H15NO2 1000445-17-2 25
4 2-Hexanol, acetate 144 C8H1602 005953-49-1 10
5 (3S)-3-Pyrrolidinol 87 C4HOSNO 100243-39-8 9
Abundance  Scan 25 (3.187 min): BG049358.D\data.ms (-22) (-) m/z 73.15 100.00%
73.2
43.1
5000
320 340 360
220.5
ol M P05 hsz 4315 el.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 \\\\\\‘\\\\\A\
43.0 320 340 3.60
m/z 55.10 39.64%
O \\\‘\mh\“‘\\\\‘\\\\‘\‘\%\0‘]-\\()\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #24198: 2,5-Dimethyl-4-hydroxy-3-hexanone
73.0
et
43.0 320 340 3.60
5000 m/z 87.20 26.19%
omwwﬁmwmﬁﬁawwwmwmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16815: 1,2-Dimethoxy-2-methylpropan-1-amine — “‘ S R
73.0 3 20 340 3.60
71.15 12.43%
5000 43.0
o0l ), 1020 1330
rr e e e e ““ R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BGO49358.D

Acq On : 15 Jul 2021 11:55
Operator : CG/JU

Sample : M2971-20

Misc :

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.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, 2-(2-butoxyethoxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.640 4.83 ng/ul 73822  Naphthalene-d8 10.884
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
3 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 83
4 Propanoic acid, 2-hydroxy-, 2-me... 146 C7H1403 000585-24-0 64
5 4-Octanone, 5-hydroxy-3,6-dimethyl- 172 C10H2002 062759-47-1 59

Abundance Scan 1294 (10.643 min): BG049358.D\data.ms (-1288) (-  m/z 45.20 100.00%

45.2
5000
| H ‘ | 75"2 ‘ 100.2 132.1 10 50 ll 00
Ob el e T m/z 57.20 74.02%
miz--> 20 40 60 80 100 120 140
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 ! ‘
29.0 10.50 11.00
75.0 m/z 41.10  38.94%
O L ‘ \‘H“\‘ T “‘H‘\ f‘! ‘HHV \‘1“1 ‘ \“1‘ \l\o"o‘\o\l\]_\s‘o\l\\?’\z\o‘ L
miz-> 20 40 60 80 100 120 140
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
A 4 ‘ T T T
10.50 11.00
5000 44.10  16.66%
41.0
75.0
100.0
ol Fﬁ? Bl MM Ay 160320
miz-> 40 60 80 100 120 140
Abundance #38398: Ethanol, 2-(2-butoxyethoxy)-
45.0 10.50 11.00
m/z 75.20 16.21%
5000 290
‘ 75.0
100.0
oL 130 \‘ MH‘ \‘\\m \M“ 1N 132.0 . ‘/\‘

m/z--> 20 40 60 80 100 120 140 10.50 11.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\

Library Search Compound Report

Data File : BG@49358.D

Acq On : 15 Jul 2021 11:55
Operator : CG/JU

Sample : M2971-20

Misc :

ALS vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.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 4 Oxalic acid, isobutyl octad... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.370  3.80 ng/ul  1eeels Chrysene-diz 21.742
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, isobutyl octadecyl ... 398 C24H4604 1000309-38-3 87

2 Oxalic acid, isobutyl heptadecyl... 384 C23H4404

3 Heptafluorobutyric acid, n-octad... 466 C22H37F702
4 Hexacosyl propyl ether 424 C29H600

5 Pentafluoropropionic acid, hepta... 402 C20H35F502

1000309-38-2 87
000400-57-7 81
1000406-28-4 81
959218-78-1 81

Abundance Scan 3119 (21.366 min): BG049358.D\data.ms (-3115) (- m/z 57.20 100.00%

57.2
5000
11.2
— —
21.00 21.50
2082 .
ol ik “ w” w“‘”‘ o\ S zgﬁ 13?53 e mM/z 43,15 94.75%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #301027: Oxalic acid, isobutyl octadecyl ester
57.0
5000 o ——
21.00 21.50
m/z 55.15 93.60%
2970
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #290944: Oxalic acid, isobutyl heptadecyl ester
57.0
T —T
2100 21.50
1o
ol bty 2200 4
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #330472: Heptafluorobutyric acid, n-octadecyl ester Ww”“"/““ ‘
57.0 2100 2150
m/z 83.20 56.21%
5000 11.0
252.0
0 ‘ w‘h me,u‘?9?9”_””‘?“‘?“ e AT
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BGO49358.D

Acq On : 15 Jul 2021 11:55
Operator : CG/JU

Sample : M2971-20

Misc :

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.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 Nonadecane, 1-chloro- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
24.090 2.18 ng/ul 69606 Perylene-d12 25.032
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane, 1-chloro- 302 C19H39Cl1 062016-76-6 86
2 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 80
3 Hentriacontane 437 C31H64 000630-04-6 80
4 Hexatriacontane 507 C36H74 000630-06-8 80
5 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 80

Abundance Scan 3582 (24.086 min): BG049358.D\data.ms (-3576) (- m/z 57.20 100.00%

57.2
5000
13.1 ‘24‘00‘ |
169 4 283.1 429.3 '
ol “}‘\\\JMH\ 2B ey m/z 43.15 67.82%
mlz--> 50 100 150 200 250 300 350 400
Abundance #202271: Nonadecane, 1-chloro-
57.0
5000 e ;
24.00
m/z 71.20 59.97%
5.0
O \“\ ‘\“ ”‘ \ \“‘\\““\"\‘}‘6\1\0\ \2‘]\_7\ \()\ ‘ TT \3\0“2\0\\ T ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #284588: Sulfurous acid, butyl heptadecy! ester
57.0
] ALY
24.00
5000 ITI/Z 85.20 31.18%
11.0
oLl aem0 290000
m/z--> 50 100 150 200 250 300 350 400
Abundance #320590: Hentriacontane
57.0 24.00
m/z 41.10 30.58%
5000
0 A h‘ ‘\ ) ‘11690 225.0  309.0 365.0 436.
e "‘H""H““H“‘H““w““_““ ——
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\BG071421\
Data File : BGO49358.D

Acq On : 15 Jul 2021 11:55
Operator : CG/JU

Sample : M2971-20

Misc :

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.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.
24.140 3.87 ng/ul 123798  Perylene-d12 25.032
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Octadecene, (E)- 252 C18H36 007206-19-1 95
2 5-Octadecene, (E)- 252 C18H36 007206-21-5 91
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
4 1-Heneicosyl formate 340 C22H4402 077899-03-7 86
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 83

Abundance Scan 3592 (24.145 min): BG049358.D\data.ms (-3587) (- m/z 55.20 100.00%

55,2
5000 97.2
C o
139.3 207.2 282.0 24.00 24.50
o! “H"u\”\ Hm\\h nh‘ il \\ e L - m/z 57.15 96.41%
miz--> 50 100 150 200 250 300
Abundance #138525: 3-Octadecene, (E)-
69.0
> 200 2450
29.0 11.0 : 0o
m/z 43.15 90.96%
0 \“\ ‘1‘ ““\ ‘H ‘H “‘ “‘ \ \1540\ \1\96‘0\ T \2\5“2\0\ L ——
miz-> 50 15 200 250 300
Abundance #138523: 5-Octadecene, (E)-
55.0
P e
24.00 24.50
5000 m/z 69.20 77.92%
ozflM 11 M\ A ; | 1390 1810 220
miz-> 50 100 150 200 250 300
Abundance #292190: Trichloroacetic acid, hexadecyl ester Dol Py
43.0 24 00 24.50
83.0 m/z 83.20 69.42%
5000
| 1
ol AL AL, e
m/z--> 50 100 150 200 250 300 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BGO49358.D

Acq On : 15 Jul 2021 11:55
Operator : CG/JU

Sample : M2971-20

Misc :

ALS vial : 33

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

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

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

Concentration Rank 6

Peak Number 7 Oxirane, hexadecyl-

R.T. EstConc Area Relative to ISTD R.T.
25.580 3.17 ng/ul 101509 Perylene-d12 25.032
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 80
2 Hexadecane, 1,1-bis(dodecyloxy)- 595 C40H8202 056554-64-4 58
3 Dodecane, 6-cyclohexyl- 252 C18H36 013151-86-5 52
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 52
5 Eicosane, 9-cyclohexyl- 364 C26H52 004443-61-2 49

Abundance Scan 3837 (25.584 min): BG049358.D\data.ms (-3831) (- m/z 57.10 100.00%
1.1
5000
11.2 207.2 L — T
‘ ‘ ‘ 3083 3910 25.50
oL H‘H‘khu”ﬂ S e m/z 55.20 90.76%
mlz--> 50 100 150 200 250 300 350 400
Abundance #158578: Oxirane, hexadecyl-
82.0
5000 WMWW : :
25.50
29. m/z 43.20 67.74%
O‘ M“h]f.“‘l\“\‘\\119\4;0\\2\5‘()\0\\\‘\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #346339: Hexadecane, 1,1-bis(dodecyloxy)-
43.0
R \
25.50
5000 m/z 96.15 56.38%
AIeE 19802220 a0 4080
miz--> 50 100 150 200 250 300 350 400
Abundance #138530: Dodecane, 6-cyclohexyl-
57.0 25.50
m/z 82.20 55.44%
5000
11.0
\ 168.0
m/z--> 50 100 150 200 250 300 350 400 25.50

SFAM-EPA-BGO70921.M Mon Jul 19 13:52:56 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BGO49358.D

Acq On : 15 Jul 2021 11:55
Operator : CG/JU

Sample : M2971-20

Misc :

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.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 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
26.220 2.92 ng/ul 93478  Perylene-d12 25.032
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 52
2 2-Bromotetradecane 276 C14H29Br 074036-95-6 52
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 52
4 Nonadecane 268 C19H40 000629-92-5 52
5 Nonadecane 268 C19H40 000629-92-5 52
Abundance Scan 3945 (26.219 min): BG049358.D\data.ms (-3937) (- m/z 57.20 100.00%
571.2
5000 WJ\j\\/V
s —
112 169.3207.2 2676 3411 26.00 26.50
0 "‘M“‘wWWAMMJWN‘ML“”NNJ“Q‘M“““‘J}M m/z 71.20 70.50%
mlz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000
26.00 26.50
9.0 m/z 43.20 70.01%
01\5\0‘\ “‘\ “U‘ \‘“‘\ h“ \“‘ \%\41‘1‘?\ :!\-8\3\0‘ \22\5\0\ T \29\6‘(\) L
miz--> 50 100 150 200 250 300 350
Abundance #168307: 2-Bromotetradecane
57.0
— —
26.00 26.50
5000 m/z 85.20 56.98%
9.0
41.0 197.0
miz--> 50 100 150 200 250 300 350
Abundance #211086: Tridecane, 1-iodo-
57.0 26.00 26.50
m/z 55.15 37.80%
) M/\Mw
9.0 183.0
ol Lo TT L woo gy U
m/z--> 50 100 150 200 250 300 350 26.00 26.50

SFAM-EPA-BGO70921.M Mon Jul 19 13:52:57 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG071421\
Data File : BGO49358.D

Acq On : 15 Jul 2021 11:55
Operator : CG/JU

Sample : M2971-20

Misc :

ALS vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

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

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

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

Concentration Rank 7

Peak Number 9 Carbonic acid, octadecyl 2,...

R.T. EstConc Area Relative to ISTD R.T.
26.350 3.09 ng/ul 98751  Perylene-d12 25.032
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Carbonic acid, octadecyl 2,2,2-t... 444 C21H39C1303 1000314-56-3 93

2 n-Tetracosanol-1 354 C24H500 000506-51-4 90

3 Heptacosyl trifluoroacetate 492 C29H55F302 1000351-75-8 87
4 Tricosyl pentafluoropropionate 486 C26H47F502 1000351-81-0 87
5 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 87

Abundance Scan 3967 (26.348 min): BG049358.D\data.ms (-3959) (-  m/z 43.15 100.00%

43.1
97.2
5000
103.1 00 2650
| } 284.1 340.9 476. 26.00 26.50
ol L by Ly T T wyz 57.15 94.83%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #323545: Carbonic acid, octadecyl 2,2,2-trichloroethyl es
83.
5000 e o
26.00 26.50
m/z 55.20 94.48%
29. “ % 195.0 2520
O \HT“T“f“\\f‘fH”‘L‘“\“\\‘\H“\\‘\\y‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #264236: n-Tetracosanol-1
57.0
it —r
26.00 26.50
5000 1.0 m/z 97.15  77.00%
ol Ll L peT02220 3080
miz--> 50 100 150 200 250 300 350 400 450
Abundance #336638: Heptacosyl trifluoroacetate
57.0 26.00 26.50
m/z 83.15 68.55%
5000 11.0
ok | W | 02220 280 3500 230474
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\BG071421\
Data File : BGO49358.D

Acqg On : 15 Jul 2021 11:55
Operator : CG/JU

Sample : M2971-20

Misc :

ALS Vvial : 33 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.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... 3.100 8.1 ng/ul 89185 1 8.064 221588 20.0
Butane, 2-metho... 3.190 4.2 ng/ul 47011 1 8.064 221588 20.0
Ethanol, 2-(2-b... 10.640 4.8 ng/ul 73822 2 10.884 305711 20.0
Oxalic acid, is... 21.370 3.8 ng/ul 106014 5 21.742 557257 20.0
Nonadecane, 1-c... 24.090 2.2 ng/ul 69606 6 25.032 639974 20.0
(DEL) Alkane: S... 24.140 3.9 ng/ul 123798 6 25.032 639974 20.0
Oxirane, hexade... 25.580 3.2 ng/ul 101509 6 25.032 639974 20.0
(DEL) Alkane: S... 26.220 2.9 ng/ul 93478 6 25.032 639974 20.0
Carbonic acid, ... 26.350 3.1 ng/ul 98751 6 25.032 639974 20.0
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