LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41724\
Data File : BM@45330.D

Acqg On : 17 Apr 2024 23:46
Operator : MA/JU

Sample : P2145-01

Misc :

ALS Vvial : 22 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-BM040524 .MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@45330.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.175 13 15 19 rvB2 5575 5505 0.66% 0.110%
2 3.446 58 61 67 rBv 12975 21955 2.65% 0.440%
3 3.669 95 99 106 rVB 23164 32610 3.93% 0.653%
4 3.863 127 132 140 rVB 37177 53955 6.51% 1.081%
5 4.516 241 243 246 rBV4 1108 1343 0.16% 0.027%
6 4.657 265 267 271 rBv4 1546 2444 0.29% 0.049%
7 5.375 387 389 391 rBV3 1614 1797 0.22% 0.036%
8 5.446 398 401 404 rBvV4 1541 2342 0.28% 0.047%
9 5.522 413 414 417 rVB3 1894 1337 0.16% 0.027%
10 5.575 421 423 424 rBV2 1747 1290 0.16% 0.026%
11 5.840 466 468 472 rBVS 1148 1376 0.17% 0.027%
12 5.998 494 495 498 rBvV3 1728 1275 0.15% 0.026%
13 6.934 648 654 664 rBV 86314 149218 18.00%  2.988%
14 7.369 724 728 729 rBv4 1544 1621 0.20% ©0.032%
15 7.481 744 747 749 rBvV3 1291 1954 0.24% 0.039%
16 7.575 756 763 775 rBV 150115 264743 31.94%  5.302%
17 7.657 775 777 781 rVB3 2285 2160 0.26% 0.043%
18 7.910 818 820 823 rVB3 1399 1523 0.18% 0.031%
19 7.957 823 828 829 rBV2 933 1553 0.19% 0.031%
20 8.028 836 840 843 rVB4 1251 1578 0.19% 0.032%
21 8.322 888 890 894 rBvV3 1341 1587 ©0.19% 0.032%
22 8.622 937 941 945 rBV4 806 1418 0.17% 0.028%
23 8.739 954 961 973 rBV 88961 165656 19.99%  3.318%
24  9.045 1011 1013 1016 rVB3 1414 1099 0.13% 0.022%
25 9.092 1016 1021 1026 rVB5 2486 4995 0.60% 0.100%
26 9.128 1026 1027 1031 rBv2 1051 1174 0.14% 0.024%
27 9.404 1071 1074 1075 rBV3 1328 1380 0.17% ©0.028%
28 9.451 1075 1082 1101 rVV2 59520 124701 15.04%  2.497%
29 9.769 1134 1136 1139 rVB3 1364 1588 0.19% 0.032%
30 9.810 1139 1143 1146 rVB4 1383 1836 0.22% 0.037%
31 9.839 1146 1148 1151 rBvV2 1239 1386 0.17% ©0.028%
32 9.910 1157 1160 1164 rBV4 1346 2364 0.29% 0.047%
33 10.228 1210 1214 1215 rBV2 1718 2159 0.26% 0.043%
34 10.345 1227 1234 1247 rBV 168821 323428 39.02% 6.477%
35 10.498 1259 1260 1266 rVB4 1468 1791 0.22% 0.036%
36 11.157 1367 1372 1375 rBV4 5345 10019 1.21% 0.201%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41724\
Data File : BM@45330.D

Acqg On : 17 Apr 2024 23:46
Operator : MA/JU

Sample : P2145-01

Misc :

ALS Vvial : 22 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-BM040524 .MA.M
Title : SVOA CALIBRATION
37 11.492 1425 1429 1431 rVB3 853 1129 0.14% 0.023%
38 12.480 1593 1597 1601 rVvB4 800 1312 0.16% 0.026%
39 12.645 1623 1625 1628 rBv2 1035 1119 0.14% 0.022%
40 12.839 1654 1658 1660 rBV 1177 1194 0.14% 0.024%
41 13.127 1698 1707 1711 rBV6 2598 6073 0.73% 0.122%
42 13.657 1790 1797 1808 rBV 194596 316289 38.16% 6.334%
43 13.898 1834 1838 1841 rBV3 2143 3533 0.43% 0.071%
44 13.922 1841 1842 1849 rVV4 2036 2547 0.31% 0.051%
45 14.004 1853 1856 1857 rBV3 1017 1258 0.15% 0.025%
46 14.127 1874 1877 1880 rVB3 1892 1871 0.23% 0.037%
47 14.222 1887 1893 1905 rBV 256007 378913 45.71%  7.588%
48 14.316 1908 1909 1917 rVB3 959 1411  0.17% ©0.028%
49 14.457 1924 1933 1941 rBV 384156 828886 100.00% 16.600%
50 14.704 1972 1975 1979 rVB3 1466 1627 0.20% 0.033%
51 15.033 2026 2031 2036 rVB5 2475 4100 0.49% 0.082%
52 15.098 2036 2042 2044 rBV5 2339 3647 0.44% 0.073%
53 15.239 2061 2066 2073 rBV 30632 49330 5.95% 0.988%
54 15.286 2073 2074 2078 rVB4 1765 1262 0.15% 0.025%
55 15.380 2083 2090 2099 rBV2 44650 91161 11.00% 1.826%
56 15.563 2119 2121 2124 rBV3 1202 1237 0.15% 0.025%
57 15.592 2124 2126 2129 rVB2 1266 1535 ©0.19% 0.031%
58 15.810 2159 2163 2165 rvB3 2093 2444  0.29%  0.049%
59 15.945 2185 2186 2187 rBV 2227 1570 0.19% 0.031%
60 15.963 2187 2189 2194 rVB5 3463 5246 0.63% 0.105%
61 16.251 2235 2238 2242 rVB3 1425 1801 ©.22% 0.036%
62 16.304 2245 2247 2250 rVB3 1409 1177 0.14% 0.024%
63 16.433 2263 2269 2273 rBV3 1536 3233  0.39% 0.065%
64 16.551 2288 2289 2292 rBV3 1452 1395 0.17% ©0.028%
65 16.580 2292 2294 2297 rVV3 919 1109 0.13% 0.022%
66 16.715 2315 2317 2319 rBV 1173 1162 0.14% 0.023%
67 16.751 2319 2323 2327 rVV5 2415 3989 0.48% 0.080%
68 16.798 2329 2331 2335 rVB5S 1572 1759 0.21% 0.035%
69 16.986 2357 2363 2376 rBV 283004 425285 51.31% 8.517%
70 17.186 2394 2397 2399 rVB3 2049 1770 0.21% 0.035%
71 17.227 2399 2404 2408 rBV5 1919 3460 0.42% 0.069%
72 17.280 2412 2413 2416 rVB2 1826 1786 0.22% 0.036%
73 17.386 2429 2431 2434 rBV3 1753 1925 0.23% 0.039%
74 17.492 2443 2449 2453 rBV6 2971 6162 0.74% 0.123%
75 17.674 2475 2480 2485 rBV3 9144 11736 1.42% 0.235%
76 17.804 2499 2502 2505 rVB4 2073 2298 0.28% 0.046%

SFAM-EPA-BM@40524.MA.M Thu Apr 18 19:17:02 2024 2



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41724\
Data File : BM@45330.D

Acqg On : 17 Apr 2024 23:46
Operator : MA/JU

Sample : P2145-01

Misc :

ALS Vvial : 22 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-BM040524 .MA.M
Title : SVOA CALIBRATION

77 17.845 2505 2509 2510 rBV4 1097 1312 0.16% 0.026%
78 17.898 2513 2518 2526 rBV2 48376 70244  8.47% 1.407%
79 18.192 2565 2568 2570 rVB2 3524 3357 0.41% 0.067%
80 18.245 2575 2577 2582 rVB4 1512 1787 0.22% 0.036%
81 18.286 2582 2584 2585 rBV2 2554 1474 0.18% 0.030%
82 18.327 2589 2591 2595 rBV4 3257 3605 0.43% 0.072%
83 18.368 2597 2598 2601 rBV3 3011 2156 0.26% 0.043%
84 18.439 2609 2610 2612 rVB2 2239 1094 0.13% 0.022%
85 18.468 2612 2615 2616 rBV3 2159 2452  0.30% 0.049%
86 18.827 2674 2676 2678 rBV2 3249 3547 0.43% 0.071%
87 19.004 2702 2706 2709 rBV4 3871 5181 ©0.63% 0.104%
88 19.074 2709 2718 2724 rBV3 29016 66997 8.08% 1.342%
89 19.192 2734 2738 2746 rBV2 32375 48269 5.82% 0.967%
90 19.415 2774 2776 2780 rVB5 7222 7362 0.89% 0.147%
91 20.927 3030 3033 3041 rBV3 43724 68255 8.23% 1.367%

92 21.198 3074 3079 3086 rBV 435241 574271 69.28% 11.501%
93 23.391 3447 3452 3463 rVB 396992 755126 91.10% 15.123%

Sum of corrected areas: 4993384
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41724\
BM@45330.D

: 17 Apr 2024 23:46
: MA/JU
. P2145-01

: 22 Sample Multiplier: 1

Quant Title : SVOA CALIBRATION

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

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524 .MA.M

Abundance

500000

400000

300000

200000

100000

o

68503
}7§'4‘€6 431657 SRS G098

TIC: BM045330.D\data.ms

7.575

6.934

10.345

8.739

9.451
7.36BE57/RAYB.323.6 'sm.w: 498  11.1571.492

Time-->

350 400 450 500 550 6.00 6.50

7.00 750 8.00

850 9.00 950 10.00 10.50 11.00 11.50

Abundance

500000

400000

300000

200000

100000

14.457

14.222,

13.657

12 ¥B@G2B3IB.127 &4.70

TIC: BM045330.D\data.ms

16.986

o

Time-->

-
T T T T T T L L L L L I A

12.00 1250 13.00 13. 50 14. OO 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18. 50 19.00 19.50 20.00

Abundance

500000

400000

300000

200000

100000

0

23.891
21.198

20.927

)

TIC: BM045330.D\data.ms

WWWWWWWWW

Time-->

21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41724\
Data File : BM@45330.D

Acqg On : 17 Apr 2024 23:46
Operator : MA/JU

Sample : P2145-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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 1 Methacrylamide Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.669 2.46 ng/ul 32610 1,4-Dichlorobenzene-d4 7.575

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Methacrylamide 85 C4H7NO 000079-39-0 53
2 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 47
3 2-(Bromomethyl)acrylic acid 164 C4H5Bro2 072707-66-5 36
4 .gamma.-Dodecalactone 198 C12H2202 002305-05-7 23
5 2-(Chloromethyl)tetrahydropyran 134 C6H11C10 018420-41-2 23
Abundance  Scan 99 (3.669 min): BM045330.D\data.ms (-95) (-) m/z 84.95 100.00%

8!:
41.0
5000

‘ ‘ 2079 3.40 360 3.80 4.00
el e e e m/z 41.00  69.78%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1733: Methacrylamide
41.0 85.0
5000

3.40 3.60 3.80 4.00
m/z 43.00 51.90%

O\\\\‘\‘H‘\\‘\‘\\‘\‘\}‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4433: 2H-Pyran, tetrahydro-2-methyl-
41.0 85.0

3.40 3.60 3.80 4.00

o

5000 ITI z 39.00 45.23%
0 LB-D,,,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39881: 2-(Bromomethyl)acrylic acid
85.0 3.40 3.60 3.80 4.00

m/z 60.00 21.72%

5000 39.0

166.0

0\“‘1“‘\\‘\11?0\1“11 AR AR AR AR AR

m/z--> 20 40 60 80 100 120 140 160 180 200 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41724\
Data File : BM@45330.D

Acqg On : 17 Apr 2024 23:46
Operator : MA/JU

Sample : P2145-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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 Toluene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.863 4.08 ng/ul 53955 1,4-Dichlorobenzene-d4 7.575

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Toluene 92 C7H8 000108-88-3 90
2 Toluene 92 C7H8 000108-88-3 90
3 Toluene 92 C7H8 000108-88-3 87
4 Toluene 92 C7H8 000108-88-3 81
5 1,3,5-Cycloheptatriene 92 C7H8 000544-25-2 80
Abundance Scan 132 (3.863 min): BM045330.D\data.ms (-127) (-) m/z 90.95 100.00%
91.0
5000
 AEEmEEEE e
39.0 650 . 207 3.60 3.80 4.00 4.20
Obrrreride e 1769 2070 e, b 57.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2759: Toluene
91.0
5000 L B L I L L L R
3.60 3.80 4.00 4.20
m/z 65.00 12.64%
39.0 650
O\\\‘\\\\“\‘\“\\“‘\‘\\\‘\\"\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2758: Toluene
91.0
A AEEmEEEE
3.60 3.80 4.00 4.20
5000 m/z 39.00 12.21%
390 650
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2753: Toluene
91.0 3.60 3.80 4.00 4.20
m/z 63.00 11.99%
5000
39.0 65.0
Y E O T | NSRS — e
m/z--> 20 40 60 80 100 120 140 160 180 200 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41724\
Data File : BM@45330.D

Acqg On : 17 Apr 2024 23:46
Operator : MA/JU

Sample : P2145-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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 unknown-01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.457 43.75 ng/ul 828886  Acenaphthene-di10 14.222
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 27
2 .alpha.-Hydroxyisobutyric acid, ... 146 C6H1004 1000374-31-3 27
3 2-Pentanol, 2-methyl-, acetate 144 C8H1602 034859-98-8 27
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 16
5 3-0X0-4-METHYLPENTANOIC ACID, ME... 144 C7H1203 042558-54-3 16
Abundance Scan 1933 (14.457 min): BM045330.D\data.ms (-1924) (! | m/z 43.00 100.00%
3.0
5000 101.1
137.1
69.1 I
AL _m P ;
0l M b S m/z 57.10 40.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4542 (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0
5000 1010 14150
m/z 101.10 40.31%
70.0
150 1
O\\\‘w‘\ \\‘\‘i\\\‘\"\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25251: .alpha.-Hydroxyisobutyric acid, acetate
43.0
b
14.50
5000 m/z 41.00 38.92%
101.0
o150 700 ‘ 129.0
Voo e e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24162: 2-Pentanol, 2-methyl-, acetate =
43.0 14.50
m/z 97.10 34.04%
5000 101.0
69.0
129.0
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41724\
Data File : BM@45330.D

Acqg On : 17 Apr 2024 23:46
Operator : MA/JU

Sample : P2145-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.898 3.30 ng/ul 70244  Phenanthrene-d1e 16.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Pentadecanoic acid 242 C15H3002 001002-84-2 59
5 Tetradecanoic acid 228 C14H2802 000544-63-8 52

Abundance Scan 2518 (17.898 min): BM045330.D\data.ms (-2513) (- | m/z 73.00 100.00%
73.0
43.1

5000
129.0

e i
| “ 0 157.0185.02132 2561 17.50 18.00
Ww‘p‘mhu H“Hm””‘w\ A hH“_m“m_H‘u‘uuwm‘_ m/z 43.10  81.43%

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143510: n-Hexadecanoic acid
60.0
MWWWJMNW VJRWA”

o

5000 129.0
1750 1800
157.01g5 2130  256.0 m/z 41.00 75.43%
O\H‘H\\i‘}‘\\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143507: n-Hexadecanoic acid
43.0 73.0
SR s
17.50 18.00
5000 m/z 59.90 71.19%
129.0
256.0
LA a0 | 157018502120 7
ouwmmw”‘”m”mmmw‘H‘_m_ww_m_m_
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid — e =
43.0 73.0 17.50 18.00
m/z 55.00 64.43%
5000 129.0
199.0
e e T
osol WM ) 0L L ol
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41724\
Data File : BM@45330.D

Acqg On : 17 Apr 2024 23:46
Operator : MA/JU

Sample : P2145-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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 9-Hexadecenoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.074 3.15 ng/ul 66997  Phenanthrene-dio 16.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Hexadecenoic acid 254 C16H3002 002091-29-4 90
2 Palmitoleic acid 254 C16H3002 000373-49-9 83
3 (E)-Hexadec-9-enoic acid 254 C16H3002 010030-73-6 80
4 Oxacyclotetradecan-2-one, 13-met... 226 C14H2602 057092-32-7 72
5 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 72

Abundance Scan 2718 (19 074 min): BM045330.D\data.ms (-2709) (- | m/z 54.95 100.00%

55.0
5000 .

19.00

0’ m/z 41.00 79.73%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #140798: 9-Hexadecenoic acid
55.0

5000 — :
970 19.00

m/z 42.95 72.31%

236.0
O' 2 0 H‘HU‘\‘WM\‘\\H“\c\)‘l‘\’\\H‘]\_\9\4\‘(\)\H‘\Hl’\\\‘\’\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #140796: Palmitoleic acid
55.0

19.00
5000 m/z 83.00 68.97%

37.0 236.0

260 ]l nn 194.0

m/z--> 20 40 60 80 100120140160180200220240260280 ]M
Abundance #140810: (E)-Hexadec-9-enoic acid WMRA AMHM

55.0 19.00

5000
97.0
0 QL H\ ‘M MM HL\ H‘HH‘ ‘HM\H e u 192 0 23\6 0 :

m/z--> 20 40 60 80100120140160180200220240260280 19.00

o
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Data Path :
Data File :
Acqg On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41724\

BM@45330.D

: 17 Apr 2024 23:46

Operator : MA/JU

Sample
Misc
ALS vial

Quant Method
Quant Title

TIC Library

. P2145-01

: 22 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524 .MA.M

: SVOA CALIBRATION

: 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 Oxalic acid, allyl dodecyl ...

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
20.927 2.38 ng/ul 68255  Chrysene-di12 21.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Oxalic acid, allyl dodecyl ester 298 C17H3004
2 Oxalic acid, allyl hexadecyl ester 354 C21H3804

1000309-24-0 87
1000309-24-4 86

3 Oxalic acid, isobutyl octadecyl ... 398 C24H4604 1000309-38-3 86
4 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 86
5 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 58
Abundance Scan 3033 (20.927 min): BM045330.D\data.ms (-3030) (- | m/z 57.00 100.00%
57.0
97.0
5000
‘ 21.00
0 2489 | :
0 h‘\\\“\H‘\I\H‘\Hw ‘H‘ ‘ ‘\ ‘H‘\‘ — ‘\ T ‘:‘3?4‘ m/z 43.19 98.61"0
miz--> 50 100 150 200 250 300 350
Abundance #196789: Oxalic acid, allyl dodecyl ester
41.0
5000 T
21.00
Fgo m/z 55.080 87.09%
oL ‘M‘ Lo a0
miz--> 50 100 150 200 250 300 350
Abundance #263801: Oxalic acid, allyl hexadecyl ester
41.0
P
21.00
5000 m/z 71.05 78.66%
3.0
Lo
AL R R
m/z--> 50 100 150 200 250 300 350
Abundance #301027: Oxalic acid, isobutyl octadecyl ester —
57.0 21.00
m/z 83.05 62.53%
5000
‘ 97.0 2970
7.
o e ame  PTO o
m/z--> 50 100 150 200 250 300 350 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41724\
Data File : BM@45330.D

Acqg On : 17 Apr 2024 23:46
Operator : MA/JU

Sample : P2145-01

Misc

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@40524.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|
Methacrylamide 3.669 2.5 ng/ul 32610 1 7.575 264743 20.0
Toluene 3.863 4.1 ng/ul 53955 1 7.575 264743 20.0
unknown-01 14.457 43.8 ng/ul 828886 3 14.222 378913 20.0
n-Hexadecanoic ... 17.898 3.3 ng/ul 70244 4 16.986 425285 20.0
9-Hexadecenoic ... 19.074 3.1 ng/ul 66997 4 16.986 425285 20.0
Oxalic acid, al... 20.927 2.4 ng/ul 68255 5 21.198 574271 20.0
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