LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80924\
Data File : BM@47107.D

Acqg On : 09 Aug 2024 05:31
Operator : RC/JU

Sample : P3434-07

Misc :

ALS Vvial : 24 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-BM080224.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@47107.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.016 18 22 28 rBV 59277 76116 1.55% ©.115%
2 3.275 63 66 69 rBv 108091 133053 2.70% 0.201%
3  3.310 69 72 84 rW 75595 135386 2.75% 0.204%
4  3.405 84 88 100 rVV 757583 1072904 21.81% 1.617%
5 3.499 100 104 111 rVB 184421 230819 4.69% 0.348%
6 3.704 134 139 145 rVB 27433 38920 0.79% 0.059%
7 4.363 246 251 259 rBV2 20215 39936 0.81% 0.060%
8 4.499 269 274 277 rBv2 21058 30793 0.63% 0.046%
9 4.675 300 304 315 rBV 83922 128314 2.61% 0.193%
106 5.075 364 372 376 rBV2 60935 110820 2.25% 0.167%
11 5.528 444 449 456 rVB2 33227 54797 1.11% 0.083%
12 6.093 540 545 553 rVB2 27856 47187 0.96% 0.071%
13 6.593 623 630 641 rVB 1032464 1604562 32.61% 2.419%
14 6.745 650 656 666 rVB 799096 1191848 24.22% 1.796%
15 6.928 681 687 699 rVB 1034025 1554762 31.60% 2.343%
16 7.028 699 704 711 rBV 52966 80647 1.64% 0.122%
17 7.387 756 765 772 rBV 918722 1407259 28.60% 2.121%
18 7.481 776 781 788 rVB5 18882 37651 0.77% 0.057%
19 7.892 846 851 857 rBVS5 21927 36104 0.73% 0.054%
20 8.010 862 871 877 rBV 231863 423427 8.61% ©.638%
21 8.104 881 887 896 rBV 1184428 1847537 37.55% 2.785%
22 8.481 946 951 954 rBV2 37308 56567 1.15% 0.085%
23 8.528 954 959 967 rw 949208 1524351 30.98% 2.298%
24 8.610 967 973 981 rVV 2129108 3030476 61.60% 4.568%
25 9.116 1049 1059 1065 rBV 119948 194555  3.95%  0.293%
26 9.239 1074 1080 1087 rBvV 812344 1291792 26.26% 1.947%
27  9.428 1107 1112 1119 rBV2 28688 61503 1.25% ©.093%
28 9.781 1161 1172 1182 rBV 1245510 2074998 42.18% 3.128%
29 10.139 1224 1233 1240 rBV 1219848 1967626 39.99% 2.966%
30 10.292 1248 1259 1265 rBV 748589 1282955 26.08% 1.934%
31 10.345 1265 1268 1283 rVB 56758 123412 2.51% 0.186%
32 10.716 1325 1331 1336 rBv2 44025 69869 1.42% 0.105%
33 10.898 1355 1362 1372 rBV 184086 346515 7.04% 0.522%
34 11.316 1427 1433 1439 rBV2 80925 128288 2.61% 0.193%
35 11.598 1475 1481 1486 rBV2 29292 45827 0.93% 0.069%
36 11.675 1489 1494 1499 rVV2 24604 41883 0.85% 0.063%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80924\
Data File : BM@47107.D

Acqg On : 09 Aug 2024 05:31
Operator : RC/JU

Sample : P3434-07

Misc :

ALS Vvial : 24 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-BM080224.MA.M
Title : SVOA CALIBRATION
37 11.739 1499 1505 1512 rVB2 27470 47386 0.96% 0.071%
38 12.492 1627 1633 1636 rBV3 29557 53862 1.09% 0.081%
39 12.527 1636 1639 1644 rVWV5 37429 55499 1.13% 0.084%
40 12.757 1673 1678 1682 rBV7 27287 45156 0.92% 0.068%
41 12.939 1701 1709 1713 rVV4 24840 49756 1.01% ©0.075%
42 12.986 1713 1717 1719 rVWV 17157 25322 0.51% 0.038%
43 13.016 1719 1722 1727 rVB 38012 51684 1.05% 0.078%
44 13.074 1727 1732 1737 rBV6 16584 29692 0.60% 0.045%
45 13.151 174 1745 1754 rBV5 63351 118436 2.41% 0.179%
46 13.469 1792 1799 1804 rVV 2026771 2784162 56.59% 4.197%
47 13.504 1804 1805 1809 rVV 96694 76672 1.56% 0.116%
48 13.727 1836 1843 1854 rBV 2324164 3424368 69.60% 5.162%
49 13.892 1863 1871 1878 rVB3 46619 75118 1.53% 0.113%
50 14.039 1888 1896 1904 rBV 1823745 2627283 53.40% 3.960%
51 14.286 1931 1938 1952 rBV 845732 1468957 29.86% 2.214%
52 14.427 1957 1962 1970 rVV3 51285 94142 1.91% 0.142%
53 14.874 2035 2038 2045 rBV4 18664 29348 0.60% 0.044%
54 15.045 2060 2067 2074 rBV 3011787 4206693 85.50% 6.341%
55 15.127 2077 2081 2085 rVB4 25288 32913 0.67% 0.050%
56 15.186 2085 2091 2099 rBV 648497 913353 18.56% 1.377%
57 15.286 2104 2108 2113 rVB7 16963 30925 0.63% 0.047%
58 15.539 2142 2151 2159 rBV7 19601 45868 ©.93% 0.069%
59 15.639 2161 2168 2171 rBvVS8 22278 45161 0.92% 0.068%
60 15.745 2181 2186 2190 rBVS5 24463 38521 0.78% 0.058%
61 15.951 2218 2221 2229 rVB9 15171 31521 0.64% 0.048%
62 16.245 2263 2271 2278 rBV9 22653 50918 1.03% 0.077%
63 16.598 2327 2331 2334 rVV5 20875 31924 0.65% 0.048%
64 16.627 2334 2336 2342 rVV7 16352 25017 ©.51% 0.038%
65 16.686 2342 2346 2351 rVB2 27198 37090 0.75% 0.056%
66 16.739 2351 2355 2359 rBV3 61066 88385 1.80% ©.133%
67 16.798 2360 2365 2371 rVV 2116605 3024188 61.47% 4.558%
68 16.839 2371 2372 2376 rVWV 50405 51515 1.05% ©0.078%
69 16.898 2376 2382 2394 rVB2 2374571 3229969 65.65% 4.868%
70 17.009 2396 2401 2406 rVB3 22874 45375 0.92% 0.068%
71 17.1e4 2414 2417 2422 rVW6 16979 24873 0.51% 0.037%
72 17.221 2434 2437 2442 rVVé6 17287 25359 0.52% 0.038%
73 17.486 2477 2482 2485 rBV 103814 142929 2.91% 0.215%
74 17.574 2492 2497 2501 rBV3 36677 68977 1.40% 0.104%
75 17.615 2501 2504 2509 rVB 62416 82712 1.68% 0.125%
76 17.674 2509 2514 2520 rBV 234792 332198 6.75% 0.501%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80924\
Data File : BM@47107.D

Acqg On : 09 Aug 2024 05:31
Operator : RC/JU

Sample : P3434-07

Misc :

ALS Vvial : 24 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-BM080224.MA.M
Title : SVOA CALIBRATION
77 17.739 2520 2525 2533 rBV 944810 1349805 27.44%  2.035%
78 17.992 2564 2568 2571 rBV3 37142 52589 1.07% 0.079%
79 18.033 2571 2575 2583 rVvV2 183732 293575 5.97% 0.443%
80 18.192 2596 2602 2607 rBV2 226394 331204 6.73% 0.499%
81 18.433 2638 2643 2647 rBV 81494 118903  2.42% 0.179%
82 18.515 2653 2657 2660 rVB 70896 82912 1.69% 0.125%
83 18.609 2671 2673 2679 rVB7 19897 25433 0.52% 0.038%
84 18.768 2697 2700 2707 rVB 50190 72328 1.47% 0.109%
85 18.845 2709 2713 2715 rBV2 64829 90212 1.83% 0.136%
86 18.880 2715 2719 2722 rBV 79883 102645 2.09% 0.155%
87 18.915 2722 2725 2727 rBV 86877 96580 1.96% 0.146%
88 19.039 2742 2746 2754 rBV 180655 277067 5.63% 0.418%
89 19.215 2769 2776 2788 rBV 3484548 4919928 100.00% 7.416%
90 19.303 2789 2791 2798 rVB6 35704 42784 0.87% 0.064%
91 19.433 2807 2813 2821 rBV 1928445 2384958 48.48% 3.595%
92 19.598 2838 2841 2843 rBV3 44022 41866 0.85% 0.063%
93 19.768 2867 2870 2874 rBV2 88599 112352 2.28% 0.169%
94 20.174 2936 2939 2943 rVB 112901 132633 2.70%  0.200%
95 20.262 2951 2954 2957 rBV2 75183 84446  1.72% 0.127%
96 20.327 2963 2965 2970 rVB2 75978 95280 1.94% 0.144%
97 20.774 3037 3041 3052 rVB 558491 777639 15.81% 1.172%
98 21.033 3080 3085 3090 rBV2 2241274 3007352 61.13% 4.533%
99 23.550 3506 3513 3522 rVB 1433057 3090845 62.82% 4.659%
100 23.733 3537 3544 3552 rBV 1173780 2574349 52.32%  3.880%

Sum of corrected areas: 66344371
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80924\
Data File : BM@47107.D

Acqg On : 09 Aug 2024 05:31
Operator : RC/JU

Sample : P3434-07

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM047107.D\data.ms
3500000

3000000

2500000
8.610
2000000

1500000
8.104 9.7810.139

9.239
99 :
10833704 4.86H§755.075 5528 6.093 028 7/4817.8 S ﬂﬂg 3450. 71 841 Sifinerso 12427

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\|\\\\‘\\\

Time--> 300 350 400 450 500 550 6.00 650 7.00 7,50 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BM047107.D\data.ms
3500000 19.p15

6.59%.928

7.387
1000000 4 ,0e 74

500000

15.045
3000000

21.033
2500000 13.727 16.898
16.798

13.469 : 19.433
2000000 14.039

1500000

17.739
1000000 14.286 20.774
15.186

500000

WM
35043.80p 14.42714, SBIRATHBAIDS6 2

O 7 =T T T T T s o e

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: BM047107.D\data.ms
3500000

3000000

2500000

23.550

2000000 3733

1500000

1000000

500000

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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_M\Data\BM@80924\
Data File : BM@47107.D

Acqg On : 09 Aug 2024 05:31

Operator : RC/JU

Sample : P3434-07

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224 .MA.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 1 unknown-01 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
3.499 3.28 ng/ul 230819 1,4-Dichlorobenzene-d4 7.387
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 38
2 Oxirane, (2-methylpropyl)- 100 C6H120 023850-78-4 36
3 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 28
4 2-Pyrrolidinone 85 C4H7NO 000616-45-5 28
5 5-Hydroxypentanal 102 C5H1002 004221-03-8 25
Abundance Scan 104 (3.499 min): BM047107.D\data.ms (-100) (-) m/z 85.00 100.00%
85.0
41.1
5000
S ARREREEEE
3.20 3.40 3.60 3.80
0 ~AL7.11469 1929 2810 nuz 4110 78.27%
m/z--> 100 150 200 250
Abundance #4434. 2H-Pyran, tetrahydro-2-methyl-
85.0
41.0
5000 LI L B B R B
3.20 3.40 3.60 3.80
m/z 43.05 48.99%
T L T ‘m\‘ ‘}“ T ‘\ ‘1 T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #4400: Oxirane, (2-methylpropyl)-
85.0
41.0 \\\‘\\\\’\\\\‘\\\\‘\\\\
3.20 3.40 3.60 3.80
5000 m/z 39.05 31.28%
T — — —
miz--> 50 100 150 200 250
Abundance #4433: 2H-Pyran, tetrahydro-2-methyl- R ABRARmmeSE R
41.0 85.0 3.20 3.40 3.60 3.80
m/z 60.00  23.94%
5000
h“ ‘m“wl‘ T T T R e
m/z--> 100 150 200 250 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80924\

Data File : BM@47107.D

Acqg On : 09 Aug 2024 05:31

Operator : RC/JU

Sample : P3434-07

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.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 Oxirane, 2,2-dimethyl-3-pro... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.616  6.02 ng/ul 423427 1,4-Dichlorobenzene-dd  7.387
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, 2,2-dimethyl-3-propyl- 114 C7H140 617612-35-0 53

000625-08-1 38
1000227-24-4 37

2 Butanoic acid, 3-hydroxy-3-methyl- 118 C5H1003
3 5-Fluoroorotyl-N,N-dimethylhydra... 216 C7H9FN403

4 Tetraglyme 222 C10H2205 000143-24-8 35
5 Tetraglyme 222 C1eH2205 000143-24-8 35

Abundance Scan 871 (8 010 min): BM047107.D\data.ms (-862) (-) m/z 59.10 100.00%

5000 85.1 /t

1150 7.60 7.80 8.00 8.20 8.40
el 29T wyz 43.05  84.40%

m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #8598: Oxirane, 2,2-dimethyl-3-propyl-
43.0 85.0

5000 e T e
7.60 7.80 8.00 8.20 8.40

m/z 41.05 75.49%
\\ | 1140
\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 60 80 100 120 140 160 180 200 220
Abundance #9903: Butanoic acid, 3-hydroxy-3-methyl-
43.0

7.60 7.80 8.00 8.20 8.40
5000 85.0 m/z 42.05 57.72%
v—v—v-mm—r‘f'mvl3'o
m/z--> 40 60 8’0 160 12‘0 14‘10 léO léO 260 22‘0
Abundance #94698: 5-Fluoroorotyl-N,N-dimethylhydrazide P ‘ ;
59.0 7.60 7.80 8.00 8.20 8.40
m/z 85.10 45.437%

5000
86.0
187.0

m/z--> 40 60 80 100 120 140 160 180 200 220 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80924\
Data File : BM@47107.D

Acqg On : 09 Aug 2024 05:31
Operator : RC/JU

Sample : P3434-07

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.610 43.07 ng/ul 3030480 1,4-Dichlorobenzene-d4 7.387

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 91
2 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 90
3 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Hexadecane 226 C16H34 000544-76-3 78

Abundance Scan 973 (8.610 min): BM047107.D\data.ms (-967) (-) m/z 57.05 100.00%

57.0
5000
85.1

H H || 1131 1562 19112211 2670 8.20 8.40 8.60 8.80 9.00
O et el e e e e e m/z 43.10 85.71%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33081: Undecane
57.0
5000 [T T T T[T T T T[T T T[T 1T
8.20 8.40 8.60 8.80 9.00
. m/z 71.05 51.60%
290 85.0 /
| )| | 1180 1560

’HH‘HH‘HH‘HH‘HM‘\‘\H‘HH‘\H\‘HH‘\\H‘HH‘HH‘HH‘\\

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester
57.0

T T
8.20 8.40 8.60 8.80 9.00

5000 m/z 41.05 43.70%

85.0
29.0

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester [T
57.0 8.20 8.40 8.60 8.80 9.00
m/z 85.10  29.77%

5000

85.0
29.0 \

L h | | 1250 16801960 2410

m/z--> 20 40 60 80 100120140160180200220240260280 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80924\
Data File : BM@47107.D

Acqg On : 09 Aug 2024 05:31
Operator : RC/JU

Sample : P3434-07

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.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 1-Phenoxypropan-2-ol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.898 3.52 ng/ul 346515 Naphthalene-d8 10.139
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 96
2 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 95
3 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 91
4 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 87
5 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 87

Abundance Scan 1362 (10.898 min): BM047107.D\data.ms (-1355) (- | m/z 94.10 100.00%

94.1
5000
=

152.1

51.0 h ‘ ‘ 1050 1100
Orerrerdbb il g222 | 1e10 267 77.05  27.58%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #30117: 1-Phenoxypropan-2-ol
94.0
5000
1050 1100
152.0 m/z 152.05 16.49%
45.0 ‘ ‘
HH‘\\‘\\““\‘\‘\\“\HH\“‘HH‘\‘!H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #30123: 1-Phenoxypropan-2-ol
94.0
— —4—
10.50 11.00
5000 ITI z 78.10 15.38%

39.0 ‘ 152.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #3012

4: 1-Phenoxypropan-2-o
94.0 1050 1100

m/z 108.10  14.48%

5000 /\
6.0 152.0
e T I O

m/z--> 20 40 60 80 100120140160180200220240260 1050 1100
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80924\
Data File : BM@47107.D

Acqg On : 09 Aug 2024 05:31
Operator : RC/JU

Sample : P3434-07

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.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 (E)-Hexadec-9-enoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.674 2.20 ng/ul 332198 Phenanthrene-d10 16.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-Hexadec-9-enoic acid 254 C16H3002 010030-73-6 98
2 cis-7-Hexadecenoic acid 254 C16H3002 002416-19-5 98
3 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 91
4 Palmitoleic acid 254 C16H3002 000373-49-9 90
5 Oxacycloheptadecan-2-one 254 C16H3002 000109-29-5 90

Abundance Scan 2514 (17.674 min): BM047107.D\data.ms (-2509) ({ | m/z 55.10 100.00%

55.1
5000
97.1

=
192.1 236.2 17.50 18.00

- WO LT T 3001341 69 10 57.06%
miz--> 50 100 150 200 250 300
Abundance #140810: (E)-Hexadec-9-enoic acid
55.0
5000 LT I
97.0 17.50 18.00

m/z 41.10 51.51%

“}310 192.0 236.0
”‘\h“‘\“““\““h\ ““‘ LB = LB B
Mjze> 50 100 150 200 250 300
Abundance #140807: cis-7-Hexadecenoic acid

55.0

=T
17.50 18.00

5000 ITI/Z 83.10 38.36%
97.0
s Wiy 20280
miz--> 50 100 150 200 250 300
Abundance #140812: Hexadecenoic acid, Z-11- = —
55.0 17.50 18.00

m/z 43.10  28.96%

5000
97.0
M \H \‘H‘W\m“‘ \UH :\!'\3\\8'0 192.0 23\6-0

=T :
m/z--> 50 100 150 200 250 300 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80924\
Data File : BM@47107.D

Acqg On : 09 Aug 2024 05:31
Operator : RC/JU

Sample : P3434-07

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.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 6 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.739 8.93 ng/ul 1349810 Phenanthrene-d10 16.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 Tetradecanoic acid 228 C14H2802 000544-63-8 91

Abundance Scan 2525 (17.739 min): BM047107.D\data.ms (-2520) (- | m/z 73.05 100.00%

73.0
5000
129.0
213.2 —_—

H m‘ ‘ 56.1 17.50 18.00
35 JwquWLWw“ “\Mﬂ\‘\\\‘w\‘$944 396 myz 4310 79.06%

m/z--> 50 100 150 2000 250 300 350
Abundance #143508: n-Hexadecanoic acid

’.1

43.0 256.0

5000 = T
129.0 17.50 18.00
213.0 m/z 59.95 78.64%
‘ 171.0 ‘
BT P O
m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
T ——
17.50 18.00
5000 129.0 ITI/Z 57.10 66.41%
171.0 213.0 256.0
—— \“ » ﬂh“‘\ “H‘\‘M ‘\ ‘ ‘ “‘ \‘ “‘ - “\‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #143509: n-Hexadecanoic acid == T
43.0 17.50 18.00

m/z 41.05 64.38%

5000 256.0
129.0
213.0
‘ ‘ 171.0
‘ ‘ H‘H ‘\H bl ‘ ‘ ‘ w 1 ‘ .

m/z--> 5 100 150 200 250 300 350 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80924\
Data File : BM@47107.D

Acqg On : 09 Aug 2024 05:31
Operator : RC/JU

Sample : P3434-07

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.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 unknown-02 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.192 2.19 ng/ul 331204  Phenanthrene-d10 16.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Benzodioxole, 5-(2-cyclohexe... 216 C13H1203 042866-84-2 43
2 1(2H)-Dibenzofuranone, 3,4-dihyd... 216 C13H1203 095338-40-2 43
3 4H-Furo[3,2-g][1]benzopyran-4,7,... 216 C11H405 000483-36-3 38
4 4-(4-Ethoxyphenyl)-1H-imidazole 188 C11H12N20 1000311-54-8 25
5 1,2-Dihydro-3-isopropyl-2-oxoqui... 188 C11H12N20 015054-64-5 22
Abundance Scan 2602 (18.192 min): BM047107.D\data.ms (-2596) (- | m/z 188.10 100.00%
188.1
— —
404 | 13‘2-1 H 18.00 18.50
oL 0% g [ L L 26513019341 16 10 97.04%
m/z--> 50 100 150 200 250 300
Abundance #94271: 1,3-Benzodioxole, 5-(2-cyclohexenone-2-yl)-
216.0
5000 —— ——
160.0 18.00 18.50
102, ' m/z 160.05 80.83%
5.0 1020
‘m\ \\‘m “‘H‘\‘HH‘ d‘ \‘\ ‘\ \“H Mh \Hh ‘H , \“ “ T ]
miz--> 50 100 150 200 250 300
Abundance #94274: 1(2H)-Dibenzofuranone, 3,4-dihydro-8-methoxy-
216.0
—
1800 18.50
5000 160.0 m/z 80.05  40.37%
89.0
B2 UWIVE W P N
miz--> 50 100 150 200 250 300
Abundance  #93934: 4H-Furo[3,2-g][1]benzopyran-4,7,9-trione
216.0 1800 1850
160.0 m/Z 158.10 37.49%
5000
104.0
00
\\\‘\\\\‘\\\\’\\\‘\‘\\\\‘\\\\‘\\\\ \‘\
m/z--> 50 100 150 200 250 300 1800 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80924\
Data File : BM@47107.D

Acqg On : 09 Aug 2024 05:31
Operator : RC/JU

Sample : P3434-07

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.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 Ethanone, 1-[4-methoxy-3-(4... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.433  15.86 ng/ul 2384960 Chrysene-d12 21.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1-[4-methoxy-3-(4-meth... 256 C16H1603 116345-94-9 62
2 3-Formyl-10-methylphenothiazine 241 C14H11NOS 004997-36-8 58
3 2-furancarboxaldehyde, 5-[2-[4-(... 241 C15H15NO2 1000396-52-3 58
4 4-Isopropylamino-N-isopropylbenz... 256 C12H20N202S 1010395-71-0 53
5 Bisphenol C 256 C17H2002 000079-97-0 52
Abundance Scan 2813 (19.433 min): BM047107.D\data.ms (-2807) (- | m/z 241.10 100.00%
241.1
5000 ﬂ
1151 198.1 19 50
0lrs ‘GSTQ oy u‘w“\ HS “‘w‘“\ Lk 1285.1327.0 415 .. 756.10  29.75%
m/z--> 50 100 150 200 250 300 350 400
Abundance #143420: Ethanone, 1-[4-methoxy-3-(4-methylphenoxy)p
241.0
5000
1950
43.0 m/z 115.05 18.15%
91.0
‘ 142.0183.0
‘ ““\“\M\ ‘\‘ “\““ T \“ “h\ 1 \“\“‘ T \“‘\ L
miz--> 50 100 150 200 250 300 350 400
Abundance #124720: 3-Formyl-10-methylphenothiazine
241.0
==
19.50
5000 m/z 198.10 17.37%
198.0
63.0 120.0
PP TP & B E—
m/z--> 50 100 150 200 250 300 350 400
Abundance #124879: 2-furancarboxaldehyde, 5-[2-[4-(dimethylamino =
241.0 19.50
m/z 141.05 17.16%
5000
440 920 14101840
m/z--> 50 100 150 200 250 300 350 400 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80924\
Data File : BM@47107.D

Acqg On : 09 Aug 2024 05:31
Operator : RC/JU

Sample : P3434-07

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.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 9 Dichloroacetic acid, heptad... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.774 5.17 ng/ul 777639  Chrysene-di12 21.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 95
Cyclohexadecane 224 C16H32 000295-65-8 94
3 1-Heptacosanol 396 C27H560 002004-39-9 94
4 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
5 Behenic alcohol 326 C22H460 000661-19-8 94
Abundance Scan 3041 (20.774 min): BM047107.D\data.ms (-3037) (- | m/z 57.10 100.00%
b7.1
- T /VMNA\NAMNJ\WMNAVM\MJA
— —
‘ ‘ 208.0 281.1 20.50 21.00
ob A AALl{106012080 2811 3651 430. ., g3.1p 93.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #275003: Dichloroacetic acid, heptadecyl ester
57.0
5000 e s~
11.0 20.50 21.00
m/z 43.10 95.68%
li‘\“\‘“\ “ ““ “‘ ‘h ]‘.\6\8\0\ ‘ \\2\3\8‘0\ \2\9\5‘9\ T ‘ UL ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #104594: Cyclohexadecane
55.0
— —
20.50 21.00
5000 m/z 55.10 95.22%
111.0
224.0
““‘fpw‘u““““““““““‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #299848: 1-Heptacosanol — T
57.0 20.50 21.00
m/z 69.10  89.10%
111.0
5000
I ‘ \H\ JL\ \‘\ I 170 222 0 278.0322.0 378.0
ey “‘ e S S B — ——
m/z--> 50 100 150 200 250 300 350 400 20.50 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80924\
Data File : BM@47107.D

Acqg On : 09 Aug 2024 05:31
Operator : RC/JU

Sample : P3434-07

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM080224.MA.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|
unknown-01 3.499 3.3 ng/ul 230819 1 7.387 1407260 20.0
Oxirane, 2,2-di... 8.010 6.0 ng/ul 423427 1 7.387 1407260 20.0
(DEL) Alkane: S... 8.610 43.1 ng/ul 3030480 1 7.387 1407260 20.0
1-Phenoxypropan... 10.898 3.5 ng/ul 346515 2 10.139 1967630 20.0
(E)-Hexadec-9-e... 17.674 2.2 ng/ul 332198 4 16.798 3024190 20.0
n-Hexadecanoic ... 17.739 8.9 ng/ul 1349810 4 16.798 3024190 20.0
unknown-02 18.192 2.2 ng/ul 331204 4 16.798 3024190 20.0
Ethanone, 1-[4-... 19.433 15.9 ng/ul 2384960 5 21.033 3007350 20.0
Dichloroacetic ... 20.774 5.2 ng/ul 777639 5 21.033 3007350 20.0
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