LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051023\
Data File : BP@15053.D

Acqg On : 10 May 2023 21:05
Operator : CG/JU

Sample : 02591-21

Misc :

ALS Vvial : 14 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-BP950323.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@15053.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.452 8 11 24 rVB 28754 62353  2.35% ©0.133%
2 4.734 216 229 239 rBV 83633 269201 10.14% 0.574%
3 7.304 655 666 679 rBv2 379061 818562 30.83% 1.745%
4 7.469 688 694 703 rBV 338775 530821 19.99% 1.131%
5 7.675 723 729 738 rVB 408996 675651 25.45% 1.440%
6 8.063 788 795 802 rBV 151944 257723 9.71% 0.549%
7 8.151 802 810 816 rVW 963032 1537822 57.92% 3.278%
8 8.216 816 821 848 rVB 368125 1000067 37.67% 2.132%
9 8.869 925 932 945 rVB 451839 809596 30.49% 1.726%
10 8.987 945 952 960 rBV 674031 1084433 40.85% 2.311%
11  9.122 967 975 989 rVB2 46783 125416 4.72% 0.267%
12 9.328 1004 1010 1017 rBV 405299 686213 25.85% 1.463%
13 9.463 1024 1033 1039 rBvV 142876 290290 10.93% 0.619%
14  9.528 1039 1044 1047 rVV2 42316 77149 2.91% 0.164%
15 9.581 1047 1053 1066 rVB 250382 484534 18.25% 1.033%
16 10.057 1128 1134 1145 rBV 327252 555271 20.91% 1.184%
17 10.157 1145 1151 1158 rVV3 46880 86928 3.27% 0.185%
18 10.245 1158 1166 1174 rVV 158706 338810 12.76% 0.722%
19 10.328 1174 1180 1184 rVB6 32847 63687 2.40% 0.136%

0.

20 10.416 1190 1195 1200 rVB 85060 125963 4.74%

21 10.492 1200 1208 1213 rBv4 152258 392573 14.79%
22 10.604 1221 1227 1233 rVB 482761 793676 29.89%
23 10.816 1257 1263 1268 rVV 368516 548078 20.64%
24 10.875 1268 1273 1277 rVV6 29989 65289  2.46%
25 10.939 1278 1284 1286 rVV3 124169 220058  8.29%

OCOR RO
=
o
0
xR

26 10.986 1286 1292 1298 rVV 1298291 2231615 84.06%
27 11.057 1298 1304 1309 rVV2 256806 568524 21.41%
28 11.122 1309 1315 1331 rVV 321391 627150 23.62%
29 11.251 1331 1337 1344 rVBS8 21060 46193 1.74%
30 11.522 1378 1383 1392 rBV2 58840 129871 4.89%

[CRECHENEEN
w
w
N
R

31 11.639 1395 1403 1407 rBV4 41794 82711 3.12%
32 11.704 1408 1414 1420 rVB 123269 227907 8.58%
33 11.775 1420 1426 1432 rBV 167042 300456 11.32%
34 11.828 1432 1435 1440 rVB4 47217 73184  2.76%
35 11.892 1440 1446 1451 rBV3 94346 159076 5.99%

[CRCRCERCRN]
o)
N
S
R

36 11.945 1451 1455 1457 rBV 48427 70731 2.66% 0.151%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051023\
Data File : BP@15053.D

Acqg On : 10 May 2023 21:05
Operator : CG/JU

Sample : 02591-21

Misc :

ALS Vvial : 14 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-BP950323.MA.M
Title : SVOA CALIBRATION
37 12.016 1463 1467 1474 rVB5 71392 130126 4.90% 0.277%
38 12.086 1474 1479 1486 rVB3 77362 139937 5.27% 0.298%
39 12.169 1489 1493 1499 rBV5 49715 88580 3.34% 0.189%
40 12.228 1499 1503 1508 rVB3 32833 50803 1.91% 0.108%
41 12.286 1508 1513 1515 rBv4 32768 55647 2.10% 0.119%
42 12.316 1515 1518 1523 rVWV3 37586 72369 2.73% 0.154%
43 12.375 1525 1528 1534 rVV 51176 94708 3.57% 0.202%
44 12.445 1534 1540 1548 rVV 287600 449084 16.92% ©.957%
45 12.516 1549 1552 1558 rVV6 31889 59622 2.25% 0.127%
46 12.604 1559 1567 1580 rVB 839961 1635235 61.59%  3.485%
47 12.739 1586 1590 1600 rVB6 41402 104149 3.92% 0.222%
48 12.845 1601 1608 1612 rBV6 66270 144793 5.45%  0.309%
49 12.998 1629 1634 1640 rVBS8 37553 76878 2.90% 0.164%
50 13.063 1642 1645 1648 rVV4 28355 40881 1.54% 0.087%
51 13.110 1648 1653 1661 rVB4 120262 237177 8.93% 0.506%
52 13.222 1667 1672 1674 rVV2 66024 106881 4.03% 0.228%
53 13.280 1678 1682 1689 rVV6é 100802 245104 9.23% 0.522%
54 13.339 1690 1692 1697 rVB4 53032 63055 2.38% 0.134%
55 13.398 1697 1702 1709 rVB7 38127 90783  3.42% 0.193%
56 13.516 1717 1722 1725 rBV3 61294 91620 3.45% 0.195%
57 13.598 1730 1736 1738 rVW3 97622 207176  7.80%  0.442%
58 13.633 1738 1742 1748 rVV2 295952 438177 16.50% ©.934%
59 13.686 1748 1751 1754 rVVv3 35519 56756 2.14% 0.121%
60 13.739 1756 1760 1769 rVB2 74275 133062 5.01% 0.284%
61 14.075 1811 1817 1820 rBV7 32970 76624  2.89% 0.163%
62 14.133 1821 1827 1831 rBV 970571 1373370 51.73% 2.927%
63 14.192 1833 1837 1842 rVB 759725 999836 37.66% 2.131%
64 14.310 1852 1857 1862 rBV6 90863 176780 6.66% 0.377%
65 14.439 1874 1879 1883 rBV 511736 663220 24.98% 1.414%
66 14.486 1883 1887 1896 rVB2 1015475 1553979 58.53%  3.312%
67 14.569 1897 1901 1904 rBV3 59509 74671 2.81% 0.159%
68 14.680 1914 1920 1927 rBV3 162213 331411 12.48% 0.706%
69 14.792 1934 1939 1945 rVB 1621036 2427760 91.44% 5.175%
70 14.857 1945 1950 1958 rBV 121728 199063 7.50% 0.424%
71 14.986 1968 1972 1977 rBV 283757 459580 17.31% ©.980%
72 15.186 2004 2006 2010 rVB 103430 131195 4.94% 0.280%
73 15.227 2011 2013 2017 rVB3 41342 39322 1.48% 0.084%
74 15.292 2020 2024 2029 rVB3 74819 111058 4.18% 0.237%
75 15.357 2032 2035 2041 rVB2 80554 116644 4.39% 0.249%
76 15.422 2042 2046 2056 rVB9 81389 204136 7.69% 0.435%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051023\
Data File : BP@15053.D

Acqg On : 10 May 2023 21:05
Operator : CG/JU

Sample : 02591-21

Misc :

ALS Vvial : 14 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-BP950323.MA.M
Title : SVOA CALIBRATION
77 15.557 2066 2069 2076 rVB5 70882 115226 4.34%  0.246%
78 15.622 2076 2080 2085 rBV3 135455 205359 7.74% 0.438%
79 15.786 2102 2108 2113 rBV 1148568 1695140 63.85% 3.613%
80 15.898 2124 2127 2135 rVB3 129686 212997 8.02% 0.454%
81 16.010 2141 2146 2152 rBv4 117482 287568 10.83% 0.613%
82 16.145 2167 2169 2172 rVB 119711 113600 4.28% 0.242%
83 16.245 2183 2186 2190 rVB2 83625 102891 3.88% 0.219%
84 16.486 2223 2227 2228 rBV 150742 178024 6.71% 0.379%
85 16.745 2268 2271 2277 rVB4 85581 147561 5.56% 0.315%
86 16.827 2281 2285 2289 rBV2 130565 225732 8.50% 0.481%
87 16.874 2289 2293 2296 rBV 254955 396443 14.93%  0.845%
88 17.016 2314 2317 2322 rVB 280784 352546 13.28% 0.751%
89 17.198 2342 2348 2358 rBV 1214984 1922096 72.40% 4.097%
90 17.280 2359 2362 2363 rBV 138219 133169 5.02% 0.284%
91 17.551 2402 2408 2412 rBV 1877770 2654909 100.00% 5.659%
92 17.592 2412 2415 2420 rVV 418123 674576 25.41% 1.438%
93 17.651 2420 2425 2432 rVB2 1065272 1734571 65.33% 3.697%
94 18.033 2485 2490 2493 rBV4 249176 428283 16.13% ©.913%
95 18.292 2530 2534 2538 rBV2 292168 533974 20.11% 1.138%
96 18.404 2549 2553 2558 rBV 887861 1246263 46.94% 2.656%
97 18.692 2598 2602 2605 rBV 401429 675534 25.44%  1.440%
98 18.927 2639 2642 2646 rBV3 407722 605077 22.79%  1.290%
99 19.245 2692 2696 2700 rBV2 933899 1284982 48.40% 2.739%
100 19.292 2701 2704 2708 rBV 542083 822274 30.97% 1.753%

Sum of corrected areas: 46917629
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051023\
Data File : BP@15053.D

Acqg On : 10 May 2023 21:05
Operator : CG/JU

Sample : 02591-21

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050323.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP015053.D\data.ms

1.5e+07

1le+07

5000000

10.986
5452 4.734 7.3D469%75 g, cﬁ%G 8. §%ZW 19055809877 1 . 3ontnme

Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 800 8.50 900 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BP015053.D\data.ms

1.5e+07

1le+07

5000000

o e R ‘ffﬁirf“”fﬁjA““ e
Time--> 12,50 13.00 13.50 14.00 1450 15.00 15.50 16. OO 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BP015053.D\data.ms

1.5e+07

1le+07

5000000

0 L ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 2850 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051023\
Data File : BP@15053.D

Acqg On : 10 May 2023 21:05
Operator : CG/JU

Sample : 02591-21

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050323.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Crotonic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
4.734 3.50 ng/ul 269201 1,4-Dichlorobenzene-d4 8.151

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Crotonic acid 86 C4H602 003724-65-0 94
2 2-Butenoic acid, (E)- 86 C4H602 000107-93-7 94
3 Crotonic acid 86 C4H602 003724-65-0 94
4 Isocrotonic acid 86 C4H602 000503-64-0 93
5 2-Butenoic acid, (E)- 86 C4H602 000107-93-7 93
Abundance Scan 229 (4.734 min): BP015053.D\data.ms (-216) (-) m/z 85.95 100.00%
86.0
w0 JL
R RAARREEE R
207.0 ‘ 4.40 4.60 4.80 5.00
Ol Mid . 16977 7 276.1341.1 40834683 548.  n/z 39.00 77.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1849: Crotonic acid
86.0
5000 L B L B B
4.40 4.60 4.80 5.00
m/z 41.00 70.27%
27.T
O‘\J‘\LfHHHIH’\H\‘H\\‘HH‘\H\‘HH‘HH‘\H\‘H\\‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1874: 2-Butenoic acid, (E)-
86.0
A RARREEE
4.40 4.60 4.80 5.00
5000 m/z 68.00 46.18%
o bl L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1853: Crotonic acid R AN masmee
39.0 4.40 4.60 4.80 5.00
m/z 69.00 38.58%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051023\
Data File : BP@15053.D

Acqg On : 10 May 2023 21:05
Operator : CG/JU

Sample : 02591-21

Misc

ALS vial : 14

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050323.MA.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 2 3-Methyl-hexanoic acid Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
8.063 3.35 ng/ul 257723  1,4-Dichlorobenzene-d4 8.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methyl-hexanoic acid 130 C7H1402 1000365-65-4 91
2 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 40
3 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 38
4 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 38
5 Heptanoic acid 130 C7H1402 000111-14-8 37

Abundance Scan 795 (8.063 min): BP015053.D\data.ms (-788) (-) m/z 59.95 100.00%

60.0

—

5000
N
th 122.9 191.1 268.1 341.0 430.3  528. 780 8.00 820 8.40
Ol i322:9 1911 2681 340 4303 5287  m/z 43.85 53.63%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15410: 3-Methyl-hexanoic acid
60.0
5000 L L B B R
7.80 8.00 8.20 8.40
' m/z 87.80  40.97%
\ 129.0
0‘\\\\"”H\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #9226: Pentanoic acid, 3-methyl-
60.0
e AN RRRRT R
7.80 8.00 8.20 8.40
5000 ITI/Z 41.00 37.74%
O‘HH““‘,‘J MM“mWm‘mWm‘HH‘mwm“m_m_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4827 Butanoic acid, 3-methyl- P T
60.0 7.80 8.00 8.20 8.40
m/z 70.10 26.69%
0 h ‘ | \‘
‘H‘w - SR T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051023\
Data File : BP@15053.D

Acqg On : 10 May 2023 21:05
Operator : CG/JU

Sample : 02591-21

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050323.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 1-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.216 13.01 ng/ul 1000070 1,4-Dichlorobenzene-d4 8.151

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 74
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 50
Abundance Scan 821 (8.216 min): BP015053.D\data.ms (-816) (-) m/z 57.05 100.00%
57.0
5000 //L
TS
\ } 7.80 8.00 8.20 8.40 8.60
1
ol L [1181.0192.9  262.8341.84052 489.0547!  n/; 41.05  35.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000 B R LB B R
7.80 8.00 8.20 8.40 8.60
m/z 43.05 29.92%
O‘\\”\H\‘\J[\“\J‘\‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
A T T R
7.80 8.00 8.20 8.40 8.60
5000 m/z 55.05 24 .88%
OM-HJ,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15685: 1-Hexanol, 2-ethyl- RREREEEE S e
57.0 7.80 8.00 8.20 8.40 8.60
m/z 70.05 20.50%
H 30.0
0"‘m‘w‘JHH“]‘J‘H‘HH“m,mwuH‘mwuu‘mwuu“ PR T T T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051023\
Data File : BP@15053.D

Acqg On : 10 May 2023 21:05
Operator : CG/JU

Sample : 02591-21

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050323.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Hexanoic acid, 2-ethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.463 3.78 ng/ul 290290 1,4-Dichlorobenzene-d4 8.151

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 95
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 86
3 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 78
4 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 72
5 Acetic acid, diethyl- 116 C6H1202 000088-09-5 59

Abundance Scan 1033 (9.463 min): BP015053.D\data.ms (-1024) (-) m/z 73.00 100.00%
3.0

-

5000
R R BRARRaRES:
| ‘ bzo 2149 9.20 9.40 9.60 9.80
ol b 3820 214.9 281.0340.9 412.1 48625444  n/; 87.95  79.82%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24101: Hexanoic acid, 2-ethyl-
88.0
5000 L L R B L B R
9.20 9.40 9.60 9.80
29.f m/z 41.00 32.39%
O‘\\HIWL[“%Q“J\'\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24099: Hexanoic acid, 2-ethyl-
73.0
T
9.20 9.40 9.60 9.80
5000 m/z 57.00 30.28%
OMJN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24098: Hexanoic acid, 2-ethyl- R

73.0 9.20 9.40 9.60 9.80
m/z 55.00 23.60%

5000

=

0‘ ‘J ‘ ““13‘1-‘4‘4‘0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051023\
Data File : BP@15053.D

Acqg On : 10 May 2023 21:05
Operator : CG/JU

Sample : 02591-21

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050323.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 unknown-01 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
9.581 4.34 ng/ul 484534  Naphthalene-d8 10.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 47
2 Methyl 4-0-methyl-.beta.-D-xylop... 178 C7H1405 058918-59-5 40
3 3-Methyl-hexanoic acid 130 C7H1402 1000365-65-4 37
4 3-Methyloctanoic acid 158 C9H1802 006061-10-5 32
5 Butanoic acid 88 C4H802 000107-92-6 27

Abundance Scan 1053 (9.581 min): BP015053.D\data.ms (-1047) (-) m/z 60.00 100.00%
60.0
5000 JL
1 T
i szrs
oL AdLh 2210 220928103409 4151 5038 ./, g7.00  81.32%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #9226: Pentanoic acid, 3-methyl-
60.0
5000 A8 :
9.50
m/z 43.05 62.64%
0 \”\"\”id ‘“\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\H‘\\\\‘\H\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #53239: Methyl 4-O-methyl-.beta.-D-xylopyranoside
87.0
T \
9.50
5000 ITI/Z 41.00 56.10%
| 147.0
Y 0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15410: 3-Methyl-hexanoic acid —— ‘
60.0 9.50
m/z 55.05 37.43%
- JJ\/\K\W\/\
il -
e o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051023\
Data File : BP@15053.D

Acqg On : 10 May 2023 21:05
Operator : CG/JU

Sample : 02591-21

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050323.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Benzoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.245 3.04 ng/ul 338810 Naphthalene-d8 10.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid 122 C7H602 000065-85-0 97
2 Benzoic acid 122 C7H602 000065-85-0 96
3 Benzoic acid 122 C7H602 000065-85-0 94
4 Benzoic acid 122 C7H602 000065-85-0 93
5 Benzoic acid, silver(1+) salt 228 C7H5Ag02 000532-31-0 90

Abundance Scan 1166 (10.245 min): BP015053.D\data.ms (-1158) (- m/z 105.00 100.00%
1

05.0
5000

——
39. 10.00 10.50

0 bl L 2910 280.8340.93986 5028 n/7 121.95 80.19%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #11265: Benzoic acid
105.0
5000 —r— e
10.00 10.50

m/z 76.95 76.34%

4§Ph
‘\\\\‘[\h\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #11261: Benzoic acid
105.0

=
10.00 10.50

o

5000 m/z 51.00 35.47%
39.L
0\*H*W”m”\H**\H**w***w*‘w***w**ww**ww*w*\*w*\ ~WMMJW/\/\KJ\MM%MM
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #11264: Benzoic acid T T
105.0 10.00 10.50

m/z 50.00 21.06%

5000
SQ.L
S

P \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051023\
Data File : BP@15053.D

Acqg On : 10 May 2023 21:05
Operator : CG/JU

Sample : 02591-21

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050323.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 unknown-02 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.492 3.52 ng/ul 392573  Naphthalene-d8 10.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methacrylic acid, tridecyl ester 268 C17H3202 1000340-28-9 38
2 3-Methyl-1-cyclohexanecarboxylic... 142 C8H1402 1000453-57-0 38
3 2-Octanol, acetate 172 C10H2002 002051-50-5 27
4 2-Octenoic acid, (E)- 142 C8H1402 001871-67-6 27
5 Hex-5-enoic acid, ethyl ester 142 C8H1402 1000302-89-9 22

Abundance Scan 1208 (10.492 min): BP015053.D\data.ms (-1200) (- m/z 55.05 100.00%

55.0
5000
e
‘ ‘12‘7-0 10.50
o MMMb L 2212 324.93881 47605413 /7 41.e5  73.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158405: Methacrylic acid, tridecyl ester
87.0
5000 17
10.50
m/z 57.05 70.76%
182.0
29. ‘Jlenl | 250.0
O‘\\\\’\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22864: 3-Methyl-1-cyclohexanecarboxylic acid (isomer 1

.

55.0
T
10.50
5000 m/z 70.05 66.93%
l 127.0
o‘uuMWMW%NA‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46976: 2-Octanol, acetate =
43.0 10.50
m/z 87.00 65.11%
) | h}\/\m
OH,I”H“' S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051023\
BPO15053.D

: 10 May 2023 21:05
: CG/IU
¢ 02591-21

: 14  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050323.MA.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 (DEL) Alkane: Cyclic10.816 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.816 4.91 ng/ul 548078 Naphthalene-d8 10.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, nonyl- 168 C12H24 074663-85-7 93
2 3-Tetradecene, (E)- 196 C14H28 041446-68-8 91
3 5-Tetradecene, (E)- 196 C14H28 041446-66-6 91
4 1-Decene 140 C1eH20 000872-05-9 90
5 3-Tetradecene, (Z)- 196 C14H28 041446-67-7 87

Abundance Scan 1263 (10.816 min): BP015053.D\data.ms (-1257) (- m/z 41.00 100.00%
41.0
0 ‘ T T ‘ T
1‘ 168.0 10.50 11.00
ol hlLi}, 16802253283.13411 4142 5195 ./, 55.05 99.06%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #43499: Cyclopropane, nonyl-
55.0
5000 — ——
10.50 11.00
m/z 43.05 92.72%
O\\‘\ ‘J\\\l\J‘f\\l‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #71747: 3-Tetradecene, (E)-
41.0
— —
10.50 11.00
5000 m/z 69.05 80.39%
1.0
| Jlnh. 1960
(O o I B o o B AR
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #71745: 5-Tetradecene, (E)- T T
55.0 10.50 11.00
m/z 56.05 78.83%
5000
‘ L 0 196.0
oHH‘M‘H‘%‘FH"w\_"‘_"www_m_mww = A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051023\
Data File : BP@15053.D

Acqg On : 10 May 2023 21:05
Operator : CG/JU

Sample : 02591-21

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050323.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 2-Fluoropyridine Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
11.704 2.04 ng/ul 227907 Naphthalene-d8 10.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Fluoropyridine 97 C5H4FN 000372-48-5 50
2 Cyclohexanepropanoic acid 156 C9H1602 000701-97-3 50
3 Succinic acid, cyclohexylmethyl ... 344 C17H19F304 1000390-76-4 50
4 Cyclohexane, 1-bromo-2-methyl- 176 C7H13Br 006294-39-9 50
5 4-Methylcyclohexaneacetic acid (... 156 C9H1602 1000453-59-3 49

Abundance Scan 1414 (11.704 min): BP015053.D\data.ms (-1408) (- m/z 97.05 100.00%

97.0
5000

e -
31' | ‘ 11.50 12.00
L 41

206.9266.8 3411 4195  525.2 0
el 2092008 Sll Ao 2222 m/z 55.85  48.79%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3319: 2-Fluoropyridine
97.0

5000

o

m/z 60.00 37.79%

39.
O‘\\l\“l\”‘\‘\H\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33771: Cyclohexanepropanoic acid
97.0

5000 m/z 81.00 35.70%

599
B L
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550

Abundance #252920: Succinic acid, cyclohexylmethyl 2,3,4-trifluorop T
97.0 11.50 12.00

m/z 41.00  25.47%

5000
’ 231.0

0 39\ | 1 \lblow ‘
R B L L L L L L L L I

T —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051023\
Data File : BP@15053.D

Acqg On : 10 May 2023 21:05
Operator : CG/JU

Sample : 02591-21

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050323.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 unknown-@3 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
11.775 2.69 ng/ul 300456  Naphthalene-d8 10.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Methylcyclohexaneacetic acid (... 156 C9H1602 1000453-59-3 27
2 4-Methylcyclohexaneacetic acid (... 156 C9H1602 1000453-59-2 22
3 Cyclohexanepropanoic acid 156 C9H1602 000701-97-3 14
4 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 10
5 4H-1,2,4-Triazole, 4-ethyl- 97 C4H7N3 043183-55-7 10

Abundance Scan 1426 (11.775 min): BP015053.D\data.ms (-1420) (- m/z 105.00 100.00%

105.0
5000
41.

ol 1, . 164.9 268.9 341.0 416.0 483.6 547.
R R e e R ERR R R ey RN o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33927: 4-Methylcyclohexaneacetic acid (stereoisomer 1
97.0

5000 T T
11.50 12.00
31. m/z 97.10 65.14%
0‘\\”\M“Ji\ln”}\l\‘%\\\:L\S‘G\.\O\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33926: 4-Methylcyclohexaneacetic acid (stereoisomer 2
97.0
Py —
11.50 12.00
5000 ITI/Z 55.00 39.90%
31.
LT L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33771: Cyclohexanepropanoic acid T —
97.0 11.50 12.00

m/z 60.00  39.84%

5000 N/\/\/\/\Nu
0 3\%\:“ MJ \]156-0

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051023\
BPO15053.D

: 10 May 2023 21:05
: CG/IU
¢ 02591-21

: 14  Sample Multiplier: 1

hod
le

ry

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050323.MA.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 11 Decanoic acid, 3-methyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.445 4.02 ng/ul 449084  Naphthalene-d8 10.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decanoic acid, 3-methyl- 186 C11H2202 060308-82-9 59
2 3-Methyldodecanoic acid 214 C13H2602 013490-36-3 50
3 3-Methyloctanoic acid 158 C9H1802 006061-10-5 50
4 5-Methylhexanoic acid 130 C7H1402 000628-46-6 43
5 Diethylene glycol 2-ethylhexyl e... 260 C14H2804 1000506-26-1 40

Abundance Scan 1540 (12.445 min): BP015053.D\data.ms (-1534) (| m/z 87.00 100.00%
87.0
w wJUL
—4
““ 1 12.50
ol , (W P71 2211282.1 3551 4252 | 5285 ./, 6. 00  54.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #60723: Decanoic acid, 3-methyl-
87.0
5000 T
12.50
m/z 57.10 47.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92084: 3-Methyldodecanoic acid
87.0
——
12.50
5000 m/z 41.05 46.59%
29.
ol om0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35319: 3-Methyloctanoic acid —
87.0 12.50
m/z 43.05 45.04%
5000
29.
ol ULl 3580 L)
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.50

SFAM-EPA-BP050323.MA.M Thu May 11 10:37:54 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051023\
Data File : BP@15053.D

Acqg On : 10 May 2023 21:05
Operator : CG/JU

Sample : 02591-21

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050323.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 Cyclopropanecarboxylic acid... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
13.281 2.02 ng/ul 245104  Acenaphthene-di10 14.792
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropanecarboxylic acid, hep... 324 C21H4002 1000282-78-5 53
2 2-t-Butyl-5-methyl-5-propyl-[1,3... 200 C11H2003 1000191-45-7 43
3 2-[2-[2-[2-[2-[2-[2-[2-(2-Acetyl... 498 C22H42012 1010351-90-5 43
4 1,3-Dioxolane-2-propanol, 2-meth... 188 C9H1604 029021-95-2 43
5 2,2-Dimethyl-5-(2-methyl-[1,3]di... 230 C12H2204 1000185-52-0 43

Abundance Scan 1682 (13.280 min): BP015053.D\data.ms (-1678) (- m/z 87.00 100.00%
87.0

5000

.

A -,
Mm 157.1 13.00 13.50
AU iy 2209 204.03552 4456 8491 ./, 55 0p  36.94%

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

Abundance #229573: Cyclopropanecarboxylic acid, heptadecyl ester
87.0

o

3

5000 — e
13.00 13.50
m/z 97.18  36,05%

29.-H ||| 11500 2380 35540

‘\\\\‘\\\\“\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75548: 2-t-Butyl-5-methyl-5-propyl-[1,3]dioxolan-4-one
87.0

o

£

‘ ‘ T
13.00 13.50
5000 m/z 41.00 31.75%

zm || | 1580

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #337621: 2-[2-[2-[2-[2-[2-[2-[2-(2-Acetyloxyethoxy)ethoxy ‘ ; P
87.0 13.00 13.50

m/z 43.00 26.01%

o

L

5000

0 28.0 | J17‘5.0 263.0
[ A A T T T T T T T

\ \ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051023\
Data File : BP@15053.D

Acqg On : 10 May 2023 21:05
Operator : CG/JU

Sample : 02591-21

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050323.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 3-Methylundecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.633 3.61 ng/ul 438177  Acenaphthene-d10 14.792
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methylundecanoic acid 200 C12H2402 065781-38-6 64
2 2-0-Methyl-D-mannopyranosa 194 C7H1406 036864-61-6 38
3 Butyramide, 2,2,3,3-tetramethyl- 143 C8H17NO 098486-62-5 38
4 3-Methyloctanoic acid 158 C9H1802 006061-10-5 38
5 .alpha.-D-Xylofuranoside, methyl... 178 C7H1405 032469-86-6 37

Abundance Scan 1742 (13.633 min): BP015053.D\data.ms (-1738) (- m/z 87.00 100.00%

87.0
5000

154.0 T ="

L | 1350  14.00
oMl ] 221027913411 4246 B03.1 1/, 6o o0 46.14%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75727: 3-Methylundecanoic acid
87.0

5000 —— S
13.50 14.00

m/z 41.00  29.26%

29-H “ 157.0
‘\\d\U"\“!J\ilhf\h\l\U‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #69604: 2-O-Methyl-D-mannopyranosa

87.0

——
13.50 14.00
5000 m/z 55.05  23.50%

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

Abundance 23462: Butyramide, 2,2,3,3-tetramethyl- T —
87.0 13.50 14.00

m/z 69.05 19.10%

M W

L SN

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00

O

o

O

H
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051023\
Data File : BP@15053.D

Acqg On : 10 May 2023 21:05
Operator : CG/JU

Sample : 02591-21

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050323.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 Phenol, 2,6-bis(1,1-dimethy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.133  11.31 ng/ul 1373370  Acenaphthene-d10 14.792
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,6-bis(1,1-dimethylethyl)- 206 C14H220 000128-39-2 98
2 Phenol, 2,6-bis(1,1-dimethylethyl)- 206 C14H220 000128-39-2 94
3 Phenol, 2,6-bis(1,1-dimethylethyl)- 206 C14H220 000128-39-2 93
4 Phenol, 2,6-bis(1,1-dimethylethyl)- 206 C14H220 000128-39-2 93
5 Phenol, 2,6-bis(1,1-dimethylethyl)- 206 C14H220 000128-39-2 93
Abundance Scan 1827 (14.133 min): BP015053.D\data.ms (-1821) (- m/z 191.05 100.00%
191.1
5000
57.1 131.0 L T
’ I \ 14.00 14.50
Ol ghiy L1 || 256.1 3282 395.1456.5 546! 1/, 296,20  21.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #82764: Phenol, 2,6-bis(1,1-dimethylethyl)-
191.0
5000 —r— N
14.00 14.50
57.0 131.0 57.10  20.76%
O‘\\\\\"\‘\H\"h\h\l\’lWl‘\l\‘\ ‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #82756: Phenol, 2,6-bis(1,1-dimethylethyl)-
191.0
14 00 14 50
5000 m/z 131.00 17.69%
57.0
‘ 131 0 \
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #82766: Phenol, 2,6-bis(1,1-dimethylethyl)- e
191.0 14 00 14.50
m/z 163.05 15.80%
5000
57.0 1310 \ L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14 00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051023\
Data File : BP@15053.D

Acqg On : 10 May 2023 21:05
Operator : CG/JU

Sample : 02591-21

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050323.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 3-Methyldodecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.680 2.73 ng/ul 331411  Acenaphthene-d10 14.792
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methylundecanoic acid 200 C12H2402 065781-38-6 95
2 3-Methyldodecanoic acid 214 C13H2602 013490-36-3 64
3 Allomycin 618 C29H42N609 017650-86-1 50
4 4-Nonanol, 4-methyl- 158 C10H220 023418-38-4 43
5 2,2-Dimethyl-5-hexen-3-o0l 128 C8H160 019550-89-1 43

Abundance Scan 1920 (14.680 min): BP015053.D\data.ms (-1914) (- m/z 87.00 100.00%

87.0
5000

\ T
“J | 157.1 14.50 15.00

266.9326.9387.8 460.6 530.7 )
AL SE 266.9326.9387.8 4606 530.7n/; 43.95  56.19%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75727: 3-Methylundecanoic acid
87.0

5000 — —
14.50 15.00

m/z 57.05 52.44%

29&}” 157.0
‘\\d\uf\“f}\i\hf\h\l\U‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92084: 3-Methyldodecanoic acid

87.0

—
14.50 15.00

o

o

5000 m/z 41.00 43.90%
AT
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #347211: Allomycin T ——
87.0 14.50 15.00

m/z 71.05 35.68%

5000
{ 287.0
174
MJM i 0

o L

T —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051023\
Data File : BP@15053.D

Acqg On : 10 May 2023 21:05
Operator : CG/JU

Sample : 02591-21

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050323.MA.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 16 (DEL) Alkane: Straight-Chai... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
16.616  2.37 ng/ul 287568 Acenaphthene-die 14.792
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 octadecane, 2,6-dimethyl- 22 CooHa2 675163-97-2 9

2 Decane, 2-methyl- 156 C11H24 006975-98-0 87
3 Pentadecane, 7-methyl- 226 Cl6H34 006165-40-8 87
4 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 83
5 Octadecane, 5,14-dibutyl- 366 C26H54 055282-13-8 83
Abundance Scan 2146 (16.010 min): BP015053.D\data.ms (-2141) (|  m/z 57.10 100.00%
57.1
2000 MM
16.00
40.1 207.1 :
o ‘-‘W"u"\ P Mot 2941 38214449 5256 njz 71.10  66.14%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176399: Octadecane, 2,6-dimethyl-
57.0
5000 ——
16.00
m/z 43.05 53.51%
196.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #33088: Decane, 2-methyl-
43.0
T \
16.00
5000 ITI/Z 85.05 37.73%
’ 113.0
Y
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107232: Pentadecane, 7-methyl- ——
57.0 16.00
m/z 41.00 34.63%
o M\JW
140.0
o\“lﬁl'ZlLO“‘ .
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.00

SFAM-EPA-BP050323.MA.M Thu May 11 10:38:03 2023 Page: 20



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051023\
Data File : BP@15053.D

Acqg On : 10 May 2023 21:05
Operator : CG/JU

Sample : 02591-21

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050323.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 17 Tricyclo[3.3.3.0(1,5)]undec... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

16.874 2.99 ng/ul 396443  Phenanthrene-d10 17.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,6-bis(1,1-dimethylethy... 238 C14H220S 000950-59-4 91
2 Tricyclo[3.3.3.0(1,5)]undec-6-en... 223 C14H13N3 118894-71-6 86
3 Benzene, 1,1'-ethylidenebis[3,4-... 238 C18H22 001742-14-9 72
4 4-tert-Butyl-benzophenone 238 C17H180 022679-54-5 72
5 3H-Pyrrolo[3,2-f]quinoline, 1,2,... 238 C16H18N2 1000302-73-2 64

Abundance Scan 2293 (16.874 min): BP015053.D\data.ms (-2289) (- m/z 223.10 100.00%

223.1
5000
— ==
91.0 1631 16.50 17.00
O bbbty L4 2959 3682 AT8.25397 /7 538 10 54.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #120889: Phenol, 2,6-bis(1,1-dimethylethyl)-4-mercapto-
223.0
5000 — P
57.0 16.50 17.00
m/z 224.10 13.99%
163.0
0t Ju J‘ il “ i bt ,‘ !

[TTTr H\\‘\H\’\H\‘\H\‘\\H‘HH‘H\\‘\H\‘\H\‘\

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

Abundance #103099: Tricyclo[3.3.3.0(1,5)Jundec-6-ene-2,3,6-tricarbg
143.0 223.0

-

16.50 17.00
5000 m/z 195.10  10.05%

i m“ l}‘ Jl kil

m/z--> O 50 100 150 200 250 300 350 400 450 500 550
Abundance  #121370: Benzene, 1,1'-ethylidenebis[3,4-dimethyl-
223.0 16.50 17.00

m/z 163.10 9.93%

O

-

5000

-

91.0
0 270 I u M Jq 1

|
A R o e e e S R e S L AR

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\BP051023\
Data File : BP@15053.D

Acqg On : 10 May 2023 21:05
Operator : CG/JU

Sample : 02591-21

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050323.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 18 unknown-04 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
17.016 2.66 ng/ul 352546  Phenanthrene-d10 17.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxazolidin-2-one, N-[(E)-butenoyl]- 155 C7H9NO3 1010156-45-5 42
2 2,4-Dinitrophenyl crotonate 252 C10H8N206 069817-88-5 9
3 1,6-Hexanediol dimethacrylate 254 C14H2204 006606-59-3 9
4 Cyclopropanecarboxylic acid, 2-m... 170 C10H1802 1000354-65-8 9
5 Cyclopropanecarboxylic acid,buty... 142 C8H1402 054947-39-6 9
Abundance Scan 2317 (17.016 min): BP015053.D\data.ms (-2314) (- m/z 69.00 100.00%
69.0
5000 \M/wmxAJ\wxﬁkn\AN
T \
L] 951 25613180 40454688 549 17.00
bbb L2201 3180 204.54088 49, m/z 87.e6  16.14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32575: Oxazolidin-2-one, N-[(E)-butenoyl]-
69.0
5000 - :
17.00
m/z 41.10 13.92%
155.0
O‘\\h\‘\"\ \J\‘\\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #137360: 2,4-Dinitrophenyl crotonate
69.0
T \
17.00
5000 m/z 39.00 8.52%
ol 184.0 252.0 W\MJ\AW
e YT
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #140352: 1,6-Hexanediol dimethacrylate —— ‘
69.0 17.00
m/z 45.00 7.83%
- “’/L
okl 1350 2200 -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051023\
Data File : BP@15053.D

Acqg On : 10 May 2023 21:05
Operator : CG/JU

Sample : 02591-21

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050323.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 19 Tridecane, 1-iodo- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.033 3.23 ng/ul 428283  Phenanthrene-d10 17.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 1-iodo- 310 C13H271 035599-77-0 90
2 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 89
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 76
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 76
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 76
Abundance Scan 2490 (18.033 min): BP015053.D\data.ms (-2485) (- m/z 57.10 100.00%
57.1
1 \
1 \’ 18.00
oH«‘m"w”‘w'"w '\ Lmu‘z‘?“ﬂ?’_?f“??““‘l‘lﬁﬁ??%?f‘? m/z 71.1e  79.93%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #211086: Tridecane, 1-iodo-
57.0
5000 —— :
18.00
m/z 43.10 68.29%
’ 183.0
0\‘1”‘1}1\%}‘\A\“\“\\\\\‘\\\\‘\\\3\]‘_\0\\0\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194597: Pentadecane, 8-hexyl-
43.0
T \
18.00
5000 m/z 85.10 57.26%
196.0
o ALIZ Lasso
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl- T ‘
57.0 18.00
m/z 105.00 32.85%
- MAmﬂwmyJ\ﬂwmeﬂkvwwm
1 2390
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051023\
Data File : BP@15053.D

Acqg On : 10 May 2023 21:05
Operator : CG/JU

Sample : 02591-21

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050323.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 20 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.292 4.02 ng/ul 533974  Phenanthrene-d10 17.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10-Methylnonadecane 282 C20H42 056862-62-5 83
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 80
3 Nonadecane 268 C19H40 000629-92-5 74
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 70
5 Hexacosane 366 C26H54 000630-01-3 68
Abundance Scan 2534 (18.292 min): BP015053.D\data.ms (-2530) (- m/z 57.10 100.00%
57.1
5000 W
—— —
}H 18.00 18.50
o ALALIIL, 1832 2661 3642 44735102 . 7110 oe.24%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176388: 10-Methylnonadecane
57.0
5000 — —
18.00 18.50
154.0 m/z 43.10 69.41%
0\I‘\‘\“\I[\ll\”‘ﬂ\ﬂ\\“\\\\\‘\\\%6\?.\(\)‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
—— —
18.00 18.50
5000 m/z 85.10 68.87%
MHFH. 1920 2520 3280
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158598: Nonadecane 7 —
57.0 18.00 18.50
m/z 55.00 39.64%
5000 MJ\AV/%
oL L0 g0 2000
m/z--> 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\BP051023\
Data File : BP@15053.D

Acqg On : 10 May 2023 21:05
Operator : CG/JU

Sample : 02591-21

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050323.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 21 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.404 9.39 ng/ul 1246260  Phenanthrene-d10 17.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
5 Pentadecanoic acid 242 C15H3002 001002-84-2 58
Abundance Scan 2553 (18.404 min): BP015053.D\data.ms (-2549) (- m/z 43.10 100.00%
43.1
5000 wMﬂMMVJﬁWAAAMMJhNXJ
129.0
213.2 T
Hh \ ‘ 18.50
o MU LUl L |, 3182 3891 4664 5480 . 7309  91.41%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
256.0
5000 T
18.50
‘ 57.0 m/z 57.10 88.06%
O‘\\J!H‘H\ J“M‘\JL““\\\“’\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
420 256.0
——
18.50
5000 m/z 59.95 75.61%
129.0
o bl e,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid —T
60.0 18.50
m/z 71.10 70.88%
5000 129.0
“ 213.0
- Mw\wwwHm,mw‘w‘HWWWWWW S—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051023\
Data File : BP@15053.D

Acqg On : 10 May 2023 21:05
Operator : CG/JU

Sample : 02591-21

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050323.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 22 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.692 5.09 ng/ul 675534  Phenanthrene-di10 17.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 91
3 Heptadecane 240 C17H36 000629-78-7 87
4 Tetracosane 338 C24H50 000646-31-1 86
5 Octadecane 254 C18H38 000593-45-3 83

Abundance Scan 2602 (18.692 min): BP015053.D\data.ms (-2598) (- m/z 57.10 100.00%

57.1
5000

S
1271 5031 18.50 19.00
AR 30312620 8710 45335114 0 7110 68.39%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane
57.0

5000 — e
18.50 19.00

m/z 43.10 58.75%

\‘l JFF[ I 11\970 28\20
‘\\\\’\\\\‘\\\T‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194595: Eicosane, 10-methyl-
57.0

T
18.50 19.00

o

o

5000 m/z 85.10 55.71%
0 .Jl | 40120 2810
R R EE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane T —
57.0 18.50 19.00

m/z 41.00  29.31%

5000 M
[

|70, 200

O A e e e e e — —
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051023\
Data File : BP@15053.D

Acqg On : 10 May 2023 21:05
Operator : CG/JU

Sample : 02591-21

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050323.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 23 unknown-@5 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

18.927 4.56 ng/ul 605077  Phenanthrene-di10 17.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 49
2 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 46
3 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 46
4 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 46
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 45

Abundance Scan 2642 (18.927 min): BP015053.D\data.ms (-2639) (- m/z 71.10 100.00%

71.1
5000 208.1

—r
ﬁ“‘ 19.00
0 bbb ki oy, AL 358.1418.4477.4 B46L 1/, 57 19 96.49%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0

m/z 43.10 82.68%

obd 1%?;‘0182.0 252.0 325.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #193303: Dodecane, 1-iodo-

57.0

5000 m/z 85.10  71.30%

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

Abundance  #224374: Sulfurous acid, 2-propyl tetradecy! ester —
43.0 19.00

m/z 208.10  49.08%

- wMJk’M
} 10 197.0 5610

5000 T

0t """‘H""""‘H""wHH_m‘w_ww_ —
miz--> 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051023\
Data File : BP@15053.D

Acqg On : 10 May 2023 21:05
Operator : CG/JU

Sample : 02591-21

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050323.MA.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 24 1,5-Dihydroxy-6-methoxyxant... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.245 9.68 ng/ul 1284980  Phenanthrene-d10 17.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,5-Dihydroxy-6-methoxyxanthone 258 C14H1005 181307-35-7 58
2 4,5,7,8,9,10-Hexahydrobenzo[a]py... 258 C20H18 073712-75-1 53
3 Hydroxylamine, N-(4,5-dihydro-5-... 258 C16H22N20 1000274-03-9 52
4 6-Methoxy-benzo[c]phenanthrene 258 C19H140 004176-37-8 50
5 1,1'-Binaphthalene, 3,3',4,4'-te... 258 C20H18 005405-96-9 50

Abundance Scan 2696 (19.245 min): BP015053.D\data.ms (-2692) (- m/z 258.15 100.00%

258.1
5000
121.1
—T

55.0 ol L
“ h | “l I l 1H 341.1 404.2461.4 536.2 1900 1950
ok “‘J‘H“\“"“H“%wwwm e e m/z 121,10 29.22%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #145339: 1,5-Dihydroxy-6-methoxyxanthone
258.0
5000 — —
19.00 19.50

m/z 135.05  25.13%

129.0186.0, |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #146175: 4,5,7,8,9,10-Hexahydrobenzo[a]pyrene
258.0

7
19.00 19.50
5000 m/z 259.15 20.88%

101.0 ZOZW
HW‘H‘MWH‘H‘q‘mM“‘H‘H‘WH‘W‘H‘_‘H‘H‘W‘
miz--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #146024: Hydroxylamine, N-(4,5-dihydro-5-methyl-3-spir — —
98.0 258.0 19.00 19.50

m/z 55.05 17.83%

5000
41.0
T

o

o

NWMHLN‘ ﬂmh“

7 \
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051023\
Data File : BP@15053.D

Acqg On : 10 May 2023 21:05

Operator : CG/JU

Sample : 02591-21

Misc

ALS vial : 14

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP050323.MA.M
: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 25 (DEL) Alkane: Straight-Chai... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
19.292 6.19 ng/ul 822274  Phenanthrene-di10 17.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 95
2 Hexacosane 366 C26H54 000630-01-3 90
3 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 90
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 89
5 Hexatriacontane 507 C36H74 000630-06-8 87

Abundance Scan 2704 (19.292 min): BP015053.D\data.ms (-2701) (- m/z 57.10 100.00%

57.1
5000
— —
‘ [, 1501 517 50745 19.00 19.50
ol AbLLLLIZT 7 217.22743 3401 4131 484.35414 /7 71 19 70.20%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262013: Pentacosane
57.0
5000 — —
19.00 19.50
m/z 43.10  62.21%
127

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

%

Abundance #275537: Hexacosane
57.0
e e
19.00 19.50
5000 ITI/Z 85.10 55.57%
oL FF7P‘;9702530 367.0 AjﬂﬂNJLNJVLVAWWJN\
e R R RS SRR RRERE
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194597: Pentadecane, 8-hexyl- e —
43.0 19.00 19.50
m/z 41.05 24.34%
5000 fowwAAAﬂfﬁuv/WVhAN
9.0 196.0
ol L a2
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051023\
Data File : BP@15053.D

Acqg On : 10 May 2023 21:05
Operator : CG/JU

Sample : 02591-21

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@50323.MA.M
Quant Title : SVOA CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Crotonic acid 4.734 3.5 ng/ul 269201 1 8.151 1537820 20.0
3-Methyl-hexano... 8.063 3.4 ng/ul 257723 1  8.151 1537820 20.0
1-Hexanol, 2-et... 8.216 13.0 ng/ul 1000070 1 8.151 1537820 20.0
Hexanoic acid, 9.463 3.8 ng/ul 290290 1  8.151 1537820 20.90
unknown-01 9.581 4.3 ng/ul 484534 2 10.986 2231620 20.0
Benzoic acid 10.245 3.0 ng/ul 338810 2 10.986 2231620 20.0
unknown-02 10.492 3.5 ng/ul 392573 2 10.986 2231620 20.0
(DEL) Alkane: C... 10.816 4.9 ng/ul 548078 2 10.986 2231620 20.0
2-Fluoropyridine 11.704 2.0 ng/ul 227907 2 10.986 2231620 20.0
unknown-03 11.775 2.7 ng/ul 300456 2 10.986 2231620 20.0
Decanoic acid, ... 12.445 4.0 ng/ul 449084 2 10.986 2231620 20.0
Cyclopropanecar... 13.281 2.0 ng/ul 245104 3 14.792 2427760 20.0
3-Methylundecan... 13.633 3.6 ng/ul 438177 3 14.792 2427760 20.0
Phenol, 2,6-bis... 14.133 11.3 ng/ul 1373370 3 14.792 2427760 20.0
3-Methyldodecan... 14.680 2.7 ng/ul 331411 3 14.792 2427760 20.0
(DEL) Alkane: S... 16.010 2.4 ng/ul 287568 3 14.792 2427760 20.0
Tricyclo[3.3.3.... 16.874 3.0 ng/ul 396443 4 17.551 2654910 20.0
unknown-04 17.016 2.7 ng/ul 352546 4 17.551 2654910 20.0
Tridecane, 1-iodo- 18.033 3.2 ng/ul 428283 4 17.551 2654910 20.0
(DEL) Alkane: S... 18.292 4.0 ng/ul 533974 4 17.551 2654910 20.0
n-Hexadecanoic ... 18.404 9.4 ng/ul 1246260 4 17.551 2654910 20.0
(DEL) Alkane: S... 18.692 5.1 ng/ul 675534 4 17.551 2654910 20.0
unknown-05 18.927 4.6 ng/ul 605077 4 17.551 2654910 20.0
1,5-Dihydroxy-6... 19.245 9.7 ng/ul 1284980 4 17.551 2654910 20.0
(DEL) Alkane: S... 19.292 6.2 ng/ul 822274 4 17.551 2654910 20.0
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