LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072624\
Data File : BP021195.D

Acqg On : 27 Jul 2024 10:09
Operator : MA/JU

Sample : P3280-07

Misc :

ALS Vvial : 31 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-BP071024.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@21195.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.146 23 27 30 rBV2 28849 41810 0.69% 0.075%
2 3.181 30 33 44 rVB 44952 72801 1.20% 0.131%
3 3.605 102 105 131 rVB 194668 372974 6.16% 0.673%
4 3,899 152 155 162 rVB2 10297 15332 0.25% 0.028%
5 4.317 223 226 232 rVvB3 5822 9112 0.15% 0.016%
6 4.805 304 309 316 rBvV2 12008 25721 0.42% 0.046%
7 4.987 334 340 346 rBV 17168 27839 0.46% 0.050%
8 6.752 635 640 645 rvB4 4283 7592 0.13% 0.014%
9 6.875 654 661 675 rBvV 150574 349224 5.77% 0.630%
106 6.993 675 681 701 rVB 568309 980741 16.20% 1.770%
11 7.205 710 717 729 rBV 682246 1190359 19.66% 2.148%
12 7.299 729 733 739 rVB4 14730 28963 0.48% 0.052%
13 7.646 784 792 801 rBV 700365 1128061 18.63% 2.035%
14 7.740 806 808 814 rVB7 6052 7350 0.12% 0.013%
15 8.005 848 853 861 rVB8 6145 12576 0.21% 0.023%
16 8.375 908 916 938 rBV 473365 1019482 16.84%  1.840%
17 8.799 981 988 1004 rBV 636297 1246422 20.59% 2.249%
18 9.052 1027 1031 1039 rVB 4837 10658 0.18% 0.019%
19 9.140 1039 1046 1050 rBV8 7519 16445 0.27% 0.030%
20 9.510 1102 1109 1127 rBV 549527 1063845 17.57% 1.920%
21 9.787 1152 1156 1160 rBV7 6323 9245 0.15% 0.017%
22 9.852 1160 1167 1171 rVB1eO 4367 11795 0.19% 0.021%

23 10.069 1197 1204 1223 rBV 699075 1587114 26.21% 2.864%
24 10.410 1254 1262 1273 rBV 825020 1540966 25.45% .781%
25 10.569 1282 1289 1308 rBV 562149 1233949 20.38% 2.227%

N

26 10.869 1335 1340 1345 rBV7 15408 25469 0.42% 0.046%
27 10.910 1345 1347 1352 rVV5 4348 6942 0.11% 0.013%
28 11.128 1379 1384 1389 rBV9 7063 15156 ©.25% 0.027%
29 11.205 1391 1397 1401 rVV6 11253 27209 0.45% 0.049%
30 11.269 1401 1408 1418 rVB6 18329 65265 1.08% ©0.118%
31 11.416 1429 1433 1438 rBV5 13158 24218 0.40% 0.044%
32 11.663 1471 1475 1479 rVB4 21816 30150 0.50% 0.054%
33 11.787 1494 1496 1500 rVB4 5700 7466 0.12% 0.013%
34 12.028 1532 1537 1539 rBV5 11623 17907 ©.30% ©0.032%
35 12.204 1564 1567 1570 rBV5 5490 9374 0.15% 0.017%
36 12.452 1604 1609 1610 rBV5 8004 13312 0.22% 0.024%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072624\
Data File : BP021195.D

Acqg On : 27 Jul 2024 10:09
Operator : MA/JU

Sample : P3280-07

Misc :

ALS Vvial : 31 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-BP071024.MA.M
Title : SVOA CALIBRATION
37 12.675 1642 1647 1654 rVB6 24008 42003 0.69% 0.076%
38 12.746 1655 1659 1662 rBV6 9847 14622 0.24% 0.026%
39 12.793 1662 1667 1669 rBV5 9499 17337 0.29% 0.031%
40 12.846 1674 1676 1682 rVV7 5288 7750 0.13% 0.014%
41 13.128 1720 1724 1725 rBvV2 15248 17640 0.29% 0.032%
42 13.599 1801 1804 1807 rBV5 9843 13305 0.22% 0.024%
43 13.687 1812 1819 1827 rBV 1852486 2501124 41.31% 4.513%
44 13.969 1860 1867 1874 rBV2 1738019 2817199 46.53% 5.083%
45 14.281 1913 1920 1927 rBV 1319836 2024196 33.43% 3.652%
46 14.434 1940 1946 1949 rBvVv7 9149 21550 0.36% 0.039%
47 14.616 1971 1977 1991 rBV 86571 278965 4.61% 0.503%
48 14.769 1998 2003 2010 rVB 105647 172639 2.85% 0.312%
49 15.051 2047 2051 2059 rVB4 18248 40780 0.67% 0.074%
50 15.293 2086 2092 2105 rBV 2380611 3729316 61.60% 6.729%
51 15.457 2114 2120 2133 rBV 631923 1352133 22.33% 2.440%
52 15.751 2168 2170 2174 rVB 20201 25221 0.42% 0.046%
53 16.063 2218 2223 2229 rBV 250255 361372 5.97% 0.652%
54 16.151 2234 2238 2241 rVV 141951 171798 2.84% 0.310%
55 16.204 2241 2247 2253 rVV2 218386 416255 6.88% ©0.751%
56 16.263 2253 2257 2261 rVV2 191637 295224 4.88% 0.533%
57 16.316 2262 2266 2271 rVV2 134679 252570 4.17%  0.456%
58 16.375 2271 2276 2279 rVV 134475 227603 3.76% 0.411%
59 16.428 2282 2285 2289 rVvV 212324 295867 4.89% 0.534%
60 16.487 2289 2295 2300 rVV3 475346 780904 12.90% 1.409%
61 16.569 2301 2309 2313 rVV3 115115 275055 4.54%  0.496%
62 16.622 2313 2318 2326 rVB 168117 283439 4.68% 0.511%
63 16.698 2328 2331 2337 rVB 40684 56879 0.94% 0.103%
64 17.098 2393 2399 2410 rBV 1577184 2496690 41.24%  4.505%
65 17.198 2410 2416 2427 rBV 3077669 4323555 71.41% 7.801%
66 18.022 2550 2556 2566 rBV 251756 459528 7.59% 0.829%
67 18.622 2654 2658 2663 rVB 60863 93709 1.55% 0.169%
68 19.128 2741 2744 2750 rBV2 48360 69447 1.15% ©0.125%
69 19.204 2753 2757 2763 rBV2 92705 132336 2.19% 0.239%
70 19.363 2781 2784 2791 rBV 110466 169533 2.80% 0.306%

71 19.581 2816 2821 2835 rVB 3865892 5809133 95.95% 10.482%
72 19.728 2842 2846 2850 rBV 65830 79295 1.31% ©0.143%
73 19.833 2860 2864 2869 rBV 122613 165041 2.73% 0.298%
74 19.916 2875 2878 2882 rVB3 49539 55919 ©.92% 0.101%
75 20.263 2932 2937 2943 rBV 410441 574544  9.49% 1.037%

76 21.539 3148 3154 3167 rVB 1658783 2901635 47.93% 5.236%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072624\
Data File : BP021195.D

Acqg On : 27 Jul 2024 10:09
Operator : MA/JU

Sample : P3280-07

Misc

ALS Vvial : 31 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-BP071024.MA.M
Title : SVOA CALIBRATION

77 24.621 3668 3678 3693 rVB 2201832 6054362 100.00% 10.924%
78 24.851 3709 3717 3732 rVB2 1133871 3289750 54.34% 5.936%

Sum of corrected areas: 55420067
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072624\
Data File : BP021195.D

Acqg On : 27 Jul 2024 10:09
Operator : MA/JU

Sample : P3280-07

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP021195.D\data.ms
4000000

3500000
3000000
2500000
2000000
1500000

1000000
05 7. 646

9.510 o 569
500000 4608 8. 375
03314?& 1.3.8994.317 4.80987 6. 75@ 299 7zm005 mzo @@mﬁmmm

Time--> 3.00 350 4.00 450 5.00 550 6.00 6.50 700 750 8.00 8.50 900 9.50 10.00 10.50 11. 00 11.50 12.00 12.50

Abundance TIC: BP021195.D\data.ms
4000000 19.581

3500000
17.198

3000000
2500000 15.293
2000000 13'6%;.969 21.539
1500000

1000000

500000

13.12813.599

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: BP021195.D\data.ms
4000000

3500000
3000000
24.621
2500000
2000000
4.851
1500000
1000000

500000

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\BP072624\
Data File : BP021195.D

Acqg On : 27 Jul 2024 10:09
Operator : MA/JU

Sample : P3280-07

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 1-(Isocyanatomethyl)-4-(met... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.063 2.89 ng/ul 361372  Phenanthrene-d10 17.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(Isocyanatomethyl)-4-(methylox... 163 C9H9NO2 056651-60-6 53
2 1-(4-Pyridinyl)piperazine 163 C9H13N3 001008-91-9 53
3 2-Acetamidotropone 163 C9HSNO2 006422-12-4 47
4 Benorilate 313 C17H15NO05 005003-48-5 40
5 Carbonic acid, isobutyl 4-isopro... 236 C14H2003 1000331-40-6 38

Abundance Scan 2223 (16.063 min): BP021195.D\data.ms (-2218) (- m/z 121.05 100.00%
121.1

5000

=

—

411 | 2202 16.00
ek bbb L TR E279,1841.0399.7 464.1 5384 /7 107.00  48.33%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #39110: 1-(Isocyanatomethyl)-4-(methyloxy)benzene
121.0

o

=

5000 — ‘
16.00
m/z 163.10 32.51%
6%’ \
O‘H\'\i‘!lu'\““‘\ \U\’\H\’\H\‘H\\‘\\H‘\H\‘\H\‘H\\‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39000: 1-(4-Pyridinyl)piperazine
121.0
T I
16.00
5000 ITI/Z 177.10 13.82%
56.0
o) e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39032: 2-Acetamidotropone =
121.0 16.00
m/z 41.10 9.62%
5000
43.0 l
o_m"u'm_ O —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072624\
Data File : BP021195.D

Acqg On : 27 Jul 2024 10:09
Operator : MA/JU

Sample : P3280-07

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 Acetamide, N-(3-methylphenyl)- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.204 3.33 ng/ul 416255  Phenanthrene-d10 17.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetamide, N-(3-methylphenyl)- 149 C9H11INO 000537-92-8 68
2 Acetamide, N-(3-methylphenyl)- 149 C9H11NO 000537-92-8 68
3 Acetamide, N-(3-methylphenyl)- 149 CO9H11NO 000537-92-8 64
4 2-Iodobenzyl alcohol, acetate 276 C9H9IO02 1000364-47-1 59
5 Acetamide, N-(3-methylphenyl)- 149 C9H11INO 000537-92-8 43

Abundance Scan 2247 (16.204 min): BP021195.D\data.ms (-2241) (- m/z 149.05 100.00%

149.1
5000

55.1 T
920.1 16.00 16.50

_m“,n‘wh bl o1 28193411 430.2489.05491 'y 7 197.00  89.92%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27368: Acetamide, N-(3-methylphenyl)-
107.0

5000 —r
16.00 16.50
43.0 m/z 121.10  61.29%

‘\‘\WJ"I\‘\“\{‘\\\\l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27371: Acetamide, N-(3-methylphenyl)-
107.0

—
16.00 16.50

o

o

5000 m/z 191.05 30.88%
43.0
o_H“,uu“mwmm_mwwmwww‘w‘w_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27379: Acetamide, N-(3-methylphenyl)- T T
107.0 16.00 16.50

m/z 55.10 17.00%

5000
43.0

0‘H‘uwﬂfw‘H}H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072624\
Data File : BP021195.D

Acqg On : 27 Jul 2024 10:09
Operator : MA/JU

Sample : P3280-07

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 unknown-01 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

16.263 2.36 ng/ul 295224  Phenanthrene-di10 17.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetamide, N-(3-methylphenyl)- 149 C9H11INO 000537-92-8 43
2 3-Isopropylphenyl N-methylcarbam... 193 C11H15NO2 1000470-98-9 30
3 Acetamide, N-(3-methylphenyl)- 149 C9H11NO 000537-92-8 27
4 4-(4-Methoxyphenyl)-1-butanol 180 C11H1602 052244-70-9 27
5 Paroxypropione 150 CSH1e02 000070-70-2 25

Abundance Scan 2257 (16.263 min): BP021195.D\data.ms (-2253) (- m/z 149.00 100.00%

149.0
5000

—
55"1 | 2201 16.00 16.50
L 290728013410 4390 5304 1/, 151,16 94.45%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27371: Acetamide, N-(3-methylphenyl)-
107.0

5000 T
16.00 16.50

o

43.0 m/z 107.00 69.14%
O‘\\\\“h\‘\h\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67885: 3-Isopropylphenyl N-methylcarbamate (isomer 2
121.0
= —
16.00 16.50
5000 m/z 135.05 16.92%
57.
om.ﬂm\l%-ow,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27370: Acetamide, N-(3-methylphenyl)- e = —
107.0 16.00 16.50

m/z 55.10  15.47%

5000
43.0
Jl‘h i }\1 |

A A — —
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072624\
Data File : BP021195.D

Acqg On : 27 Jul 2024 10:09
Operator : MA/JU

Sample : P3280-07

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 unknown-02 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.316 2.02 ng/ul 252570  Phenanthrene-di10 17.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Methylthieno[3,2-b]pyridine 149 C8H7NS 013362-83-9 35
2 Phthalic acid, 3-methylphenyl 2-... 298 C18H1804 1000315-56-7 35
3 Phenol, 4-(1-methylpropyl)- 150 C16H140 000099-71-8 30
4 Isoxazole, 4,5-dihydro-5-[(4-met... 191 C11H13NO2 1010362-14-0 27
5 Phthalic acid, 7-methyloct-3-yn-... 358 C22H3004 1000315-42-7 27
Abundance Scan 2266 (16.316 min): BP021195.D\data.ms (-2262) (- m/z 149.05 100.00%
149.1
= e
5.0 \220 5 16.00 16.50
Obkbibpdd) | 2022820 38614427 5354 115116 84.26%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #27288: 7-Methylthieno[3,2-b]pyridine
149.0
5000 = e
16.00 16.50
m/z 107.05 47.97%
71Q\“\
O \\\“‘l\‘\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #197014: Phthalic acid, 3-methylphenyl 2-propyl ester
149.0
= e
16.00 16.50
5000 m/z 191.10 15.97%
239.0
76.0 \
0 bt et bt e e e ey
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #27509: Phenol, 4-(1-methylpropyl)- = .
121.0 16.00 16.50
m/z 55.00 12.68%
5000
3&0‘ ‘
N T L — S—
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072624\
Data File : BP021195.D

Acqg On : 27 Jul 2024 10:09
Operator : MA/JU

Sample : P3280-07

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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-@3 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.428 2.37 ng/ul 295867  Phenanthrene-di10 17.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(Isocyanatomethyl)-4-(methylox... 163 C9H9NO2 056651-60-6 50
2 4'-Propoxy-2-methylpropiophenone 206 C13H1802 064436-60-8 47
3 4-Isopropoxybenzohydrazide, 2Ac ... 278 C14H18N204 1010486-70-3 47
4 Acetamide, N-(2,4-dimethylphenyl)- 163 C10H13NO 002050-43-3 38
5 Oxalic acid, 2-isopropylphenyl p... 250 C14H1804 1000309-56-1 27

Abundance Scan 2285 (16.428 min): BP021195.D\data.ms (-2282) (- m/z 121.05 100.00%

1211
5000

41.1 16.50
Ol ok bl [ 22002810 355.1414.7 5208 n/; 163.10  82.63%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39110: 1-(Isocyanatomethyl)-4-(methyloxy)benzene
121.0
5000 T
16.50

m/z 107.00  81.82%

6%
i AT W}
‘\\\\[f\\\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82519: 4'-Propoxy-2-methylpropiophenone
163.0

5000 m/z 164.10  10.02%

2?% 9%0 |

‘HH‘H‘H“\\\’\H\‘\H\‘HH‘\H\‘\H\‘H\\‘HH‘\\H‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #170528: 4-

sopropoxybenzohydrazide, 2Ac derivative —
121.0

o

o

m/z 122.00 9.49%

5000
43.0
NI O

L S ——— —
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072624\
Data File : BP021195.D

Acqg On : 27 Jul 2024 10:09
Operator : MA/JU

Sample : P3280-07

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 unknown-04 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.487 6.26 ng/ul 780904  Phenanthrene-die 17.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-(1,1-dimethylethyl)-5-... 164 C11H160 000088-60-8 46
2 Phenol, 2-(1,1-dimethylethyl)-5-... 164 C11H160 000088-60-8 43
3 Ethanol, 2-methoxyphenyl- 152 C9H1202 072403-22-6 38
4 Acetamide, N-(2,6-dimethylphenyl)- 163 C10H13NO 002198-53-0 30
5 Acetamide, N-(2,5-dimethylphenyl)- 163 C10H13NO 002050-44-4 27

Abundance Scan 2295 (16.487 min): BP021195.D\data.ms (-2289) (- m/z 107.00 100.00%
107.0

5000

N

e
41.1 1 16.50
e .|\ 12351 3409 430.0 506.3 m/z 121.05  76.08%

‘\\\\‘\\\\‘\\\\‘\\‘\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #39661: Phenol, 2-(1,1-dimethylethyl)-5-methyl-
149.0

o

N

5000 T
16.50
m/z 149.00  73.50%

91.0

200 11yl

W wd
‘\\\\‘\\\\‘WTV\\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39662: Phenol, 2-(1,1-dimethylethyl)-5-methyl-

o

-

149.0
=
16.50
5000 m/z 163.10 48.21%
91.0
L T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30155: Ethanol, 2-methoxyphenyl- T
107.0 16.50
m/z 135.00 15.78%
5000
45.0
N — A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072624\
Data File : BP021195.D

Acqg On : 27 Jul 2024 10:09
Operator : MA/JU

Sample : P3280-07

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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-@5 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.569 2.20 ng/ul 275055  Phenanthrene-di10 17.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetamide, N-(3-methylphenyl)- 149 C9H11INO 000537-92-8 47
2 Acetamide, N-(3-methylphenyl)- 149 C9H11NO 000537-92-8 47
3 5H-Pyrrolo(3,2-d)pyrimidine-2,4-... 149 C6H7N5 1000244-21-4 38
4 4-(p-Acetoxyphenyl)-2-butanone 206 C12H1403 003572-06-3 30
5 Benzenepropanoic acid, .alpha.,4... 182 C9H1004 000306-23-0 27

Abundance Scan 2309 (16.569 min): BP021195.D\data.ms (-2301) (- m/z 107.05 100.00%
107.1

N

5000
43.0
J \ 191.1 16.50 |
o ‘uf‘ﬂu Lda g 1L, 2809 3551 4287 508.0 ./, 149.05 89.83%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27379: Acetamide, N-(3-methylphenyl)-
107.0
5000 AL ‘
16.50
43.0 m/z 135.05 37.41%
O‘\\\‘\f‘\l‘\“\W“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27368: Acetamide, N-(3-methylphenyl)-
107.0
T T
16.50
5000 ITI/Z 43.05 27 .84%
43.0
oreecdpii bt i i i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #27174: 5H-Pyrrolo(3,2-d)pyrimidine-2,4-diamine
149.0

T \
16.50

m/z 121.05  24.83%

5000

530
L RS N
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 16.50

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072624\
Data File : BP021195.D

Acqg On : 27 Jul 2024 10:09
Operator : MA/JU

Sample : P3280-07

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 Benzene, 1-(1,1-dimethyleth... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.622 2.27 ng/ul 283439  Phenanthrene-di10 17.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-(1,1-dimethylethyl)-4... 164 C11H160 005396-38-3 50
2 Benzene, 1-(1,1-dimethylethyl)-4... 164 C11H160 005396-38-3 50
3 2-t-Butyl-5-[hydroxy-(2,4,6-trim... 306 C18H2604 092572-63-9 50
4 4-Methylthieno[2,3-b]pyridine 149 C8H7NS 013362-81-7 47
5 6-Methylthieno[2,3-b]pyridine 149 C8H7NS 001759-30-4 47

Abundance Scan 2318 (16.622 min): BP021195.D\data.ms (-2313) (- m/z 149.05 100.00%

149.1
5000
A o
55.1 | 16.50 17.00
Obridtipidn] . 2202 326.6389.0 457.2  548: 1/, 167.00  56.21%

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

Abundance  #39676: Benzene, 1-(1,1-dimethylethyl)-4-methoxy-
149.0

N

— =
16.50 17.00
m/z 121.05 13.61%

5000

N

310 217

‘\\\1‘\\\\‘\1!\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #39675: Benzene, 1-(1,1-dimethylethyl)-4-methoxy-
149.0

o

— =
16.50 17.00
5000 m/z 55.10  11.88%

o

\l..JL”t ““H‘HH‘HH“‘H‘HH‘HH‘HH‘HH“

‘\\‘\\‘\\I\\‘\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #207089: 2-t-Butyl-5-[hydroxy-(2,4,6-trimethylphenyl)met
149.0

3

— —
16.50 17.00
m/z 150.00  11.28%

5000

70.0

N

0 |y " L \l 306.0

‘\\\\‘\\‘\\‘\\\‘\\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ ‘ T

\ T
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\BP072624\
Data File : BP021195.D

Acqg On : 27 Jul 2024 10:09
Operator : MA/JU

Sample : P3280-07

Misc

ALS vial : 31

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024 .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 9 n-Hexadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.022 3.68 ng/ul 459528  Phenanthrene-d10 17.098
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 Tetradecanoic acid 228 C14H2802 000544-63-8 95
4 Tridecanoic acid 214 C13H2602 000638-53-9 94
5 Tridecanoic acid 214 C13H2602 000638-53-9 93

Abundance Scan 2556 (18.022 min): BP021195.D\data.ms (-2550) (-
73.0

m/z 73.00 100.00%

5000

%

213.2
| “HH (M £83.0341.1402.1461.1 536.0 1800
i ‘mww,mlgmw‘wawww‘_ m/z 59.95 87.34%

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

o

Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 L \
18.00
m‘ 213.0 m/z 43.10 84.59%
O‘H\‘H Hi‘IWh\“\\‘J\H\‘\‘H\‘\HH‘\H\‘\H\‘H\\‘HH‘\\H‘\

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

—

Abundance #143508: n-Hexadecanoic acid
43.0 256.0
18.00
5000 m/z 55.10 74.02%
129.0
IR

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

T T \

Abundance #109279: Tetradecanoic acid
73.0 18.00
m/z 41.05 73.21%
5000
185.0
dstllial L, | o
m/z--> 0 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\BP072624\
Data File : BP021195.D

Acqg On : 27 Jul 2024 10:09
Operator : MA/JU

Sample : P3280-07

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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 Mitotane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.263 3.96 ng/ul 574544  Chrysene-d12 21.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mitotane 318 Cl4H1lecCl4 000053-19-0 99
2 1,1-Dichloro-2,2-bis(p-chlorophe... 318 C14H10C1l4 000072-54-8 97
3 1,1-Dichloro-2,2-bis(p-chlorophe... 318 C14H10Cl4 000072-54-8 96
4 3-Butanone, 1,1-bis(4-chlorophen... 320 C18H18C120 1000158-20-4 93
5 2,2-Bis(p-chlorophenyl)ethanol 266 C14H12C120 002642-82-2 87
Abundance Scan 2937 (20.263 min): BP021195.D\data.ms (-2932) (- m/z 235.00 100.00%
235.0
165.1
5000 J\
— —
75.0 ‘ 20.00 20.50
Obrrrpibdertp L AL L 8179 4151 488.9547. /7 237.00  65.05%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #221454: Mitotane
235.0
5000 j\‘ 7 1
165.0 20.00 20.50

m/z 165.10  54.87%

75.0 \ | 320.0
\\\il\\‘l\”\‘“\\\\‘\I\h\\‘I\l\\\‘\\\\’\”\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #221459: 1,1-Dichloro-2,2-bis(p-chlorophenyl)ethane
235.0

o

20 00 20 50
m/z 199.00 15.80%
5000 165.0
750 | 320.0
0 bt e o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #221456: 1,1-Dichloro-2,2-bis(p-chlorophenyl)ethane
235.0 20 00 20 50

m/z 236.00  15.29%

5000 165.0
75.0 | 320.0
L [

O bbb b e e e e e =
miz--> 50 100 150 200 250 300 350 400 450 500 20.00 20.50

%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072624\
Data File : BP021195.D

Acqg On : 27 Jul 2024 10:09
Operator : MA/JU

Sample : P3280-07

Misc

ALS Vvial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP071024.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|
1-(Isocyanatome... 16.063 2.9 ng/ul 361372 4 17.098 2496690 20.0
Acetamide, N-(3... 16.204 3.3 ng/ul 416255 4 17.098 2496690 20.0
unknown-01 16.263 2.4 ng/ul 295224 4 17.098 2496690 20.0
unknown-02 16.316 2.0 ng/ul 252570 4 17.098 2496690 20.0
unknown-03 16.428 2.4 ng/ul 295867 4 17.098 2496690 20.0
unknown-04 16.487 6.3 ng/ul 780904 4 17.098 2496690 20.0
unknown-05 16.569 2.2 ng/ul 275055 4 17.098 2496690 20.0
Benzene, 1-(1,1... 16.622 2.3 ng/ul 283439 4 17.098 2496690 20.0
n-Hexadecanoic ... 18.022 3.7 ng/ul 459528 4 17.098 2496690 20.0
Mitotane 20.263 4.0 ng/ul 574544 5 21.539 2901640 20.0
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