LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33935.D

Acqg On : 01 Feb 2022 12:35
Operator : CG/JU

Sample : N1273-12

Misc :

ALS vial : 5 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_M\Methods\SFAM-EPA-BM@13122.M
Title : SVOA CALIBRATION

Signal : TIC: BM@33935.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.290 7 9 13 rVB 24551 26372 0.94% 0.098%
2 3.325 13 15 19 rvVB2 10075 10206 0.36% 0.038%
3 3.725 80 83 97 rBV 59288 104171 3.72% 0.387%
4 4.060 137 140 144 rVB 6578 7658 0.27% 0.028%
5 4.601 225 232 244 rVB 1278854 1925488 68.71% 7.146%
6 5.007 298 301 306 rVB 5075 7562 0.27% 0.028%
7 7.084 646 654 665 rBV3 140520 249109 8.89% 0.925%
8 7.248 676 682 693 rVB 414908 661065 23.59% 2.454%
9 7.454 711 717 728 rVB 449030 695200 24.81% 2.580%
10 7.554 732 734 739 rVW4 2488 3030 0.11% 0.011%
11  7.925 791 797 804 rBV 153085 248379 8.86% 0.922%
12 7.995 804 809 815 rvB2 8172 12977 0.46% 0.048%
13 8.636 911 918 928 rBV 356388 566356 20.21% 2.102%
14 8.754 935 938 942 rVB4 3309 4814 0.17% 0.018%
15 9.089 988 995 1004 rBV 560630 901055 32.16% 3.344%
16 9.219 1011 1017 1022 rBv2 17011 29073 1.04% 0.108%
17 9.272 1024 1026 1030 rVB4 3980 4267 ©0.15% 0.016%
18 9.542 1062 1072 1078 rBV 64277 101178 3.61% 0.376%
19 9.819 1110 1119 1130 rBV 444100 752128 26.84% 2.791%
20 10.354 1204 1210 1223 rBV 607311 1042030 37.19% 3.867%
21 10.519 1232 1238 1250 rBV 47261 87957 3.14% 0.326%
22 10.683 1263 1266 1269 rBV2 3149 3837 0.14% 0.014%
23 10.742 1269 1276 1283 rVB 214984 368283 13.14% 1.367%
24 10.813 1283 1288 1291 rBV4 3376 4744 0.17% 0.018%
25 10.872 1291 1298 1318 rBV 550994 954907 34.08%  3.544%
26 11.471 1397 1400 1403 rBVv4 2632 3232 0.12% 0.012%
27 12.036 1491 1496 1502 rVB 29058 40963 1.46% 0.152%
28 12.177 1515 1520 1522 rBV4 2912 4439 0.16% 0.016%
29 12.213 1522 1526 1530 rVVv4 2558 4635 0.17% 0.017%
30 12.266 1533 1535 1538 rvv3 2964 3933  0.14% 0.015%
31 12.330 1541 1546 1553 rVB 11172 18477 0.66% 0.069%
32 13.118 1677 1680 1685 rVB4 2082 2832 0.10% 0.011%
33 13.183 1688 1691 1697 rBV5 4248 7114 0.25% 0.026%
34 13.401 1723 1728 1733 rVV2 12539 19008 0.68% 0.071%
35 13.471 1737 1740 1745 rVV4 2944 4492 0.16% 0.017%
36 13.542 1747 1752 1755 rBV4 1999 2984 0.11% 0.011%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33935.D

Acqg On : 01 Feb 2022 12:35
Operator : CG/JU

Sample : N1273-12

Misc :

ALS vial : 5 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_M\Methods\SFAM-EPA-BM@13122.M
Title : SVOA CALIBRATION
37 13.977 1819 1826 1831 rBV 1309292 1813182 64.71% 6.730%
38 14.218 1862 1867 1868 rBV2 12492 15491 ©0.55% 0.057%
39 14.260 1868 1874 1884 rVB 1480777 2066850 73.76% 7.671%
40 14.471 1906 1910 1915 rVB2 8785 11566 0.41% 0.043%
41 14.565 1919 1926 1936 rVB 346781 505348 18.03% 1.876%
42 14.754 1953 1958 1978 rBv2 52982 133276 4.76% 0.495%
43 15.154 2022 2026 2029 rBV4 2871 3632 0.13% 0.013%
44 15.201 2029 2034 2039 rVB3 7125 10606 0.38% 0.039%
45 15.371 2057 2063 2067 rBV5 6220 10778 ©0.38% 0.040%
46 15.418 2067 2071 2077 rVB4 9098 11474 0.41% 0.043%
47 15.554 2087 2094 2107 rBV 1784559 2583463 92.19%  9.588%
48 15.665 2107 2113 2129 rVV 616393 826242 29.49%  3.067%
49 15.795 2131 2135 2139 rWv2 9914 15083 0.54% 0.056%
50 15.912 2153 2155 2159 rBV3 2447 2891 0.10% 0.011%
51 15.965 2161 2164 2167 rvv3 4589 5917 0.21% 0.022%
52 16.001 2167 2170 2174 rVB4 6345 7784 0.28% 0.029%
53 16.036 2174 2176 2180 rVB4 2193 2961 0.11% 0.011%
54 16.106 2183 2188 2194 rBV9 3667 9187 ©.33% 0.034%
55 16.230 2206 2209 2213 rvvs 5661 7961 0.28% 0.030%
56 16.277 2213 2217 2219 rW4 9052 11850 0.42% 0.044%
57 16.301 2219 2221 2224 rVWv2 4429 6046 0.22% 0.022%
58 16.336 2224 2227 2231 rVB5 4406 5870 0.21% 0.022%
59 16.448 2242 2246 2250 rBV6 6658 10455 0.37% 0.039%
60 16.612 2270 2274 2279 rBV6 4037 7280 0.26% 0.027%
61 16.777 2300 2302 2304 rBV3 3768 4431 0.16% 0.016%
62 16.812 2304 2308 2311 rVV2 9583 12909 0.46% 0.048%
63 16.848 2311 2314 2319 rWV5 2161 3248 0.12% 0.012%
64 16.906 2319 2324 2327 rVV4 2334 3746 0.13% 0.014%
65 17.024 2340 2344 2346 rBV4 2529 3812 0.14% 0.014%
66 17.065 2347 2351 2357 rVVv4 10388 16612 ©0.59% 0.062%
67 17.118 2357 2360 2365 rVB5 7102 9910 ©.35% 0.037%
68 17.224 2374 2378 2382 rVB6 5632 7135 0.25% 0.026%
69 17.301 2385 2391 2399 rBV 394456 565009 20.16% 2.097%

70 17.401 2401 2408 2422 rBV 2015948 2747995 98.07% 10.199%

71 17.612 2439 2444 2445 rBV5 3233 4879 0.17% ©0.018%
72 17.689 2450 2457 2462 rBV1e 7168 16944 0.60% 0.063%
73 17.806 2474 2477 2480 rVB4 4650 4866 0.17% 0.018%
74 17.877 2486 2489 2493 rVB3 8059 10340 ©.37% ©0.038%
75 17.977 2501 2506 2510 rBV 55884 68569 2.45%  ©.254%
76 18.089 2523 2525 2529 rBV4 2060 3197 0.11% 0.012%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33935.D

Acqg On : 01 Feb 2022 12:35
Operator : CG/JU

Sample : N1273-12

Misc :

ALS vial : 5 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_M\Methods\SFAM-EPA-BM@13122.M
Title : SVOA CALIBRATION

77 18.195 2539 2543 2550 rBV3 36613 53508 1.91% 0.199%
78 18.459 2584 2588 2590 rBV5 3052 3654 0.13% 0.014%
79 18.495 2590 2594 2596 rBV5 5322 7680 0.27% 0.029%
80 18.818 2646 2649 2654 rVB3 10586 13174 0.47% 0.049%
81 19.053 2685 2689 2696 rBvV9 12256 27275 0.97% 0.101%
82 19.142 2702 2704 2705 rBV2 6854 5308 0.19% 0.020%
83 19.253 2719 2723 2727 rBV2 22892 34403 1.23% 0.128%
84 19.324 2731 2735 2738 rBV 18517 25447 0.91% 0.094%
85 19.471 2756 2760 2763 rBV6 14460 20948 0.75% 0.078%
86 19.606 2779 2783 2787 rBV3 45914 55499 1.98% 0.206%
87 19.683 2790 2796 2807 rBV 2068541 2802189 100.00% 10.400%
88 21.177 3047 3050 3054 rBV5 42997 58116 2.07% 0.216%
89 21.465 3094 3099 3108 rBV 351423 508747 18.16% 1.888%
90 22.353 3247 3250 3257 rVB2 152392 187810 6.70% 0.697%
91 23.700 3472 3479 3486 rBvV2 1175102 2255300 80.48% 8.370%

92 23.853 3500 3505 3514 rVB2 216384 431875 15.41% 1.603%

Sum of corrected areas: 26943683
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33935.D

Acqg On : 01 Feb 2022 12:35
Operator : CG/JU

Sample ¢ N1273-12

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM033935.D\data.ms

2000000

1500000

4.601
1000000
9.089 10354 14872
500000 54 9.819
7'2184 8.636
3.725 708 7925 o
O@S 1254060 5.007 )]l 7554 7995 754 2542 O:Eﬁi 3 11471
\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\

Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10. 50 11.00 11.50
Abundance TIC: BM033935.D\data.ms

2000000 17.401 19.683

15.554
1500000 14.260
13.977
1000000
15.665
500000 H
14.565 17.301
0 1331183M342 £,£&34 BV 5 PR T MJBE i““, ; e
e R R R e e e e e e

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18. 50 19.00 19.50 20.00 20.50
Abundance TIC: BM033935.D\data.ms

2000000

1500000 23.700

1000000

500000 853

0\ T ‘ L ‘ L ‘ L ’ T T ’ T T ‘ L ‘ L ‘ L ‘ L ‘ T T ‘ L ‘ L ‘ L ‘ L ‘ T T ‘ L ‘ L
Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

SFAM-EPA-BM013122.M Wed Feb ©2 13:28:58 2022 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33935.D

Acqg On : 01 Feb 2022 12:35
Operator : CG/JU

Sample ¢ N1273-12

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Hexanoic acid, 2-ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.219 2.34 ng/ul 29073 1,4-Dichlorobenzene-d4 7.931

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 72
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 64
3 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 59
4 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 53
5 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 53

Abundance Scan 1017 (9.219 min): BM033935.D\data.ms (-1011) (-) m/z 73.10 100.00%

73.1
5000 4Lo
571 A

REERE S RSN R
‘ 10‘1'0 8.80 9.00 9.20 9.40 9.60
\

“““M e m/z 88.10 68.56%

m/z--> 20 80 100 120 140
Abundance #24093. Hexanoic acid, 2-ethyl-
73.0
5000

41.0 57.0 8.80 9.00 9.20 9.40 9.60
101.0 m/z 41.05  36.47%

T \1\9‘.0\ H T ‘i“\‘ T T \“\‘\ T “ T “ T \1\117‘0\ T \1‘4\4.\0\
miz> 20 40 60 80 100 120 140
Abundance #24099: Hexanoic acid, 2-ethyl-
73.0

8.80 9.00 9.20 9.40 9.60

o

o

5000 m/z 57.10 29.35%
57.0
41.0 ‘ 116.0
89.0
ool el 0L L

m/z--> 20 80 100 120 140
Abundance #24098.Hexanok:add,Z«nhyL \“‘w“‘w“‘w“‘w“

73.0 8.80 9.00 9.20 9.40 9.60

m/z 55.10  26.92%

5000 410 o5 4

‘ 101.0

0 180“ L ‘ | 1M7o 144.0
T “““““““““““ O IREEEEE A B A S

m/z--> 20 40 60 80 100 120 140 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33935.D

Acqg On : 01 Feb 2022 12:35

Operator : CG/JU

Sample ¢ N1273-12

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM013122.M
: SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Cyclopentasiloxane, decamet... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
9.542 5.49 ng/ul 101178 Naphthalene-d8 10.742
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentasiloxane, decamethyl- 370 C10H3005Si5 000541-02-6 90
2 Bamethan, 2TMS derivative 353 C18H35N02Si2  0©40629-66-1 38
3 2,4-Dihydroxybenzaldehyde, 2TMS ... 282 C13H2203Si2 033617-38-8 38
4 2,5-Dihydroxybenzaldehyde, 2TMS ... 282 C13H2203Si2 056114-69-3 38
5 N-(Trifluoroacetyl)-N,0,0',0"'"-t... 553 C22H42F3N04Si4 1000072-26-7 38

Abundance Scan 1072 (9.542 min): BM033935.D\data.ms (-1062) (-) m/z 73.10 100.00%
73.1
267.1
5000 355.1
B —
193.0 .
ok 3380 UL L wperte e
mlz--> 50 100 150 200 250 300 350
Abundance #278394: Cyclopentasiloxane, decamethyl-
73.0
5000 355.0 T
267.0 9.50
m/z 355.10 40.11%
0L280, | 111015401930 | 309.0 |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #262436: Bamethan, 2TMS derivative
267.0
S \
9.50
m/z 268.00 17.13%
5000 3.0 /
0 300 | 130.0 1930 338.0
T I e e A B B e AR ARER S
miz-> 50 100 150 200 250 300 350
Abundance #175321: 2,4-Dihydroxybenzaldehyde, 2TMS derivative b ‘
267.0 9.50
m/z 356.20 15.70%
5000
73.0
126.0 195.0
ol e e —L
m/z--> 50 100 150 200 250 300 350 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33935.D

Acqg On : 01 Feb 2022 12:35
Operator : CG/JU

Sample ¢ N1273-12

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.519 4.78 ng/ul 87957 Naphthalene-d8 10.742
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 90
4 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 78
5 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64

Abundance Scan 1238 (10.519 min): BM033935.D\data.ms (-1232) - m/z 57.10 100.00%
57.1

5000
87.1 1050 ‘
10.50
ob— WM» ‘J‘“u““‘ Sk 20m 28y 45.10 99.41%
miz--> 50 100 150 200 250
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 e A

10.50
m/z 41.10 40.94%

27,0 87.
S R
miz--> 50 100 150 200 250
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
L
N B

10.50
5000 ITI/Z 75.10 23.31%
27,0 87.0
O
O o LA e e e e T T
miz--> 50 100 150 200 250
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)- ‘ ‘j\‘ ‘
57.0 10.50
m/z 56.10 16.71%
5000
27,0 ‘810
Y A — LTS
miz--> 50 100 150 200 250 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33935.D

Acqg On : 01 Feb 2022 12:35
Operator : CG/JU

Sample ¢ N1273-12

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Cyclohexasiloxane, dodecame... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.036 2.22 ng/ul 40963 Naphthalene-d8 10.742
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexasiloxane, dodecamethyl- 444 C12H3606Si6 000540-97-6 90
2 Cyclohexasiloxane, dodecamethyl- 444 C12H3606Si6 000540-97-6 78
3 Cyclohexasiloxane, dodecamethyl- 444 C12H3606Si6 000540-97-6 50
4 4-Amino-1,2-benzenediol, 0,0',N-... 341 C15H31NO2Si3  1000493-87-4 40

5 [(6-Ethoxy-1,3-benzothiazol-2-yl... 341 C14H19NO3S2Si 1000477-11-8 38

Abundance Scan 1496 (12.036 min): BM033935.D\data.ms (-1491) - m/z 73.10 100.00%
1

73.
5000 341.1
e 207.0 429.2 12.00 |
" 267.0 .
ob b mH‘w‘\””pmu_“h ““_m_m m/z 341.10  44.76%
mlz--> 50 100 150 200 250 300 350 400
Abundance #323439: Cyclohexasiloxane, dodecamethyl-
73.0
429.C o
147.0 m/z 147.05 21.44%
O \2\7\0\“ l\ \‘\ T ‘ T \“ T \2\O‘Zl\o\ T ‘2\7\1-\.0\‘ T \‘“\ \h“ L ‘ T !“\
m/z--> 50 100 150 200 250 300 350 400
Abundance #323438: Cyclohexasiloxane, dodecamethyl-
73.0
341.0 A
—th 4
12.00
5000 429C myz 325,10 17.31%
147.0
207.0 267.0 ‘ ‘ h
[ RSESESTPEFES USSP VNSNS L 04 S N VMMM
miz--> 50 100 150 200 250 300 350 400
Abundance #323437: Cyclohexasiloxane, dodecamethyl- Coh ‘
73.0 12.00
m/z 342.10 16.17%
5000 429.¢
341.0
7.0
o150, | | 2070 2670 || \L
e S e o —h
m/z--> 50 100 150 200 250 300 350 400 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33935.D

Acqg On : 01 Feb 2022 12:35

Operator : CG/JU

Sample ¢ N1273-12

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM013122.M
: SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Hexadecanoic acid, methyl e... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
17.977 2.43 ng/ul 68569  Phenanthrene-die 17.301
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 96
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 96
4 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 96
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 96

Abundance Scan 2506 (17.977 min): BM033935.D\data.ms (-2501) (-

m/z 74.10 100.00%

74.1
5000
43.1
143.1 Talon
\ \‘M \111 ‘ 1852 erz 2101 0 9
ol bl L L e Ly ST m/z 87.1@ 77.50%
miz--> 50 100 150 200 250
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 i
43.0 18.00
143.0 m/z 43.10  33.26%
‘ ISR \ 1850 2270 2700
O T T T T ‘ T “ \‘H L \‘\ ‘\ T ‘ \ \‘ \‘\ “ T T ‘\ T ‘ T \ T T
miz--> 50 100 150 200 250
Abundance #161209: Hexadecanoic acid, methyl ester
74.0
—r—
18.00
5000 m/z 55.10 31.60%
43.0
143.0 270.0
ol Mo quo /T gss0 2HE )
miz-> 50 100 150 200 250
Abundance #161238: Pentadecanoic acid, 14-methyl-, methyl ester T
74.0 18.00
m/z 41.10 28.43%
5000 43.0 270.0
143.0 227.0
11.0 ‘ 185.0 ‘
OH\\‘ U ‘u‘\\\ u\‘u ‘M‘\h e ‘\‘\‘\‘ " \‘\““‘ —
miz--> 100 150 200 250 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33935.D

Acqg On : 01 Feb 2022 12:35
Operator : CG/JU

Sample ¢ N1273-12

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Butyl citrate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.606 2.18 ng/ul 55499  Chrysene-d12 21.465
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butyl citrate 360 C18H3207 000077-94-1 80
2 Adipic acid, butyl 3-hexyl ester 286 C16H3004 1000353-62-3 64
3 Adipic acid, butyl 2-methylpent-... 286 C1l6H3004 1010353-55-8 64
4 Adipic acid, isobutyl trans-2-me... 298 C17H3004 1000324-74-5 50
5 Adipic acid, butyl 3-pentyl ester 272 C15H2804 1000324-60-5 50
Abundance Scan 2783 (19.606 min): BM033935.D\data.ms (-2779) (- m/z 185.10 100.00%
185.1
129.0
5000
57.0 I Ao
R A
259.1
‘ “ ‘ ‘ | ‘ 3551 429 19.50 20.00
ol bbbl b b e e S e m/z 129,00 74.92%
mlz--> 50 100 150 200 250 300 350 400
Abundance #269580: Butyl citrate
185.0
129.0
5000 e U
19.50 20.00
41.0 259.0 m/z 57.05 26.27%
0 \‘\‘\“““\\\5‘\“\‘\ ‘\"“\\\\‘\\\\‘L\\\‘\\\\3‘6\]-\.0\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #181295: Adipic acid, butyl 3-hexyl ester
129.0
185.0
—— —
19.50 20.00
5000 m/z 41.10 25.07%
43.0
obekbsbdp A
miz--> 50 100 150 200 250 300 350 400
Abundance  #181417: Adipic acid, butyl 2-methylpent-3-yl ester —— —
129.0 185.0 19.50 20.00
m/z 73.10 14.95%
w MMM
85.0
41, ‘ ‘
obd b b A e — ——
m/z--> 50 100 150 200 250 300 350 400 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33935.D

Acqg On : 01 Feb 2022 12:35
Operator : CG/JU

Sample ¢ N1273-12

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 (DEL) Alkane: Cyclic21.177 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.177 2.28 ng/ul 58116 Chrysene-di12 21.465
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cycloeicosane 280 C20H40 000296-56-0 86
2 1-Heptacosanol 396 C27H560 002004-39-9 76
3 Nonacos-1-ene 406 C29H58 018835-35-3 76
4 n-Tetracosanol-1 354 C24H500 000506-51-4 76
5 1-Hexacosanol 382 C26H540 000506-52-5 76

Abundance Scan 3050 (21.177 min): BM033935.D\data.ms (-3047) - m/z 57.10 100.00%

57.1
5000 207.1
11.1
e &
‘

2‘6? ‘? 327.0 429.1 21.00 21.50

ob—H ‘H‘“”HMHMW‘Ju“ ko SET m/z 43.10 88.50%
miz--> 50 100 150 200 250 300 350 400 450

Abundance #173728: Cycloeicosane

]
13:1
o

5000
21.00 21.50

111.0 m/z 69.10  73.77%

|

\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\r\‘\\\\‘\\\\‘\\\\‘\\\\

“ i J\ J\ 168.0 224.0 280 0

1

Ll
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #299848: 1-Heptacosanol
57.0
vl M N
k1o 21.00 21.50
5000 ’ ITI/Z 97.05 72.82%
0 “m | ‘ “ I \\‘1\\167.0 222.0 278.0 378.0
P A e e T e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #306022: Nonacos-1-ene
57.0 21.00 21.50
m/z 55.10 72.36%
5000 111.0
| “ ‘ 167.0 406.0
om‘u"HMWHWH‘HHWHWHWH_M Skl —
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_M\Data\BM@20122\
Data File : BM@33935.D

Acqg On : 01 Feb 2022 12:35
Operator : CG/JU

Sample ¢ N1273-12

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM013122.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 1,4-Benzenedicarboxylic aci... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

22.353  7.38 ng/ul 187816 Chrysene-di2 21.465

Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 72
-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 64
-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 58
ephthalic acid, 2-ethylhexyl ... 390 C24H3804 1000324-00-5 53
-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 47

Eo e I R S

Abundance Scan 3250 (22.353 min): BM033935.D\data.ms (-3247) - m/z 70.10 100.00%

70.1
149.0
261.1
5000
207.1 — oy
’ ‘ ‘ H ‘ 2431 4172 22.00 22.50
ol bl b 4l L Lk e m/z 149.00  76.65%
mlz--> 50 100 150 200 250 300 350 400
Abundance #295782: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
149.0
5000 2506 22%6
261.0 . :
m/z 261.15 61.56%
OZQJ” \2\0‘4\.(\)\\‘ \‘\\‘\\\\.‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #295785: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
261.0
149.0 T L
70.0 22.00 22.50
5000 m/z 112.10  49.89%
0 “LﬂquJHLJ‘;~H29+9“‘ 12050 3610
miz--> 50 100 150 200 250 300 350 400
Abundance #295779: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl) P ey
70.0 22.00 22.50
261.0 %
149.0 m/z 57.05 44.06%
5000
o LU | 2030 | jaoso sero S b
m/z--> 50 100 150 200 250 300 350 400 22.00 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33935.D

Acqg On : 01 Feb 2022 12:35
Operator : CG/JU

Sample ¢ N1273-12

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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|
Hexanoic acid, ... 9.219 2.3 ng/ul 29073 1 7.931 248379 20.0
Cyclopentasilox... 9.542 5.5 ng/ul 101178 2 10.742 368283 20.0
Ethanol, 2-(2-b... 10.519 4.8 ng/ul 87957 2 10.742 368283 20.0
Cyclohexasiloxa... 12.036 2.2 ng/ul 40963 2 10.742 368283 20.0
Hexadecanoic ac... 17.977 2.4 ng/ul 68569 4 17.301 565009 20.0
Butyl citrate 19.606 2.2 ng/ul 55499 5 21.465 508747 20.0
(DEL) Alkane: C... 21.177 2.3 ng/ul 58116 5 21.465 508747 20.0
1,4-Benzenedica... 22.353 7.4 ng/ul 187810 5 21.465 508747 20.0
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