LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082624\
Data File : BP021697.D

Acqg On : 28 Aug 2024 10:18
Operator : RC/JU

Sample : P3675-22

Misc :

ALS Vvial : 29 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-BP082324.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@21697.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.023 3 6 24 rVB 4135788 5219147 61.66% 4.425%
2 3.187 32 34 41 rVB3 14102 19174 0.23% 0.016%
3 3.276 45 49 57 rVB 80514 108143 1.28% 0.092%
4  3.540 99 94 106 rVB 249191 335093 3.96% 0.284%
5 3.687 115 119 132 rBV 1129477 1581584 18.69% 1.341%
6 4.017 171 175 184 rVB 37716 55882 0.66% 0.047%
7 4.675 283 287 294 rBV2 11976 19639 0.23% 0.017%
8 4.923 325 329 336 rBV 18499 31205 0.37% 0.026%
9 5.893 489 494 501 rVB 34707 56562 0.67% 0.048%
10 6.070 519 524 528 rVB4 11773 17724 0.21% 0.015%
11  6.499 593 597 602 rVB6 9859 15509 0.18% 0.013%
12 6.793 643 647 654 rBV2 22632 43713 0.52% 0.037%
13 6.964 668 676 689 rBV 1457654 2365787 27.95% @ 2.006%
14 7.122 692 703 711 rVB 1131052 1824439 21.55% 1.547%
15 7.328 730 738 744 rVV 1345351 2197416 25.96% 1.863%
16 7.393 744 749 759 rVB 182559 299247 3.54% 0.254%
17 7.793 809 817 823 rVV 1545844 2562530 30.27% 2.173%
18 7.852 823 827 836 rVB2 31525 52957 0.63% 0.045%
19 8.487 927 935 944 rBV 1879542 3015935 35.63% 2.557%
20 8.934 1003 1011 1023 rBV 1258517 2155544 25.47% 1.828%
21  9.099 1036 1039 1045 rVB8 10231 16345 0.19% 0.014%
22 9.381 1076 1087 1091 rBV 15273 26679 0.32% 0.023%
23 9.499 1102 1107 1113 rBV 99334 154446 1.82% 0.131%
24 9.652 1125 1133 1142 rBV 936856 1731258 20.45% 1.468%
25 9.893 1169 1174 1178 rBvVS8 9498 17764 0.21% 0.015%
26 10.075 1200 1205 1209 rBV5 6611 11573 0.14% 010%

27 10.199 1213 1226 1233 rBV 1610598 2829274 33.43%
28 10.575 1280 1290 1302 rBV 2233920 3719503 43.94%

O NWNO
=
Ul
»
R

29 10.710 1305 1313 1328 rBV 1631915 2980071 35.21% 527%
30 11.122 1375 1383 1391 rVB7 23239 55054  0.65% 047%
31 11.322 1410 1417 1432 rBV 213799 570837 6.74% ©.484%
32 11.422 1432 1434 1440 rVB7 4950 8903 0.11% ©0.008%
33 12.075 1541 1545 1552 rVB4 8747 13254 0.16% 0.011%
34 12.169 1552 1561 1568 rBV2 31846 60211 ©.71% 0.051%
35 12.787 1661 1666 1670 rBVS8 6127 12605 0.15% ©0.011%
36 12.922 1683 1689 1692 rBvVS8 6491 12026 0.14% 0.010%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082624\
Data File : BP021697.D

Acqg On : 28 Aug 2024 10:18
Operator : RC/JU

Sample : P3675-22

Misc :

ALS Vvial : 29 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-BP082324.MA.M
Title : SVOA CALIBRATION
37 13.040 1705 1709 1710 rBV4 6120 8932 0.11% ©0.008%
38 13.216 1734 1739 1743 rBV8 8271 12520 0.15% 0.011%
39 13.257 1743 1746 1751 rW5 11138 15766 0.19% 0.013%
40 13.334 1753 1759 1763 rVV6 16920 27773 0.33% 0.024%
41 13.393 1765 1769 1776 rVB9 14736 23985 0.28% 0.020%
42 13.622 1803 1808 1814 rBV6 11071 19812 0.23% 0.017%
43 13.834 1837 1844 1858 rBV 3029603 4362755 51.54% 3.699%
44 14.122 1881 1893 1908 rBV 3509104 5337788 63.06% 4.526%
45 14.340 1927 1930 1935 rVB5 8852 11354 0.13% 0.010%
46 14.434 1938 1946 1957 rBV 3414950 5130652 60.61% 4.350%
47 14.640 1972 1981 1983 rBV3 4039650 6721507 79.41% 5.699%
48 14.857 2012 2018 2024 rBV2 44955 70725 0.84% 0.060%
49 14.946 2030 2033 2040 rVB6 17037 21357 0.25% 0.018%
50 15.093 2054 2058 2062 rBV7 6067 11197 ©0.13% 0.009%
51 15.246 2079 2084 2091 rVB5 15722 35778 0.42% 0.030%
52 15.310 2091 2095 2099 rBv4 13447 20418 0.24% 0.017%
53 15.440 2110 2117 2127 rBV 4581886 6560049 77.50% 5.562%
54 15.551 2130 2136 2144 rVV 970820 1331924 15.74% 1.129%
55 15.610 2144 2146 2152 rVvV2 25532 38060 0.45% 0.032%
56 15.687 2155 2159 2163 rVB2 21893 32424 0.38% 0.027%
57 16.010 2208 2214 2223 rBV4 63087 142122 1.68% 0.120%
58 16.140 2233 2236 2238 rBV4 8197 10147 0.12% 0.009%
59 16.187 2241 2244 2248 rVV6 17320 23570 0.28% 0.020%
60 16.363 2270 2274 2279 rBVS5 20001 32330 0.38% 0.027%
61 16.628 2316 2319 2324 rVB6 21939 35703 0.42% 0.030%
62 16.781 2343 2345 2350 rBV6 11117 16490 0.19% 0.014%
63 17.016 2382 2385 2387 rBV3 15676 21955 0.26% ©0.019%
64 17.045 2387 2390 2397 rVB2 44657 59422 0.70% 0.050%
65 17.234 2415 2422 2428 rVB 4145152 6036980 71.32% 5.118%
66 17.292 2428 2432 2433 rBV 35239 36352 0.43% 0.031%
67 17.334 2433 2439 2449 rVB2 4315838 7193490 84.99% 6.099%
68 17.440 2452 2457 2461 rBv4 64276 96453 1.14% 0.082%
69 17.645 2489 2492 2504 rVBO 38662 85165 1.01% 0.072%
70 17.945 2539 2543 2552 rVB 116435 186151 2.20% 0.158%
71 18.181 2578 2583 2593 rBV 670939 1011427 11.95% ©.858%
72 18.298 2600 2603 2610 rVB4 64953 103739 1.23% 0.088%
73 18.492 2633 2636 2640 rBV5 36736 64494 0.76%  ©.055%
74 19.134 2743 2745 2747 rBV4 43064 45045 0©.53% 0.038%
75 19.169 2747 2751 2755 rVB 281013 336863 3.98% 0.286%

76 19.257 2762 2766 2770 rBV4 90350 195531 2.31% ©0.166%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082624\
Data File : BP021697.D

Acqg On : 28 Aug 2024 10:18
Operator : RC/JU

Sample : P3675-22

Misc

ALS Vvial : 29 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-BP082324.MA.M
Title : SVOA CALIBRATION

77 19.510 2805 2809 2815 rBV 247970 402269 4.75% 0.341%
78 19.710 2837 2843 2850 rBV 5701516 8464372 100.00% 7.176%
79 19.975 2882 2888 2895 rBV3 591360 1645520 19.44%  1.395%
80 21.363 3119 3124 3140 rVB 945453 1843284 21.78% 1.563%
81 21.698 3175 3181 3190 rVB 4312011 6395359 75.56% 5.422%
82 22.639 3335 3341 3356 rVB2 1028487 2718958 32.12%  2.305%
83 23.092 3411 3418 3436 rVB6 498101 1868580 22.08% 1.584%
84 24.880 3712 3722 3734 rBV 3129223 8162088 96.43% 6.920%
85 25.110 3752 3761 3773 rVB 2461968 6720964 79.40% 5.698%

Sum of corrected areas: 117946632
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082624\
Data File : BP021697.D

Acqg On : 28 Aug 2024 10:18
Operator : RC/JU

Sample : P3675-22

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP021697.D\data.ms

5000000

023
4000000

3000000

10.575

2000000 8.487

6.96 7.793
3.687 11328 8.934

1000000 9.652

10.199 1D.710

54
. £&§?% 4017 4675923 5.89870 6.496.798 || 50 7,852 09936099 09 1. 198%%> 122189 12.78
T 1T ‘ T 1T UL ‘ T T T ‘ T 1T ‘ T 1T ‘ T T ‘ UL ‘ T 1T ‘ T T ‘ T T ‘ T T T ‘ T 1T ‘ T T T T ‘ T T T ‘ T 1T ‘ T T 1T ‘ T 1T ‘ T T

Time--> 3.00 3.50 400 450 500 550 6.00 650 7.00 7.50 800 850 9.00 950 1000 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BP021697.D\data.ms

19.y10

21.698
5000000 15.440

135334

14.640

14.133 434
13.834

4000000
3000000

2000000
21.363 2263

1000000 15551 18.181 19-975
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Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18. 50 19.00 19.50 20. OO 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BP021697.D\data.ms

5000000

4000000 24.880

5.110
3000000

2000000
23.092

1000000
)

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082624\
Data File : BP021697.D

Acqg On : 28 Aug 2024 10:18
Operator : RC/JU

Sample : P3675-22

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.023 40.73 ng/ul 52191560 1,4-Dichlorobenzene-d4 7.793

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 64
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
Abundance Scan 6 (3.023 min): BP021697.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000
‘ 3.103.203.303.40
obrdidl 1811 2818  384.944535053  m/z 87.16  28.74%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000
3.103.203.303.40
m/z 43.10  28.55%
0\\mu“l”\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
R e ARRRZRaE
3.103.203.303.40
5000 m/z 55.10 22.82%
0"\J,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol R ARRRRRN
73.0 3.103.203.303.40
m/z 71.10 10.66%
5000 j\
o\H“‘ s SR
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.40
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Data Path : Z:

Data File : B

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP082624\
PB21697.D

Acqg On : 28 Aug 2024 10:18
Operator : RC/JU

Sample : P3675-22

Misc

ALS vial : 2

Quant Method
Quant Title

TIC Library

9 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324 .MA.M

: SVOA CALIBRATION

¢ 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 2 Propylene Glycol Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
3.540 2.62 ng/ul 335093 1,4-Dichlorobenzene-d4 7.793
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 86
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 78
3 Isopropyl Alcohol 60 C3H80 000067-63-0 56
4 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40
5 Isopropyl Alcohol 60 C3H80 000067-63-0 9
Abundance  Scan 94 (3.540 min): BP021697.D\data.ms (-90) (-) m/z 45.05 100.00%

45.0
5000

AR EEEENREEEE L
‘ 3.20 3.40 3.60 3.80

Ol 1051 207.0267.1 3552 426.9486.3549.  n/z 43.00 19.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1083: Propylene Glycol

48.0 /\\

5000 O ERREREE e
3.20 3.40 3.60 3.80

m/z 61.05 7.98%

A
O ‘ T ‘ TTTT ‘ TTTT ‘ TTTT ’ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
miz--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #1091: R-(-)-1,2-propanediol
45.0

3.20 3.40 3.60 3.80
5000 m/z 44.05 5.52%

_M‘mwHH_m,‘HwH_HWH_WW_W
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #342: Isopropyl Alcohol e EamRmmmEasE
45.0 3.20 3.40 3.60 3.80

m/z 42.00 3.24%

) J\ﬂ
0 e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.20 3.40 3.60 3.80

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082624\
Data File : BP021697.D

Acqg On : 28 Aug 2024 10:18
Operator : RC/JU

Sample : P3675-22

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.393 2.34 ng/ul 299247 1,4-Dichlorobenzene-d4 7.793

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 90
2 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 78
3 Diethyl carbitol 162 C8H1803 000112-36-7 72
4 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 50
5 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 50
Abundance Scan 749 (7.393 min): BP021697.D\data.ms (-744) (-) m/z 45.00 100.00%
45.0
5000 /k
s e R
’9_03.1 N 7.00 7.20 7.40 7.60 7.80
Ol bl i, 1908 267.132590 409147305378 ./, 59,05  40.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17318: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 ‘\\\\‘\\\\‘\\\\‘\\\\’/\\\—
7.00 7.20 7.40 7.60 7.80
m/z 72.05 31.21%
‘ "104.0
0‘\\\\l‘L\‘\f‘“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17316: Ethanol, 2-(2-ethoxyethoxy)-
45.0
Rmaas e R
7.00 7.20 7.40 7.60 7.80
5000 m/z 73.05 19.66%
OJ»IM-O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38390: Diethyl carbitol B T TR T P
45.0 7.00 7.20 7.40 7.60 7.80
m/z 43.05 13.62%
5000
ol N ] 103.0
L B B e R R R AR R BERNEERRE RREEE R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082624\
Data File : BP021697.D

Acqg On : 28 Aug 2024 10:18
Operator : RC/JU

Sample : P3675-22

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.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 1-Phenoxypropan-2-ol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.322 3.07 ng/ul 570837 Naphthalene-d8 10.575
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 94
3 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 94
4 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 91
5 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 64
Abundance Scan 1417 (11.322 min): BP021697.D\data.ms (-1410) (- m/z 94.00 100.00%
94.0
5000 /\¥\
’ \152'1 11,00 11.50
Olprrrlbbd iy | 21122713 341.1405.7 8075 m/z 77.e0  22.51%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30117: 1-Phenoxypropan-2-ol
94.0
5000
1100 1150
152.0 m/z 152.05 14.50%
31 ’
O‘\\\‘hﬂ‘YJl\;!‘J\‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30123: 1-Phenoxypropan-2-ol
94.0
1100 1150
5000 m/z 108.0 14.23%
' 152.0
omx‘wﬂuu’m‘w\w_‘H,mww_MW_WH_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30124: 1-Phenoxypropan-2-o
94.0 1100 1150
m/z 77.95 13.73%
5000
' l1520
o"Hw\“‘kww‘\”H_‘H,mww_Wwwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1100 1150

SFAM-EPA-BP082324.MA.M Thu Aug 29 05:25:40 2024 Page: 8



Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082624\

Library Search Compound Report

Data File : BP©21697.D

Acqg On : 28 Aug 2024 10:18
Operator : RC/JU

Sample : P3675-22

Misc

ALS vial : 29

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324 .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 5 n-Hexadecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
18.181 3.35 ng/ul 1011430  Phenanthrene-d10 17.234
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 96
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95

Abundance Scan 2583 (18.181 min): BP021697.D\data.ms (-2578) (- m/z 73.00 100.00%

73.0
5000
2132 = —
“'P 611 18.00 18.50
- H‘L:M‘L"HM‘?H“H355}4¥99??425§71 m/z 60.00 78.97%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid
43.0
5000 256.0 T RN
129.0 18.00 18.50
m/z 43.05 66.47%

0‘\\‘\‘““ Jm\"#;dm“\}?ﬂ’“bl!L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0

1&00 1&50
5000 m/z 57.10 61.24%
129.0
O‘H‘.\“‘\ mlh.h\m\\}?u\ k/LL
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143507: n-Hexadecanoic acid F -
43.0 18.00 18.50

m/z 55.10 56.70%

5000
129.0 256.0
” MMM ‘ ‘

O‘Hf‘M“_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘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\BP082624\
Data File : BP021697.D

Acqg On : 28 Aug 2024 10:18
Operator : RC/JU

Sample : P3675-22

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.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 5
R.T. EstConc Area Relative to ISTD R.T.
19.975 5.15 ng/ul 1645520 Chrysene-d12 21.698
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Stigmast-4-en-3-one 412 C29H480 001058-61-3 98
2 .gamma.-Sitostenone 412 C29H480 084924-96-9 89
3 Testosterone 288 C19H2802 000058-22-0 60
4 1-Naphthalenecarboxylic acid, 8-... 229 C14H15N02 069674-55-1 59
5 Testosterone 288 C19H2802 000058-22-0 55
Abundance Scan 2888 (19.975 min): BP021697.D\data.ms (-2882) (- m/z 124.10 100.00%
124.1
5000 431 229.2 /\—J\\
——
\ ‘ “\ \Hﬂ H\ W Ij J“ W 28|9 ) 53" ao025a9 o
0 bt MR b b sk PO | 2992900, m/z 229.20  51.45%
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 U
229.0 412.0 20.00
’ l 289.0 m/z 43.10 47 .85%
O ‘d‘ ! ‘\‘M MM‘U %‘ml‘ﬂ‘“\ \!h ‘\“\‘\h‘\ [l rm\‘r ‘\|‘ \‘ !h‘ ‘l H‘ ‘i‘\‘ . ‘u‘ P‘ ‘ ‘\‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #309453: .gamma.-Sitostenone
124.0
——
20.00
5000 299.0 m/z 55.10 37.32%
43.0 289.0 412.0
[o) ‘\“H‘ \\MUH‘ML““N‘ ‘Jm‘d“ I H ; L‘I‘M‘ ‘\u‘“‘ =t ‘:?"5‘5‘, ‘P‘ ‘ “‘ SERRRARRRRRRE
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #184185: Testosterone T
124.0 20.00
288.0 m/z 95.10  34.24%
5000
41.0 203.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

. 28

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082624\
BP021697.D

Aug 2024 10:18

: RC/JU
: P3675-22

29

hod
le

ry

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324 .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: Cyclic21.363 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.363 5.76 ng/ul 1843280  Chrysene-d12 21.698
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 94
2 n-Nonadecanol-1 284 C19H400 001454-84-8 94
3 Heptacos-1-ene 378 C27H54 015306-27-1 94
4 Cyclohexadecane 224 C16H32 000295-65-8 93
5 1-Heneicosanol 312 C21H440 015594-90-8 91

Abundance Scan 3124 (21.363 min): BP021697.D\data.ms (-3119) (- m/z 83.10 100.00%

%—

5000

41120712671 3561 21.90 2150
0o mHw«p@uhm,m_m_‘““1““““?'9‘-‘3‘594-“‘“‘ m/z 57.05 92.02%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #87654: Cyclopentadecane
55.0
5000 — ——
21.00 21.50
m/z 97.05 89.56%
Ul 20
O‘\H‘JH‘\‘H\IH\H\’\H\‘\H\‘\\H‘HH‘H\\‘\H\‘\H\‘\

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

-

Abundance #179253: n-Nonadecanol-1
83.0
21.00 21.50
5000 m/z 55.10 83.87%
[

TR T R e R R AR RN RRET R

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

Abundance #286432: Heptacos-1-ene
57.0 21.00 21.50
m/z 69.10  82.50%
5000
5.0
ol L 00 T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082624\
Data File : BP021697.D

Acqg On : 28 Aug 2024 10:18
Operator : RC/JU

Sample : P3675-22

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.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 8 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

22.639 8.50 ng/ul 2718960  Chrysene-d12 21.698
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1,6-trimethyl-3-methylene-2-(3... 452 C33H56 1000373-94-5 46
2 1-Formyl-2,2,6-trimethyl-3-(3-me... 220 C15H240 108287-18-9 30
3 1-Formyl-2,2-dimethyl-3-trans-(3... 220 C15H240 1000144-09-7 30
4 Imidazole, 4-methyl-5-[3,3,3-tri... 234 C10OH13F3N20 1000129-15-8 30
5 4-(1,3,3-Trimethyl-bicyclo[4.1.0... 206 C14H220 077143-31-8 25

Abundance Scan 3341 (22.639 min): BP021697.D\data.ms (-3335) (- m/z 69.10 100.00%

69.1
5000 1251

2153 isa 22.50 23.00
mani il ' ATS0 9481 m/z 95.10  98.04%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #326497: 1,1,6-trimethyl-3-methylene-2-(3,6,9,13-tetrame
95.0

5000 E—_— -
22.50 23.00
177.0

m/z 55.10 80.33%

\\‘H\“ \}“%HJ‘“H\\JII .\ H\‘\‘\3\3\6\‘0\\\\‘ﬂ3\7\‘9\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #99286: 1-Formyl-2,2,6-trimethyl-3-(3-methyl-but-2-enyl)-
69.0

220.0 22.50 23.00
5000 m/z 109.10  77.92%

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

Abundance #99335: 1-Formyl-2,2-dimethyl-3-trans-(3-methyl-but-2-e ‘ ‘
69.0 22.50 23.00
m/z 81.10 77.39%

5000
151.0 220.0

Y B 1 8 e N

T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082624\
Data File : BP021697.D

Acqg On : 28 Aug 2024 10:18
Operator : RC/JU

Sample : P3675-22

Misc

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.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 unknown-02 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.092 5.84 ng/ul 1868580  Chrysene-d12 21.698
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Friedelan-3-one 426 C30H500 000559-74-0 96
2 Friedelan-3-one 426 C30H500 000559-74-0 96
3 Friedelan-3-one 426 C30H500 000559-74-0 95
4 Silane, monochloride, methylviny... 218 C10H19C10Si 1000421-09-7 52
5 1,1,6-trimethyl-3-methylene-2-(3... 452 C33H56 1000373-94-5 46
Abundance Scan 3418 (23.092 min): BP021697.D\data.ms (-3411) (- m/z 69.10 100.00%
69.1
5000 M
205.2
‘\ V 1 273.3 éfod
ol ,” L “ M\\ H“‘MA J‘JL M } “M (3411 AUL0 4888548 . o5 19 83.99%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #316504: Friedelan-3-one
69.0
5000 205.0 ‘23‘00‘ |
187.0 273.0 -
426.0
} ‘ { } m/z 109.10 72.64%
341.0
O \\l‘\‘\’\‘\ “\l”‘ J‘Ai\fJ“H!hA!MJ"\‘L“\\} \\\\‘\\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #316502: Friedelan-3-one
69.0
— T \
23.00
5000 m/z 81.10 67 .56%
205.0 273.0
0 H\Jﬂ Mm““ﬂm&M“m\\hlol
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #316501: Friedelan-3-one T
69.0 23.00
m/z 123.10 67.24%
5000
H17°20502730 oo
ol w‘ i JM Lk M ol 30 7 i S =
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082624\
Data File : BP021697.D

Acqg On : 28 Aug 2024 10:18
Operator : RC/JU

Sample : P3675-22

Misc

ALS Vvial : 29 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.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|
Butane, 2-metho... 3.023 40.7 ng/ul 5219150 1 7.793 2562530 20.0
Propylene Glycol 3.540 2.6 ng/ul 335093 1 7.793 2562530 20.0
Ethanol, 2-(2-e... 7.393 2.3 ng/ul 299247 1 7.793 2562530 20.0
1-Phenoxypropan... 11.322 3.1 ng/ul 570837 2 10.575 3719500 20.0
n-Hexadecanoic ... 18.181 3.4 ng/ul 1011430 4 17.234 6036980 20.0
Stigmast-4-en-3... 19.975 5.2 ng/ul 1645520 5 21.698 6395360 20.0
(DEL) Alkane: C... 21.363 5.8 ng/ul 1843280 5 21.698 6395360 20.0
unknown-01 22.639 8.5 ng/ul 2718960 5 21.698 6395360 20.0
unknown-02 23.092 5.8 ng/ul 1868580 5 21.698 6395360 20.0
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