LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014468.D

Acqg On : 01 Apr 2023 05:29
Operator : CG/JU

Sample : 02093-10

Misc :

ALS Vvial : 78 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@14468.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.422 35 40 55 rVB 1516559 2014213 47.39% 3.058%
2 3.669 78 82 86 rBv 23936 29762 0.70% 0.045%
3 3.834 107 110 125 rBV 126985 241287 5.68% 0.366%
4 4.040 140 145 149 rBV2 19528 34614 0.81% 0.053%
5 4.216 170 175 180 rVV 730776 931005 21.90% 1.414%
6 4.263 180 183 188 rVB 34881 46841 1.10% 0.071%
7 4.599 234 240 249 rBV2 138943 237507 5.59% 0.361%
8 5.075 316 321 327 rBV 23547 34011 0.80% 0.052%
9 5.781 434 441 446 rBvS8 11357 31494 0.74% 0.048%
106 6.275 519 525 532 rVB 33724 63834 1.50% 0.097%
11 6.599 574 580 585 rBV 16696 29091 0.68% 0.044%
12 6.957 636 641 651 rVvB2 40538 65404 1.54% 0.099%
13 7.063 651 659 663 rBV7 18627 50469 1.19% 0.077%
14 7.110 663 667 671 rVW2 16060 29183 0.69% 0.044%
15 7.187 671 680 699 rVB 243055 487414 11.47% 0.740%
16 7.340 699 706 715 rBV 682599 1108035 26.07% 1.683%
17 7.469 723 728 734 rVB5 33259 52870 1.24% ©.080%
18 7.546 734 741 749 rBV 736051 1215047 28.59% 1.845%
19 7.746 768 775 779 rBV8 15182 27341 0.64% 0.042%
20 8.010 814 820 828 rBV 779994 1229378 28.92% 1.867%
21 8.093 828 834 841 rVB3 35492 71955 1.69% 0.109%
22 8.157 841 845 851 rvVB2 24264 39772 0.94% 0.060%
23 8.263 854 863 866 rBv6 25032 49394 1.16% ©0.075%
24 8.504 898 904 908 rBV 27278 46903 1.10% 0.071%
25 8.740 938 944 952 rBV 648187 1088376 25.61% 1.653%
26 8.804 952 955 970 rVB9 43215 116444 2.74% 0.177%
27 8.957 970 981 985 rBV 97261 224299 5.28% 0.341%
28 9.010 985 990 996 rVV 739341 1211546 28.50% 1.840%
29 9.087 996 1003 1007 rVV4 180173 444531 10.46% 0.675%
30 9.128 1007 1010 1015 rVV 168894 235399 5.54% 0.357%
31 9.187 1015 1020 1029 rVB 884749 1487939 35.01% 2.259%
32 9.275 1030 1035 1040 rVB 99428 164421 3.87% 0.250%
33 9.387 1049 1054 1061 rVB3 92528 161289 3.79% 0.245%
34 9.534 1072 1079 1087 rBV8 62447 164007 3.86% 0.249%
35 9.593 1087 1089 1093 rvB3 21392 28595 0.67% 0.043%

36 9.693 1094 1106 1110 rBV 518562 1215273 28.59%  1.845%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014468.D

Acqg On : 01 Apr 2023 05:29
Operator : CG/JU

Sample : 02093-10

Misc :

ALS Vvial : 78 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 9.740 1110 1114 1125 rVB2 157901 316001 7.43% 0.480%
38 9.834 1127 1130 1137 rVB8 20096 34197 0.80% 0.052%
39 9.916 1137 1144 1157 rVB 783502 1336619 31.45% 2.030%
40 10.046 1157 1166 1170 rBV4 79744 177484 4.18% 0.270%
41 10.098 1171 1175 1187 rVB3 61364 130822 3.08% 0.199%
42 10.193 1187 1191 1195 rBV5 21822 34854 0.82% 0.053%
43 10.246 1195 1200 1210 rVB1oO 31710 76576 1.80% 0.116%
44 10.375 1214 1222 1230 rBV7 141873 324354 7.63% 0.493%
45 10.463 1231 1237 1246 rBV 1062813 1925838 45.31% 2.924%
46 10.622 1259 1264 1271 rVB2 124010 224046 5.27% 0.340%
47 10.687 1272 1275 1279 rVB3 24115 35255 0.83% 0.054%
48 10.775 1279 1290 1294 rBV4 104436 247406 5.82% 0.376%
49 10.834 1294 1300 1313 rVB 1143674 1954017 45.97% 2.967%
50 10.987 1317 1326 1334 rBV 571202 1196155 28.14% 1.816%
51 11.098 1340 1345 1356 rBV 57730 195278 4.59% 0.297%
52 11.281 1369 1376 1377 rBV5 61897 108960 2.56% 0.165%
53 11.310 1378 1381 1386 rVB2 91943 149312 3.51% 0.227%
54 11.416 1395 1399 1403 rBV6 40391 76372 1.80% 0.116%
55 11.469 1404 1408 1412 rVV4 79818 135642 3.19% 0.206%
56 11.528 1413 1418 1423 rVB6 56178 122560 2.88% 0.186%
57 11.616 1430 1433 1436 rBV5 29202 41978 0.99% 0.064%
58 11.669 1436 1442 1444 rBV6 64163 135407 3.19% 0.206%
59 11.775 1456 1460 1463 rBv4 39425 69236 1.63% 0.105%
60 11.822 1466 1468 1475 rVB3 82895 131757 3.10% ©0.200%
61 11.892 1475 1480 1483 rBV3 61034 98516 2.32% 0.150%
62 11.969 1490 1493 1496 rVB5 22155 26165 0.62% 0.040%
63 12.040 1501 1505 1515 rVB6 57801 155386 3.66% 0.236%
64 12.287 1544 1547 1551 rBV5 36370 54171 1.27% 0.082%
65 12.345 1551 1557 1562 rBV 195741 366787 8.63% 0.557%
66 12.728 1617 1622 1627 rBV7 58043 108859 2.56% 0.165%
67 12.828 1635 1639 1652 rVB4 191402 439015 10.33% 0.667%
68 12.934 1653 1657 1661 rBV5 33982 58731 1.38% ©0.089%
69 13.028 1669 1673 1674 rBV2 48464 61790 1.45% 0.094%
70 13.057 1675 1678 1683 rVB4 110226 166164 3.91% 0.252%
71 13.692 1783 1786 1788 rBV 60850 80728 1.90% ©0.123%
72 13.734 1789 1793 1799 rVB3 111917 224794 5.29% 0.341%
73 13.798 1800 1804 1811 rVB2 113975 192501 4.53% 0.292%
74 13.863 1812 1815 1817 rBV4 36848 46634 1.10% 0.071%
75 13.910 1819 1823 1827 rBV6 68822 122335 2.88% 0.186%

76 14.075 1845 1851 1860 rVB 2206414 3176353 74.73% 4.823%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014468.D

Acqg On : 01 Apr 2023 05:29
Operator : CG/JU

Sample : 02093-10

Misc :

ALS Vvial : 78 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 14.175 1861 1868 1872 rBV8 94533 240794 5.66% 0.366%
78 14.257 1878 1882 1886 rBvV3 85829 104343 2.45% 0.158%
79 14.363 1894 1900 1907 rBV 2207031 3326059 78.25% 5.050%
80 14.504 1918 1924 1933 rVB 715992 1290920 30.37% 1.960%
81 14.592 1934 1939 1944 rVV 321780 485270 11.42% 0.737%
82 14.669 1946 1952 1960 rVB 1667456 2607587 61.35% 3.960%
83 14.922 1992 1995 2003 rVB4 127726 276097 6.50% 0.419%
84 15.663 2115 2121 2127 rVB 2890139 4114487 96.80% 6.248%
85 15.792 2137 2143 2148 rBV 987949 1498375 35.25% 2.275%
86 16.028 2180 2183 2188 rVB 128413 187063 4.40%  0.284%
87 16.186 2206 2210 2216 rBV 617827 857361 20.17% 1.302%
88 16.375 2239 2242 2249 rVB3 210777 382740 9.00% 0.581%
89 16.704 2294 2298 2303 rBV 380063 505579 11.89% 0.768%
90 17.427 2416 2421 2430 rVB 2003482 2792273 65.69% 4.240%
91 17.527 2433 2438 2447 rVB 2903998 4250634 100.00% 6.454%
92 17.780 2479 2481 2485 rVB 102022 113650 2.67% 0.173%
93 18.298 2565 2569 2578 rBV2 588556 818127 19.25% 1.242%
94 19.063 2696 2699 2703 rVB 193315 216735 5.10% 0.329%
95 19.522 2775 2777 2787 rVB 247299 343581 8.08% 0.522%
96 19.757 2812 2817 2823 rVB 3303605 4216134 99.19% 6.402%
97 21.192 3058 3061 3068 rBvV2 243672 315233  7.42% 0.479%
98 21.515 3112 3116 3121 rVB 1647747 2171293 51.08% 3.297%
99 23.874 3511 3517 3525 rVB 1743921 3386934 79.68% 5.143%
100 24.039 3539 3545 3553 rVB2 986064 2086979 49.10% 3.169%

Sum of corrected areas: 65856246
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014468.D

Acqg On : 01 Apr 2023 05:29
Operator : CG/JU

Sample : 02093-10

Misc

ALS vial : 78 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: BP014468.D\data.ms

3500000
3000000
2500000
2000000

3.422
1500000

10.4630-834

1000000 9.187
4216 7.34gp46 8010 s 74801

500000 . 18
. 3.668 3063?30 5075 5781 _6.275%, 59969&@@ 469746 SB35 8?)

Time--> 350 400 450 5.00 5.50 600 650 700 7.50 800 8.50 900 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BP014468.D\data.ms

19.757
3500000 17.527
15.663
3000000
2500000 . . 17.427
2000000

1500000
18.298

19.063 19.522
EZXEEANAﬂMMJJwRAJhAMMVKMJAVJVvNN“N

1000000

500000

0
Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance TIC: BP014468.D\data.ms

3500000
3000000
21.515 23.874
2500000
2000000 4.039
1500000
21.192
1000000

500000

0\ T T ‘ T T ‘ L ‘ T T ‘ T T ‘ L ‘ T T ‘ T T ‘ L ‘ T T ‘ L ‘ T T ‘ T T ‘ L ‘ T T ‘ T T ‘ L ‘ T
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP033023\

Data File : BP@14468.D

Acqg On : 01 Apr 2023 05:29
Operator : CG/JU

Sample : 02093-10

Misc

ALS vial : 78 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 1 Paraldehyde Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
4,216 15.15 ng/ul 931005 1,4-Dichlorobenzene-d4 8.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Paraldehyde 132 C6H1203 000123-63-7 83
2 Paraldehyde 132 C6H1203 000123-63-7 78
3 Paraldehyde 132 C6H1203 000123-63-7 56
4 Paraldehyde 132 C6H1203 000123-63-7 47
5 Propane, 2,2'-[ethylidenebis(oxy... 146 C8H1802 004285-59-0 39
Abundance Scan 175 (4.216 min): BP014468.D\data.ms (-170) (-) m/z 45.00 100.00%
45.0
5000
RREas e R
17.0 3.80 4.00 4.20 4.40 4.60
bbb 2089 282.9 355.1415.0 494.7  ;m/7 42.95  49.65%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16353: Paraldehyde
45.0
5000 [T T T [T T T[T T iTTT
3.80 4.00 4.20 4.40 4.60
m/z 89.00 17.40%
| 17.0
O ‘\\1!‘1\\T‘\‘1f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16351: Paraldehyde
45.0
REEas e A
3.80 4.00 4.20 4.40 4.60
5000 m/z 86.95 9.80%
‘ 17.0
e SRR s ma s m e e ATt
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16354: Paraldehyde BRRREEER T e e
45.0 3.80 4.00 4.20 4.40 4.60
m/z 116.95 6.88%
5000
17.0
0 ‘\J\‘\\‘uHMcwm‘uu‘m\‘uu‘\m‘\m‘\m‘uu‘\ T T
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 : BP014468.D

Acqg On : 01 Apr 2023 05:29
Operator : CG/JU

Sample : 02093-10

Misc

ALS vial : 78 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 8
R.T. EstConc Area Relative to ISTD R.T.
4.599 3.86 ng/ul 237507 1,4-Dichlorobenzene-d4 8.010

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Oxathiolane 90 C3H60S 002094-97-5 91
2 1,3-Oxathiolane 90 C3H60S 002094-97-5 56
3 Thiourea, methyl- 90 C2H6N2S 000598-52-7 45
4 Hydrazinecarboxylic acid, methyl... 90 C2H6N202 006294-89-9 38
5 Heptanoic acid, 2-hydroxy-, meth... 160 C8H1603 054340-91-9 36
Abundance Scan 240 (4.599 min): BP014468.D\data.ms (-234) (-) m/z 59.95 100.00%
60.0
5000
207'0 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
132.9 4.20 4.40 4.60 4.80 5.00
Olprrrlb 3525 | 2681 3548 4289 5009 m/z 9e0.e0  89.71%
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 45.00 67.27%
O‘\\l\“\“\\“\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2558: 1,3-Oxathiolane
90.0
s R
4.20 4.40 4.60 4.80 5.00
5000 m/z 58.95 63.43%
29.
o_‘[a'w‘HH_H‘,mww‘w‘w_wwww

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

Abundance #2514: Thiourea, methyl-

90.0 4.20 4.40 4.60 4.80 5.00
m/z 207.00 24.10%
5000 30.0

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 : BP014468.D

Acqg On : 01 Apr 2023 05:29
Operator : CG/JU

Sample : 02093-10

Misc

ALS vial : 78 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 Butanoic acid, 2-methyl-, m... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.957 3.65 ng/ul 224299 1,4-Dichlorobenzene-d4 8.010

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 50
2 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 45
3 Hydrazine, 1,2-diethyl- 88 C4H12N2 001615-80-1 43
4 3-Dodecyloxypropanoic acid, Me d... 272 C16H3203 1000497-89-8 42
5 t-Butyl nitrite 103 C4HO9NO2 000540-80-7 40

Abundance Scan 981 (8.957 min): BP014468.D\data.ms (-970) (-) m/z 57.05 100.00%

57.0

EREEAR TR
Hl ’l 51 2080 3410 8.60 8.80 9.00 9.20
ol AhLEED"  2080265.1 3410 430.1489.8549: ./, g7 95  84.78%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #9325: Butanoic acid, 2-methyl-, methyl ester
88.0
5000

8.60 8.80 9.00 9.20
m/z 41.05 51.59%

po0),

O\l\\‘\\\ [
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #292480: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester
88.0
L R R
8.60 8.80 9.00 9.20
5000 m/z 73.00 47.10%
R9.0
o Wl ws0 220 ssse
Al S e e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #2216: Hydrazine, 1,2-diethyl- A
31.0 8.60 8.80 9.00 9.20
88.0 m/z 43.00 26.24%
) w
ob b, S I S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20
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Data Path :
Data File : BP@
Acqg On 01
Operator : CG/
Sample : 020
Misc

ALS vial : 78

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\

14468.D

Apr 2023 05:29
Ju

93-10

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 4 Benzenamine, 3-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
9.010 19.71 ng/ul 1211556 1,4-Dichlorobenzene-d4 8.010
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 o-Toluidine 107 C7HSN 000095-53-4 94

Abundance Scan 990 (9.010 min): BP014468.D\data.ms (-985) (-) m/z 106.10 100.00%
106.1
5000
[T T
39.0 H 8.60 8.80 9.00 9.20 9.40
obrbhidy ) 1908 267.9 3551 4289489.4546.  n/z 107.05 90.39%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #5846: Benzenamine, 3-methyl-
106.0
5000 B R B B
8.60 8.80 9.00 9.20 9.40
m/z 77.00 20.98%
390}
O‘\\A\I\“J‘“!”\\‘\'"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #5843: Benzenamine, 3-methyl-
106.0
8.60 8.80 9.00 9.20 9.40
5000 ITI/Z 79.00 19.31%
390}
ol i
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #5844: Benzenamine, 3-methyl-
106.0 8.60 8.80 9.00 9.20 9.40
m/z 39.00 9.23%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 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 : BP014468.D

Acqg On : 01 Apr 2023 05:29
Operator : CG/JU

Sample : 02093-10

Misc

ALS vial : 78 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 5 unknown-01 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
9.087 7.23 ng/ul 444531  1,4-Dichlorobenzene-d4 8.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 7-Methyloctanoic acid, methyl ester 172 C10H2002 005129-53-3 32

2 Thiophene, tetrahydro-2-methyl- 102 C5H1es 001795-09-1 27
3 Pentanoic acid, 4-methyl-, methy... 130 C7H1402 002412-80-8 25
4 Propanoic acid 74 C3H602 000079-09-4 18
5 Propanoic acid 74 C3H602 000079-09-4 18

Abundance Scan 1003 (9.087 min): BP014468.D\data.ms (-996) (-) m/z 43.05 100.00%

43.0
5000
102.1
R
‘ 8.80 9.00 9.20 9.40
ol Al 1628222.0282.1 3558 4289 5120 ./, g7.00  89.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #47089: 7-Methyloctanoic acid, methyl ester
74.0
5000 I L B
8.80 9.00 9.20 9.40
m/z 74.00 83.13%
O]‘-\S\.PL“”\J\M\”H\‘\\‘]\-\f%‘.‘\o\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4915: Thiophene, tetrahydro-2-methyl-
87.0

8.80 9.00 9.20 9.40
5000 m/z 71.05 76.02%

zq'fﬂm“ I}

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

o

Abundance

5000

0

m/z-->

#15562: Pentanoic acid, 4-methyl-, methyl ester
74.0

l%?h w.h

5

8.80 9.00 9.20 9.40

m/z 41.05 59.39%

3

L L L L L L L L

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 05:28:32 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014468.D

Acqg On : 01 Apr 2023 05:29
Operator : CG/JU

Sample : 02093-10

Misc

ALS vial : 78 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 9
R.T. EstConc Area Relative to ISTD R.T.
9.128 3.83 ng/ul 235399 1,4-Dichlorobenzene-d4 8.010

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, methyl ester 102 C5H1002 000623-42-7 27
2 Benzenamine, 2,4-dimethyl- 121 C8H11N 000095-68-1 18
3 Benzenemethanol, .alpha.,.alpha.... 136 C9H120 000617-94-7 11
4 Aminorex, N,N-dimethyl 190 C11H14N20 1000447-11-0 10
5 Acetohydrazide, 2-(4-methoxyphen... 317 C15H15N305 1000259-87-6 10

Abundance Scan 1010 (9.128 min): BP014468.D\data.ms (-1007) (-) m/z 43.00 100.00%

9.

-

121.0
5000
R R e NERA N
MUN 192 8.80 9.00 9.20 9.40
Ol Al . 19282509 3551 442.9 5384y 7 121.00  59.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4849: Butanoic acid, methyl ester
43.0
5000 L B R R R
8.80 9.00 9.20 9.40
m/z 74.00 30.10%
0‘\””‘ﬂ\}b?{g\’\\\\M\\\‘\H\‘\\\w\\\\‘H\\‘\\H‘\\\\M
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10949: Benzenamine, 2,4-dimethyl-
121.0
AT T T R
8.80 9.00 9.20 9.40
5000 m/z 71.10 24.93%
53.0{ |
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance  #18991: Benzenemethanol, .alpha.,.alpha.-dimethyl- e AR Sa T

43.0 8.80 9.00 9.20 9.40
121.0 m/z 41.05 23.10%
B Mﬂw
O S

miz--> 0 50 100 150 200 250 300 350 400 450 500 8.80 9.00 9.20 9.40

SFAM-EPA-BP©32823.M Mon Apr 03 05:28:33 2023 Page: 10



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

. 01

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
BP014468.D

Apr 2023 05:29

: CG/IU
. 02093-10

. 78

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 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 20

R.T. EstConc Area Relative to ISTD R.T.
9.275 2.67 ng/ul 164421 1,4-Dichlorobenzene-d4 8.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 38
2 2-Methylheptanoic acid 144 C8H1602 001188-02-9 36
3 Octanoic acid, 2-methyl- 158 C9H1802 003004-93-1 23
4 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 9
5 1,2,3,4-Tridecanetetrol, [2R-(2R... 248 C13H2804 136953-03-2 9
Abundance Scan 1035 (9.275 min): BP014468.D\data.ms (-1030) (-) m/z 74.00 100.00%
74.0
5000 M
P [ TR
“ 340193 ( 9.00 9.20 9.40 9.60
ol kil 13401931 26013260  4289490.1546! ./, 43,05 27.08%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4831: Butanoic acid, 2-methyl-
74.0
5000 LI L L B B
9.00 9.20 9.40 9.60
m/z 41.00 16.60%
O\\‘LJ\I““‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #24087: 2-Methylheptanoic acid
74.0
R R NNRRE
9.00 9.20 9.40 9.60
5000 m/z 55.00 11.28%
L \ 144.0
L S S ESA S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #35334: Octanoic acid, 2-methyl- ARER AR
74.0 9.00 9.20 9.40 9.60
m/z 45.00 9.60%
) M
OI‘Jllu..lltSS-o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 9.00 9.20 9.40 9.60

SFAM-EPA-BP©32823.M Mon Apr 03 05:28:34 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014468.D

Acqg On : 01 Apr 2023 05:29
Operator : CG/JU

Sample : 02093-10

Misc

ALS vial : 78 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 8 unknown-04 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
9.387 2.62 ng/ul 161289 1,4-Dichlorobenzene-d4 8.010

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methylallyl acetate 114 C6H1002 006737-11-7 22
2 2-Pentanone, 3-ethyl- 114 C7H140 006137-03-7 22
3 Cyclooctane, methoxy- 142 C9H180 013213-32-6 14
4 2(3H)-Furanone, dihydro-3-hydrox... 130 C6H1003 000079-50-5 14
5 Carbamic chloride, dimethyl- 107 C3H6CINO 000079-44-7 14
Abundance Scan 1054 (9.387 min): BP014468.D\data.ms (-1049) (-) m/z 43.00 100.00%
43.0
" ﬂﬁqfawjkj\kpwjﬂﬂvy
111 ‘\\\\‘\\\\‘\\\\’\\\\‘\\
} ” 265.0 9.00 9.20 9.40 9.60 9.80
0l H“ Uil 177.9 2650 343.2 415047635879 ./, 71,06  84.55%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8141: 1-Methylallyl acetate
43.0
5000 L B B
9.00 9.20 9.40 9.60 9.80
m/z 72.05 75.93%
0‘\‘\“\‘\”\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8513: 2-Pentanone, 3-ethyl-
43.0
R AAREEE S
9.00 9.20 9.40 9.60 9.80
5000 m/z 66.95 49,19%
I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #23031: Cyclooctane, methoxy- R A RARRRRRSE
71.0 9.00 9.20 9.40 9.60 9.80
m/z 55.00 49.07%
m/z--> 0 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 05:28:35 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014468.D

Acqg On : 01 Apr 2023 05:29
Operator : CG/JU

Sample : 02093-10

Misc

ALS vial : 78 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 12.44 ng/ul 1215276  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 90
3 Hexanoic acid, 3,5,5-trimethyl- 158 C9H1802 003302-10-1 90
4 Hexanoic acid, 3,5,5-trimethyl- 158 C9H1802 003302-10-1 83
5 Hexanoyl chloride, 3,5,5-trimethyl- 176 C9H17Cl10 036727-29-4 53

Abundance Scan 1106 (9.693 min): BP014468.D\data.ms (-1094) (-) m/z 57.10 100.00%

57.1
5000

251
‘H‘Wu+miuhu_?9%9‘%95%‘§4ﬂ7ﬂ995uf7%4§?%?‘ m/z 83.05 49.12%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35401: Hexanoic acid, 3,5,5-trimethyl-
57.0

5000 —— s

o

m/z 41.05 40.75%

25.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35400: Hexanoic acid, 3,5,5-trimethyl-
57.0

o

9.50 10.00
5000 m/z 56.05 23.82%
0\WWW”\“%E?E*H*w**w*H*w*Hw*H*M*H\H**M*H\* &AwfVV\A/N\wJ\VNMJ
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35399: Hexanoic acid, 3,5,5-trimethyl- e R
57.0 9.50 10.00

m/z 55.00  19.82%

h \fL/\NbeAA\m/\/J\/
] 1250

0 el b e R —
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 05:28:37 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014468.D

Acqg On : 01 Apr 2023 05:29
Operator : CG/JU

Sample : 02093-10

Misc

ALS vial : 78 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-05 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.740 3.23 ng/ul 316001 Naphthalene-d8 10.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-[-]-4-Hydroxy-1-methylproline 145 C6H11NO3 1000251-00-7 35
2 3-(3,3-Dimethyloxiran-2-y1)-2,2-... 200 C11H2003 1000195-42-7 27
3 Sulfurous acid, hexyl nonyl ester 292 C15H3203S 1000309-13-1 22
4 L-Valinamide, N,N,N'N'-tetramethyl- 172 C9H20N20 1010453-48-4 22
5 Cyclohexanol, 1-ethyl- 128 C8H160 001940-18-7 22

Abundance Scan 1114 (9.740 min): BP014468.D\data.ms (-1110) (-) m/z 55.00 100.00%

58.0
5000

R,
1421 9.50 10.00

208.2
JM'JHJH08267'0341'1415-9479-3537-2 m/z 100.00  69.69%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #24659: |-[-]-4-Hydroxy-1-methylproline
100.0
42.0

5000 —— OIS

\“MJ !
\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #75563: 3-(3,3-Dimethyloxiran-2-yl)-2,2-dimethylpropioni
85.0

5000 m/z 82.00 58.42%

142.0
Gl
*“ML$AWm”*WH?Q%pH\*H*\H**M**W**H\‘H‘w‘*w*
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance

#188716: Sulfurous acid, hexyl nonyl ester T T
85.0 9.50 10.00

h /\wAuuﬁvd/b\wwﬁ\/Aﬁ\ﬁw
27 M | 179.0

ofbl, A0 ) e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 9.50 10.00

o

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014468.D

Acqg On : 01 Apr 2023 05:29
Operator : CG/JU

Sample : 02093-10

Misc

ALS vial : 78 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 15
R.T. EstConc Area Relative to ISTD R.T.

10.375 3.32 ng/ul 324354  Naphthalene-d8 10.834
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Oxabicyclo[4.1.0]heptane, 1,5-... 126 C8H140 162239-52-3 49
2 Bicyclo[2.2.1]heptan-2-0l1, 2,3,3... 154 C1@H180 000465-31-6 49
3 Bicyclo[2.2.1]heptan-2-01, 2,3,3... 154 C10H180 000465-31-6 49
4 Sulfurous acid, nonyl pentyl ester 278 C14H3003S 1000309-14-2 38
5 Oxalic acid, hexyl neopentyl ester 244 C13H2404 1000309-73-1 35

Abundance Scan 1222 (10.375 min): BP014468.D\data.ms (-1214) (- m/z 43.00 100.00%

43.0
5000
11.1 . .
l 207.0 282.8 10.00 10.50
or— 14 ”NLW e A AR 248 | Tmjz 71,00  87.31%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #13150: 7-Oxabicyclo[4.1.0]heptane, 1,5-dimethyl-
43.0
5000 — —
110 10.00 10.50
‘ F " m/z 41.05 71.20%
O ‘ T \"1 fJ‘\ U\“\lh‘ H\ \\\ T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T

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

Abundance  #31209: Bicyclo[2.2.1]heptan-2-ol, 2,3,3-trimethyl-
43.0

o

10.00 10.50
5000 m/z 69.00 60.20%

|l

o‘um‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #31201: Bicyclo[2.2.1]heptan-2-ol, 2,3,3-trimethyl-

71.0 10.00 10.50

m/z 57.00  59.48%

T

5000

IR

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00 10.50

-

SFAM-EPA-BP©32823.M Mon Apr 03 05:28:39 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014468.D

Acqg On : 01 Apr 2023 05:29
Operator : CG/JU

Sample : 02093-10

Misc

ALS vial : 78 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.
10.622 2.29 ng/ul 224046  Naphthalene-d8 10.834
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butenal, 2-ethyl- 98 C6H100 019780-25-7 25
2 Cyclohexanol, 1-methyl- 114 C7H140 000590-67-0 25
3 3-Pentenal, 4-methyl- 98 C6H100 005362-50-5 25
4 2-Butenal, 2-ethyl- 98 C6H100 019780-25-7 25
5 1,3-Dioxolane, 4-ethyl-5-octyl-2... 350 C15H24F602 038274-73-6 18
Abundance Scan 1264 (10.622 min): BP014468.D\data.ms (-1259) (- | m/z 43.05 100.00%
— —
’ l ”“15-1 10.50 11.00
or MMAUL Ly, 1929 2810 355141514727 5404 /) 7300 73.17%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #3593: 2-Butenal, 2-ethyl-
410 99
5000 —r ——
10.50 11.00
m/z 41.05 60.87%
0 \h\‘l‘dl‘\”hll\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #8545: Cyclohexanol, 1-methyl-
71.0
— —
10.50 11.00
5000 m/z 69.00 57.29%
0kl W‘““,,“
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #3595: 3-Pentenal, 4-methyl- : T
41.0 10.50 11.00
m/z 71.05 54.44%
5000 98.0 VJ\N\M
I e .
m/z--> 50 100 150 200 250 300 350 400 450 500 10.50 11.00

SFAM-EPA-BP©32823.M Mon Apr 03 05:28:40 2023 Page: 16



Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@33023\
Data File : BP@14468.D

Acqg On : 01 Apr 2023 05:29

Operator : CG/JU

Sample : 02093-10

Misc

ALS vial : 78 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Library Search Compound Report

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823 .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 13 Morpholine, 4-acetyl- Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
10.775 2.53 ng/ul 247406  Naphthalene-d8 10.834
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-acetyl- 129 C6H11NO2 001696-20-4 50
2 Morpholine, 4-acetyl- 129 C6H11NO2 001696-20-4 49
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 38
4 1-Pentanol, 2-methyl- 102 C6H140 000105-30-6 35
5 Cycloundecane, (1-methylethyl)- 196 C14H28 062338-56-1 27

Abundance Scan 1290 (10.775 min): BP014468.D\data.ms (-1279) (- m/z 43.00 100.00%

43.0
5000

129.0

—
‘ \‘ 206.0 2810 10.50 11.00
Obr bl 2090 2810 354.94161 5097 .. 57.05  72.54%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14733: Morpholine, 4-acetyl-
57.0

5000 —
129.0 10.50 11.00
m/z 71.80 49.56%

‘\L\I’\IW“[‘\F\\\%‘\’\‘f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14735: Morpholine, 4-acetyl-
57.0

—
10.50 11.00
5000 m/z 55.95 41.57%

129.0
OH'lﬂ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #4468: Hexane, 3-methyl- —
43.0 10.50 11.00

m/z 55.00 36.09%

5000 \/\jvﬁVﬂJv/L\\/ﬁLjMVk/

. e —
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50 11.00

o

A
|

SFAM-EPA-BP©32823.M Mon Apr 03 05:28:41 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014468.D

Acqg On : 01 Apr 2023 05:29
Operator : CG/JU

Sample : 02093-10

Misc

ALS vial : 78 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 Benzenamine, 3-chloro-4-met... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.345 3.75 ng/ul 366787 Naphthalene-d8 10.834
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenamine, 3-chloro-4-methyl- 141 C7H8CIN 000095-74-9 95
2 Benzenamine, 3-chloro-4-methyl- 141 C7H8CIN 000095-74-9 95
3 Benzenamine, 3-chloro-4-methyl- 141 C7H8CIN 000095-74-9 94
4 Benzenamine, 2-chloro-4-methyl- 141 C7H8CIN 000615-65-6 94
5 Benzenamine, 3-chloro-2-methyl- 141 C7H8CIN 000087-60-5 86

Abundance Scan 1557 (12.345 min): BP014468.D\data.ms (-1551) (- m/z 140.00 100.00%
140.0

—

5000 77.0
- o
206.9 12.00 12.50
Ol rroblhdal 1 2009 282.9 3850 A477.95376  y/; 106.00  94.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21895: Benzenamine, 3-chloro-4-methyl-
140.0
5000 — .
77.0 12.00 12.50
m/z 141.00 90.00%
O]‘-?);Plfl‘"f‘w‘hf‘f‘fh\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21907: Benzenamine, 3-chloro-4-methyl-
140.0
e r
12.00 12.50
m/z 77.00 41.85%
5000 77.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21914: Benzenamine, 3-chloro-4-methyl- — —
141.0 12.00 12.50
m/z 142.00 41.12%
5000
77.0
L U - AN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014468.D

Acqg On : 01 Apr 2023 05:29
Operator : CG/JU

Sample : 02093-10

Misc

ALS vial : 78 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 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.828 3.37 ng/ul 439015  Acenaphthene-d10 14.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,4-Dimethyl-1-hexene 112 C8H16 001647-08-1 35
2 Butanoic acid, 1,1-dimethyl-2-ph... 220 C14H2002 010094-34-5 27
3 2,2,4-Trimethyl-1,3-pentanediol ... 286 C16H3004 006846-50-0 27
4 4-Nitrobenzoic acid, 2-tetrahydr... 251 C12H13NO5 004696-98-4 27
5 Butyric acid, m-fluorophenyl ester 182 C10H11FO02 029052-04-8 27

Abundance Scan 1639 (12.828 min): BP014468.D\data.ms (-1635) (- m/z 71.00 100.00%
71.0

-

5000
— ——
H J } L ‘150.0209 12669 3549 12.50 13.00
O iplbbllillyt | 209.1260.9 354.9415.3 4904549.° /7 43.00  68.99%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7573: 4,4-Dimethyl-1-hexene
71.0
5000 — —
12.50 13.00
m/z 59.00 58.87%
O‘\\H\ ’J\“ 1‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #99008: Butanoic acid, 1,1-dimethyl-2-phenylethyl ester
71.0

=

o -
1250  13.00

m/z 105.00  31.31%
5000 132.0

205.0
) —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #181457: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate P o
71.0 12.50 13.00
m/z 97.00 29.77%

-

5000

=
a
[e]
o

| 243.0
O‘HM,"N“\““\H“M‘Wm“m“HH‘mwuu‘mwuu“ — ——
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 : BP014468.D

Acqg On : 01 Apr 2023 05:29
Operator : CG/JU

Sample : 02093-10

Misc

ALS vial : 78 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 9.90 ng/ul 1290920  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 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 76
4 6-tert-Butyl-2,4-dimethylphenol 178 C12H180 001879-09-0 64
5 Benzaldehyde, 5-(1,1-dimethyleth... 178 C11H1402 002725-53-3 64

Abundance Scan 1924 (14.504 min): BP014468.D\data.ms (-1918) (] ' m/z 163.10 100.00%
168.1

——

5000
91.0
T 1
‘ \ ‘ 14.50
Ol dph L1 223.2282.13408401.1461.1 5347 /7 91,00  33.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #52526: Benzoic acid, p-tert-butyl-
163.0
5000 1 |
91.0 14.50

m/z 135.00  29.83%

ZZ'P\\ b

‘\\\r‘\r\\[\1!\“!\‘1\‘\\\\‘\\H‘H\\‘\H\‘\\H‘H\\‘\H\‘\

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

—

Abundance #52528: Benzoic acid, p-tert-butyl-
163.0
N \
14.50
5000 ITI/Z 77 .00 13.32%
91.0
29.#““‘”“ ‘ ‘
[ R B R A AR SRARRS
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #52527: Benzoic acid, p-tert-butyl- T
163.0 14.50
m/z 178.05 12.73%
91.0
5000
29. |
0! b L -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014468.D

Acqg On : 01 Apr 2023 05:29
Operator : CG/JU

Sample : 02093-10

Misc

ALS vial : 78 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-08 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.592 3.72 ng/ul 485270  Acenaphthene-d10 14.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Spiro[4.5]decane-1,6-dione 166 C10H1402 036803-48-2 27
2 Furan, 2,3,5-trimethyl- 110 C7H100 010504-04-8 27
3 Fumaric acid, 2-ethylcyclohexyl ... 436 C27H4804 1000345-19-5 22
4 2-Hexanoylfuran 166 C10H1402 014360-50-0 22
5 2-Hexanoylfuran 166 C10H1402 014360-50-0 22
Abundance Scan 1939 (14.592 min): BP014468.D\data.ms (-1934) (- m/z 43.00 100.00%
43.0 108.0 M
5000
196.2
T \
U Mh I } \ 266.9 341.0400.8 488.8547. 14.50
ol by L1 266.9 341.04008 4888547, m/z 108.00  91.61%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #41131: Spiro[4.5]decane-1,6-dione
110.0
41.
5000 — ‘
14.50
l 6 0 m/z 110.05 74.67%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #6575: Furan, 2,3,5-trimethyl-
43.0 110.0
T \
14.50
5000 m/z 111.05 53.46%
OH‘HT"J‘H‘ R RN R R s s s e R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #320525: Fumaric acid, 2-ethylcyclohexyl pentadecyl est T ‘
110.0 14.50
m/z 95.00  49.82%
o wwfﬁhfﬁ“&]\“wk/mew”
] 209.0 308.0
Omwm‘ et e e e e —
m/z--> 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 : BP014468.D

Acqg On : 01 Apr 2023 05:29
Operator : CG/JU

Sample : 02093-10

Misc

ALS vial : 78 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.

16.186 6.14 ng/ul 857361  Phenanthrene-di10 17.427
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 58
3 p-Toluenesulfonylacetonitrile 195 C9HINO2S 005697-44-9 58
4 Benzenesulfonyl chloride, 4-methyl- 190 C7H7C102S 000098-59-9 53
5 Tolbutamide 270 C12H18N203S 000064-77-7 47

Abundance Scan 2210 (16.186 min): BP014468.D\data.ms (-2206) (- m/z 91.00 100.00%

91.0
5000
155.0
— —
‘ J‘ 16.00 16.50
Obrrrpl bbb 112391 3418 414847515338 /7 65,00  30.31%
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  27.76%

ngJ\ 1 I

[T \H‘l\r\\‘HH‘HH‘HH‘\H\‘HH‘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

o

%

91.0
P =
16.00 16.50
5000 155.0 ITI/Z 90.00 23.57%
238.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #70698: p-Toluenesulfonylacetonitrile N =
91.0 16.00 16.50
m/z 199.05 15.50%
5000 155.0
0271'*)“\’ll ~J\‘ — —r—
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 : BP014468.D

Acqg On : 01 Apr 2023 05:29
Operator : CG/JU

Sample : 02093-10

Misc

ALS vial : 78 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-09 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.375 2.74 ng/ul 382740  Phenanthrene-d10 17.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (S,S)-(-)-Hydrobenzoin, acetate 256 C16H1603 067592-45-4 25
2 Spiro[5.6]dodecane 166 C12H22 000181-15-7 22
3 2-Isopropylpyrazine 122 C7H1ON2 029460-90-0 18
4 2-Isopropylpyrazine 122 C7H16N2 029460-90-0 18
5 Pyridine, 3,5-dimethyl- 107 C7HSN 000591-22-0 15

Abundance Scan 2242 (16.375 min): BP014468.D\data.ms (-2239) (] ' m/z 166.10 100.00%

107.1166.1
5000 41.0
— ——
‘2L42 16.00 16.50
0! hilogee:2283.03411 4292 5361 n/7 107.10  97.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143381.: (S,S)-(-)-Hydrobenzoin, acetate
107.0
5000 — ——
43.0 167.0 16.00 16.50
m/z 96.00  73.24%
O‘\\\L\"Lih\\l\\‘\l\\\“‘\Jl\"\\l‘\\\2\5‘6\.\0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #41530: Spiro[5.6]dodecane
96.0
— ——
166.0 16.00 16.50
5000 ITI/Z 109.00 67.96%
29. ’
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11167: 2-Isopropylpyrazine “ —
107.0 16.00 16.50
m/z 81.00 67.83%
5000
39.70 ‘
o_‘A“,M‘H_H‘_m_m‘w‘w‘w_m_mww — e
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 : BP014468.D

Acqg On : 01 Apr 2023 05:29
Operator : CG/JU

Sample : 02093-10

Misc

ALS vial : 78 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.
16.704 3.62 ng/ul 505579  Phenanthrene-d10 17.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenesulfonamide, N-ethyl-4-me... 199 C9H13NO2S 000080-39-7 96
2 Benzenesulfonamide, N-ethyl-4-me... 199 C9H13NO2S 000080-39-7 94
3 Benzenesulfonamide, N-ethyl-4-me... 199 C9H13NO2S 000080-39-7 90
4 Benzene, 4-(ethylsulfonyl)-1-met... 184 C9H1202S 007569-34-8 80
5 Benzenesulfonamide, N-ethyl-4-me... 199 C9H13NO2S 000080-39-7 62

Abundance Scan 2298 (16.704 min): BP014468.D\data.ms (-2294) (-] ' m/z 91.00 100.00%

91.0
155.0
5000

T
16.50 17.00
bl o, i [214.9 282.0 357.1416.0 489.2548.! m/z 155.00 65. 539

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

5000 1
16.50 17.00
m/z 184.00  44.27%

o

2%'11 \‘ A

‘\\1\[1‘\!‘11\‘1‘\\\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75207: Benzenesulfonamide, N-ethyl-4-methyl-
155.0

o

—r
91.0 16.50 17.00
5000 m/z 65.00  26.22%

150, |
s
miz—> 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 92.00  13.95%

0o

o‘u“Hu"uH\‘H“L‘H“H“H“_‘H“H“H‘W“H“ e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014468.D

Acqg On : 01 Apr 2023 05:29
Operator : CG/JU

Sample : 02093-10

Misc

ALS vial : 78 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 21 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.298 5.86 ng/ul 818127 Phenanthrene-die 17.427
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 Tetradecanoic acid 228 C14H2802 000544-63-8 93
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
Abundance Scan 2569 (18.298 min): BP014468.D\data.ms (-2565) (- m/z 73.00 100.00%
73.0
5000 "L
213 2 n— =
m } 18.00 18.50
0l At H{” A J‘,ﬁ‘\ bl 294.9358.0416.0475.0534.5 1/, 6p 0o 86.64%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
43.0
256.0
5000 s e
129.0 18.00 18.50
m/z 43.05 85.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
—— —
18.00 18.50
5000 129.0 m/Z 41.10 70.60%
“ 213.0
(- ‘l‘\‘“\"H,\‘Hm,mw‘um_‘H_wwwww
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 69.50%
256.0
5000
“ 57.0
0‘H¢UM JM”“'J\H*\\ —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033023\
Data File : BP014468.D

Acqg On : 01 Apr 2023 05:29
Operator : CG/JU

Sample : 02093-10

Misc

ALS vial : 78 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 22 Octadecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
19.522 3.16 ng/ul 343581 Chrysene-d12 21.515
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 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Octadecanoic acid 284 C18H3602 000057-11-4 93
5 Octadecanoic acid 284 C18H3602 000057-11-4 93
Abundance Scan 2777 (19.522 min): BP014468.D\data.ms (-2775) (- m/z 73.00 100.00%
3.0
5000 \AA/\/\\/\J\W
’H } ‘ 284.1 19.50 |
Y MMHW 4 UM bl 35504150 489.1548: . 43 05 gs.63%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 —— :
19.50
’ 1850 284.0 m/z 60.00 80.74%
O‘\\‘\‘H ‘!\[l%fhl\\“\f\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
T \
19.50
5000 129.0 m/z 57.00 80.07%
284.0
o Ll o0,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid —— ‘
73.0 19.50
m/z 55.00 74.87%
e W\W
‘L 199.0
o150, HHMP\ -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50

SFAM-EPA-BP©32823.M Mon Apr 03 05:28:52 2023 Page: 26



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@33023\
Data File : BP@14468.D

Acqg On : 01 Apr 2023 05:29

Operator : CG/JU

Sample : 02093-10

Misc

ALS vial : 78 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©32823 .M
: 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 23 (DEL) Alkane: Cyclic21.192 Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
21.192 2.90 ng/ul 315233  Chrysene-d12 21.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclooctacosane 392 C28H56 000297-24-5 92
2 1-Hexacosene 364 C26H52 018835-33-1 90
3 17-Pentatriacontene 491 C35H70 006971-40-0 78

4 Eicosyl trifluoroacetate

394 C22H41F302

1000351-75-2 76

5 1-Docosanol, methyl ether 340 C23H480 1000333-91-9 70
Abundance Scan 3061 (21.192 min): BP014468.D\data.ms (-3058) (- m/z 57.10 100.00%
57.1
5000 239.2
‘ FS . % 21.00 2150
8.1356.0 . '
ol ‘ | u‘\‘leu‘\\”' 2 | 2p1356.0417.147575363 /" 43 0o 8s.82%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #297106: Cyclooctacosane
57.0
5000 —r— ——
21.00 21.50
1050 m/z 55.05 75.86%
] ‘ 392.0
O \IW“‘\\\\“!\‘i\JTl‘.]\-WS%‘()IZ\%?[\O\W\‘\353\5\‘()\\\\“‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #273800: 1-Hexacosene
57.0
P o
21.00 21.50
5000 ITI/Z 83.00 73.63%
125.0
0 i ‘ ‘ | 1820 2920 3640
““H“H““ e R ARRRRARI AR
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 69.12%
5000
0 '} l | 168.0  267.0 490.0
= ‘H"_“w"H"H"H“_“w“u“u“u‘w“u“ P o
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 : BP014468.D

Acqg On : 01 Apr 2023 05:29
Operator : CG/JU

Sample : 02093-10

Misc :

ALS Vvial : 78 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 4.216 15.2 ng/ul 931005 1 8.010 1229380 20.0
1,3-Oxathiolane 4.599 3.9 ng/ul 237507 1 8.010 1229380 20.0
Butanoic acid, 8.957 3.6 ng/ul 224299 1 8.010 1229380 20.0
Benzenamine, 3-... 9.010 19.7 ng/ul 1211550 1 8.010 1229380 20.0
unknown-01 9.087 7.2 ng/ul 444531 1 8.010 1229380 20.0
unknown-02 9.128 3.8 ng/ul 235399 1 8.010 1229380 20.0
unknown-03 9.275 2.7 ng/ul 164421 1 8.010 1229380 20.0
unknown-04 9.387 2.6 ng/ul 161289 1 8.010 1229380 20.0
Hexanoic acid, 9.693 12.4 ng/ul 1215270 2 10.834 1954020 20.0
unknown-05 9.740 3.2 ng/ul 316001 2 10.834 1954020 20.0
unknown-06 10.375 3.3 ng/ul 324354 2 10.834 1954020 20.0
unknown-07 10.622 2.3 ng/ul 224046 2 10.834 1954020 20.0
Morpholine, 4-a... 10.775 2.5 ng/ul 247406 2 10.834 1954020 20.0
Benzenamine, 3-... 12.345 3.8 ng/ul 366787 2 10.834 1954020 20.0
(DEL) Alkane: S... 12.828 3.4 ng/ul 439015 3 14.669 2607590 20.0
Benzoic acid, p... 14.504 9.9 ng/ul 1290920 3 14.669 2607590 20.0
unknown-08 14.592 3.7 ng/ul 485270 3 14.669 2607590 20.0
Benzenesulfonam... 16.186 6.1 ng/ul 857361 4 17.427 2792270 20.0
unknown-09 16.375 2.7 ng/ul 382740 4 17.427 2792270 20.0
Benzenesulfonam... 16.704 3.6 ng/ul 505579 4 17.427 2792270 20.0
n-Hexadecanoic ... 18.298 5.9 ng/ul 818127 4 17.427 2792270 20.0
Octadecanoic acid 19.522 3.2 ng/ul 343581 5 21.515 2171290 20.0
(DEL) Alkane: C... 21.192 2.9 ng/ul 315233 5 21.515 2171290 20.0
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