LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92223\
Data File : BP017305.D

Acqg On : 23 Sep 2023 01:43
Operator : MA/JU

Sample : 04410-20

Misc :

ALS Vvial : 30 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-BP092023.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@17305.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.258 24 29 34 rBV 404799 561053 12.02%  1.295%
2 3.305 34 37 42 rVB 41906 53769 1.15% 0.124%
3 3.605 86 88 95 rBV 12038 17933 0.38% 0.041%
4 3.746 109 112 120 rBV 139650 223907 4.80% 0.517%
5 3.928 138 143 148 rBV 39662 53553 1.15% 0.124%
6 4.046 160 163 168 rVB5 9699 11956 0.26% ©0.028%
7 4.187 184 187 193 rVB6 12884 19768 0.42% 0.046%
8 4.428 226 228 234 rVB3 11702 15539 0.33% 0.036%
9 4.570 245 252 265 rVB 1414166 2083698 44.63% 4.809%
106 4.981 318 322 326 rBV 9276 13280 0.28% 0.031%
11 5.175 349 355 366 rVB 142977 224785 4.81% 0.519%
12 5.434 396 399 403 rVB5 4235 5793 0.12% 0.013%
13  6.334 547 552 558 rBv4 11045 17347 0.37% 0.040%
14 6.475 572 576 581 rBv4 10688 18285 0.39% 0.042%
15 6.899 642 648 653 rVB7 10052 22619 0.48% 0.052%
16 7.087 673 680 696 rBV 154079 256021 5.48% 0.591%
17 7.275 705 712 723 rVB 548646 845440 18.11% 1.951%
18 7.452 736 742 751 rBV 562031 863233 18.49%  1.992%
19 7.528 751 755 766 rVB2 43957 90268 1.93% 0.208%
20 7.734 787 790 795 rVB6 3909 5637 0.12% 0.013%
21 7.928 814 823 833 rBV 553447 885098 18.96% 2.043%
22 8.646 937 945 954 rBV 415237 672281 14.40% 1.551%
23 9.011 1002 1007 1010 rBV6 3193 4707 0.10% 0.011%
24  9.128 1019 1027 1038 rBV 622356 995105 21.31%  2.296%
25 9.328 1057 1061 1066 rVB2 14656 21609 0.46% 0.050%
26 9.846 1141 1149 1165 rBvV 480494 828566 17.75% 1.912%
27 9.993 1168 1174 1177 rBV8 3018 5865 ©.13% 0.014%
28 10.369 1230 1238 1251 rBV 748834 1256053 26.90% 2.899%
29 10.534 1260 1266 1268 rBV7 3516 5769 0.12% 0.013%
30 10.646 1277 1285 1293 rBV 18636 36920 0.79% 0.085%
31 10.752 1295 1303 1312 rBV 738464 1232861 26.40% 2.845%
32 10.922 1325 1332 1344 rBV 181518 333698 7.15% 0.770%
33 11.063 1354 1356 1362 rVB7 3182 4738 0.10% 0.011%
34 11.152 1367 1371 1373 rVV5 4810 5005 0.11% 0.012%
35 11.581 1437 1444 1452 rVB8 15342 28518 0.61% 0.066%
36 11.828 1485 1486 1491 rVB5 5842 6320 0.14% 0.015%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92223\
Data File : BP017305.D

Acqg On : 23 Sep 2023 01:43
Operator : MA/JU

Sample : 04410-20

Misc :

ALS Vvial : 30 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-BP092023.MA.M
Title : SVOA CALIBRATION
37 12.340 1567 1573 1579 rBV2 14883 25482 ©.55% 0.059%
38 12.575 1610 1613 1617 rvB2 4742 6450 0.14% 0.015%
39 12.851 1654 1660 1665 rVB1o 6455 14117 0.30% 0.033%
40 12.910 1665 1670 1672 rBV5 5235 7398 0.16% 0.017%
41 13.346 1739 1744 1747 rBV7 4049 5117 0.11% 0.012%
42 13.434 1752 1759 1766 rBV 113842 180104 3.86% 0.416%
43 13.551 1776 1779 1785 rVB7 4586 7657 0.16% 0.018%
44 13.769 1811 1816 1820 rBv4 14179 20124 0.43% 0.046%
45 13.816 1820 1824 1829 rVB8 2884 5624 0.12% 0.013%
46 13.940 1842 1845 1850 rBV7 5703 9419 0.20% 0.022%
47 14.004 1850 1856 1870 rBV 1550848 2112257 45.24%  4.874%
48 14.210 1887 1891 1898 rBV1e 4701 11391 0.24% 0.026%
49 14.293 1898 1905 1919 rBV 1613732 2360014 50.54% 5.446%
50 14.387 1919 1921 1924 rBv4 3774 5144 0.11% 0.012%
51 14.593 1949 1956 1963 rVV 1146133 1594867 34.16% 3.680%
52 14.734 1977 1980 1984 rVB6 4390 5762 0.12% 0.013%
53 14.775 1984 1987 1990 rVB5 4084 5010 0.11% 0.012%
54 14.828 1990 1996 2009 rBV2 93808 208642 4.47%  0.481%
55 14.998 2018 2025 2028 rBV8 11002 23127 ©0.50% 0.053%
56 15.028 2028 2030 2040 rVB8 11480 18815 0.40% 0.043%
57 15.210 2057 2061 2067 rVB9 5547 12227 0.26% 0.028%
58 15.334 2078 2082 2086 rVB4 7254 9245 0.20% 0.021%
59 15.381 2086 2090 2091 rVv4 5495 5687 0.12% 0.013%
60 15.404 2091 2094 2101 rVB 9008 15661 0.34% 0.036%
61 15.587 2119 2125 2133 rBV 2212847 3194225 68.41% 7.371%
62 15.657 2133 2137 2142 rVV 53359 85572 1.83% 0.197%
63 15.722 2142 2148 2158 rVB 598831 823731 17.64% 1.901%
64 15.822 2163 2165 2170 rVB5 9665 11515 ©0.25% 0.027%
65 16.128 2211 2217 2220 rBVS8 6048 11845 0.25% 0.027%
66 16.310 2244 2248 2253 rBV8 5636 8881 0.19% 0.020%
67 16.610 2293 2299 2302 rBV7 6478 13381 0.29% 0.031%
68 16.710 2313 2316 2322 rVV6 16172 25556 ©.55% 0.059%
69 17.028 2368 2370 2373 rBV4 4627 6863 0.15% 0.016%
70 17.239 2400 2406 2410 rBV5 15617 27018 0.58% 0.062%
71 17.363 2421 2427 2438 rBV 1438269 1987740 42.57% 4.587%
72 17.463 2438 2444 2460 rVV 2515240 3487736 74.70% 8.049%
73 17.986 2529 2533 2540 rVB 54677 68263 1.46% ©.158%
74 18.087 2547 2550 2557 rVB8 13862 17560 0.38% 0.041%
75 18.210 2566 2571 2583 rBV 425595 655585 14.04% 1.513%
76 18.581 2631 2634 2641 rVB4 23689 44713 0.96% 0.103%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92223\
Data File : BP017305.D

Acqg On : 23 Sep 2023 01:43
Operator : MA/JU

Sample : 04410-20

Misc

ALS Vvial : 30 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-BP092023.MA.M
Title : SVOA CALIBRATION

77 18.734 2658 2660 2667 rVB7 15587 21284 0.46% 0.049%
78 19.122 2723 2726 2730 rBV2 66975 74396  1.59% 0.172%
79 19.275 2749 2752 2755 rBV 30828 36886 ©.79%  0.085%
80 19.345 2762 2764 2773 rVB3 43508 52655 1.13% 0.122%

81 19.445 2777 2781 2786 rBV 131948 186158 3.99% ©0.430%
82 19.581 2801 2804 2807 rBv4 24479 27376 ©0.59% 0.063%
83 19.704 2820 2825 2832 rBV 3751580 4669160 100.00% 10.775%
84 21.139 3065 3069 3078 rVB3 351659 542771 11.62% 1.253%
85 21.469 3120 3125 3131 rBV 1626230 2167343 46.42% 5.002%

86 22.680 3328 3331 3338 rVB2 222220 318611 6.82% ©.735%
87 23.816 3518 3524 3534 rVB2 2058069 4077582 87.33% 9.410%
88 23.980 3546 3552 3561 rVB 1112988 2292736 49.10% 5.291%

Sum of corrected areas: 43333480
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 23 Sep 2023 01:43
: MA/JU
. 04410-20

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092223\
BPO17305.D

: 30 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.MA.M
: SVOA CALIBRATION

: C:\DATABASE\NIST20.L
tion Parameters: LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BP017305.D\data.ms

4.570

10.36910.752

9.128
3958 721852 7.928 . 9.846

8.646
175 0.922
3}‘@%.5’@@%42 4.931/\ 5.434 6.33475 6899/\ 7152673 9.01}\\&328 ngs 016384#611.063211.581

0
Time-->

350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BP017305.D\data.ms
19.704

17.463
15.587

14.004-293

14.593

17.363

6.722

18.210
828 12.3m0578810 13 34 mmemie. »4 L_ngwg @%@Lﬂ—/

0
Time-->

12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 1750 18.00 18.50 19.00 1950 20.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BP017305.D\data.ms

23.816

21.469
3.980

21.139 22.680

0

Time-->

21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092223\
Data File : BP017305.D

Acqg On : 23 Sep 2023 01:43
Operator : MA/JU

Sample : 04410-20

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-

Quant Title : SVOA CALIBRATION

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

EPA-BP092023.MA.M

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 Tetrachloroethylene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.570 47.08 ng/ul 2083700 1,4-Dichlorobenzene-d4 7.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetrachloroethylene 164 C2Cl4 000127-18-4 99
2 Tetrachloroethylene 164 C2Cl4 000127-18-4 99
3 Tetrachloroethylene 164 C2Cl4a 000127-18-4 98
4 Tetrachloroethylene 164 C2Cl4 000127-18-4 98

5 Pyrimidine, 5-fluoro-2,4-dichloro- 166 C4HC12FN2

002927-71-1 38

Abundance Scan 252 (4.570 min): BP017305.D\data.ms (-245) (-)

m/z 165.90 100.00%

|

4.20 4.40 4.60 4.80

165.9
5000 93.8
<)
ol 1L LI 23092048 36924202 5031
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39852: Tetrachloroethylene
166.0
5000
94.0

|

3‘5\F|\ |

0‘\\\\‘\\\\’\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39850: Tetrachloroethylene
166.0
5000
94.0

35L.P‘\ |

0 e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39854: Tetrachloroethylene
166.0
5000
94.0

35'F g1

m/z 163.90  76.03%

|

4.20 4.40 4.60 4.80

m/z 128.90  72.07%

e

4.20 4.40 4.60 4.80

m/z 130.85 69.27%

/L

4.20 4.40 4.60 4.80

m/z 167.90  49.29%

|

o

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

4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092223\
Data File : BP017305.D

Acqg On : 23 Sep 2023 01:43
Operator : MA/JU

Sample : 04410-20

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 unknown-01 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.175 5.08 ng/ul 224785 1,4-Dichlorobenzene-d4 7.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-Thiopyran, tetrahydro-4-methyl- 116 C6H12S 005161-17-1 37
2 Pyrimidine,2,4-difluoro- 116 C4H2F2N2 002802-61-1 9
3 1,2,4-Triazolidine-3,5-dione, 4-... 116 C2H4N402 021531-96-4 9
4 3-Ethylthiolane 116 C6H12S 062184-67-2 9
5 4-(6,7-Dihydro-5H-benzo[1,2,5]ox... 268 C14H12N402 1000301-37-1 9

Abundance Scan 355 (5.175 min): BP017305.D\data.ms (-349) (-) m/z 116.00 100.00%

116.0
5000 /\
T
52‘-0 4.80 5.00 5.20 5.40
ol ededl, ), 207.82679 3400 4151 5168 /. g1 05 go.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9364: 2H-Thiopyran, tetrahydro-4-methyl-
41.0 1016.0
5000 LML B e
4.80 5.00 5.20 5.40
{ m/z 118.00  33.12%
0 ‘\‘\‘\‘ ‘ l”“\‘l\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8985: Pyrimidine,2,4-difluoro-
116.0
T
4.80 5.00 5.20 5.40
5000 m/z 52.00 14.13%
44.0
0 ""
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8957: 1,2,4-Triazolidine-3,5-dione, 4-amino- BREREEEES SRy
116.0 4.80 5.00 5.20 5.40
m/z 53.00 12.42%
0 _u”_!wWw‘w_m_mwwwwww R A
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092223\
Data File : BP017305.D

Acqg On : 23 Sep 2023 01:43
Operator : MA/JU

Sample : 04410-20

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 7
R.T. EstConc Area Relative to ISTD R.T.
7.528 2.04 ng/ul 90268 1,4-Dichlorobenzene-d4 7.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 78
2 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 64
3 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 64
4 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 64
5 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 56

Abundance Scan 755 (7.528 min): BP017305.D\data.ms (-751) (-) m/z 45.00 100.00%
45.0

N

5000
T
\103-0 207.0 281.0 354.9 440.0 505.6 720740 760760
Ot St £OLD 9929 ARII9® ~ m/z 59.e5  33.21%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17318: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 R B N ARERERE e
7.20 7.40 7.60 7.80
m/z 72.80  29.44%
s
0‘\\\\l‘f\\V‘I\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #53405: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]-

45.0 K
TR ey
7.20 7.40 7.60 7.80
5000 m/z 73.00 18.67%
‘% 3.0

M“ I

e e e

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

Abundance #53403: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]- e EEEaERR TR
45.0 7.20 7.40 7.60 7.80

m/z 43.00 14.04%

o

3

5000

-

| 090

0 et e A
miz—-> 0 50 100 150 200 250 300 350 400 450 500 550 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092223\
Data File : BP017305.D

Acqg On : 23 Sep 2023 01:43
Operator : MA/JU

Sample : 04410-20

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.434 2.26 ng/ul 180104  Acenaphthene-di10 14.593
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 87
2 2,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 86
3 Metacetamol 151 C8HINO2 000621-42-1 59
4 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 59
5 Metacetamol 151 C8HO9NO2 000621-42-1 59
Abundance Scan 1759 (13.434 min): BP017305.D\data.ms (-1752) (- m/z 42.95 100.00%
43.0
109.1
5000
.
H‘ (1..1691 2669 3411 414.8 489.0549. 13.50
O b 00 OO S L RS ASSTYE m/z 109.05  79.27%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
5000 T
13.50
m/z 151.05 51.57%
W ’ 169.0
0 “1\\fm\\\”l\h\ﬂ["lf‘fu\A\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #106947: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol

109.0
43.0 ==
13.50
5000 m/z 41.05 25.37%
169.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28725: Metacetamol —
109.0 13.50

m/z 68.95 17.40%

5000
43.0
O I‘ 1' il l

" |
R e R RN R R RRARNRERRRS ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092223\
Data File : BP017305.D

Acqg On : 23 Sep 2023 01:43
Operator : MA/JU

Sample : 04410-20

Misc

ALS vial : 30

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 2

R.T. EstConc Area Relative to ISTD R.T.
18.210 6.60 ng/ul 655585  Phenanthrene-di10 17.363
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 97
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95

Abundance Scan 2571 (18.210 min): BP017305.D\data.ms (-2566) (- m/z 73.00 100.00%

73.0
5000
2132 S —
%}‘ 18.00 18.50
Obr i L&NMW‘JN‘th?§393499u‘ﬁ?9?ﬁ9ﬂ?u‘_ m/z 59.95 82.28%

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

Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 — —
129.0 18.00 18.50
“ m/z 43.05 77 .74%
0 ‘ TT \“ ‘ “ T ‘f"“ M\}h\ f‘ ‘ L \ %ﬂ‘ \%)\ \ T ‘ l\ TTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T

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

[o)]
Qo
o

Abundance #143510: n-Hexadecanoic acid
18.00 18.50
5000 129.0 m/Z 41.05 62.46%
“ 213.0
0k M"LMWm‘ﬂjﬂw‘unWL‘H,‘H‘,‘H“H“_“‘_“w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid T T
43.0 18.00 18.50
m/z 57.05 62.02%
5000 256.0
129.0
NI N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

. 23

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092223\
BPO17305.D

Sep 2023 01:43

: MA/JU
. 04410-20

. 30

hod
le

ry

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 6 n-Nonadecanol-1 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.139 5.01 ng/ul 542771  Chrysene-d12 21.469
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 n-Nonadecanol-1 284 C19H400 001454-84-8 94

2 Pentacos-1-ene 350 C25H50 016980-85-1 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 1-Nonadecene 266 C19H38 018435-45-5 93
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91

Abundance Scan 3069 (21.139 min): BP017305.D\data.ms (-3065) (- m/z 83.05 100.00%

83.0
5000

i 7020\7'O 284.0 369.0429.0489.0549.I 210 21.50

o W LRLLIEED (L 282D 369.0429.0489.0549. 1/, 69,00  95.90%

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

Abundance #179253: n-Nonadecanol-1 A\wWVMANWJ\\MﬁwﬁNIWA
83.0

5000 = "

21.00 21.50
m/z 55.05 90.59%

01 O ‘ﬁ?ﬁ.o 23§0
‘\\\\‘\\\\‘\\\\‘\\\\‘1\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #259982: Pentacos-1-ene

55.0

— —
21.00 21.50

5000 m/z 43.05 88.71%

125.0
o L1 res0 2ea0 00
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #215083: 1-Heneicosanol T —
55.0 21.00 21.50

m/z 57.10  88.36%

5000
{ 125.0
\h\ | \} | ‘\ I 196.0 266.0

0 e e == =
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP092223\

Data File : BP@17305.D

Acqg On : 23 Sep 2023 01:43
Operator : MA/JU

Sample : 04410-20

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©92023.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 Supraene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
22680 2.94 ng/ul 318611 Chryseme-diz2 21.469
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 supraene a0 CoHse 007683-64-9 90

035719-26-7 64
125456-63-5 64
066408-55-7 64
125529-10-4 64

2 1-Bromo-3,7-dimethyl-2,6-octadiene 216 C10OH17Br
3 (2E,6E,10E)-3,7,11,15-Tetramethy... 318 C21H3402
4 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240

Abundance Scan 3331 (22.680 min): BP017305.D\data.ms (-3328) (- m/z 69.00 100.00%
0

69. h
5000

=
‘ 137.0 29102810 3550 22.50 23.00
bl ], 22102810 3550 429.1489.7546. ./, g1 00 s50.50%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #308259: Supraene
69.0

5000 T
22.50 23.00
m/z 41.10 22.09%

137.0
obotidbbliy ], 2030 273.0 341.0 4100
\\\f‘\\\‘\\\\‘VIWT‘\WW\‘\f\\[\\\\‘\\\\‘f\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #93654: 1-Bromo-3,7-dimethyl-2,6-octadiene
69.0

—
22.50 23.00
5000 m/z 95.05 12.94%

‘ 137.0
Ul eree
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #222640: (2E,6E,10E)-3,7,11,15-Tetramethylhexadeca-2 T
69.0 22.50 23.00
m/z 68.05 11.66%

5000
‘ |11360
Al ‘ il J\ |1, 204.0 318.0

[ R e R e e e e e o e RAAEERAR s mEsss s mEe T —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00

o

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92223\
Data File : BP017305.D

Acqg On : 23 Sep 2023 01:43
Operator : MA/JU

Sample : 04410-20

Misc

ALS Vvial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@92023.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|
Tetrachloroethy... 4.570 47.1 ng/ul 2083700 1 7.928 885098 20.0
unknown-01 5.175 5.1 ng/ul 224785 1 7.928 885098 20.0
Ethanol, 2-(2-e... 7.528 2.0 ng/ul 90268 1 7.928 885098 20.0
2,4,7,9-Tetrame... 13.434 2.3 ng/ul 180104 3 14.593 1594870 20.0
n-Hexadecanoic ... 18.210 6.6 ng/ul 655585 4 17.363 1987740 20.0
n-Nonadecanol-1 21.139 5.0 ng/ul 542771 5 21.469 2167340 20.0
Supraene 22.680 2.9 ng/ul 318611 5 21.469 2167340 20.0

SFAM-EPA-BP092023.MA.M Mon Sep 25 05:13:11 2023 12



