LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@63021\
Data File : BM@30752.D

Acqg On : 01 Jul 2021 20:31
Operator : CG/JU

Sample : M2825-02

Misc :

ALS Vvial : 55 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@62221.M
Title : SVOA CALIBRATION

Signal : TIC: BM@30752.D

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

# min  scan scan scan TY height area % max. total
1 3.264 27 30 42 rvB 22571 31406 1.70% ©.153%
2 3.558 77 80 87 rBV 10408 20091 1.09% 0.098%
3 3.681 98 101 126 rBV 155398 332207 18.00% 1.618%
4 3,987 150 153 159 rVB2 6419 9908 0.54% 0.048%
5 4.934 310 314 318 rBv4 3722 5446 ©.30% 0.027%
6 6.787 625 629 631 rBV5 4628 6645 0.36% 0.032%
7 6.940 646 655 668 rBV 357827 579378 31.39% 2.821%
8 7.110 677 684 700 rVB 264052 428310 23.20%  2.086%
9 7.304 710 717 729 rBV 358680 582879 31.58% 2.839%
10 7.404 729 734 747 rBV 18405 48797 2.64% 0.238%
11 7.775 789 797 804 rBV 296663 482398 26.14%  2.349%
12 7.840 804 808 814 rVB2 6538 10432 0.57% 0.051%
13  8.475 909 916 928 rBV 406693 667984 36.19%  3.253%
14 8.928 986 993 1002 rBV 316266 521678 28.26%  2.540%
15 9.046 1010 1013 1016 rBV3 2393 3578 ©0.19% 0.017%

16 9.340 1057 1063 1070 rVB6 2077 4598  0.25%
17 9.646 1109 1115 1128 rBV 246081 412636 22.36%
18 10.181 1199 1206 1222 rBV 373515 653261 35.39%
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19 10.387 1235 1241 1248 rBV4 4945 11749 0.64% 057%
20 10.557 1262 1270 1278 rBV 379296 631932 34.24% 077%
21 10.698 1286 1294 1313 rBV 315062 610607 33.08% 2.974%
22 11.398 1408 1413 1416 rBVS5 1317 2645 0.14% 0.013%
23 11.822 1482 1485 1492 rVB7 1729 3942 0.21% 0.019%
24 12.104 1525 1533 1534 rBV6 1312 2709 0.15% 0.013%
25 12.151 1536 1541 1547 rVB2 5064 7931 0.43% 0.039%
26 12.763 1641 1645 1648 rBVS5 1709 2491 0.13% 0.012%
27 13.010 1681 1687 1692 rBV6 2773 4784 0.26% 0.023%
28 13.234 1719 1725 1727 rBV5 1783 3189 0.17% 0.016%
29 13.298 1730 1736 1741 rVV2 94789 148310 8.04% 0.722%
30 13.351 1741 1745 1754 rVB6 4176 10796 ©.58% 0.053%

31 13.810 1817 1823 1828 rBV 576879 849061 46.00%

4.
32 13.863 1828 1832 1843 rVB 268488 389589 21.11% 1.897%
33 14.051 1860 1864 1865 rBvV2 5430 5446 ©0.30% 0.027%
34 14.092 1865 1871 1881 rVB 723010 1054023 57.10% 5.133%
35 14.304 1902 1907 1912 rVB6 1814 3392 0.18% 0.017%

36 14.404 1917 1924 1931 rVWW 499027 743890 40.30% 3.623%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@63021\
Data File : BM@30752.D

Acqg On : 01 Jul 2021 20:31
Operator : CG/JU

Sample : M2825-02

Misc :

ALS Vvial : 55 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-BM062221.M
Title : SVOA CALIBRATION
37 14.463 1931 1934 1943 rVB2 7345 11045 0.60% 0.054%
38 14.610 1952 1959 1980 rBV 141863 334666 18.13% 1.630%
39 14.992 2022 2024 2028 rVWV5 2304 3222 0.17% 0.016%
40 15.039 2028 2032 2035 rVB5 2128 2478 0.13% 0.012%
41 15.204 2055 2060 2063 rBV2 2417 4268 ©.23% 0.021%
42 15.245 2066 2067 2074 rVB6 3240 4318 0.23% 0.021%
43 15.310 2074 2078 2080 rBv4 2633 3200 0.17% 0.016%
44 15.392 2083 2092 2106 rBV 894723 1302294 70.55% 6.342%
45 15.516 2108 2113 2123 rBV 190873 296162 16.05% 1.442%
46 15.639 2128 2134 2137 rVWV2 8929 12612 0.68% 0.061%
47 15.739 2148 2151 2156 rBv4 3993 6731 0.36% 0.033%
48 15.863 2168 2172 2174 rBv4 2164 2701 0.15% 0.013%
49 15.939 2183 2185 2191 rBV6 1595 3442 0.19% 0.017%
50 16.075 2203 2208 2212 rVW5 1664 2784 0.15% 0.014%
51 16.110 2212 2214 2219 rW5 3381 5219 ©0.28% 0.025%
52 16.175 2222 2225 2228 rVB3 4516 4861 0.26% 0.024%
53 16.280 2240 2243 2250 rBV6 2626 4021 0.22% 0.020%
54 16.380 2254 2260 2264 rBV2 8244 12094 0.66% ©0.059%
55 16.716 2311 2317 2319 rBV4 2207 3142 0.17% 0.015%
56 16.880 2342 2345 2346 rBV3 3016 2868 0.16% 0.014%
57 16.898 2346 2348 2351 rVB3 2051 2275 0.12% 0.011%
58 17.016 2365 2368 2371 rVB4 2169 2516 0.14% 0.012%
59 17.139 2383 2389 2396 rBV 557224 773372 41.90%  3.766%
60 17.239 2399 2406 2418 rBV2 894776 1305080 70.71% 6.355%
61 17.439 2435 2440 2444 rBV9 2984 5080 ©0.28% 0.025%
62 17.521 2448 2454 2461 rBV9 6085 14289 0.77% 0.070%
63 17.633 2471 2473 2476 rBV4 2086 1975 0.11% 0.010%
64 17.863 2508 2512 2514 rVB3 2344 2094 0.11% 0.010%
65 17.916 2517 2521 2522 rBV3 3031 4234  0.23% 0.021%
66 18.033 2535 2541 2546 rBV 77821 117078 6.34% 0.570%
67 18.216 2567 2572 2576 rVB3 7869 13407 ©.73% ©.065%
68 18.468 2610 2615 2623 rBV 55161 91804 4.97% 0.447%
69 18.757 2662 2664 2667 rBV4 2920 3173  0.17% 0.015%
70 18.798 2667 2671 2675 rVB 14533 18208 ©.99% ©0.089%
71 18.998 2702 2705 2709 rVB4 10842 13048 ©.71% ©0.064%
72 19.163 2730 2733 2736 rBV2 10637 12491 0.68% 0.061%
73 19.251 2744 2748 2753 rVB3 15793 20997 1.14% 0.102%
74 19.31@ 2755 2758 2763 rBV5 14009 20189 1.09% ©0.098%
75 19.415 2774 2776 2781 rVB4 7831 9187 0.50% 0.045%

76 19.527 2789 2795 2805 rBV 1126638 1496059 81.05% 7.286%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@63021\
Data File : BM@30752.D

Acqg On : 01 Jul 2021 20:31
Operator : CG/JU

Sample : M2825-02

Misc :

ALS Vvial : 55 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-BM062221.M
Title : SVOA CALIBRATION

77 19.974 2867 2871 2874 rBV3 14563 19700 1.07% ©.096%
78 20.521 2959 2964 2970 rBV 1093565 1154530 62.55% 5.622%
79 21.021 3044 3049 3053 rBV 149092 202983 11.00%  ©.988%
80 21.309 3093 3098 3105 rBV 683104 893887 48.43% 4.353%
81 21.909 3196 3200 3209 rVB2 101843 142801 7.74% ©.695%
82 23.415 3449 3456 3469 rBV 955650 1845786 100.00%  8.989%

83 23.556 3474 3480 3492 rVB2 539956 1038246 56.25% 5.056%

Sum of corrected areas: 20534735
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@63021\
Data File : BM@30752.D

Acq On : 01 Jul 2021 20:31
Operator : CG/JU

Sample : M2825-02

Misc :

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM062221.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM030752.D
1000000
800000
600000
8.475
400000 6.9407.304 10.18110.557
7775 8.928 0.698
7.11 9.646
200000 3.681
OEG‘B.SS 3.987 4.934 6.78 404 7/840 .048.340 0.38 11.39811.8
T T T ‘ T T T T ‘ T T T T ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ’ T T T T ’ T T T T ‘ T T LI ‘ T T T T ‘ T T T T ‘ LI T T ‘ T T T
Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 900 950 10.00 1050 11.00 11.50
Abundance TIC: BM030752.D
19.527 20.52
1000000
15.392 17.239
800000 14.092
600000 13.810 17.139
14.404
400000
13/863
15.516
200000 L3708 4610
: 18.033 18 46
oL 221 12.763am3851 |14, h 4&% SERADEB06 h@s 216 &mm@ 1074
\‘\\\\‘\\\\‘\\'\\’\\\\j\\T\‘\\\\‘\\f\‘\\\\T’\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T
Time-> 12.00 12,50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BM030752.D
23.4415
1000000
800000 21.309 23.556
600000
400000
21.909
21.021
2oooooJ’)
0 T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ’ T T T T ’ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
Time--> 21.00 21.50 22.00 22.50 23.00 2350 24.00 2450 2500 2550 26.00 2650 27.00 27.50 28.00 2850 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@63021\
Data File : BM@30752.D

Acq On : 01 Jul 2021 20:31
Operator : CG/JU

Sample : M2825-02

Misc :

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM062221.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.400 2.02 ng/ul 48797 1,4-Dichlorobenzene-d4 7.775

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 78
2 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 78
3 Diethyl carbitol 162 C8H1803 000112-36-7 78
4 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 50
5 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 50
Abundance Scan 734 (7.404 min): BM030752.D\data.ms (-729) (-) m/z 45.10 100.00%
45.1
A

7.00 7.20 7.40 7.60 7.80
\\\\“\‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\.\ ITIZ 59.00 30.57%

miz--> 50 100 150 200 250
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
45.0

e e
L |7h9 10401340 281.(

5000 ‘uu‘uu‘uu‘uu
7.00 7.20 7.40 7.60 7.80
m/z 72.00 17.21%
1\5‘ ‘\oh‘\ \“ T 1‘ 7%\0 \195\.0\13\5\'0‘ B B B B B
Mize> 50 100 150 200 250
Abundance #44468: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]-
45.0
S Y
700720740760780
89.0
so) | | | Tuso
Miz-> 50 100 150 200 250
Abundance #32644: Diethyl carbitol e ﬂ [
45.0 7.00 7.20 7.40 7.60 7.80

m/z 43.00 15.72%

5000
150, | || e

m/z--> 50 100 150 200 250 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@63021\
Data File : BM@30752.D

Acq On : 01 Jul 2021 20:31
Operator : CG/JU

Sample : M2825-02

Misc :

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM062221.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.300 3.99 ng/ul 148310  Acenaphthene-die 14.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 90
2 Pyridine, 2-butyl-, 1-oxide 151 CS9H13NO 031396-32-4 59
3 Metacetamol 151 C8HINO2 000621-42-1 58
4 Acetaminophen 151 C8H9NO2 000103-90-2 53
5 2,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 50

Abundance Scan 1736 (13.298 min): BM030752.D\data.ms (-1730) (-  m/z 42.95 100.00%

43.0
109.1
5000 151.1
69‘ 0 13.00 13.50
\\\‘\\\\"\‘\‘\H\“\“\‘\\HM\\‘\H\’\“\H‘\‘\‘\\\\‘\\}\‘\\\\‘\\\\2‘(\)\8\%‘ m/z 169 19 .99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000
13 00 13 50
69.0 m/z 151.05 39.12%
\]-\5\ 9\ \‘\ \"‘ “\‘\“\‘H‘ \“\“\ \H“ \‘\‘\H\ ’ \ \H‘\‘\ ‘ T \ \ ‘ TT 1 T ‘ T \‘\ T ‘]\.\9\2\?\ TTT ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24972: Pyridine, 2-butyl-, 1-oxide
109.0
13.00 13.50
5000 151.0 m/z 41.00 %
20 790,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24779: Metacetamol
109.0 13.00 13.50
m/z 69.00 .80%
5000 151.0
43.0
80.0
‘1‘5"‘0“”“,”1“‘m“‘wm,m‘u‘m“HMHHWHWH‘ — —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@63021\
Data File : BM@30752.D

Acq On : 01 Jul 2021 20:31
Operator : CG/JU

Sample : M2825-02

Misc :

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM062221.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.030 3.03 ng/ul 117078  Phenanthrene-die 17.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
5 Pentadecanoic acid 242 C15H3002 001002-84-2 76

Abundance Scan 2541 (18.033 min): BM030752.D\data.ms (-2535) (- m/z 73.00 100.00%
43.0 73.0

5000

—

18.00
m/z 60.00 92.13%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #107549: n-Hexadecanoic acid
60.0

5000 129.0 ‘18‘00‘ \
97.0
1 N
Ll U‘ H | HH\ Dl

m/z 43.05 85.61%
ARERRRARN HH‘HH‘HH‘HH‘\H\‘HH‘HH‘H\\‘HH‘HH‘HH‘H

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #107548: n-Hexadecanoic acid
43.0 73.0

%

18.00
5000 256.0 m/z 57.05 75.20%

129.0
157 0185 0

H\H\ b e

213.0

o3

%

m/z--> 20 40 6 80 100120140160180200220240260280
Abundance #72646: Tridecanoic acid
43.0 73.0 18.00
' m/z 55.00 71.20%
5000
129.0
101.0
Ll s -
m/z--> 20 40 60 80 100120140160180200220240260280 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@63021\
Data File : BM@30752.D

Acq On : 01 Jul 2021 20:31
Operator : CG/JU

Sample : M2825-02

Misc :

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM062221.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 1,3-Benzenediol, monobenzoate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
18.470 2.37 ng/ul 91804  Phenanthrene-d10 17.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Benzenediol, monobenzoate 214 C13H1003 000136-36-7 90
2 1,3-Benzenediol, monobenzoate 214 C13H1003 000136-36-7 83
3 Benzenebutanoic acid, .gamma.-ox... 192 C11H1203 025333-24-8 64
4 Benzenepentanoic acid, .delta.-oxo- 192 C11H1203 001501-05-9 64
5 Benzoic acid, phenyl ester 198 C13H1002 000093-99-2 59

Abundance Scan 2615 (18.468 min): BM030752.D\data.ms (-2610) (-  m/z 105.00 100.00%
105.0
5000
=
S0 214.0 _ 18.50
et b 2990 L769  28L1 nyz 77.00  44.07%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #72578: 1,3-Benzenediol, monobenzoate
105.0
5000 T
18.50
510 214.0 m/z 50.95  14.50%
]\-ﬁ-‘()\‘\\\“‘\\w\’\\H“‘HH"\H‘H\\‘\.H\‘\H\’\\H‘\H‘\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #72579: 1,3-Benzenediol, monobenzoate
105.0
18.50
5000 m/z 214.00 8.45%
510 | 1350 214.0
T e R e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #54269: Benzenebutanoic acid, .gamma.-oxo-, methyl es A ! .
105.0 18.50
m/z 106.00 7.08%
5000
51.0
L ‘ ‘ Il gl ‘ 1610 192.0
e e e e e e e e e e P
m/z--> 20 40 60 80 100120140160180200220240260280 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@63021\
Data File : BM@30752.D

Acq On : 01 Jul 2021 20:31

Operator : CG/JU

Sample : M2825-02

Misc :

ALS Vvial : 55 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

: Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM062221.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

Peak Number

R.T. EstConc Area Relative to ISTD R.T.
20.520 25.83 ng/ul 1154530 Chrysene-d12 21.309
Hit# of 5 Tentative ID MW MolForm CASH# Qual

5 Hexanedioic acid, bis(2-eth...

Concentration Rank 1

1 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204
2 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204
3 Diisooctyl adipate
4 Hexanedioic acid, dioctyl ester 370 C22H4204
5 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204

370 C22H4204

000103-23-1 91
000103-23-1 87
001330-86-5 87
000123-79-5 87
000103-23-1 86

Abundance Scan 2964 (20.521 min): BM030752.D\data.ms (-2959) (-  m/z 129.00 100.00%

129.0
57.0
5000
‘ 20.50 |
241.2 X
- ‘ L1 hh | ‘h‘ J 199124129810 3571 . 5705 s8.71%
miz--> 100 150 200 250 300 350
Abundance #196965. Hexanedioic acid, bis(2-ethylhexyl) ester
129.0
/
5000 —L :
57.0 20.50
m/z 55.10 41.86%
L \ H \h‘\ }‘ \‘\ \“‘ T \1\9‘9 \0\2\4\‘].’0‘\ L \3‘]-\3\()\ T ‘ T
m/z--> 100 150 200 250 300 350
Abundance #196974. Hexanedioic acid, bis(2-ethylhexyl) ester
129.0
—L I
20.50
5000 ITI/Z 70.10 36.06%
57.0
241.0
b L 190070 ssg am
m/z--> 5 100 150 200 250 300 350
Abundance #196853: Diisooctyl adipate e {
129.0 20.50
m/z 71.05 33.21%
57.0
5000
241.0
“‘ L] 1990 | | 313.0 370. /
““ “““‘ e —
m/z--> 100 150 200 250 300 350 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@63021\

Data File : BM@30752.D

Acq On : 01 Jul 2021 20:31
Operator : CG/JU

Sample : M2825-02

Misc :

ALS Vvial : 55 Sample Multiplier:

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM062221.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 6 Trichloroacetic acid, hexad... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

21.620  4.54 ng/ul 202983 Chryseme-dl2 21.309
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Trichloroacetic acid, hexadecyl ...

2 n-Tetracosanol-1
3 Cyclotetracosane
4 1-Docosene

5 Heptafluorobutyric acid, n-octad...

386 C18H33C1302
354 C24H5e0

336 C24H48

308 C22H44

466 C22H37F702

074339-54-1 94
000506-51-4 94
000297-03-0 94
001599-67-3 93
000400-57-7 91

Abundance Scan 3049 (21.021 min): BM030752.D\data.ms (-3044) (- m/z 57.05 100.00%

57.0
7.0
5000
— - ‘
| 207.0 282 0 21.00
Y LI ‘Hw ok SES8289 /7 43.05  92.50%
m/z--> 50 100 150 200 250 300 350
Abundance #205392: Trichloroacetic acid, hexadecyl ester
43.0
5000 ‘ J\T'T ‘
21.00
250 m/z 55.05 87.87%
V_JJF‘M \‘H\“h ‘H\‘h\ ‘\‘ ‘“\ T \19?(\)\ L B B
m/z--> 50 100 150 2000 250 300 350
Abundance #186968: n-Tetracosanol-1
57.0 97.0
N ‘
21.00
5000 ITI/Z 83.05 76.97%
lgm Ll L H \H‘ % \‘\ il 1810 2220 2640 3080
el gL T
m/z--> 50 100 150 200 250 300 350 AA\
Abundance #174179: Cyclotetracosane — T
43.0 21.00
m/z 69.05 68.47%
5000
250
| \\ \‘ | , 167.0 2100 250.0 293.0 336.0
gy i “““‘ — ‘ ‘ e =
m/z--> 50 100 150 200 250 300 350 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@63021\
Data File : BM@30752.D

Acq On : 01 Jul 2021 20:31

Operator : CG/JU

Sample : M2825-02

Misc

ALS Vvial : 55 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM062221.M
: 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 Trifluoroacetoxy hexadecane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.910 3.20 ng/ul 142801  Chrysene-d12 21.309
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 1-Heneicosanol 312 C21H440 015594-90-8 94
5 n-Nonadecanol-1 284 C19H400 001454-84-8 91

Abundance Scan 3200 (21.909 min): BM030752.D\data.ms (-3196) (-  m/z 55.05 100.00%

321 . .
5000
208.0 T
281.0 22.00
341.0
_— ‘m“‘ m“ R82 ‘ b b 202 sz 57.10 93.26%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
5000 U
11.0 22.00
m/z 43.05 92.34%
\‘\ ﬂ H I ‘\ , . 196.0 269.0 320.0

H‘H‘ \\‘\\T‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

m/z--> 50 100 150 200 250 300 350 400

%

Abundance #186968: n-Tetracosanol-1
57.0
22.00
5000 1110 m/z 83.05 87.59%
670 2220 3080
m/z--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcohol —7
83.0 22.00
m/z 97.05 81.74%
5000
il 1l
LT eeo  zso0
m/z--> 50 100 150 200 250 300 350 400 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@63021\
Data File : BM@30752.D

Acqg On : 01 Jul 2021 20:31
Operator : CG/JU

Sample : M2825-02

Misc :

ALS Vvial : 55 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SFAM-EPA-BM062221.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|
Ethanol, 2-(2-e... 7.400 2.0 ng/ul 48797 1 7.775 482398 20.0
2,4,7,9-Tetrame... 13.300 4.0 ng/ul 148310 3 14.404 743890 20.0
n-Hexadecanoic ... 18.030 3.0 ng/ul 117078 4 17.139 773372 20.0
1,3-Benzenediol... 18.470 2.4 ng/ul 91804 4 17.139 773372 20.0
Hexanedioic aci... 20.520 25.8 ng/ul 1154530 5 21.309 893887 20.0
Trichloroacetic... 21.020 4.5 ng/ul 202983 5 21.309 893887 20.0
Trifluoroacetox... 21.910 3.2 ng/ul 142801 5 21.309 893887 20.0
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