LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014467.D

Acqg On : 01 Apr 2023 04:55
Operator : CG/JU

Sample : 02092-15

Misc :

ALS Vvial : 77 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_ P\Methods\SFAM-EPA-BP©32823.M
Title : SVOA CALIBRATION

Signal : TIC: BP@14467.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.387 31 34 35 rW 51099 50183 1.20% ©0.075%
2 3.423 35 40 56 rVB 1541392 2059280 49.28% 3.071%
3 3.670 77 82 87 rBV2 23025 35391 0.85% 0.053%
4 3.834 107 110 122 rBV 128529 233720 5.59% 0.349%
5 4.046 140 146 149 rBV 18764 34116 0.82% 0.051%
6 4.217 176 175 180 rW 746245 946325 22.65% 1.411%
7 4.264 180 183 188 rVB2 36033 51465 1.23% 0.077%
8 4.599 234 240 248 rBv2 144211 247471 5.92% 0.369%
9 4.946 296 299 309 rBV4 15365 36580 0.88% 0.055%
106 5.075 314 321 327 rBV 19494 30410 0.73% 0.045%
11 5.770 433 439 447 rBV6 12483 36583 0.88% 0.055%
12 6.275 519 525 533 rwv 34863 67486 1.61% 0.101%
13 6.593 575 579 585 rBV2 16775 31971 0.77% 0.048%
14 6.958 637 641 650 rBV 41336 67135 1.61% ©0.100%
15 7.111 662 667 671 rVW 25380 45549 1.09% ©0.068%
16 7.187 671 680 694 rVB 230845 465297 11.13% 0.694%
17 7.334 699 705 715 rBV 704994 1131407 27.07% 1.688%
18 7.469 723 728 734 rVB3 30268 54666 1.31% 0.082%
19 7.546 734 741 749 rBV 743984 1236631 29.59% 1.844%
20 8.011 813 820 827 rVV 820595 1290710 30.89% 1.925%
21 8.093 827 834 840 rVW4 37976 91088 2.18% 0.136%
22 8.152 840 844 850 rVB4 23636 39527 0.95% 0.059%
23 8.258 855 862 866 rBv8 22758 47372 1.13% 0.071%
24 8.505 898 904 908 rVw 26423 42540 1.02% ©0.063%
25 8.734 937 943 952 rW 635537 1117731 26.75% 1.667%
26 8.805 952 955 968 rVB8 43229 99807 2.39% 0.149%
27 8.958 970 981 985 rBV 99828 214125 5.12% 0.319%
28 9.011 985 990 996 rVV 772174 1264696 30.26% 1.886%
29 9.081 996 1002 1006 rVV3 195291 480359 11.50% 0.716%
30 9.122 1006 1009 1014 rVvV 185438 289274 6.92% 0.431%
31 9.187 1014 1020 1028 rVV 918154 1564178 37.43% 2.333%
32 9.269 1029 1034 1039 rVB 97474 166768 3.99% 0.249%
33 9.381 1049 1053 1061 rVB4 92209 164529 3.94% 0.245%
34 9.452 1061 1065 1071 rVB3 21360 29613 0.71% 0.044%
35 9.540 1071 1080 1087 rBV7 65217 172929 4.14% 0.258%

36 9.693 1093 1106 1109 rBV 515013 1209349 28.94% 1.804%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014467.D

Acqg On : 01 Apr 2023 04:55
Operator : CG/JU

Sample : 02092-15

Misc :

ALS Vvial : 77 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_ P\Methods\SFAM-EPA-BP©32823.M
Title : SVOA CALIBRATION
37 9.734 1109 1113 1126 rVV2 169885 376220 9.00% 0.561%
38 9.834 1126 1130 1137 rVV9 26898 61352 1.47% 0.092%
39 9.916 1137 1144 1155 rW 778838 1373895 32.88% 2.049%
40 10.046 1157 1166 1170 rVV4 88477 196762 4.71% 0.293%
41 10.099 1170 1175 1186 rVV5 69000 166157 3.98% 0.248%
42 10.193 1186 1191 1195 rVv4 26826 48451 1.16% 0.072%
43 10.252 1195 1201 1209 rVB1o 32185 81372 1.95% 0.121%
44 10.375 1214 1222 1230 rBV5 145970 315174 7.54% 0.470%
45 10.463 1230 1237 1246 rBV 1063702 1965810 47.04%  2.932%
46 10.616 1258 1263 1271 rVV2 117969 223998 5.36% 0.334%
47 10.687 1272 1275 1279 rVB4 20944 27566 0.66% 0.041%
48 10.775 1285 1290 1294 rBv4 82142 156756  3.75% 0.234%
49 10.834 1294 1300 1312 rVB 1221994 2017486 48.28% 3.009%
50 10.981 1317 1325 1335 rBV 574169 1218557 29.16% 1.818%
51 11.099 1340 1345 1356 rBV9 59735 189399 4.53% 0.282%
52 11.275 1369 1375 1376 rBv4 55956 87816 2.10% 0.131%
53 11.310 1377 1381 1386 rVB3 91285 162226 3.88% 0.242%
54 11.416 1394 1399 1402 rBV5 47228 97310 2.33% 0.145%
55 11.469 1405 1408 1412 rVW4 77784 116689 2.79% 0.174%
56 11.522 1412 1417 1423 rVB7 49563 115097 2.75% 0.172%
57 11.675 1435 1443 1444 rBV6 70274 155556  3.72% 0.232%
58 11.822 1464 1468 1475 rVB7 82607 153474 3.67% 0.229%
59 11.887 1475 1479 1482 rBvV3 64638 95827 2.29% 0.143%
60 11.963 1489 1492 1496 rVB5 26328 34097 0.82% 0.051%
61 12.040 1502 1505 1515 rVB6 55892 137566  3.29% 0.205%
62 12.181 1526 1529 1535 rVB3 57764 100311 2.40% 0.150%
63 12.287 1543 1547 1551 rBv4 40952 60560 1.45% 0.090%
64 12.346 1551 1557 1562 rBV 184038 373049 8.93% 0.556%
65 12.722 1617 1621 1630 rBV 59975 128163 3.07% 0.191%
66 12.828 1634 1639 1653 rVB3 188424 449163 10.75% 0.670%
67 12.928 1653 1656 1662 rBV5 38549 68875 1.65% 0.103%
68 13.022 1670 1672 1674 rBV3 37725 42507 1.02% ©0.063%
69 13.057 1674 1678 1683 rVB6 104878 160271 3.84% 0.239%
70 13.693 1782 1786 1788 rBV3 63266 99199 2.37% 0.148%
71 13.728 1788 1792 1798 rVV4 125814 295257 7.07% 0.440%
72 13.799 1800 1804 1811 rVB3 109321 191794 4.59% 0.286%
73 13.910 1819 1823 1827 rBV5 65840 114652 2.74% 0.171%
74 13.981 1833 1835 1841 rVB6 41921 54097 1.29% 0.081%
75 14.075 1845 1851 1859 rVB 2238297 3169095 75.84% 4.727%

76 14.175 1861 1868 1872 rBV5 88717 221790 5.31% 0.331%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014467.D

Acqg On : 01 Apr 2023 04:55
Operator : CG/JU

Sample : 02092-15

Misc :

ALS Vvial : 77 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_ P\Methods\SFAM-EPA-BP©32823.M

Title : SVOA CALIBRATION

77 14.251 1878 1881 1885 rVB3 85960 102871 2.46% 0.153%
78 14.363 1894 1900 1907 rBV 2273600 3336871 79.85% 4.977%
79 14.504 1918 1924 1933 rVB 713382 1311413 31.38% 1.956%
80 14.593 1934 1939 1944 rW 318304 479364 11.47% 0.715%
81 14.663 1946 1951 1961 rVB 1749932 2694364 64.48% 4.019%
82 14.922 1992 1995 2003 rVB3 128302 268144 6.42% 0.400%
83 15.663 2115 2121 2127 rVB 2823035 4158746 99.52% 6.203%
84 15.793 2137 2143 2148 rBV 965600 1461976 34.99%  2.181%
85 16.187 2206 2210 2215 rBV 621677 821785 19.67% 1.226%
86 16.375 2238 2242 2250 rVB5 197285 379614 9.08% 0.566%
87 16.698 2294 2297 2302 rBV 341355 492998 11.80% ©.735%
88 16.828 2316 2319 2323 rBV2 76773 112530 2.69% 0.168%
89 16.940 2335 2338 2340 rBV 108113 140116 3.35% 0.209%
90 17.428 2416 2421 2428 rVB 2020017 2825758 67.62% 4.215%
91 17.528 2433 2438 2448 rVB 2933411 4178802 100.00% 6.233%
92 18.298 2565 2569 2577 rBV2 603571 814209 19.48% 1.214%
93 19.063 2696 2699 2703 rVB 164255 182958 4.38% 0.273%
94 19.522 2774 2777 2785 rVB 243080 363856 8.71% 0.543%
95 19.757 2812 2817 2823 rVB 3155050 4015528 96.09% 5.989%
96 21.116 3046 3048 3057 rBV3 218707 329256 7.88% 0.491%
97 21.192 3058 3061 3066 rVB3 278979 364087 8.71% 0.543%
98 21.516 3112 3116 3122 rVB 1667341 2152632 51.51% 3.211%
99 23.874 3510 3517 3527 rVB 1798371 3561936 85.24% 5.313%
100 24.039 3539 3545 3557 rVB2 1079308 2245789 53.74%  3.350%

Sum of corrected areas: 67045260
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014467.D

Acqg On : 01 Apr 2023 04:55
Operator : CG/JU

Sample : 02092-15

Misc

ALS vial : 77 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP014467.D\data.ms
3500000
3000000
2500000
2000000

3.423

1500000

1000000 4217 7334546 8011

500000
7.18

3670 ome64" 2 s emrs 5770 mmw%uil 50scb

0 T ‘ T T ‘ L ‘ T T ’ L ‘ T T T T ‘ L T T ‘ T T \ T \ T ‘ L \ T T ‘ T T
Time--> 350 400 450 500 550 6. 00 6.50 7. 00 750 8. OO 850 9. 00 9.50 10.00 10.50 11.00 11.50

Abundance TIC: BP014467.D\data.ms

19.757
3500000 17.528

15.663
3000000
2500000 14.074-363 17.428
2000000 14.663

1500000
18.298

1000000

I A

Time--> 12.00 12,50 13.00 1350 14.00 14,50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BP014467.D\data.ms

500000

3500000
3000000
21.516 23.874
2500000
2000000 4.039
1500000
274182
IOOOOOOVVAJKJWK

500000

0\ L ‘ T T ’ L ‘ T T ’ T T ‘ L ‘ T T ’ L ‘ T T ‘ T T ‘ L ‘ T T ‘ L ‘ T T ‘ T T ‘ L ‘ T T ‘ T
Time--> 21.00 2150 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_P\Data\BP033023\
Data File : BP014467.D

Acqg On : 01 Apr 2023 04:55
Operator : CG/JU

Sample : 02092-15

Misc

ALS vial : 77 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 Paraldehyde Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4,217 14.66 ng/ul 946325 1,4-Dichlorobenzene-d4 8.011

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Paraldehyde 132 C6H1203 000123-63-7 90
2 Paraldehyde 132 C6H1203 000123-63-7 90
3 Paraldehyde 132 C6H1203 000123-63-7 83
4 Paraldehyde 132 C6H1203 000123-63-7 56
5 Propane, 2,2'-[ethylidenebis(oxy... 146 C8H1802 004285-59-0 56
Abundance Scan 175 (4.217 min): BP014467.D\data.ms (-170) (-) m/z 44.95 100.00%
45.0
5000
Ramas A RRR R
Fm.o 3.80 4.00 4.20 4.40 4.60
0L ey b 2970, 2829 371.0 4489 S27.7  y 7 43.00  49.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16351: Paraldehyde
45.0
5000 [T T T T T[T T T[T iT T
3.80 4.00 4.20 4.40 4.60
m/z 89.00 17.82%
‘ 1 17.0
O ‘\‘\IW\‘\\\l\‘\\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16355: Paraldehyde
45.0
e R
3.80 4.00 4.20 4.40 4.60
5000 m/z 87.00 9.97%
Pl?.O
I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16353: Paraldehyde REEan B e
45.0 3.80 4.00 4.20 4.40 4.60
m/z 117.00 6.74%
5000
0 1‘ l 1\7'0
e R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014467.D

Acqg On : 01 Apr 2023 04:55
Operator : CG/JU

Sample : 02092-15

Misc

ALS vial : 77 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 1,3-Oxathiolane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
4.599 3.83 ng/ul 247471 1,4-Dichlorobenzene-d4 8.011

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Oxathiolane 90 C3H60S 002094-97-5 90
2 1,3-Oxathiolane 90 C3H60S 002094-97-5 59
3 Hydrazinecarboxylic acid, methyl... 90 C2H6N202 006294-89-9 53
4 Acrolein, 2-chloro- 90 C3H3Cl0 000683-51-2 42
5 Thiourea, methyl- 90 C2H6N2S 000598-52-7 40
Abundance Scan 240 (4.599 min): BP014467.D\data.ms (-234) (-) m/z 59.95 100.00%
60.0
5000
207.0
REmaa e R
146.9 4.20 4.40 4.60 4.80 5.00
Ol b 2409 | 267.0 35604162 5258 sz ge.00  87.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2559: 1,3-Oxathiolane
60.0
5000 ‘/\\\\\‘\\\\‘\\\\‘\\\\‘\\
4.20 4.40 4.60 4.80 5.00
m/z 44.95 72.31%
O‘\\“\“ \\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2558: 1,3-Oxathiolane
90.0
R AR
4.20 4.40 4.60 4.80 5.00
5000 m/z 58.95 62.15%
29.
o_‘[a'w T [T T T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2513: Hydrazinecarboxylic acid, methyl ester
31.0 4.20 4.40 4.60 4.80 5.00
m/z 207.00  26.53%
5000 90.0
U SR

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.20 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014467.D

Acqg On : 01 Apr 2023 04:55
Operator : CG/JU

Sample : 02092-15

Misc

ALS vial : 77 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 Pentanoic acid, 2-methyl-, ... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.958 3.32 ng/ul 214125 1,4-Dichlorobenzene-d4 8.011

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanoic acid, 2-methyl-, methy... 130 C7H1402 002177-77-7 53
2 Pentanoic acid, 2,4-dimethyl-, m... 144 C8H1602 071672-33-8 50
3 Hydrazine, 1,2-diethyl- 88 C4H12N2 001615-80-1 46
4 3-Aza-2-oxabicyclo[2.2.2]oct-5-e... 267 C1OH12F3NO4 102698-35-1 43
5 Hydrazine, 1,2-diethyl- 88 C4H12N2 001615-80-1 43
Abundance Scan 981 (8.958 min): BP014467.D\data.ms (-970) (-) m/z 57.05 100.00%
57.0

5000

2

S e
!Hiﬁ5017872508 8.60 8.80 9.00 9.20
e AT 178, 7 2508 842.9 417.1474.9533.6  n 7 87.95  86.37%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #15553: Pentanoic acid, 2-methyl-, methyl ester
88.0

o

=

5000
8.60 8.80 9.00 9.20

m/z 41.00 55.46%

il

‘HH‘H‘\ \‘\H‘HH‘\H\‘HH“\H‘HH‘HH‘HH‘HH‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #24279: Pentanoic acid, 2,4-dimethyl-, methyl ester

o

=

88.0
AR AR R
8.60 8.80 9.00 9.20
5000 m/z 72.95 43.78%
29.
o_‘”“‘u““ﬂ\‘JuH_m_m_H‘,HH_ww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2215: Hydrazine, 1,2-diethyl- R EEARaREEEEEEE
88.0 8.60 8.80 9.00 9.20
m/z 43.00 23.97%
5000
30.
o_h‘JJ"'M_m_‘H_m‘mmeH_m_m_m_ s

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014467.D

Acqg On : 01 Apr 2023 04:55
Operator : CG/JU

Sample : 02092-15

Misc

ALS vial : 77 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 Benzenamine, 3-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.011 19.60 ng/ul 1264700 1,4-Dichlorobenzene-d4 8.011
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenamine, 3-methyl- 107 C7HSN 000108-44-1 97
2 Benzenamine, 3-methyl- 107 C7HSN 000108-44-1 97
3 Benzenamine, 3-methyl- 107 C7HSN 000108-44-1 97

4 Benzenamine, 3-methyl- 107 C7HSN 000108-44-1 96
5 p-Aminotoluene 107 C7HSN 000106-49-0 94

Abundance Scan 990 (9.011 min): BP014467.D\data.ms (-985) (-) m/z 106.05 100.00%

106.1

%

5000
[T
39.0 H 8.60 8.80 9.00 9.20 9.40
Obrrbbidy ] 1931 26693209 4292 5160 = n/; 107.05 88.18%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5846: Benzenamine, 3-methyl-
106.0
5000 BB RN RN
8.60 8.80 9.00 9.20 9.40
m/z 77.00 20.42%
39.0 H
O‘\\A\Llfl‘!“\\ll\l‘W\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5844: Benzenamine, 3-methyl-
106.0
"—Y_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—’_Y_Y_Y_Y—TY_Y*
8.60 8.80 9.00 9.20 9.40
5000 m/z 79.00 18.62%
9x'9u H\ il
ot e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5843: Benzenamine, 3-methyl-
106.0 8.60 8.80 9.00 9.20 9.40
m/z 39.00 9.55%
5000
39.0 H
o L At

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014467.D

Acqg On : 01 Apr 2023 04:55
Operator : CG/JU

Sample : 02092-15

Misc

ALS vial : 77 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 unknown-01 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.081 7.44 ng/ul 480359 1,4-Dichlorobenzene-d4 8.011

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid, 12-methyl-, ... 256 C16H3202 005129-66-8 37
2 2-(0xolan-2-yl)-1,2-oxazinane 157 C8H15N02 1000445-08-1 32
3 Thiophene, tetrahydro-2-methyl- 102 C5H1es 001795-09-1 27
4 1-Hexene, 4,5-dimethyl- 112 C8H16 016106-59-5 15
5 Ethanedioic acid, bis(3-methylbu... 230 C12H2204 002051-00-5 14

Abundance Scan 1002 (9.081 min): BP014467.D\data.ms (-996) (-) m/z 43.05 100.00%
43.0

5000

=

102.0

| l 207.0264. 3971 8.80 9.00 9.20 9.40
of Akl 207.02649327.1 417.2 5000 ./ g7.e0 89.77%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #143586: Tetradecanoic acid, 12-methyl-, methyl ester
74.0

-

5000 R R EEEE e
8.80 9.00 9.20 9.40
m/z 74.00 86.97%
} ‘ ‘ ‘ 143.0 256.0
O‘\H‘ ’J\ ‘\“\H“l\h\”‘\l\\‘l\\M\l\l“\\\u\\‘\\\\\‘\H\‘\H\‘\H\‘\H\‘\H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #34351: 2-(Oxolan-2-yl)-1,2-oxazinane
87.0
R B i BEER e
8.80 9.00 9.20 9.40
5000 m/z 71.05 80.21%
29.0
A2
L e LA A iy e S N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4915: Thiophene, tetrahydro-2-methyl- R RN manaa o
87.0 8.80 9.00 9.20 9.40
m/z 41.00 66.91%
5000

=

Zﬁlﬁh’n’ ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014467.D

Acqg On : 01 Apr 2023 04:55
Operator : CG/JU

Sample : 02092-15

Misc

ALS vial : 77 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 unknown-02 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.122 4.48 ng/ul 289274  1,4-Dichlorobenzene-d4 8.011

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Atrolactic acid 166 C9H1003 000515-30-0 38
2 Benzenemethanol, .alpha.,.alpha.... 136 C9H120 000617-94-7 30
3 3-Hydroxy-3-phenylbutan-2-one 164 C1OH1202 003155-01-9 27
4 dl-2-Phenyl-1,2-propanediol 152 C9H1202 004217-66-7 27
5 Benzenemethanol, .alpha.,.alpha.... 136 C9H120 000617-94-7 27

Abundance Scan 1009 (9.122 min): BP014467.D\data.ms (-1006) (-) m/z 43.00 100.00%

43.0
121.0
5000
G- A e S -
1”1 2069 540 ‘ 8.80 9.00 9.20 9.40
O hlhallbh 20692689 3549 430.8488.7548. ./, 131,00 57.04%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #42074: Atrolactic acid
43.0 121.0
5000 LR R RN |
8.80 9.00 9.20 9.40
m/z 74.00 29.73%
O‘\\\‘\!H\‘H\‘M\r\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #18988: Benzenemethanol, .alpha.,.alpha.-dimethyl-

=

43.0
R AEEERNEEEEY
8.80 9.00 9.20 9.40
m/z 71.10 21.03%
5000 121.0
) N —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39275: 3-Hydroxy-3-phenylbutan-2-one N AR ER RS
43.0 8.80 9.00 9.20 9.40
m/z 87.00 14.75%
0‘\m{\\“u‘Mu‘u\\‘\u\‘u\Wu\‘\m‘\m‘\m‘uu‘\ R ARANLEARRRRES
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40

SFAM-EPA-BP©32823.M Mon Apr 03 05:27:25 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014467.D

Acqg On : 01 Apr 2023 04:55
Operator : CG/JU

Sample : 02092-15

Misc

ALS vial : 77 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 7 unknown-03 Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
9.269 2.58 ng/ul 166768 1,4-Dichlorobenzene-d4 8.011
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,3-Dimethylpentanoic acid 130 C7H1402 082608-03-5 45
2 Octanoic acid, 2-methyl- 158 C9H1802 003004-93-1 39
3 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 38
4 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 38

5 1,3,2-Oxathioborolane, 2-ethyl-5... 130 C5H11BOS 1000163-05-5 9

Abundance Scan 1034 (9.269 min): BP014467.D\data.ms (-1029) (-) m/z 74.00 100.00%
74.0
- M
R RARAEEE RS e
” 340 9.00 9.20 9.40 9.60
Obrr bl 1340 2082 2831 3560 4389 5266 ./, 43.00 25.40%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15449: 2,3-Dimethylpentanoic acid
74.0
5000 UL L B I B AL LR
9.00 9.20 9.40 9.60
m/z 41.00 16.34%
O]‘-\S\.PJ”J"\‘\H‘\\\H‘\H\‘\\\\‘\\\\‘\\H‘\\H‘\H\‘\H\‘H\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #35334: Octanoic acid, 2-methyl-
74.0
e RARAEEEEEEE
9.00 9.20 9.40 9.60
5000 m/z 55.00 12.05%
0L b, 2580
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9230: Pentanoic acid, 2-methyl-  Raa
74.0 9.00 9.20 9.40 9.60
m/z 45.00 10.98%
- M
015-3?\‘n
m/z--> 0 50 100 150 200 250 300 350 400 450 500 9.00 9.20 9.40 9.60

SFAM-EPA-BP@32823

.M Mon Apr 03 ©5:27:27 2023

Page: 11



Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP033023\

Data File : BP@14467.D

Acqg On : 01 Apr 2023 04:55
Operator : CG/JU

Sample : 02092-15

Misc

ALS vial : 77 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823 .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 8 unknown-04 Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
9.381 2.55 ng/ul 164529 1,4-Dichlorobenzene-d4 8.011
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyl-6-methyleneoct-7-en-3-one 152 C10H160 1000424-30-4 43
2 1,5-Heptadiene-3,4-diol, 2-methyl- 142 C8H1402 022726-05-2 38
3 Butyric acid, 3-tridecyl ester 270 C17H3402 1000280-56-8 35
4 5-Nonanol, 2-methylpropionate 214 C13H2602 1000463-47-6 35
5 Isophytol 296 C20H400 000505-32-8 27
Abundance Scan 1053 (9.381 min): BP014467.D\data.ms (-1049) (-) m/z 43.00 100.00%
43.0
R RN
H J \ J 9.00 9.20 9.40 9.60 9.80
0l U‘lm Lo 2079 2811340.7 4291489.9549. ./, 71 00  91.44%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #29225: 2-Methyl-6-methyleneoct-7-en-3-one
71.0
5000 U L B B
9.00 9.20 9.40 9.60 9.80
m/z 72.00 68.36%
‘ ‘ | | 1520
O \\\‘”\i‘\\H“\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #22782: 1,5-Heptadiene-3,4-diol, 2-methyl-
71.0
T T
9.00 9.20 9.40 9.60 9.80
5000 m/z 67.00 45 .56%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #161198: Butyric acid, 3-tridecyl ester R RAREEAES
71.0 9.00 9.20 9.40 9.60 9.80
m/z 55.00 44 ,37%
- M
129 0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 9.00 9.20 9.40 9.60 9.80

SFAM-EPA-BP©32823.M Mon Apr 03 05:27:28 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014467.D

Acqg On : 01 Apr 2023 04:55
Operator : CG/JU

Sample : 02092-15

Misc

ALS vial : 77 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 Hexanoic acid, 3,5,5-trimet... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.693 11.99 ng/ul 1209350 Naphthalene-d8 10.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 3,5,5-trimethyl- 158 C9H1802 003302-10-1 90
2 Hexanoic acid, 3,5,5-trimethyl- 158 C9H1802 003302-10-1 83
3 3,3-Dimethylheptanoic acid 158 C9H1802 067061-30-7 83
4 Hexanoic acid, 3,5,5-trimethyl- 158 C9H1802 003302-10-1 64
5 Hexanoic acid, 3,5,5-trimethyl- 158 C9H1802 003302-10-1 64

Abundance Scan 1106 (9.693 min): BP014467.D\data.ms (-1093) (-) m/z 57.05 100.00%

57.0
5000

{ 3(25'1 209.2 272.9 341.0  430.3490.1549 950 10.00
el S A ST AR A e m/z 83.10 49.20%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35399: Hexanoic acid, 3,5,5-trimethyl-
57.0

5000 —— ),
9.50 10.00

m/z 41.05 40.23%

25.0
‘\\M“Y‘i“f\\“1‘\\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35401: Hexanoic acid, 3,5,5-trimethyl-
57.0

I
9.50 10.00

o

—

o

5000 m/z 56.10 23.04%
L 25.0
Y N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35349: 3,3-Dimethylheptanoic acid P —
57.0 9.50 10.00

m/z 55.05 20.13%

5000
| ‘ 25.0
| L

Ottt e e e e e s

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.50 10.00

SFAM-EPA-BP©32823.M Mon Apr 03 05:27:30 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014467.D

Acqg On : 01 Apr 2023 04:55
Operator : CG/JU

Sample : 02092-15

Misc

ALS vial : 77 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 10 unknown-@5 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.734 3.73 ng/ul 376220  Naphthalene-d8 10.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methylcyclopropanecarboxylic acid 100 C5H802 006914-76-7 38
2 Tiglic acid 100 C5H802 000080-59-1 35
3 2,2,4-Trimethyl-1-oxa-2-silacycl... 144 C6H1202Si 020471-80-1 27
4 1-[-]-4-Hydroxy-1-methylproline 145 C6H11NO3 1000251-00-7 27
5 2-Piperazinone 100 C4H8N20 005625-67-2 22

Abundance Scan 1113 (9.734 min): BP014467.D\data.ms (-1109) (-)| | m/z 55.00 100.00%

55.0
5000

‘ “\ ‘14‘2.0 9.50 10.00
il L
{4

LAl ) 2120 28193408 4291 8300 = n/; 99.95  60.05%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4221: 1-Methylcyclopropanecarboxylic acid
55.0

5000 e N

o

’ m/z 85.00 52.58%

\”Alhl’
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4117: Tiglic acid
55.0

5000 m/z 82.00 48.48%

WJ““‘“‘“‘«"‘ T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #23735

2,2,4-Trimethyl-1-oxa-2-silacyclopentanone-5 S
85.0 9.50 10.00

| dhao MW

L e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.50 10.00

o

o

SFAM-EPA-BP©32823.M Mon Apr 03 05:27:31 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014467.D

Acqg On : 01 Apr 2023 04:55
Operator : CG/JU

Sample : 02092-15

Misc

ALS vial : 77 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 11 unknown-06 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.375 3.12 ng/ul 315174 Naphthalene-d8 10.834
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, allyl 2-ethylhexy... 214 C12H2203 1000357-80-6 43
2 trans-1-Methoxy-1-butene 86 C5H100 010034-13-6 30
3 Prenol 86 C5H100 000556-82-1 27
4 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 27
5 2-Nonanol, trimethylacetate 228 C14H2802 1000463-21-6 27

Abundance Scan 1222 (10.375 min): BP014467.D\data.ms (-1214) (- m/z 43.00 100.00%

43.0
5000
11.0 ‘ T T ‘ T
[ ‘ || 20812669 354.9 10.90 1050
ol MM Al | 20812009  354.94160 5248 m/z 71.e0  77.59%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #91853: Carbonic acid, allyl 2-ethylhexyl ester
57.0
5000 — —
10.00 10.50
m/z 41.05 65.81%
O‘\\JLL‘\ \\\]-“IP-\O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2011: trans-1-Methoxy-1-butene
71.0
— —
10.00 10.50
5000 ITI/Z 69.00 58.24%
013{*%""‘ AR R R R ARRARRARR
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1911: Prenol P i
71.0 10.00 10.50
m/z 57.00 51.05%
h W
o"‘”f“‘ - —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.00 10.50

SFAM-EPA-BP©32823.M Mon Apr 03 05:27:32 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014467.D

Acqg On : 01 Apr 2023 04:55
Operator : CG/JU

Sample : 02092-15

Misc

ALS vial : 77 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 12 unknown-07 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
10.616 2.22 ng/ul 223998 Naphthalene-d8 10.834
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Dimethylhexanedioic acid 174 C8H1404 040933-45-7 22
2 1-Pyrrolidinecarboxaldehyde 99 C5HO9NO 003760-54-1 14
3 Butyric acid, 2-tridecyl ester 270 C17H3402 055193-07-2 14
4 Methyl-4,6-di-0-methylmannoside 222 C9H1806 1000426-87-7 14
5 Phytol 296 C20H400 000150-86-7 14
Abundance Scan 1263 (10.616 min): BP014467.D\data.ms (-1258) (| m/z 43.85 100.00%
—— —
HlS.l 209.2 2828 10.50 11.00
ol Al L, 2002 232.8341.7 42894902 nm/z 73.85 59.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #49486: 2,4-Dimethylhexanedioic acid
69.0
5000 — ——
128.0 10.50 11.00
m/z 69.10 58.38%
OHW ’l’Jl“JM‘\lH‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3934: 1-Pyrrolidinecarboxaldehyde
43.0
— —
10.50 11.00
5000 m/z 71.00 56.23%
o_“u b e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #161200: Butyric acid, 2-tridecyl ester 7 —
71.0 10.50 11.00
m/z 41.00 55.88%
5000
[, 220
O A A et e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50 11.00

SFAM-EPA-BP©32823.M Mon Apr 03 05:27:33 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014467.D

Acqg On : 01 Apr 2023 04:55
Operator : CG/JU

Sample : 02092-15

Misc

ALS vial : 77 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 13 Benzenamine, 3-chloro-4-met... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.346 3.70 ng/ul 373049 Naphthalene-d8 10.834
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenamine, 3-chloro-4-methyl- 141 C7H8CIN 000095-74-9 98
2 Benzenamine, 3-chloro-4-methyl- 141 C7H8CIN 000095-74-9 97
3 Benzenamine, 2-chloro-4-methyl- 141 C7H8CIN 000615-65-6 93
4 Benzenamine, 3-chloro-2-methyl- 141 C7H8CIN 000087-60-5 89
5 Benzenamine, 2-chloro-4-methyl- 141 C7H8CIN 000615-65-6 87

Abundance Scan 1557 (12.346 min): BP014467.D\data.ms (-1551) (-] | m/z 140.00 100.00%
140.0

ﬁ‘

5000 77.0
— =
0 ' 12.00 12.50
O, | 20892671 338.940124607 5348  n/; 141,00 93.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21895: Benzenamine, 3-chloro-4-methyl-
140.0
5000 — R
77.0 12.00 12.50
m/z 106.00 89.59%
Ol‘-\srp‘gl‘l“\m}"i‘f%[\l\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21907: Benzenamine, 3-chloro-4-methyl-
140.0
— —
12.00 12.50
5000 ITI/Z 77 .00 43.06%

0\ T L L L L L B B B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #21894: Benzenamine, 2-chloro-4-methyl- — —
106.0 12.00 12.50
m/z 142.00 36.40%

,_.
J01
1o
= ~
= ~
T o

5000

f

i S%M. |

4] A
IR LA LN I L B L I B L L L L

7= T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50

SFAM-EPA-BP©32823.M Mon Apr 03 05:27:34 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014467.D

Acqg On : 01 Apr 2023 04:55
Operator : CG/JU

Sample : 02092-15

Misc

ALS vial : 77 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 14 unknown-08 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.828 3.33 ng/ul 449163  Acenaphthene-d10 14.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 d-Ribo-tetrofuranose, 4-c-cyclop... 200 C10H1604 030571-50-7 25
2 Pentane, 1-bromo- 150 C5H11Br 000110-53-2 22
3 2-Hydroperoxytetrahydrofuran, TM... 176 C7H1603Si 1000368-50-8 22
4 3-Buten-2-o0l, 2-methyl- 86 C5H100 000115-18-4 16
5 4,4-Dimethyl-1-hexene 112 C8H16 001647-08-1 16

Abundance Scan 1639 (12.828 min): BP014467.D\data.ms (-1634) (- m/z 71.00 100.00%
71.0

5000

-

S e
| ‘M \150.0 12,50 13.00
MMl 2110 2831 3981 5152 .., 43,60  75.08%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75397: d-Ribo-tetrofuranose, 4-c-cyclopropyl-1,2-O-isop

o

3

59.0
5000 “ —
12.50 13.00
m/z 59.00 58.97%
0 | HL 125018\50
‘\\\\‘ !\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27884: Pentane, 1-bromo-
71.0
— —
12.50 13.00
5000 ITI/Z 105.00 29.44%
1“ 150.0
ow}_ S —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #51268: 2-Hydroperoxytetrahydrofuran, TMS derivative T —T
71.0 12.50 13.00
m/z 97.00 24.06%
- WW
N S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014467.D

Acqg On : 01 Apr 2023 04:55
Operator : CG/JU

Sample : 02092-15

Misc

ALS vial : 77 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 15 1,5-Dimethyl-bicyclo[3.2.0]... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
13.728 2.19 ng/ul 295257  Acenaphthene-di10 14.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,5-Dimethyl-bicyclo[3.2.0]hepta... 168 C10H1602 1000190-69-8 53
2 Furan, 2-ethyl- 96 C6H80 003208-16-0 46
3 1,4-Hexadiene, 2-methyl- 96 C7H12 001119-14-8 46
4 1,3-Pentadiene, 2,3-dimethyl- 96 C7H12 001113-56-0 46
5 2,4-Hexadiene, 3-methyl- 96 C7H12 028823-42-9 43

Abundance Scan 1792 (13.728 min): BP014467.D\data.ms (-1788) (| | m/z 81.10 100.00%

81.1
5000

0 220.8 322.9 415.1 4923

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #43172: 1,5-Dimethyl-bicyclo[3.2.0]heptane-6-carboxylic
81.0

5000

—
13.50 14.00
m/z 105.00  63.54%

53.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3142: Furan, 2-ethyl-
81.0

T
13.50 14.00

o

5000 m/z 119.10 59.64%
)
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3249: 1,4-Hexadiene, 2-methyl- T —
81.0 13.50 14.00

m/z 91.00 56.31%

- M
lS'LP Ll .I}

L S — —
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014467.D

Acqg On : 01 Apr 2023 04:55
Operator : CG/JU

Sample : 02092-15

Misc

ALS vial : 77 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 16 Benzoic acid, p-tert-butyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.504 9.73 ng/ul 1311410  Acenaphthene-d10 14.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 96
2 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 93
3 3-tert-Butylbenzoic acid 178 C11H1402 007498-54-6 81
4 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 76
5 6-tert-Butyl-2,4-dimethylphenol 178 C12H180 001879-09-0 64

Abundance Scan 1924 (14.504 min): BP014467.D\data.ms (-1918) (- m/z 163.10 100.00%
168.1

-

5000
91.0
T 1
\ 14.50
O bhtdishl. |1 222.02800 355.2415.147625340 /7 91 09  32.64%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52526: Benzoic acid, p-tert-butyl-
163.0
5000 1 |
91.0 14.50

m/z 135.00  29.45%

ZZ'P\\ u .h\

m

O‘\\\f‘f\TV‘\\Tl\l‘f\L\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52528: Benzoic acid, p-tert-butyl-
163.0
T \
14.50
5000 ITI/Z 77 .00 13.54%
91.0
29'#\1“ T ‘
O e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52511: 3-tert-Butylbenzoic acid —
163.0 14.50
m/z 178.05 12.31%
5000
91.0 ‘
0‘u\\‘u“\JM\m‘m\‘u\\‘uu‘uu‘\m‘\m‘\m‘uu‘\ L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014467.D

Acqg On : 01 Apr 2023 04:55
Operator : CG/JU

Sample : 02092-15

Misc

ALS vial : 77 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 17 unknown-09 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.593 3.56 ng/ul 479364  Acenaphthene-d10 14.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fumaric acid, 2-ethylcyclohexyl ... 450 C28H5004 1010345-19-6 22
2 Vestitenone 178 C12H180 069401-36-1 14
3 Hydrazine, phenyl- 108 C6H8N2 000100-63-0 11
4 Hydroquinone 110 C6H602 000123-31-9 11
5 Carbamic acid, methyl-, 3-methyl... 165 C9H11NO2 001129-41-5 11

Abundance Scan 1939 (14.593 min): BP014467.D\data.ms (-1934) (- m/z 43.00 100.00%

43.0 108.0 '
5000
196.1
T
i H\HH“\ I H\ { 268.8326.9 414.8 479.3 549. 14.50
O AL L L 200 05eD S S R Y m/z 107.95  94.24%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #325697: Fumaric acid, 2-ethylcyclohexyl hexadecyl este
110.0
5000 . :
14.50
m/z 110.05 75.07%
a0 pq 5220
‘\\11’1!1!‘ \\T‘\f\\‘1\\f‘\\\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52795: Vestitenone
95.0
T
14.50
5000 ITI/Z 95.00 54.39%

il l”

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

o

[N
N
o

o

Abundance #5978: Hydrazine, phenyl- 7 ‘
108.0 14.50
m/z 111.00 53.98%
5000
39.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014467.D

Acqg On : 01 Apr 2023 04:55
Operator : CG/JU

Sample : 02092-15

Misc

ALS vial : 77 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 18 Benzenesulfonamide, N-ethyl... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.187 5.82 ng/ul 821785  Phenanthrene-die 17.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenesulfonamide, N-ethyl-2-me... 199 C9H13NO2S 001077-56-1 98
2 N-(4H-1,2,4-Triazol-4-yl)-p-tolu... 238 C9H10N402S 032585-76-5 49
3 Benzenesulfonamide, N-ethyl-4-me... 199 C9H13NO2S 000080-39-7 49
4 Benzenesulfonamide, N-ethyl-2-me... 199 C9H13NO2S 001077-56-1 46
5 Benzene, 1-methyl-3-nitro- 137 C7H7NO2 000099-08-1 43
Abundance Scan 2210 (16.187 min): BP014467.D\data.ms (-2206) (- m/z 91.00 100.00%
91.0
5000
155.0
—= —
’ ’ l 16.00 16.50
obrlikilipy ) [12881 3410 4292 5166 /7 65.00  30.69%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75203: Benzenesulfonamide, N-ethyl-2-methyl-
91.0
5000 — —
155.0 16.00 16.50
’ m/z 155.00  28.84%
0 ‘\z\gﬂlﬁ\\lwhw"L\\\\d\[\\\‘\LHH‘H\\‘\\H‘\H\‘\\H‘HH‘\H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #121554: N-(4H-1,2,4-Triazol-4-yl)-p-toluenesulfonamide
91.0
== =
16.00 16.50
5000 155.0 m/z 90.00 25.53%
| 238.0
0 ‘m‘\l‘i‘\”\“\‘“uu‘m‘\\‘uu,mWm,mWm‘mwmm
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75201: Benzenesulfonamide, N-ethyl-4-methyl- P ——
91.0 16.00 16.50
155.0 m/z 199.10  15.87%
5000
28.
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014467.D

Acqg On : 01 Apr 2023 04:55
Operator : CG/JU

Sample : 02092-15

Misc

ALS vial : 77 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 19 unknown-10 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.375 2.69 ng/ul 379614  Phenanthrene-d10 17.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenepropanoic acid, 4-hydroxy- 166 CSH1e03 000501-97-3 22
2 1,3-Cyclopentadiene, 1,2,5,5-tet... 122 C9H14 004249-12-1 15
3 3-Isopropyl-tricyclo[4.3.1.1(2,5... 204 C14H200 1000191-47-2 14
4 Diacetamate 193 C1OH11NO3 002623-33-8 11
5 Phenol, 3-ethyl- 122 C8H1e0 000620-17-7 11
Abundance Scan 2242 (16.375 min): BP014467.D\data.ms (-2238) (| m/z 107.05 100.00%
107.1166.1
5000
39.
— ——
16.00 16.50
2L3.1281.1
0 Uk u‘w S84 14001 507.0 0 h/; 166.05  96.62%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #42196: Benzenepropanoic acid, 4-hydroxy-
107.0
5000 166.0 ! T
16.00 16.50
39.0 m/z 109.05 78.07%
0 \h\‘\m‘\u\‘“\"‘l\l\h“\l\\‘\\‘\l\\\‘\\\\‘\\\\‘\H\‘\\\\‘\H\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #11472: 1,3-Cyclopentadiene, 1,2,5,5-tetramethyl-
107.0
— ——
16.00 16.50
5000 m/z 96.00 75.62%
39.0 ‘
0 \H\\\li“u‘\\\\w‘m‘\Wm‘mwm‘\mWw\m_m_m_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80042: 3-Isopropyl-tricyclo[4.3.1.1(2,5)]undec-3-en-10-0 — ——
107.0 16.00 16.50
m/z 81.00 68.69%
5000
41.0
204.0
OIJ““"M“”‘J"“\‘\ — ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014467.D

Acqg On : 01 Apr 2023 04:55
Operator : CG/JU

Sample : 02092-15

Misc

ALS vial : 77 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 20 Benzenesulfonamide, N-ethyl... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

16.698 3.49 ng/ul 492998  Phenanthrene-d10 17.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenesulfonamide, N-ethyl-4-me... 199 C9H13NO2S 000080-39-7 95
2 Benzenesulfonamide, N-ethyl-4-me... 199 C9H13NO2S 000080-39-7 94
3 Benzenesulfonamide, N-ethyl-4-me... 199 C9H13NO2S 000080-39-7 94
4 Benzenesulfonamide, N-ethyl-4-me... 199 C9H13NO2S 000080-39-7 91
5 4-Methyl-N-(2-oxobutyl)benzenesu... 241 C11H15NO03S 1000192-14-5 86

Abundance Scan 2297 (16.698 min): BP014467.D\data.ms (-2294) (-] ' m/z 91.00 100.00%

91.0
155.0
5000

i
16.50 17.00
o lihaboy ) 12221 2051354.8414.047515340 ./, 155 00 67.71%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75205: Benzenesulfonamide, N-ethyl-4-methyl-
91.0
155.0

o

5000 I SN
16.50 17.00
‘ m/z 184.00 40.82%
O ‘ T \‘\-\lEJ\JT ‘TT\‘T"\ TT \‘[\ TTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75201: Benzenesulfonamide, N-ethyl-4-methyl-
91.0 k
155.0 — —
16.50 17.00
5000 m/z 65.00 28.13%

o

28.
“‘AmJ‘u e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #75206: Benzenesulfonamide, N-ethyl-4-methyl- T
91.0 155.0 16.50 17.00

m/z 92.05 14.31%

A

O‘HHM L ‘\

T \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014467.D

Acqg On : 01 Apr 2023 04:55
Operator : CG/JU

Sample : 02092-15

Misc

ALS vial : 77

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823 .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 21 n-Hexadecanoic acid Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
18.298 5.76 ng/ul 814209  Phenanthrene-die 17.428
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 99
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
5 Tridecanoic acid 214 C13H2602 000638-53-9 91

Abundance Scan 2569 (18.298 min): BP014467.D\data.ms (-2565) (-
73.0

m/z 73.00 100.00%

.

5000
“’ } ‘? 18.00 18.50
0 il ww!wwwlwm 285.0 355.0 429.1 504.9  ‘m/z 43.05 83.52%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 R T
18.00 18.50
M’ 213.0 m/z 60.00 82.32%
0‘\\\“‘ \\‘}l\“}\lL!r\]\\\\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

B

Abundance #143508: n-Hexadecanoic acid
420 256.0
iéod 18.50
5000 m/z 41.05 70.31%
129.0
0l H “HJM‘\}?HJ ﬁMW“MwmfwAv\WﬂWNde

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #143511: n-Hexadecanoic acid T ——
73.0 18.00 18.50
m/z 55.00 69.77%
256.0
5000
“ 57.0
Ok JMMM,\ —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

. 01

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
BP014467.D

Apr 2023 04:55

: CG/IU
¢ 02092-15

77

hod
le

ry

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823 .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 22 Octadecanoic acid Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
19.522 3.38 ng/ul 363856 Chrysene-d12 21.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 98
3 Octadecanoic acid 284 C18H3602 000057-11-4 96
4 Octadecanoic acid 284 C18H3602 000057-11-4 95
5 Pentadecanoic acid 242 C15H3002 001002-84-2 89

Abundance Scan 2777 (19.522 min): BP014467.D\data.ms (-2774) (- m/z 73.00 100.00%
3.0

3

%

5000
241.2
‘ }H 1711 19.50
o AL b il ), 302136894320 5344 ., cp 00  81.31%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 —r— :
19.50
’ h‘ 1850  284.0 m/z 43.05 81.07%
O‘\\‘\HH ‘!\'[M“!hl\‘\!\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

-

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #179091: Octadecanoic acid
43.0
R \
19.50
5000 129.0 m/z 57.85 73.97%
’ 284.0
1T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #179093: Octadecanoic acid ——
73.0 19.50
m/z 55.00 65.61%
5000 284.0
185.0
olih m”h\w\“““ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014467.D

Acqg On : 01 Apr 2023 04:55
Operator : CG/JU

Sample : 02092-15

Misc

ALS vial : 77 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 23 Benzene, 2-ethenyl-1,3,5-tr... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
21.116 3.06 ng/ul 329256 Chrysene-d12 21.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 52
2 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2 074663-81-3 52
3 2-Amino-4,6-dimethylbenzonitrile 146 C9H1ON2 1010461-05-1 50
4 1H-Indole-3-ethanol, 5-hydroxy- 177 C1OH11NO2 000154-02-9 43
5 (4-Methoxy-phenyl)-(3,5,5-trimet... 257 C15H19N30 1000274-25-4 38

Abundance Scan 3048 (21.116 min): BP014467.D\data.ms (-3046) (- m/z 146.05 100.00%
146.1

-

5000
43.0
‘ : _—
21.00 21.50
H 215.1 302.1
o"HAMWNMMWMwwuyw‘W‘H‘pu‘ﬁ§§9ﬁ?%?u‘w5§§9 m/z 131.05  39.51%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25024: Benzene, 2-ethenyl-1,3,5-trimethyl-
146.0
5000 — —
21.00 21.50
m/z 43.00 30.14%
39.0
0 ‘\\J\\\““\“‘JI\l’“\“l\"\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

-

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #25518: 1H-1,3,2-Benzodiazaborole, 2-ethyl-2,3-dihydro-
146.0

T T
21.00 21.50
5000 m/z 137.05 22.10%

-

52.0 11H
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25704: 2-Amino-4,6-dimethylbenzonitrile —— ——
146.0 21.00 21.50
m/z 133.00 21.31%
- %WMWJKW/VJM%N”WwAMWW
39.0
0"M“\"f‘w“w‘kHn'\m“H‘Wm‘mwHH‘HH“m‘uu‘mw —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014467.D

Acqg On : 01 Apr 2023 04:55
Operator : CG/JU

Sample : 02092-15

Misc

ALS vial : 77 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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 24 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
21.192 3.38 ng/ul 364087 Chrysene-d12 21.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 97
2 Cyclohexadecane 224 C16H32 000295-65-8 97
3 17-Pentatriacontene 491 C35H70 006971-40-0 95
4 Cyclotetradecane 196 C14H28 000295-17-0 91
5 Cyclotetradecane 196 C14H28 000295-17-0 86
Abundance Scan 3061 (21.192 min): BP014467.D\data.ms (-3058) (| m/z 55.00 100.00%
55.0
= wj\fwmm/\«
5000
—— —
% 0. 21.00 21.50
ol ‘u““ML““W“HANm "“'k“‘lw s "“““‘3?’9”1‘4’?9 1489.9549.  4/; 83.00 98.11%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #244230: 1-Tetracosene
55.0
5000 — ——
21.00 21.50
125.0 m/z 57.10  95.73%
‘ ‘ 336.0
O\\\\\\\‘\‘\\‘\“‘1"\\\\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104594: Cyclohexadecane
55.0
—— —
21.00 21.50
5000 m/z 43.05 86.97%
{ ‘ h 224.0
|0 1
TRLE L N —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #336402: 17-Pentatriacontene —— —
43.0 21.00 21.50
m/z 69.05 79.35%
5000
0 h m |, 182.0 267.0 490.0
T W‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H“ e —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014467.D

Acqg On : 01 Apr 2023 04:55
Operator : CG/JU

Sample : 02092-15

Misc :

ALS Vvial : 77 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823.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|
Paraldehyde 4.217 14.7 ng/ul 946325 1 8.011 1290710 20.0
1,3-0Oxathiolane 4.599 .8 ng/ul 247471 1 8.011 1290710 20.0
Pentanoic acid,... 8.958 3.3 ng/ul 214125 1 8.011 1290710 20.0
Benzenamine, 3-... 9.011 19.6 ng/ul 1264700 1 8.011 1290710 20.0
unknown-01 9.081 7.4 ng/ul 480359 1 8.011 1290710 20.0
unknown-02 9.122 4.5 ng/ul 289274 1 8.011 1290710 20.0
unknown-03 9.269 2.6 ng/ul 166768 1 8.011 1290710 20.0
unknown-04 9.381 2.5 ng/ul 164529 1 8.011 1290710 20.0
Hexanoic acid, 9.693 12.0 ng/ul 1209350 2 10.834 2017490 20.0
unknown-05 9.734 3.7 ng/ul 376220 2 10.834 2017490 20.0
unknown-06 10.375 3.1 ng/ul 315174 2 10.834 2017490 20.0
unknown-07 10.616 2.2 ng/ul 223998 2 10.834 2017490 20.0
Benzenamine, 3-... 12.346 3.7 ng/ul 373049 2 10.834 2017490 20.0
unknown-08 12.828 3.3 ng/ul 449163 3 14.669 2694360 20.0
1,5-Dimethyl-bi... 13.728 2.2 ng/ul 295257 3 14.669 2694360 20.0
Benzoic acid, p... 14.504 9.7 ng/ul 1311410 3 14.669 2694360 20.0
unknown-09 14.593 3.6 ng/ul 479364 3 14.669 2694360 20.0
Benzenesulfonam... 16.187 5.8 ng/ul 821785 4 17.428 2825760 20.0
unknown-10 16.375 2.7 ng/ul 379614 4 17.428 2825760 20.0
Benzenesulfonam... 16.698 3.5 ng/ul 492998 4 17.428 2825760 20.0
n-Hexadecanoic ... 18.298 5.8 ng/ul 814209 4 17.428 2825760 20.0
Octadecanoic acid 19.522 3.4 ng/ul 363856 5 21.516 2152630 20.0
Benzene, 2-ethe... 21.116 3.1 ng/ul 329256 5 21.516 2152630 20.0
(DEL) Alkane: S... 21.192 3.4 ng/ul 364087 5 21.516 2152630 20.90
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