LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082624\
Data File : BP021658.D

Acqg On : 27 Aug 2024 05:28
Operator : RC/JU

Sample : P3675-11

Misc :

ALS Vvial : 28 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@21658.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 29 rVB 9881817 12337749 100.00% 11.916%
2 3.281 44 50 56 rVB 64746 91831 0.74% 0.089%
3 3.693 116 120 129 rBV 192712 279680 2.27% 0.270%
4 4.022 172 176 184 rVB 26625 38853 0.31% 0.038%
5 4.817 306 311 315 rBV2 14035 22413 0.18% 0.022%
6 4.928 326 330 336 rVB2 14357 21881 0.18% 0.021%
7 6.069 519 524 531 rVB 29111 44107 0.36% ©0.043%
8 6.958 668 675 685 rBV 303180 510270 4.14% 0.493%
9 7.122 696 703 712 rVB 1035785 1646651 13.35% 1.590%
10 7.328 729 738 748 rBV 1051116 1691554 13.71% 1.634%
11 7.793 809 817 824 rBV 1237267 1989017 16.12% 1.921%
12 7.858 824 828 836 rvB2 32451 55540 0.45% 0.054%
13 8.028 851 857 865 rBv2 7402 12828 0.10% 0.012%
14 8.163 875 880 886 rVB5 10442 19761 ©0.16% 0.019%
15 8.493 928 936 945 rBV 911308 1516618 12.29% 1.465%
16 8.610 951 956 963 rVB4 8087 16615 ©0.13% 0.016%
17 8.681 963 968 974 rVB3 14481 28112 ©0.23% 0.027%
18 8.934 1004 1011 1022 rVV 1107261 1962872 15.91% 1.896%
19 9.657 1126 1134 1148 rBV 889305 1528121 12.39% 1.476%
20 10.199 1217 1226 1250 rBV 1391707 2506329 20.31% 2.421%
21 10.581 1283 1291 1305 rBV 1633468 2920973 23.68% 2.821%
22 10.704 1305 1312 1330 rVB 1033772 1880650 15.24% 1.816%
23 11.228 1394 1401 1413 rVB2 18804 42080 0.34% 0.041%
24 12.199 1554 1566 1575 rBV3 63002 195191 1.58% ©0.189%
25 12.410 1594 1602 1608 rVB 48336 73009 0.59% 0.071%
26 13.040 1704 1709 1715 rVB8 8526 13449 0.11% 0.013%
27 13.169 1725 1731 1736 rBV1e 7160 15959 ©0.13% ©0.015%
28 13.269 1741 1748 1755 rVV 1456519 2044340 16.57% 1.975%
29 13.334 1755 1759 1765 rvv4 22360 42048 0.34% 0.041%
30 13.398 1765 1770 1778 rVB4 7092 18747 0.15% 0.018%
31 13.840 1837 1845 1859 rBV 2980494 4296903 34.83% 4.150%
32 14.122 1883 1893 1914 rBV 2982529 4748307 38.49% 4.586%
33 14.434 1939 1946 1956 rBV 2553330 4414226 35.78% 4.263%
34 14.522 1956 1961 1968 rVB 61665 95682 0.78% 0.092%
35 14.628 1972 1979 1994 rBV2 262403 554452  4.49% 0.536%
36 14.863 2014 2019 2022 rBV 58789 81125 0.66% 0.078%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082624\
Data File : BP021658.D

Acqg On : 27 Aug 2024 05:28
Operator : RC/JU

Sample : P3675-11

Misc :

ALS Vvial : 28 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 14.904 2022 2026 2032 rVB 51346 87080 0.71% 0.084%
38 15.128 2059 2064 2071 rBV3 27052 56268 0.46% 0.054%
39 15.192 2071 2075 2080 rVvV 37068 56392 0.46% 0.054%
40 15.269 2083 2088 2093 rVV3 17751 28734 0.23% 0.028%
41 15.445 2110 2118 2127 rBV 3822109 6309185 51.14% 6.094%
42 15.557 2131 2137 2151 rVV 1205683 1840204 14.92% 1.777%
43 15.687 2155 2159 2165 rVB4 23221 40904 0.33% 0.040%
44 15.834 2176 2184 2194 rBV3 57316 108745 ©.88% 0.105%
45 15.969 2201 2207 2211 rBV2 18553 29708 0.24% 0.029%
46 16.398 2274 2280 2285 rVB3 25061 35483 0.29% 0.034%
47 16.492 2293 2296 2301 rVB4 8597 14151 0.11% 0.014%
48 16.728 2330 2336 2343 rBV 69038 126145 1.02% 0.122%
49 16.839 2350 2355 2359 rVB 26865 37390 0.30% 0.036%
50 16.898 2362 2365 2373 rVB9 7920 18844 0.15% 0.018%
51 17.016 2380 2385 2387 rBV4 10564 18124 ©0.15% 0.018%
52 17.039 2387 2389 2397 rVB6 15004 23120 0.19% 0.022%
53 17.239 2411 2423 2434 rBV 3324352 5231243 42.40% 5.053%
54 17.345 2434 2441 2454 rBV2 4510982 7293894 59.12%  7.045%
55 17.616 2483 2487 2494 rVB7 10999 20064 0.16% 0.019%
56 17.945 2538 2543 2552 rBV 572748 733039 5.94% 0.708%
57 18.186 2579 2584 2589 rBV 215639 295202 2.39% 0.285%
58 18.239 2589 2593 2607 rVB2 128270 239142 1.94% 0.231%
59 19.269 2764 2768 2773 rVB 71426 97131 0.79% 0.094%
60 19.333 2775 2779 2786 rVWVW 67671 104337 0.85% 0.101%
61 19.510 2805 2809 2816 rBV 175661 270369 2.19% 0.261%
62 19.710 2837 2843 2853 rVB2 6359462 9059998 73.43% 8.751%
63 21.692 3174 3180 3188 rBV 3582152 5805432 47.05% 5.607%
64 23.339 3453 3460 3479 rBV 993584 2312290 18.74% 2.233%
65 24.874 3711 3721 3735 rVB 3213522 9230758 74.82% 8.916%

66 25.110 3752 3761 3773 rVB 2235085 6254271 50.69% 6.041%

Sum of corrected areas: 103535590
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082624\
Data File : BP021658.D

Acqg On : 27 Aug 2024 05:28
Operator : RC/JU

Sample : P3675-11

Misc

ALS vial : 28 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: BP021658.D\data.ms
23
8000000
6000000
4000000
2000000 0.581
10.199
7.122328 7.793 8.493 8.934 9.657 10.704
. k3.281 3693022 4808 6.069 6'%5# A 71\&582833 %samj\ | jL ]k 11.228 12.199110
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 3.00 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 1000 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BP021658.D\data.ms
8000000
19.710
6000000
17.345
4000000 15.445 21.692
17.239
13.810.122
14.434
2000000
13.269 3 557
17.945
Ong 144588 324 9.6 RISRRIBS | |17.616 fﬂ'&m !
T o e B B e B e e e L B e e A LA A e S
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 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BP021658.D\data.ms
8000000
6000000
4000000 24.874
5.110
2000000 23339
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 : BP021658.D

Acqg On : 27 Aug 2024 05:28
Operator : RC/JU

Sample : P3675-11

Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ 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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.023 124.06 ng/ul 123377060  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): BP021658.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000
‘ 3.103.203.303.40
Ob )| 131819112488 3493410947265293 /7 43.10  29.89%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000
3.103.203.303.40
m/z 87.10  28.80%
\\“\LU“M\J\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
3.103.203.303.40
5000 m/z 55.10 23.57%
H
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #15764: 2,2,4-Trimethyl-3-pentanol R EmAaRREESEESE
73.0 3.103.203.303.40
m/z 71.10 10.79%
5000
“H
m/z--> 50 100 150 200 250 300 350 400 450 500 3.103.203.303.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082624\
Data File : BP021658.D

Acqg On : 27 Aug 2024 05:28
Operator : RC/JU

Sample : P3675-11

Misc

ALS vial : 28 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 2 Phenol, 4-(1,1-dimethylprop... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.269 9.26 ng/ul 2044340  Acenaphthene-d10 14.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 93
2 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 91
3 Phenol, p-tert-butyl- 150 C1@H140 000098-54-4 90
4 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 72
5 Hexestrol, O-trifluoroacetyl- 366 C20H21F303 1000365-31-7 72
Abundance Scan 1748 (13.269 min): BP021658.D\data.ms (-1741) (-~ m/z 135.05 100.00%
135.1
5000
— —
77.0 13.00 13.50
Obrr bk bdi ] 11982 280.9340.7398545635165 /7 107.05  49.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39631: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000 e ——
13.00 13.50
m/z 95.05 12.13%
77.0
l‘-\s\.‘(\)l\"“\l\‘%lu‘l\df\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39630: Phenol, 4-(1,1-dimethylpropyl)-
135.0
— —
13.00 13.50
5000 m/z 77.00 10.80%
41.0
S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27481: Phenol, p-tert-butyl- — —
135.0 13.00 13.50

m/z 91.05 10.51%

5000 ka
77.
LS.0 ?

—— \
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\BP082624\
Data File : BP021658.D

Acqg On : 27 Aug 2024 05:28
Operator : RC/JU

Sample : P3675-11

Misc

ALS vial : 28 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 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

17.945  2.80 ng/ul 733639  Phenanthrene-die 17.239
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 98
2 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 97
3 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 91
4 Ethanone, 1-(9-anthracenyl)- 220 C16H120 000784-04-3 50
5 1-(3-Amino-4,6-dimethylthieno[2,... 220 C11H12N20S 052505-42-7 45

Abundance Scan 2543 (17.945 min): BP021658.D\data.ms (-2538) (-  m/z 57.05 100.00%

57.0 205.1
5000
sl =
’ 276.1 ‘
oL LIk “llﬂlﬂ‘f MAL 2781 504190 4966 1 s0s an on.s8
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #168692: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0
205.0
5000 T
18.00
‘ m/z 217.15 60.82%
TTTT ’\‘WM AMJ\L\“M““I‘““ h\ "\\ H \i\ ‘2\7\6\ \(‘)\ TTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #168693: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0
18.00
5000 ITI/Z 55.00 52.60%
205.0
. ‘HH ! “mWumm Wl L 1 Gl
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #168694: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene- T
205.0 18.00
m/z 175.05 52.20%
57.0
5000
135.0
2[76.0
A I
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\BP082624\
Data File : BP021658.D

Acqg On : 27 Aug 2024 05:28
Operator : RC/JU

Sample : P3675-11

Misc

ALS vial : 28 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 13-Docosenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.339 7.97 ng/ul 2312290  Chrysene-d12 21.692
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 98
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 83
3 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 72
4 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 52
5 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 47

Abundance Scan 3460 (23.339 min): BP021658.D\data.ms (-3453) (- m/z 59.00 100.00%

54.0
5000
m e
207.1 . :
o UL, 2071 20033561 sp01as0nsen 2, b0 4 e
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #245085: 13-Docosenamide, (Z)-
59.0
5000 T

—
23.00 23.50
m/z 55.10 55.62%

126.0
H‘ ‘ i“ i 2400 3370

| Iy I
i L L I L L B L IR B AL BRI IR

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

-

Abundance #174775: 9-Octadecenamide, (Z)-
59.0
T
23.00 23.50
5000 m/z 69.10 34.84%
Mllfose o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #245084: 13-Docosenamide, (2)- = —T
59.0 23.00 23.50
m/z 41.05 31.52%
5000
137.0
337.0
AL, aw0 w70 ] e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082624\
Data File : BP021658.D

Acqg On : 27 Aug 2024 05:28
Operator : RC/JU

Sample . P3675-11

Misc

ALS Vvial : 28 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... 3.023 124.1 ng/ul 12337700 1 7.793 1989020 20.0
Phenol, 4-(1,1-... 13.269 9.3 ng/ul 2044340 3 14.434 4414230 20.0
7,9-Di-tert-but... 17.945 2.8 ng/ul 733039 4 17.239 5231240 20.0
13-Docosenamide... 23.339 8.0 ng/ul 2312290 5 21.692 5805430 20.0
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