LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070524\
Data File : BP020802.D

Acqg On : 06 Jul 2024 01:13
Operator : MA/JU

Sample : P2964-04

Misc :

ALS Vvial : 21  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-BP062524.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@20802.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.052 9 11 22 rVB 104521 152917 5.19% 0.408%
2 3.269 45 48 58 rVB 24780 37838 1.28% 0.101%
3 3.540 990 94 106 rVB 64765 105027 3.56% 0.280%
4 3.687 114 119 129 rBV2 110475 174424  5.92% 0.466%
5 3.775 129 134 141 rVW 119447 168070 5.70% 0.449%
6 3.846 143 146 152 rVB 14933 21012 0.71% 0.056%
7 3.987 167 170 179 rVB2 12699 21182 0.72% 0.057%
8 4.146 191 197 204 rVBS8 9709 17860 0.61% 0.048%
9 4,358 229 233 237 rVB4 6058 9060 0.31% 0.024%
10 4.487 251 255 258 rBvV2 9428 14961 0.51% 0.040%
11 4.534 258 263 267 rW 44346 65358 2.22% 0.175%
12 4.581 267 271 282 rVB 33634 56776 1.93% 0.152%
13  4.669 282 286 294 rBV5 11602 24364 0.83% 0.065%
14 4.793 299 307 315 rBVS 8548 23204 0.79% 0.062%
15 4.881 316 322 329 rBV 139236 212335 7.20% 0.567%
16 4.987 336 340 347 rVB2 15381 27598 0.94% 0.074%
17 5.846 482 486 494 rVB 14000 23042 0.78% 0.062%
18 6.010 509 514 524 rVB 5361 12243 0.42% 0.033%
19 6.134 532 535 541 rVBS8 4669 9066 0.31% 0.024%
20  6.287 558 561 566 rVB3 12438 16493 0.56% 0.044%
21 6.375 576 576 580 rBV7 8949 16347 0.55% 0.044%
22 6.610 611 616 625 rVB7 9117 23242 0.79% 0.062%
23  6.716 631 634 638 rVW2 13211 15904 0.54% 0.042%
24  6.763 639 642 648 rVB7 5368 9771 0.33% 0.026%
25 6.916 655 668 679 rW 382626 657323 22.30% 1.755%
26 7.069 686 694 705 rBV 313075 527822 17.91% 1.410%
27 7.21e 715 718 721 rBV4 6525 8790 0.30% 0.023%
28 7.269 722 728 736 rW 465926 694264 23.56% 1.854%
29 7.340 736 740 748 rVB2 21312 45683 1.55% 0.122%
30 7.534 769 773 780 rvB8 4056 8246 0.28% 0.022%
31 7.622 787 788 794 rVWV6 4266 7159 0.24% 0.019%
32 7.722 794 805 812 rVvV 695885 1164308 39.51% 3.109%
33 7.787 814 816 821 rVB4 8292 12456 0.42% 0.033%
34 7.993 848 851 856 rvv3 9909 17577 0.60% 0.047%
35 8.357 906 913 918 rBV7 5809 9353 0.32% 0.025%

36 8.428 918 925 932 rBV = 298249 508383 17.25% 1.358%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070524\
Data File : BP020802.D

Acqg On : 06 Jul 2024 01:13
Operator : MA/JU

Sample : P2964-04

Misc :

ALS Vvial : 21  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-BP062524.MA.M
Title : SVOA CALIBRATION
37 8.540 940 944 950 rWw 20638 37113 1.26% 0.099%
38 8.804 984 989 994 rvB9 5346 7591 0.26% 0.020%
39 8.875 994 1001 1013 rBV 381964 671564 22.79% 1.793%
40  8.999 1018 1022 1026 rVV6 8941 18574 0.63% 0.050%
41  9.034 1026 1028 1037 rVB9 6994 11817 ©0.40% 0.032%
42 9.246 1060 1064 1072 rVB4 7566 11624 0.39% 0.031%
43 9.428 1091 1095 1106 rVB 41637 65485 2.22% 0.175%
44  9.587 1114 1122 1129 rBV 319312 566072 19.21% 1.512%
45  9.822 1159 1162 1169 rVB9 5197 10271 0.35% 0.027%
46 10.128 1204 1214 1236 rBV 488585 891286 30.24% 2.380%
47 10.498 1266 1277 1289 rBV 989416 1660788 56.35% 4.435%
48 10.634 1293 1300 1317 rVV 195141 396939 13.47% 1.060%
49 11.028 1361 1367 1377 rBV 12894 33033 1.12% 0.088%
50 11.240 1395 1403 1410 rBV 99234 191639 6.50% 0.512%
51 11.910 1510 1517 1522 rBV 4074 7985 0.27% 0.021%
52 12.081 1541 1546 1551 rVv3 9699 17668 0.60% 0.047%
53 12.310 1578 1585 1586 rBV7 4154 7784 0.26% 0.021%
54 12.334 1586 1589 1592 rvv3 4945 8280 0.28% 0.022%
55 13.157 1725 1729 1737 rVB7 6070 13376 0.45% 0.036%
56 13.528 1785 1792 1799 rBV9S 10411 29226 0.99% 0.078%
57 13.675 1811 1817 1821 rBV9 5295 9915 0.34% 0.026%
58 13.763 1823 1832 1838 rBV 930183 1306184 44.32% 3.488%
59 14.004 1868 1873 1874 rBV5 12072 16222 0.55% 0.043%
60 14.051 1874 1881 1894 rVB 1106600 1593003 54.05% 4.254%
61 14.169 1899 1901 1908 rVBS8 7219 12752 0.43% 0.034%
62 14.245 1908 1914 1921 rVB5 8707 13663 0.46% 0.036%
63 14.357 1925 1933 1940 rVV 1500690 2215694 75.18% 5.917%
64 14.416 1940 1943 1949 rVB 15679 23736 0.81% 0.063%
65 14.492 1951 1956 1959 rBV 16144 23336 0.79% 0.062%
66 14.592 1964 1973 1991 rBV3 244995 560155 19.01% 1.496%
67 14.734 1993 1997 2003 rBV4 16642 35206 1.19% 0.094%
68 15.169 2065 2071 2077 rBv8 14283 38275 1.30% 0.102%
69 15.216 2077 2079 2082 rVB4 7208 7251 0.25% 0.019%
70 15.363 2098 2104 2111 rBV 1331154 1965947 66.71% 5.250%
71 15.422 2111 2114 2122 rVB 34202 52887 1.79% 0.141%
72 15.498 2122 2127 2138 rBV 294120 464732 15.77% 1.241%
73 15.628 2144 2149 2157 rVB 71054 110028 3.73% 0.294%
74 16.098 2225 2229 2231 rBV3 13817 18893 0.64% 0.050%
75 16.257 2254 2256 2258 rBV3 6684 7584 0.26% 0.020%
76 16.375 2272 2276 2282 rVB 36839 54248 1.84% 0.145%

SFAM-EPA-BP062524.MA.M Mon Jul 08 ©3:03:14 2024 2



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070524\
Data File : BP020802.D

Acqg On : 06 Jul 2024 01:13
Operator : MA/JU

Sample : P2964-04

Misc :

ALS Vvial : 21  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-BP062524.MA.M
Title : SVOA CALIBRATION
77 16.686 2324 2329 2338 rBV5 69999 135636 4.60% 0.362%
78 16.980 2376 2379 2384 rVB 16519 20581 0.70% 0.055%
79 17.039 2386 2389 2391 rBV3 29112 29230 0.99% 0.078%
80 17.069 2391 2394 2398 rVB 34255 43438 1.47% 0.116%
81 17.163 2404 2410 2414 rBV 1778094 2599033 88.19% 6.941%
82 17.204 2414 2417 2422 rVB 354783 497975 16.90% 1.330%
83 17.263 2422 2427 2438 rVB2 1273385 2020754 68.57% 5.396%
84 17.345 2438 2441 2446 rBV 56546 89786 3.05% 0.240%
85 17.627 2487 2489 2492 rBV4 17463 21477 0.73% 0.057%
86 17.780 2510 2515 2521 rBV3 52671 107576  3.65% 0.287%
87 18.104 2562 2570 2579 rBV2 322450 754680 25.61% 2.015%
88 18.269 2594 2598 2603 rBvV2 91902 132191 4.49% 0.353%
89 18.386 2614 2618 2620 rBV3 45396 66446 2.25% 0.177%
90 18.874 2694 2701 2704 rBV3 206342 384566 13.05% 1.027%
91 19.298 2768 2773 2779 rVB 847694 1164994 39.53% 3.111%
92 19.433 2792 2796 2805 rVB2 164898 275397 9.34% 0.735%
93 19.592 2820 2823 2827 rBV5 103960 169628 5.76%  0.453%
94 19.645 2827 2832 2836 rBV 1622689 2446930 83.03% 6.534%
95 21.286 3109 3111 3118 rVB 476780 677870 23.00% 1.810%
96 21.616 3161 3167 3172 rBV3 1666049 2947154 100.00% 7.870%
97 21.663 3173 3175 3180 rVB 273730 349831 11.87% 0.934%
98 22.498 3315 3317 3323 rBV3 218159 316465 10.74%  0.845%
99 24.727 3691 3696 3704 rVB3 536350 1322400 44.87% 3.531%
100 24.968 3729 3737 3746 rBV 1036336 2765536 93.84% 7.385%

Sum of corrected areas: 37446858
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070524\
Data File : BP©20802.D

Acqg On : 06 Jul 2024 01:13
Operator : MA/JU

Sample : P2964-04

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524 .MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP020802.D\data.ms

2000000

1500000

1000000 10.498
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500000 . 7 269 8.875 10.128
. 3 428 9 587
11240
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Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 1000 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BP020802.D\data.ms

21.616

2000000 17.163 19.645

00000 14.357
15 15.363 17.263

14.051
1000000 13.763

21.286 22.498

500000 17
4.592
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Abundance TIC: BP020802.D\data.ms
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SFAM-EPA-BP062524.MA.M Mon Jul 08 03:03:15 2024 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070524\
Data File : BP©20802.D

Acqg On : 06 Jul 2024 01:13
Operator : MA/JU

Sample : P2964-04

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524 .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 Furan, tetrahydro-2-(methox... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.052 2.63 ng/ul 152917 1,4-Dichlorobenzene-d4 7.722

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan, tetrahydro-2-(methoxymeth... 116 C6H1202 019354-27-9 59
2 3-Buten-2-o0l, 2-methyl- 86 C5H100 000115-18-4 58
3 3-Penten-2-o0l 86 C5H100 001569-50-2 58
4 Z-1-Methoxy-2-pentene 100 C6H120 1000279-59-4 56
5 Trichloroacetic acid, 2-tetrahyd... 246 C7H9C1303 004743-27-5 50

Abundance  Scan 11 (3.052 min): BP020802.D\data.ms (-9) (-) m/z 71.05 100.00%

71.0
5000

J U, 14702000 3.103.203.303.403.50
0209.0 282.1341.1 4319 5121 8
el ST R L0t etk e oel . m/z 43.10 58.91%

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9313: Furan, tetrahydro-2-(methoxymethyl)-
71.0
5000 N LR RN R
3.103.203.303.403.50
m/z 41.10 41.35%
O‘\‘\H\L‘“! \\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2008: 3-Buten-2-ol, 2-methyl-
71.0
ERRRRRNNEENEERAREau R
3.103.203.303.403.50
5000 ITI/Z 45.00 32.02%
o‘H\‘A.J‘guw_‘H,m“‘H“m‘_‘H_mw_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1946: 3-Penten-2-ol e ANRRARRREEEREEEE SR
71.0 3.103.203.303.403.50
m/z 39.10 25.43%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070524\
Data File : BP©20802.D

Acqg On : 06 Jul 2024 01:13
Operator : MA/JU

Sample : P2964-04

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524 .MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 2 Tetrahydropyran Z-10-dodece... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.775 2.89 ng/ul 168070 1,4-Dichlorobenzene-d4 7.722

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetrahydropyran Z-10-dodecenoate 282 C17H3003 1000130-96-5 64
2 2H-Pyran, tetrahydro-2-methyl- 100 C6H120 010141-72-7 38
3 2(3H)-Furanone, dihydro-5-propyl- 128 C7H1202 000105-21-5 38
4 2-(Chloromethyl)tetrahydropyran 134 C6H11C10 018420-41-2 9

5 2-Pyrrolidinone 85 C4H7NO 000616-45-5 9
Abundance Scan 134 (3.775 min): BP020802.D\data.ms (-129) (-) m/z 85.00 100.00%

85.0

=

5000
e S ey
3.40 3.60 3.80 4.00
byl 29102508 3550 4289 5154 /7 41.10  71.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176087: Tetrahydropyran Z-10-dodecenoate
85.0
5000 L N B B I RN B
3.40 3.60 3.80 4.00
m/z 43.10 50.20%
0 145.0 209.0 282.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4434: 2H-Pyran, tetrahydro-2-methyl-
85.0
P T
3.40 3.60 3.80 4.00
5000 m/z 39.05 34.25%
27.
o‘mthw‘_‘u‘H‘W‘H‘_‘H‘HH‘H‘W‘H‘_‘H‘H‘W‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14097: 2(3H)-Furanone, dihydro-5-propyl- R EAEEEEas L
85.0 3.40 3.60 3.80 4.00
m/z 59.95 23.85%
5000

———

27.0
0 M\\l

et e Pt e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.40 3.60 3.80 4.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP070524\

Data File : BP©20802.D

Acqg On : 06
Operator : MA
Sample : P2
Misc

ALS vial : 21

Quant Method
Quant Title

TIC Library

Jul 2024 01:13
/3U
964-04

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524 .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 3 unknown-01 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
4.881 3.65 ng/ul 212335 1,4-Dichlorobenzene-d4 7.722
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 33
2 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 28
3 1-Propene-1-thiol 74 C3H6S 000925-89-3 9
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
5 Isopropyl 5,11-dihydroxy-3,7,11-... 314 C18H3404 1000223-34-1 9
Abundance Scan 322 (4.881 min): BP020802.D\data.ms (-316) (-) m/z 73.05 100.00%
73.0
5000 /\
s RARRsmESE L
4.60 4.80 5.00 5.20
0Lyl 13131911 2819 3551 432.2489.8549. .., 4365  34.62%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L B A LR
4.60 4.80 5.00 5.20
‘ m/z 44.95 12.58%
0 Jl\\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #60784: Octanal, 7-methoxy-3,7-dimethyl-
73.0
A RARESRAENEEE RN
4.60 4.80 5.00 5.20
5000 m/z 41.05 10.32%
0‘WMM\NM“H}?%pw“w"H“H“H“_“w“u“u“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #955: 1-Propene-1-thiol e ARRaEEEIE T
73.0 4.60 4.80 5.00 5.20
m/z 71.10 7.45%
) SUAVSUAY W
m/z--> 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

021

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070524\
BP020802.D

: 06 Jul 2024 01:13

: MA/JU

. P2964-04

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524 .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 4 1-Phenoxypropan-2-ol Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.240 2.31 ng/ul 191639 Naphthalene-d8 10.499
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 96
2 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 96
3 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 96
4 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 95
5 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 87

Abundance Scan 1403 (11.240 min): BP020802.D\data.ms (-1395) (- m/z 94.10 100.00%
94.1
5000 j\\\
152.1
& } ’ l 1100 1150
o SLLL, | 26493201 4180 5039 n/; 77 00  27.52%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30123: 1-Phenoxypropan-2-ol
94.0
5000
1100 1150
' 152.0 m/z 152.05 17.72%
0‘\‘\u‘ﬂ“#“\l!“’\‘\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30124: 1-Phenoxypropan-2-ol
94.0
‘
1100 1150
5000 m/z 108.00 17.53%
h |1520
o m“\“‘L“MH‘\"H,mww‘HH_ww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30117: 1-Phenoxypropan-2-ol it fopoey
94.0 11.00 11.50
m/z 78.05 15.77%
5000
’ 152.0
0‘H‘ﬁmu‘ﬂ‘HJ‘H‘W‘H‘H“_‘H‘H‘w“u‘u‘w‘u“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1100 1150
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070524\
Data File : BP©20802.D

Acqg On : 06 Jul 2024 01:13
Operator : MA/JU

Sample : P2964-04

Misc

ALS vial : 21

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524 .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 5 n-Hexadecanoic acid Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
18.104 5.81 ng/ul 754680  Phenanthrene-di10 17.163
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95

Abundance Scan 2570 (18.104 min): BP020802.D\data.ms (-2562) (-
73.0

m/z 73.00 100.00%

%

5000
213.2 :
“' x| l 610 18.00 18.50
ol HHM,W 4l PBL0 3559 4209 5053 ./, 43,16  85.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
18.00 18.50
m‘ 213.0 m/z 59.95 82.70%
0‘\\\“‘ \\‘llh\“}\l\1r\\]\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #143508: n-Hexadecanoic acid
43.0 256.0
—T— =
18.00 18.50
5000 m/z 55.05 71.93%
129.0
RN TN N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
‘ :

Abundance #143509: n-Hexadecanoic acid ‘ ‘ —
43.0 18.00 18.50
m/z 57.05 69.43%
5000 256.0
129.0
o e | bt
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\BP070524\
Data File : BP©20802.D

Acqg On : 06 Jul 2024 01:13
Operator : MA/JU

Sample : P2964-04

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524 .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 Stigmast-4-en-3-one Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.875 2.96 ng/ul 384566 Phenanthrene-d10 17.163
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Stigmast-4-en-3-one 412 C29H480 001058-61-3 95
2 .gamma.-Sitostenone 412 C29H480 084924-96-9 90
3 Testosterone 288 C19H2802 000058-22-0 86
4 Testosterone 288 C19H2802 000058-22-0 70
5 Androst-4-en-3-one, 17-hydroxy-,... 288 C19H2802 000604-39-7 64
Abundance Scan2701(18874num BP020802.D\data.ms (-2694) (- m/z 124.10 100.00%
- JJbA
— —
23 18.50 19.00
0 4749 549 m/z 43.10  66.42%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #309452: Stigmast-4-en-3-one
124.0
43.0
5000 — e
229.0 412.0 18.50 19.00
‘ ‘ 289.0 m/z 229.15 51.73%
0 ‘IL ‘ “”H“‘T %\M \!h ‘\I\\‘\h‘\ ‘I\ ‘m‘\r ‘\I‘\‘ \J\ : {} u‘ . h !\ : ‘\\‘ —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #309453: .gamma.-Sitostenone
124.0
18.50 19.00
5000 299.0 m/z 55.05 46.12%
43.0 289.0 412.0
Ot “ H I \“UM[“M‘ JJ“ ‘lm‘ﬂh‘ I ‘l oy L ‘m‘w‘ ‘Ju‘ “\ [ \:‘S‘S‘?J‘lo‘ ‘\‘ J‘ SERRRRRRRRRRE
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #184188: Testosterone “ T
124.0 18.50 19.00
288.0 m/z 41.10 40.06%
5000
41.0
203.0
OHH.HMJ\ R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070524\

Library Search Compound Report

Data File : BP©20802.D

Acqg On : 06 Jul 2024 01:13
Operator : MA/JU

Sample : P2964-04

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524 .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 7 (DEL) Alkane: Cyclic21.286 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
21.286 4.60 ng/ul 677870  Chrysene-d12 21.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclooctacosane 392 C28H56 000297-24-5 94
2 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 93
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 90
4 9-Tricosene, (Z)- 322 C23H46 027519-02-4 90

5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 90

Abundance Scan 3111 (21.286 min): BP020802.D\data.ms (-3109) (- m/z 57.10 100.00%

571.1
5000
F 229.1
—— —
21.00 21.50
305.0
ol ‘”‘ ‘l bt " it 209:04281 5033 ;0 s5.10 95.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #297106: Cyclooctacosane
57.0
5000 — —
21.00 21.50
m/z 43.10 90.63%
392.0
0 ﬂ “ I“1960 264.0322.0 |
‘\\\ ’\\\\‘1\\T‘\\\\‘\\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester
57.0

%

T 7
21.00 21.50
5000 m/z 83.10 77 .31%

2100
0 \‘M uh ‘\ 406.0
BEER RN uu‘u\‘\u\‘uu‘uu‘uu‘uu‘uu‘uu‘\

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

s

Abundance #326112: Heptadecyl heptafluorobutyrate
57.0 21.00 21.50
m/z 97.10 66.66%
- »MWWW”MMM¢AKWHN#MAWMW
oLl “ 238.0 4340
_“,‘H"H"_‘H"H“H‘W“H“H‘_“W“H‘H“_ —r —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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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\BP070524\
BP020802.D

: 06 Jul 2024 01:13
: MA/JU
. P2964-04

: 21 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524 .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: Straight-Chai... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
22.498  2.15 ng/ul 316465 Chryseme-diz 21.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 octacosane 304 costss 000630-02-4 93

2 Triacontane, 1-bromo- 500 C30H61Br 004209-22-7 56
3 Hexadecane, 1-chloro- 260 C16H33Cl 004860-03-1 53
4 Docosane, 11-butyl- 366 C26H54 013475-76-8 47
5 2-Methylhexacosane 380 C27H56 001561-02-0 45

Abundance Scan 3317 (22.498 min): BP020802.D\data.ms (-3315) (- m/z 57.10 100.00%
57.1

5000

:

259.1
‘ ‘ ‘123 1
‘ ‘ 22.50
342.1
ol d il Mﬂ‘“!”WW '\“!Wﬁ‘ L ‘ TH4280 5031 n/z 43.10  67.01%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane
57.0
5000 U
22.50
m/z 71.10  66.03%
ol |1 2470 197.0 281.0 394.0
\\1\‘\T\\‘\1\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

i

Abundance #338070: Triacontane, 1-bromo-
57.0
22.50
5000 ITI/Z 85.10 51.27%
1
35.0 421.0
| | ],197.0 267.0 337.0 | 5000
ok Ly £710. 267.0 387.0 | 5000
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #148418: Hexadecane, 1-chloro- T
57.0 22.50
m/z 55.10 38.18%
o UWJV\\WVJ
260.0
01”1}%%902030“ .
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070524\
Data File : BP020802.D

Acqg On : 06 Jul 2024 01:13
Operator : MA/JU

Sample : P2964-04

Misc

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524.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|
Furan, tetrahyd... 3.052 2.6 ng/ul 152917 1 7.722 1164310 20.0
Tetrahydropyran... 3.775 2.9 ng/ul 168070 1 7.722 1164310 20.0
unknown-01 4.881 3.6 ng/ul 212335 1 7.722 1164310 20.0
1-Phenoxypropan... 11.240 2.3 ng/ul 191639 2 10.499 1660790 20.0
n-Hexadecanoic ... 18.104 5.8 ng/ul 754680 4 17.163 2599030 20.0
Stigmast-4-en-3... 18.875 3.0 ng/ul 384566 4 17.163 2599030 20.0
(DEL) Alkane: C... 21.286 4.6 ng/ul 677870 5 21.616 2947150 20.0
(DEL) Alkane: S... 22.498 2.1 ng/ul 316465 5 21.616 2947150 20.90
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