LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072924\

Data File : BP©21218.D

Acqg On : 29 Jul 2024 21:29

Operator : MA/JU

Sample : P3280-07

Misc :

ALS Vvial : 16 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@21218.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 3.134 21 25 29 rBV 32784 46086 0.88% 0.095%
2 3.176 29 32 37 rVB 40106 49970 0.95% 0.103%
3 3.599 102 104 125 rBV 182703 339363 6.45% 0.703%
4 3.852 143 147 151 rBV7 4083 7480 0.14% 0.015%
5 3.893 151 154 159 rVvB3 10641 13693 0.26% 0.028%
6 4.305 221 224 229 rVB2 5133 8230 0.16% 0.017%
7 4.670 282 286 290 rBV7 2860 5482 ©.10% 0.011%
8 4.787 303 306 317 rVB 10830 17807 0.34% 0.037%
9 4.981 333 339 348 rVB 15194 30515 0.58% 0.063%
10 6.740 633 638 643 rVB 5491 9606 ©0.18% 0.020%
11 6.864 652 659 673 rBV 110124 308720 5.87% 0.639%
12 6.987 673 680 698 rVvB 543050 914838 17.39% 1.894%
13 7.187 707 714 726 rBV 618374 1073500 20.41% 2.223%
14 7.281 727 730 737 rVB2 16892 28990 0.55% 0.060%
15 7.628 782 789 805 rBV 673479 1228657 23.36% 2.544%
16 7.993 846 851 857 rVB9 4637 10189 0.19% 0.021%
17 8.363 907 914 939 rBV 387171 894009 17.00%  1.851%
18 8.675 965 967 976 rVB1e 3281 6008 0.11% 0.012%
19 8.793 980 987 1004 rBV 550916 1135170 21.58% 2.350%
20 9.128 1036 1044 1048 rBV 5810 12838 0.24% 0.027%
21  9.505 1101 1108 1128 rBV 444455 939558 17.86%  1.945%
22 9.763 1150 1152 1158 rVB7 4067 5293 0.10% 0.011%
23 9.834 1158 1164 1170 rBV1e 3255 7963 0.15% 0.016%
24 10.057 1195 1202 1228 rBV 533395 1390141 26.43% 2.878%
25 10.257 1233 1236 1240 rVVé6 2854 5632 0.11% 0.012%
26 10.405 1254 1261 1269 rBV 898345 1409454 26.79% 2.918%
27 10.563 1280 1288 1312 rBV 375368 980286 18.64% 2.030%
28 10.846 1333 1336 1341 rVB5 13776 19684 0.37% 0.041%
29 11.199 1392 1396 1398 rBV4 7858 11641 0.22% 0.024%
30 11.428 1430 1435 1438 rBV5 9703 17870 0.34% 0.037%
31 11.463 1438 1441 1447 rVB7 8714 11306 0.21% 0.023%
32 11.534 1447 1453 1454 rBV6 4511 8360 0.16% 0.017%
33 11.652 1468 1473 1477 rBV6 14411 26932 0.51% 0.056%
34 11.799 1495 1498 1501 rVB5 6790 6795 0.13% 0.014%
35 11.852 1505 1507 1512 rVB6 8929 11753 0.22% 0.024%
36 11.922 1515 1519 1521 rBV5 5088 7660 0.15% 0.016%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072924\
Data File : BP021218.D

Acqg On : 29 Jul 2024 21:29
Operator : MA/JU

Sample : P3280-07

Misc :

ALS Vvial : 16 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 12.004 1530 1533 1538 rBV6 7162 15103 0.29% 0.031%
38 12.440 1603 1607 1608 rBV4 8327 10450 0.20% 0.022%
39 12.528 1620 1622 1627 rVB6 6198 6233 0.12% 0.013%
40 12.657 1640 1644 1651 rVBS8 22204 43283 0.82% 0.090%
41 13.004 1700 1703 1704 rBvV2 6351 7200 0.14% 0.015%
42 13.034 1705 1708 1714 rVB5 17835 24990 0.48% 0.052%
43 13.122 1719 1723 1724 rBvV2 13480 14947 0.28% 0.031%
44 13.675 1812 1817 1834 rVB 1387142 2087963 39.69% 4.323%
45 13.963 1860 1866 1882 rBV 1622762 2446648 46.51% 5.065%
46 14.275 1913 1919 1929 rVB 1363871 2010780 38.23% 4.163%
47 14.428 1943 1945 1947 rBV3 6929 6853 0.13% 0.014%
48 14.622 1972 1978 1980 rBV3 35192 66589 1.27% ©0.138%
49 14.763 1999 2002 2009 rVB 85395 118631 2.26% 0.246%
50 15.051 2048 2051 2059 rVvB4 16913 34118 0.65% 0.071%
51 15.287 2084 2091 2103 rBV 1990160 3097103 58.88% 6.412%
52 15.463 2116 2121 2131 rBV 592339 1021921 19.43% 2.116%
53 15.740 2166 2168 2173 rVB 14487 16032 0.30% 0.033%
54 16.045 2215 2220 2230 rVB 240122 297894 5.66% 0.617%
55 16.140 2231 2236 2241 rBV 80688 142849 2.72%  0.296%
56 16.204 2242 2247 2253 rVV3 147992 309045 5.88% 0.640%
57 16.269 2253 2258 2262 rVV2 149390 260217 4.95% 0.539%
58 16.316 2262 2266 2269 rVV 156764 215753 4.10% 0.447%
59 16.357 2269 2273 2276 rVV2 122762 196966 3.74% 0.408%
60 16.387 2276 2278 2279 rW 96539 93541 1.78% 0.194%
61 16.404 2279 2281 2285 rVW 168322 216985 4.13% 0.449%
62 16.463 2285 2291 2300 rVvv4 279929 601663 11.44% 1.246%
63 16.569 2301 2309 2314 rVV3 75829 179741 3.42% 0.372%
64 16.622 2314 2318 2326 rVB 157239 220688 4.20%  0.457%
65 16.692 2326 2330 2337 rBV3 28410 64184 1.22% ©0.133%
66 17.087 2391 2397 2406 rBV 1626023 2367239 45.00% 4.901%
67 17.192 2408 2415 2425 rVV2 1993404 3526324 67.04% 7.301%
68 18.016 2550 2555 2565 rVB 144552 254669 4.84% 0.527%
69 18.610 2653 2656 2665 rVB2 48412 91368 1.74% 0.189%
70 19.198 2752 2756 2762 rBV2 72313 111717 2.12% 0.231%
71 19.351 2778 2782 2791 rBV3 69544 125917 2.39% 0.261%
72 19.575 2814 2820 2833 rBV 3084341 4938748 93.89% 10.225%
73 19.710 2840 2843 2854 rVB2 64216 99734 1.90% 0.206%
74 19.822 2858 2862 2869 rVB 100303 137601 2.62% 0.285%
75 20.251 2931 2935 2941 rBV 351558 424809 8.08% 0.879%

76 21.533 3148 3153 3163 rBV 1772602 2878495 54.72% 5.959%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072924\
Data File : BP021218.D

Acqg On : 29 Jul 2024 21:29
Operator : MA/JU

Sample : P3280-07

Misc

ALS Vvial : 16 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 24.604 3666 3675 3698 rVB 1919513 5260147 100.00% 10.890%
78 24.839 3705 3715 3727 rVB2 988308 3254714 61.87% 6.738%

Sum of corrected areas: 48301331
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072924\
Data File : BP021218.D

Acqg On : 29 Jul 2024 21:29
Operator : MA/JU

Sample : P3280-07

Misc

ALS vial : 16 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: BP021218.D\data.ms
3000000

2500000
2000000
1500000

1000000 10.405

7.628
6.08757 8.793

500000 8.363
3.599
RIFE | BB 4.3050.678D81 69485 71281 || 7.003 |\ 8675 0.128 10,8451 IEEHNEETERO A 2 A8 7
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Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BP021218.D\data.ms
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Abundance TIC: BP021218.D\data.ms
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2000000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072924\
Data File : BP021218.D

Acqg On : 29 Jul 2024 21:29
Operator : MA/JU

Sample : P3280-07

Misc

ALS vial : 16 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 4
R.T. EstConc Area Relative to ISTD R.T.
16.045 2.52 ng/ul 297894  Phenanthrene-di10 17.087
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(Isocyanatomethyl)-4-(methylox... 163 C9H9NO2 056651-60-6 50
2 1-(4-Pyridinyl)piperazine 163 C9H13N3 001008-91-9 50
3 1,2-Bis(p-acetoxyphenyl)ethanedione 326 C18H1406 093655-79-9 50
4 2-Acetamidotropone 163 C9HONO2 006422-12-4 47
5 N-Allyl-p-hydroxybenzamide 177 C1OH11NO2 090921-72-5 46

Abundance Scan 2220 (16.045 min): BP021218.D\data.ms (-2215) (- m/z 121.10 100.00%
121.1

5000

=

T ‘ T ‘
41.0 l2201 16.00
Lot b -1282.1343.1 410.3  504.3 /z 107.05 48.53%

proe bbb LS SRR SRR PR m
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

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

o

3

5000 — |
16.00
m/z 163.05 34.47%
63.
‘H\'\iliﬂu‘\““‘\ \“\‘\‘\H‘HH‘\\H‘\\H‘\H\‘\H\‘\H\‘\H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39000: 1-(4-Pyridinyl)piperazine
121.0
T T
16.00
5000 m/z 177.05 14.35%
56.0

T |
e e e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #231417: 1,2-Bis(p-acetoxyphenyl)ethanedione Py
121.0 16.00

m/z 41.05 9.53%

=

5000

3

43.0 | 210.0 284.0

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\BP072924\
Data File : BP021218.D

Acqg On : 29 Jul 2024 21:29
Operator : MA/JU

Sample : P3280-07

Misc

ALS vial : 16 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 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 Acetamide, N-(3-methylphenyl)- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
16.204 2.61 ng/ul 309045 Phenanthrene-d10 17.087
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 64
3 Acetamide, N-(3-methylphenyl)- 149 C9H11NO 000537-92-8 64
4 5H-Pyrrolo(3,2-d)pyrimidine-2,4-... 149 C6H7N5 1000244-21-4 59
5 Acetamide, N-(4-methylphenyl)- 149 C9H11INO 000103-89-9 46

Abundance Scan 2247 (16.204 min): BP021218.D\data.ms (-2242) (- m/z 149.00 100.00%

149.0
5000

55.1 palon
‘ 0.2 16.00 16.50
Lk L.“u AL 2922819 3551 4643 546. m/z 107.05 90.51%

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

o

5000 —r —
16.00 16.50
43.0 ’ m/z 121.05 60.21%
‘\\\\“‘\‘\h\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27368: Acetamide, N-(3-methylphenyl)-
107.0
— —
16.00 16.50
5000 m/z 191.10 30.03%
43.0 l
_umhmlu‘u‘_‘u‘u‘w‘u‘“‘H‘H‘W‘H‘_‘H‘H‘w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27379: Acetamide, N-(3-methylphenyl)- T —
107.0 16.00 16.50

m/z 55.10 16.87%

5000
43.0

\.\‘I\
(LA L L B L B I B L L B O

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\BP072924\
Data File : BP021218.D

Acqg On : 29 Jul 2024 21:29
Operator : MA/JU

Sample : P3280-07

Misc

ALS vial : 16 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 5
R.T. EstConc Area Relative to ISTD R.T.
16.269 2.20 ng/ul 260217  Phenanthrene-die 17.087
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-(1,1-dimethylethyl)-5-... 164 C11H160 000088-60-8 47
2 Hexestrol dimethyl ether 298 C20H2602 000130-78-9 47
3 Phenol, 2-(1,1-dimethylethyl)-5-... 164 C11H160 000088-60-8 47
4 Phenol, 2-(1,1-dimethylethyl)-5-... 164 C11H160 000088-60-8 47
5 Phthalic acid, 3-methylphenyl pr... 298 C18H1804 1000315-36-6 22

Abundance Scan 2258 (16.269 min): BP021218.D\data.ms (-2253) (- m/z 149.05 100.00%

149.1
5000

55.1 l — AL

| 2202 16.00 16.50
bl L FTT 7 282.9 355.1414.94758 546¢ /7 121,66 90.28%

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

5000 — s
16.00 16.50

m/z 107.05 78.73%

91.0
‘?Z\.}Q’\\‘WJ‘M\“V‘\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #197391: Hexestrol dimethyl ether
149.0

= T
16.00 16.50

o

5000 m/z 135.05 27.12%
29.0 9%0‘ 225.0 298.0
T e ST N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39662: Phenol, 2-(1,1-dimethylethyl)-5-methyl- i 1
149.0 16.00 16.50

m/z 55.10 18.05%

5000
91.0

27‘011 N AMHI —

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\BP072924\
Data File : BP021218.D

Acqg On : 29 Jul 2024 21:29
Operator : MA/JU

Sample : P3280-07

Misc

ALS vial : 16 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 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 4 2-Iodobenzyl alcohol, acetate Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
16.463 5.08 ng/ul 601663  Phenanthrene-di10 17.087
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Iodobenzyl alcohol, acetate 276 CSH9IO02 1000364-47-1 59
2 Acetamide, N-(3-methylphenyl)- 149 C9H11NO 000537-92-8 46
3 Acetamide, N-(3-methylphenyl)- 149 C9H11NO 000537-92-8 43
4 Phenol, 2-(1,1-dimethylethyl)-3-... 164 C11H160 013037-79-1 38
5 S5H-Pyrrolo(3,2-d)pyrimidine-2,4-... 149 C6H7N5 1000244-21-4 38

Abundance Scan 2291 (16.463 min): BP021218.D\data.ms (-2285) (- m/z 149.00 100.00%
149.0

=

5000
-
55‘-0 | ‘ 2202 16.50
ob Al lLidf]]] 22022828 356.1420.7 8211 ./, 107,00 99.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #169058: 2-lodobenzyl alcohol, acetate
107.0
5000 T
43.0 16.50
m/z 121.05 61.55%
’ 217.0
‘\\\‘\J‘\\L\Jll\\‘\\“\\‘\\\\“\\\\‘2\7\6\.\0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27371: Acetamide, N-(3-methylphenyl)-
107.0
—
16.50
5000 m/Z 163.05 25.71%
43.0

A

T R T T

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

N

Abundance #27370: Acetamide, N-(3-methylphenyl)- =
107.0 16.50
m/z 55.05 14.70%
5000
43.0
‘H\J\‘ih\”\h\1“\\\\‘\\\\‘\H\‘H\\‘HH‘HH‘HH‘HH‘HH‘\ —
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\BP072924\
Data File : BP021218.D

Acqg On : 29 Jul 2024 21:29
Operator : MA/JU

Sample : P3280-07

Misc

ALS vial : 16

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 5 n-Hexadecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
18.016 2.15 ng/ul 254669  Phenanthrene-di10 17.087
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 93
5 Pentadecanoic acid 242 C15H3002 001002-84-2 87

Abundance Scan 2555 (18.016 min): BP021218.D\data.ms (-2550) (-
73.0

m/z 73.00 100.00%

5000

%

213.1

18.00
. ‘“H\“HH ‘\““‘2“3‘1‘3‘?’5‘7‘1“ 4626 5376 1/, co.00  86.24%

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
“ 213 0
¥ H\Hm\‘ ‘

m/z 43.10 82.53%
[T \\‘\\\1‘1r\\‘\\‘\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

-

Abundance #143508: n-Hexadecanoic acid
e
43.0 256.0
18.00
5000 m/z 55.05 70.61%
129.0
e |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
T T \

Abundance #143509: n-Hexadecanoic acid
43.0 18.00
m/z 57.05 70.14%
5000 256.0
129.0
it 1“1MM%¢" -
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\BP072924\
Data File : BP021218.D

Acqg On : 29 Jul 2024 21:29
Operator : MA/JU

Sample : P3280-07

Misc

ALS vial : 16 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 Mitotane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.251 2.95 ng/ul 424809  Chrysene-d12 21.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mitotane 318 Cl4H1eCl4 000053-19-0 99
2 1,1-Dichloro-2,2-bis(p-chlorophe... 318 C14H10C1l4 000072-54-8 99
3 1,1-Dichloro-2,2-bis(p-chlorophe... 318 C14H10Cl4 000072-54-8 91
4 m,p'-DDD 318 Cl4H1eCl4 004329-12-8 90
5 3-Butanone, 1,1-bis(4-chlorophen... 320 C18H18C120 1000158-20-4 86
Abundance Scan 2935 (20.251 min): BP021218.D\data.ms (-2931) (| m/z 235.00 100.00%
235.0
5000 165.1 j\
— —
75.0 } 20.00 20.50
Obrrr bbb dd b Ly 3199 402.7 47505348 v 7 236,95 64.69%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #221454:; Mitotane
235.0
5000 J\ T T
165.0 20.00 20.50

m/z 165.05 49.92%

75.0 \ I 320.0
\\\il\‘\‘l\”\“‘”f\\l\‘\I\h\\‘lf\\\ T\\\\‘\q‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #221456: 1,1-Dichloro-2,2-bis(p-chlorophenyl)ethane
235.0

T T
20.00 20.50

5000 165.0 ITI/Z 198.95 17.58%
75.0 320.0 J
"‘J‘\‘\‘IH“A‘IMH‘I“‘n"‘H"‘\‘L‘Hl"H"‘U‘““HH“H“HH“H“‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #221459: 1,1-Dichloro-2,2-bis(p-chlorophenyl)ethane P P
235.0 20.00 20.50

m/z 236.00 15.17%

5000 165.0
75.0

L by Lk i\\ 320.0 _j\~4

L m L L " n
L L L B L L B A B B B I DL B IR B L =

m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP072924\
Data File : BP021218.D

Acqg On : 29 Jul 2024 21:29
Operator : MA/JU

Sample : P3280-07

Misc

ALS Vvial : 16 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... 16.045 2.5 ng/ul 297894 4 17.087 2367240 20.0
Acetamide, N-(3... 16.204 2.6 ng/ul 309045 4 17.087 2367240 20.0
unknown-01 16.269 2.2 ng/ul 260217 4 17.087 2367240 20.0
2-Iodobenzyl al... 16.463 5.1 ng/ul 601663 4 17.087 2367240 20.0
n-Hexadecanoic ... 18.016 2.1 ng/ul 254669 4 17.087 2367240 20.0
Mitotane 20.251 3.0 ng/ul 424809 5 21.533 2878500 20.0
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