LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92923\
Data File : BP017454.D

Acqg On : 29 Sep 2023 20:09
Operator : MA/JU

Sample : 04497-14

Misc :

ALS Vvial : 19 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@17454.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.246 25 27 31 rvB4 14683 15680 0.21% 0.020%
2 3.299 32 36 39 rVB 26173 33069 0.45% 0.043%
3 3.734 106 110 120 rBV 336937 502042 6.85% 0.646%
4 3,922 137 142 147 rBV 56133 76788 1.05% ©.099%
5 4.040 158 162 166 rVB 16815 22189 0.30% 0.029%
6 4.187 182 187 193 rVB5 22529 36037 0.49% 0.046%
7 4.428 224 228 233 rVB2 24848 37295 0.51% 0.048%
8 4.564 245 251 264 rVB 510233 738482 10.08%  0.950%
9 4.981 318 322 327 rBV 12019 19058 0.26% 0.025%
10 5.569 417 422 426 rVB3 7669 10495 0.14% 0.014%
11 6.352 548 555 560 rBV 17968 30661 0.42% 0.039%
12 6.405 560 564 571 rVB 23154 38138 0.52% 0.049%
13 6.916 645 651 657 rVB6 9758 18207 0.25% 0.023%
14 7.165 676 683 694 rBV 200283 329150 4.49% 0.424%
15 7.293 705 715 726 rBV 858444 1303964 17.80% 1.678%
16 7.469 738 745 754 rBV 795564 1277013 17.43% 1.643%
17 7.557 755 760 768 rVB2 14246 30835 0.42% 0.040%
18 7.952 820 827 835 rBV 987264 1510914 20.62% 1.944%
19 8.246 869 877 881 rVB9 3767 9228 0.13% 0.012%
20 8.669 943 949 960 rBV 490683 811620 11.08%  1.044%
21  9.157 1019 1032 1038 rBV 1031211 1659358 22.65% 2.135%
22 9.304 1038 1057 1063 rVV 901991 3219214 43.94% 4.142%
23 9.875 1146 1154 1169 rBV 842088 1390846 18.98% 1.790%
24 10.081 1176 1189 1196 rBV 311979 812933 11.10% 1.046%
25 10.404 1237 1244 1255 rBV 1097760 1837425 25.08% 2.364%
26 10.551 1262 1269 1277 rBV 42388 81666 1.11% 105%
27 10.675 1285 1290 1294 rVB3 10999 15572  0.21% 020%

28 10.793 1302 1310 1317 rBV 1296288 2155616 29.42%

ORrRNOO®
~
~
N
R

29 10.957 1328 1338 1357 rBV 559183 986804 13.47% 270%
30 11.551 1434 1439 1442 rBV7 7779 15363 0.21% 020%
31 11.622 1447 1451 1457 rW5 13985 24792 ©.34% 0.032%
32 11.716 1457 1467 1484 rVV2 149697 322406 4.40%  0.415%
33 11.916 1498 1501 1505 rBv4 8544 14366 ©.20% ©0.018%
34 11.969 1506 1510 1518 rVB4 10364 21826 ©.30% ©0.028%
35 12.140 1534 1539 1544 rBV 32138 45150 0.62% 0.058%
36 12.340 1568 1573 1575 rBV6 8145 13455 0.18% 0.017%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92923\
Data File : BP017454.D

Acqg On : 29 Sep 2023 20:09
Operator : MA/JU

Sample : 04497-14

Misc :

ALS Vvial : 19 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 12.381 1576 1580 1585 rVvB2 24305 37255 0.51% 0.048%
38 12.463 1589 1594 1599 rBV7 9846 20863 0.28% 0.027%
39 12.693 1627 1633 1642 rBv2 44053 86203 1.18% 0.111%
40 12.775 1644 1647 1655 rVv9 12140 24803 0.34% 0.032%
41 12.881 1662 1665 1670 rVB7 9527 13913 0.19% 0.018%
42 12.951 1672 1677 1684 rVV8 20426 41259 0.56% 0.053%
43 13.028 1686 1690 1697 rVV9 16493 38762 ©.53% 0.050%
44 13.087 1697 1700 1706 rVVv4 29491 45220 0.62% 0.058%
45 13.357 1740 1746 1748 rBV4 36071 64916 0.89% 0.084%
46 13.387 1748 1751 1757 rVB 90173 127069 1.73% 0.163%
47 13.481 1762 1767 1774 rVWW 206161 324454  4.43% 0.417%
48 13.787 1815 1819 1821 rBv4 21263 36695 0.50% 0.047%
49 14.004 1852 1856 1858 rBv2 55670 79457 1.08% 0.102%
50 14.063 1859 1866 1871 rVV 2165907 3113558 42.50% 4.006%
51 14.175 1880 1885 1896 rBV 454495 756225 10.32% 0.973%
52 14.345 1906 1914 1921 rBV 2745349 4169722 56.91% 5.365%
53 14.451 1922 1932 1943 rVV2 679650 1718789 23.46% 2.212%
54 14.645 1959 1965 1976 rBV 2002324 2891531 39.47% 3.720%
55 14.887 2001 2006 2011 rBV2 184488 380356 5.19% 0.489%
56 14.969 2017 2020 2024 rVB2 67642 82152 1.12% 0.106%
57 15.086 2036 2040 2043 rBV2 134903 197782 2.70%  0.254%
58 15.251 2065 2068 2075 rBV8 52880 79736 1.09% 0.103%
59 15.386 2087 2091 2096 rBv4 204521 375086 5.12% 0.483%
60 15.434 2096 2099 2103 rVB 270221 318045 4.34% 0.409%
61 15.651 2130 2136 2144 rBV 3429750 4993758 68.16% 6.425%
62 15.786 2155 2159 2163 rBV 956072 1286212 17.56% 1.655%
63 15.834 2164 2167 2172 rVB2 227776 406860 5.55% 0.523%
64 16.063 2203 2206 2213 rBV2 135568 199807 2.73% 0.257%
65 16.310 2244 2248 2254 rBV2 588965 982856 13.41% 1.265%
66 17.116 2381 2385 2388 rBV 385697 469867 6.41% 0.605%
67 17.157 2388 2392 2396 rVB 372808 504249 6.88% 0.649%
68 17.433 2434 2439 2446 rVB 2565897 3572387 48.76% 4.597%
69 17.533 2451 2456 2463 rBV 3636144 5286301 72.15% 6.802%
70 17.863 2508 2512 2516 rVB 422837 517402 7.06% 0.666%
71 18.280 2580 2583 2589 rVB3 377007 504051 6.88% 0.649%
72 18.539 2624 2627 2631 rBV 323973 341799 4.67% 0.440%
73 19.169 2729 2734 2736 rBV2 636774 930761 12.70% 1.198%
74 19.198 2736 2739 2743 rVB 647018 709983  9.69% 0.914%
75 19.786 2834 2839 2845 rVB 4863808 6430194 87.76% 8.274%

76 21.563 3136 3141 3146 rVB 3257320 4109038 56.08% 5.287%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092923\
Data File : BP017454.D

Acqg On : 29 Sep 2023 20:09
Operator : MA/JU

Sample : 04497-14

Misc

ALS Vvial : 19 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 23.974 3543 3551 3562 rVB2 3463032 7326703 100.00%  9.427%
78 24.139 3572 3579 3592 rVB 2266946 4655478 63.54% 5.990%

Sum of corrected areas: 77719214
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092923\
Data File : BP@17454.D

Acqg On : 29 Sep 2023 20:09
Operator : MA/JU

Sample 1 04497-14

Misc

ALS vial : 19 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

Abundance TIC: BP017454.D\data.ms
5000000
4000000
3000000

2000000

10.793

9 10.404
1000000 729369 (992 804 9875

3.734 4.564 8.669 o 081 0957 )
B2 3. azmauzk 4981 5569 63825 6. 915\ Zis57 || 8246 55 K 115542

Time--> 350 400 450 500 550 6.00 6.50 700 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BP017454.D\data.ms

o

19.y86
5000000
17.533

4000000 15.651
17.433
3000000 14.345

2000000

6.786

16.310 41134
1%063
1WMWM

e L R

Time--> 12.00 1250 1300 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BP017454.D\data.ms

17.86318.288 539

NN

1000000

5000000

21.563 23.974
4000000

3000000 4.139

2000000

1000000

0 L ‘ L ‘ L ‘ L ‘ L ‘ L ’ T T ’ T T ‘ T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T T ‘ T
Time--> 21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 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\BP092923\
Data File : BP@17454.D

Acqg On : 29 Sep 2023 20:09
Operator : MA/JU

Sample 1 04497-14

Misc

ALS vial : 19 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 3
R.T. EstConc Area Relative to ISTD R.T.
4.564 9.78 ng/ul 738482 1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetrachloroethylene 164 C2Cl4 000127-18-4 98
2 Tetrachloroethylene 164 C2Cl4 000127-18-4 97
3 Tetrachloroethylene 164 C2Cl4a 000127-18-4 96
4 Tetrachloroethylene 164 C2Cl4 000127-18-4 96

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

002927-71-1 35

Abundance Scan 251 (4.564 min): BP017454.D\data.ms (-245) (-)
165.9

5000 93.8
O ‘g ] \‘1 . “u I 2845 371.2430.3490.3549;
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39852: Tetrachloroethylene
166.0
5000
94.0

B0 | | |

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

35'F |

m/z 165.90 100.00%

|

4.20 4.40 4.60 4.80

m/z 163.85 76.16%

|

4.20 4.40 4.60 4.80

m/z 128.85  73.15%

|

4.20 4.40 4.60 4.80

m/z 130.90  68.06%

|

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

o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39850: Tetrachloroethylene e REEEaREE
166.0 4.20 4.40 4.60 4.80
m/z 167.90  48.92%
5000

94.0

35, ‘
o‘Hmm‘wHu‘_!‘Wm_HwH_Mwwww SRS i S ——

4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092923\
Data File : BP@17454.D

Acqg On : 29 Sep 2023 20:09
Operator : MA/JU

Sample 1 04497-14

Misc

ALS vial : 19 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 Hexanoic acid, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.304 42.61 ng/ul 3219210 1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 83
3 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 78
4 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 72
5 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 72

Abundance Scan 1057 (9.304 min): BP017454.D\data.ms (-1038) (-) m/z 73.00 100.00%
73.0

S

5000
S A
W N \ [145.1207.0266.9 355.0414.1 477.3534.8 9.009.20 940 9.0
0l i [145.1207.0266.9 359.0414.1477.35348 /2 88.00  79.95%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24100: Hexanoic acid, 2-ethyl-
88.0
5000 L e R e RARA
29. 9.00 9.20 9.40 9.60
m/z 41.10 33.19%
0‘\\‘\‘“‘[“%;\J\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24099: Hexanoic acid, 2-ethyl-
73.0
e
9.00 9.20 9.40 9.60
5000 m/z 57.85 27.06%
OMM
miz-—-> 0 100 150 200 250 300 350 400 450 500 550
Abundance #24101: Hexanoic acid, 2-ethyl- o ARANEEENN RS
88.0 9.00 9.20 9.40 9.60
m/z 87.80 21.72%
5000 /\
i
miz—-> 0 50 100 150 200 250 300 350 400 450 500 550 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092923\
Data File : BP@17454.D

Acqg On : 29 Sep 2023 20:09
Operator : MA/JU

Sample 1 04497-14

Misc

ALS vial : 19 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 Benzoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.081 7.54 ng/ul 812933  Naphthalene-d8 10.793
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid 122 C7H602 000065-85-0 96
2 Benzoic acid 122 C7H602 000065-85-0 94
3 Benzoic acid 122 C7H602 000065-85-0 94
4 Benzoic acid, silver(1l+) salt 228 C7H5Ag02 000532-31-0 90
5 Heptanediamide, N,N'-di-benzoyloxy- 398 C21H22N206 1000253-26-4 90
Abundance Scan 1189 (10.081 min): BP017454.D\data.ms (-1176) (- m/z 104.95 100.00%
105.0
5000 /X\
1 T
39% 10.00
Okl ) 207,9267.1 341.0 4388 8397 /7 171.95  79.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11265: Benzoic acid
105.0
5000
1000
m/z 77.00 76.41%
0‘\\\\[!\“\\“\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11261: Benzoic acid
105.0
IS | -
10.00
5000 51.00 33.24%
39LJ
O i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11264: Benzoic acid =
105.0 1000
m/z 49.95 19.66%
5000
39#
L S L SRR :
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092923\
Data File : BP@17454.D

Acqg On : 29 Sep 2023 20:09
Operator : MA/JU

Sample 1 04497-14

Misc

ALS vial : 19 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 Benzoic acid, 4-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.716 2.99 ng/ul 322406 Naphthalene-d8 10.793
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 97
2 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 96
3 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 94
4 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 91
5 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 91
Abundance Scan 1467 (11.716 min): BP017454.D\data.ms (-1457) (- | m/z 90.95 100.00%
91.0
5000 /\\iﬁ
”‘ 1150 12.00
O Mphed 11 155:2 22092800 354.9 4252 5052 1/, 136 00  66.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18704: Benzoic acid, 4-methyl-
91.0
5000 T
11.50 12 OO
m/z 119.0 57.21%
0‘\2\7‘\.‘\‘1"%1\’“\‘“\‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18705: Benzoic acid, 4-methyl-
91.0
‘
11. 50 12 00
5000 m/z . 21.82%
ol 704
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18702: Benzoic acid, 4-methyl-
91.0 11 50 12 OO
m/z . 14.49%
5000
AR
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092923\
Data File : BP@17454.D

Acqg On : 29 Sep 2023 20:09
Operator : MA/JU

Sample 1 04497-14

Misc

ALS vial : 19 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 5 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.481 2.24 ng/ul 324454  Acenaphthene-d10 14.645
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 90
2 Ethane-1,2-diamine, N,N'-(1-meth... 276 C12H16N602 1010276-72-1 59
3 Metacetamol 151 C8HINO2 000621-42-1 58
4 Diacetamate 193 C1OH11NO3 002623-33-8 53
5 Metacetamol 151 C8HO9NO2 000621-42-1 53

Abundance Scan 1767 (13.481 min): BP017454.D\data.ms (-1762) (- m/z 43.00 100.00%
43.0
109.1

5000

N

Iﬂ‘l 1691 281.9340.9400.9459.9519.1 1350
Ol O A 2 %~ m/z 109.10  80.21%

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 LN
13.50
m/z 151.05  45.50%
"‘ 169.0

0‘\\“\\\‘flh\ﬂ\‘u\“\M[‘“T‘f“\’\\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #167850: Ethane-1,2-diamine, N,N'-(1-methyl-5-pyrazolyl

%

109.0
T
13.50
5000 m/z 41.00 22.88%
oo 1 !‘!1 70 2760
R L S R R AN R A RERRRRERS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28724: Metacetamol —
109.0 13.50
m/z 85.05 17.55%
5000
43.0
Olperrt ke —
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\BP092923\
Data File : BP@17454.D

Acqg On : 29 Sep 2023 20:09
Operator : MA/JU

Sample 1 04497-14

Misc

ALS vial : 19 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 6 Ethanol, 2-[2-(2-butoxyetho... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.175 5.23 ng/ul 756225  Acenaphthene-di10 14.645
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 91
2 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 91
3 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 91
4 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 87
5 Hexaethylene glycol 282 C12H2607 002615-15-8 72

Abundance Scan 1885 (14.175 min): BP017454.D\data.ms (-1880) (- m/z 45.00 100.00%

45.0
5000
—— A
\ | ‘1%01631 14.00 14.50
Ol L 11:5163.1223.2283.1 355.7 439.44989  m/z 57.106  56.58%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #81997: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]-
45.0
5000 Sl e
14.00 14.50
m/z 41.05 24.73%
|1 Ps0 1630
0‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #81996: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]-
45.0

%

14.00 14.50
5000 m/z 89.05 24.55%

Al ”\mﬁﬁ-ﬁo

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

Abundance #81994: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]- —
45.0 14.00 14.50

m/z 75.00 17.67%

o

-

5000

A 590

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50

o

SFAM-EPA-BP@92023.MA.M Mon Oct 02 ©2:11:13 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092923\
Data File : BP@17454.D

Acqg On : 29 Sep 2023 20:09
Operator : MA/JU

Sample 1 04497-14

Misc

ALS vial : 19 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 7 Benzoic acid, p-tert-butyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.451 11.89 ng/ul 1718790  Acenaphthene-d10 14.645
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 90
2 Benzoic acid, 4-acetyl-, methyl ... 178 C10H1003 003609-53-8 64
3 3-tert-Butylbenzoic acid 178 C11H1402 007498-54-6 60
4 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 60
5 Phenol, 2,5-bis(1-methylethyl)- 178 C12H180 035946-91-9 59

Abundance Scan 1932 (14.451 min): BP017454.D\data.ms (-1922) (- m/z 163.10 100.00%
163.1

—

5000
91.0
=
‘ ’ 14.50
bbb L | 2228 2949 4008 47575349 nm/z 135.00  28.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #52528: Benzoic acid, p-tert-butyl-
163.0
5000 L
14.50
91.0 m/z 91.00 27.82%
029'&)\‘”““"\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #52303: Benzoic acid, 4-acetyl-, methyl ester
163.0
——
14.50
5000 m/z 178.85  13.12%
47-0 103.0\ ‘
o‘m"}wﬂ‘J‘Muw‘_‘H_H‘_‘H_ww_ww,‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #52511: 3-tert-Butylbenzoic acid =
163.0 14.50
m/z 77.00 11.69%
5000
91.0
0‘H‘w‘mthu‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘M —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092923\
Data File : BP@17454.D

Acqg On : 29 Sep 2023 20:09
Operator : MA/JU

Sample 1 04497-14

Misc

ALS vial : 19 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 8 unknown-01 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.387 2.59 ng/ul 375086  Acenaphthene-d10 14.645
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(2-Ethyl-1,3-dimethyl-cyclopen... 182 C12H220 1000186-82-4 46
2 2,4,6-Trimethyl-2-(4-methyl-pent... 206 C14H220 1000193-58-6 43
3 Pentanamide, N-(4-methoxyphenyl)- 207 C12H17N02 1000306-89-3 43
4 Benzamide, 3-fluoro-N-(2-phenyle... 299 C19H22FNO 1000451-30-2 38

5 Benzamide, 4-fluoro-N-[2-[[4-(tr... 402 C21H14F4N202 1000319-75-0 38

Abundance Scan 2091 (15.386 min): BP017454.D\data.ms (-2087) (- | m/z 123.10 100.00%
128.1
5000 55.1
207.2
- F
il
o bldlaly, | i] 2666 34014008 5056 ./, g1.19  38.59%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56906: 2-(2-Ethyl-1,3-dimethyl-cyclopent-2-enyl)-propan
128.0
5000 — —
15.00 15.50
m/z 55.10 38.54%
43.0
0 \“\AI‘M\'M‘\HL"'M\‘\\"1\\\2\-‘()\\\\‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #82790: 2,4,6-Trimethyl-2-(4-methyl-pent-3-enyl)-2H-pyre
1238.0
P e
15.00 15.50
5000 430 m/z 41.85  35.66%
’ ‘ 191.0
0 ﬂLHWWW“A%MW&HAH‘H“H“‘H“_“‘_“‘_“W“‘W‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #83752: Pentanamide, N-(4-methoxyphenyl)- — —
1238.0 15.00 15.50
m/z 95.10 35.20%
5000
207.0
57.0
Ottt e e e e — ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092923\
Data File : BP@17454.D

Acqg On : 29 Sep 2023 20:09
Operator : MA/JU

Sample 1 04497-14

Misc

ALS vial : 19

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 9 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.434 2.20 ng/ul 318045  Acenaphthene-d10 14.645
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tetracosane 338 (C24H50 000646-31-1 87
3 Octadecane 254 C18H38 000593-45-3 86
4 Tetradecane 198 C14H30 000629-59-4 83
5 Heptadecane 240 C17H36 000629-78-7 80
Abundance Scan 2099 (15.434 min): BP017454.D\data.ms (-2096) (- m/z 57.10 100.00%
57.1
5000 Vbe/de\fﬂﬁwv“”““/kv
—
127 1 296.2 15.50
ol LLLif71 22622829 365.0414.9474.8535.1 ./, 43.10  75.73%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107217: Hexadecane
57.0
5000 T
15.50
m/z 71.10 69.30%
0 J‘r "\'\\'\“‘1\37.\‘(‘)\\\\‘2\2\6\.\0‘\\\\‘\\H‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246483: Tetracosane
57.0
—
15.50
5000 m/z 85.10 47.33%
127.0
o S agre w0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141056: Octadecane —
57.0 15.50
m/z 41.10 35.68%
5000
127.0
0 W y%ﬁ#hﬁﬁhulgnqgﬁﬁpu‘H‘W“H‘H“M‘H“H‘M o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.50
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Data Path : Z
Data File : B
Acqg On )

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_P\Data\BP©92923\
P@17454.D
9 Sep 2023 20:09

Operator : MA/JU
Sample 1 04497-14
Misc

ALS vial : 1

Quant Method
Quant Title

TIC Library

9 Sample Multiplier: 1

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

: SVOA CALIBRATION

¢ 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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

16.316  5.50 ng/ul 982856 Phenanthrene-die 17.433

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octacosane 394 (C28H58 000630-02-4 91
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91

3 Tetracosane 338 (C24H50 000646-31-1 90
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 86
5 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 86
Abundance Scan 2248 (16.310 min): BP017454.D\data.ms (-2244) (- m/z 57.10 100.00%
57.1
5000 Aﬂva\pafj\\MwwAJf\ﬂ
16bd 56%6
127.1 : .
ol AL ok ..201:1 281.0341.0400.9 4655 5323 1/, 71,19  78.70%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane
57.0
5000 — ——
16.00 16.50
m/z 43.10 68.60%
04 \“l i T \'L\'\\H"I\EZ}?'\ ‘\1\9\7.\(\)\ T ‘2\\8\1\.‘0\ T \:\3\9\4‘.\0\ T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
— ——
16.00 16.50
5000 m/z 85.10 41.32%
ol AL [P0 2110 2080
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246481: Tetracosane — —
57.0 16.00 16.50
m/z 41.10 35.94%
o W\/J\/NL/\/M
ol ‘ 1 || [127-0 197.0 267.0 338.0
A e e — —
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\BP092923\
Data File : BP@17454.D

Acqg On : 29 Sep 2023 20:09
Operator : MA/JU

Sample 1 04497-14

Misc

ALS vial : 19 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 11 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.116 2.63 ng/ul 469867  Phenanthrene-d10 17.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 93
2 Tridecane, 7-propyl- 226 Cl6H34 055045-09-5 93
3 Tetradecane 198 C14H30 000629-59-4 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 87
Abundance Scan 2385 (17.116 min): BP017454.D\data.ms (-2381) (- ' m/z 57.10 100.00%
57.1
5000 Mmjwm
1700 17.50
19.1 183.1 : :
ol ML 183 2502 38594150 5020 0 4316 77.00%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107222: Tridecane, 6-propyl-
43.0
5000 —— ——
17.00 17.50
m/z 71.10  75.66%
126.0183.0
0\\“\J\‘\h\”‘\J\\\\“h\\\“\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107221: Tridecane, 7-propyl-
43.0
—— —
17.00 17.50
5000 m/z 85.10  49.88%
140.0
SR L
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #74006: Tetradecane — —
57.0 17.00 17.50
m/z 41.10  39.85%
5000 JWMMM
o L1 1270 1980
\\\‘\\\\‘\\\\“\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \‘\ \‘\
mlz--> 50 100 150 200 250 300 350 400 450 500 550 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092923\
Data File : BP@17454.D

Acqg On : 29 Sep 2023 20:09
Operator : MA/JU

Sample 1 04497-14

Misc

ALS vial : 19

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 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 12 (DEL) Alkane: Straight-Chai... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
17.157 2.82 ng/ul 504249  Phenanthrene-d10 17.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 87
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 86
4 Hexadecane, 4-methyl- 240 C17H36 025117-26-4 86

5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 80

Abundance Scan 2392 (17.157 min): BP017454.D\data.ms (-2388) (- m/z 57.10 100.00%

57.1
5000

S
| 21 172 17.00 17.50
‘m“mﬂu‘\_i"\‘ baiol:2264.0 3429 4289 5376 4/, 71.10  87.92%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194588: Heneicosane
57.0

5000 —— —
17.00 17.50

m/z 43.10 50.31%

o

“ | 1270 1970 296.0

‘\\H[HH HH“HH‘\\H‘\H\‘\H\‘\H\‘\H\‘\H\‘H\\‘\

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

o

Abundance #292194: Silane, trichlorooctadecyl-
57.0
—— —
17.00 17.50
5000 m/z 85.10  49.50%
0 \‘pl 11350 203.0261.0319.0 386.0 VHVJ\/\ﬁMNW
probeb e by b SR S I SRR
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl- — —
57.0 17.00 17.50

m/z 41.10 33.71%

5000 WNMMW
T T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 17.00 17.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP092923\

Data File : BP@17454.D

Acqg On : 29 Sep 2023 20:09
Operator : MA/JU

Sample 1 04497-14

Misc

ALS vial : 19

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 13 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.863 2.90 ng/ul 517402  Phenanthrene-d10 17.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Hexadecane 226 C1l6H34 000544-76-3 92
3 Heptadecane 240 C17H36 000629-78-7 80
4 Tetradecane 198 C14H30 000629-59-4 74
5 Tetracosane 338 C24H50 000646-31-1 72

Abundance Scan 2512 (17.863 min): BP017454.D\data.ms (-2508) (- m/z 57.10 100.00%
57.1

-

5000

— —

19.1 183 1 17.50 18.00
0l ! ”m‘ Uit e 2082, 34114008 474.9533.1 /7 71,10 73.49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158600: Nonadecane

(&)]
~l
o

5000 — —
17.50 18.00
m/z 43.10 73.02%
oL 111111270 1970 2680
‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107219: Hexadecane
57.0
— —
17.50 18.00
5000 m/z 85.10 51.66%
M ’1 7.0  226.0
s

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

Abundance #123960: Heptadecane — —
57.0 17.50 18.00

m/z 41.10 36.19%

2000 M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092923\
Data File : BP@17454.D

Acqg On : 29 Sep 2023 20:09
Operator : MA/JU

Sample 1 04497-14

Misc

ALS vial : 19 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 14 n-Hexadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.280 2.82 ng/ul 504051  Phenanthrene-d10 17.433
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 95
5 Tridecanoic acid 214 C13H2602 000638-53-9 93
Abundance Scan 2583 (18.280 min): BP017454.D\data.ms (-2580) (- m/z 73.00 100.00%
73.0
5000
213.2 o =
igse.,), oo
ob - AURIIERRLL, | | 272.2 340.940064621 5350 1 0. 00 77.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
18.00 18.50
V 213.0 m/z 43.10 70.84%
0‘\\\“‘\1\‘!\1”‘\“\\‘[\1f\\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143508: n-Hexadecanoic acid
43.0 256.0
—— —
18.00 18.50
5000 m/z 41.10 64.46%
129.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143509: n-Hexadecanoic acid — —
43.0 18.00 18.50
m/z 55.10 63.68%
5000 256.0
129.0
IR TR N S R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092923\
Data File : BP@17454.D

Acqg On : 29 Sep 2023 20:09
Operator : MA/JU

Sample 1 04497-14

Misc

ALS vial : 19 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 15 9,12-Octadecadienoic acid (... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

19.169 5.21 ng/ul 930761  Phenanthrene-dle 17.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
3 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 98
4 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 98
5 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 97

Abundance Scan 2734 (19.169 min): BP017454.D\data.ms (-2729) (- m/z 67.00 100.00%

67.0
5000

7
19.00 19.50

I Fﬁm j, 20012631, 340.9401.0 488.9549.

0! LYRR! bt oD 4019 4889549 ' m/z 81.e5  80.69%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #191918: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester
67.0
5000 e ——
19.00 19.50
f 294.0 m/z 55.10 60.34%
0\|\L"‘\‘\‘\‘\\m\m\“\\‘l\\\2‘?\0\\0‘\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0
— —
19.00 19.50
5000 m/z 95.18  52.21%
35.0 W
s o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #191899: 8,11-Octadecadienoic acid, methyl ester 7 —
67.0 19.00 19.50
m/z 41.10 52.01%
5000 W/\M/M
150.0 294.0
1TV N
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092923\
Data File : BP@17454.D

Acqg On : 29 Sep 2023 20:09
Operator : MA/JU

Sample 1 04497-14

Misc

ALS vial : 19 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 16 (Z)-15-Octadecenoic acid me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.198 3.97 ng/ul 709983  Phenanthrene-di10 17.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (Z)-15-Octadecenoic acid methyl ... 296 C19H3602 1000427-69-3 97
2 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 94
3 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 94
4 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 93
5 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 91
Abundance Scan 2739 (19.198 min): BP017454.D\data.ms (-2736) (- | m/z 55.10 100.00%
58.1
5000
125.1 264.1 — —
FH “ 19.00 19.50
ob AURLENL P41 | 3281 417447745350 074 00 70.04%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194435: (Z)-15-Octadecenoic acid methyl ester
74.0
5000 — e
264.0 19.00 19.50
m/z 69.10 70.80%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194418: 12-Octadecenoic acid, methyl ester
55.0
— —
19.00 19.50
5000 m/z 41.10 69.14%
264.0
it |
) H HLMnll L. \
0k bbb P e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194420: 13-Octadecenoic acid, methyl ester T T
55.0 19.00 19.50
m/z 43.10 61.00%
5000
264.0
Lo~
o“MH“H“N""“""#W«HM\HWHHWH‘mwm‘mw — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92923\
Data File : BP017454.D

Acqg On : 29 Sep 2023 20:09
Operator : MA/JU

Sample : 04497-14

Misc

ALS Vvial : 19 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... 4.564 9.8 ng/ul 738482 1 7.952 1510910 20.0
Hexanoic acid, ... 9.304 42.6 ng/ul 3219210 1 7.952 1510910 20.0
Benzoic acid 10.081 7.5 ng/ul 812933 2 10.793 2155620 20.0
Benzoic acid, 4... 11.716 3.0 ng/ul 322406 2 10.793 2155620 20.90
2,4,7,9-Tetrame... 13.481 2.2 ng/ul 324454 3 14.645 2891530 20.0
Ethanol, 2-[2-(... 14.175 5.2 ng/ul 756225 3 14.645 2891530 20.0
Benzoic acid, p... 14.451 11.9 ng/ul 1718790 3 14.645 2891530 20.0
unknown-01 15.387 2.6 ng/ul 375086 3 14.645 2891530 20.0
(DEL) Alkane: S.. 15.434 2.2 ng/ul 318045 3 14.645 2891530 20.0
(DEL) Alkane: S.. 16.310 5.5 ng/ul 982856 4 17.433 3572390 20.0
(DEL) Alkane: S.. 17.116 2.6 ng/ul 469867 4 17.433 3572390 20.0
(DEL) Alkane: S.. 17.157 2.8 ng/ul 504249 4 17.433 3572390 20.0
(DEL) Alkane: S.. 17.863 2.9 ng/ul 517402 4 17.433 3572390 20.0
n-Hexadecanoic ... 18.280 2.8 ng/ul 504051 4 17.433 3572390 20.0
9,12-Octadecadi... 19.169 5.2 ng/ul 930761 4 17.433 3572390 20.0
(Z)-15-Octadece... 19.198 4.0 ng/ul 709983 4 17.433 3572390 20.0
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