LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062724\
Data File : BP020683.D

Acqg On : 28 Jun 2024 06:58
Operator : MA/JU

Sample : P2898-06

Misc :

ALS Vvial : 40 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-BP062524.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@20683.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.011 3 4 23 rVB 5763301 6305437 100.00%  9.306%
2 3.240 40 43 46 rBV 17123 22004 0.35% 0.032%
3 3.275 46 49 58 rVB 47718 65760 1.04% 0.097%
4  3.540 99 94 103 rBV 104176 160241 2.54% 0.236%
5 3.693 116 120 132 rBV 137561 219407 3.48% 0.324%
6 3.999 168 172 177 rVB 29227 37497 0.59% 0.055%
7 4.358 229 233 241 rVB9 10381 19873 0.32% 0.029%
8 4.422 241 244 252 rVB3 5233 10615 0.17% 0.016%
9 4.499 252 257 261 rBV6 5476 7990 0.13% 0.012%
10 4.552 261 266 272 rBv4 8085 12572 0.20% 0.019%
11  4.899 320 325 334 rVB 28432 45434 0.72% 0.067%
12 5.528 428 432 437 rBV 9571 17147 0.27% 0.025%
13 5.569 437 439 445 rVB5 5224 7379 0.12% 0.011%
14 5.834 480 484 487 rBv4 8514 13507 0.21% 0.020%
15 6.664 620 625 632 rVB4 7319 13292 0.21% 0.020%
16 6.775 638 644 654 rVB 23248 39967 ©0.63% 0.059%
17 6.922 663 669 683 rVB 247540 420060 6.66% 0.620%
18 7.087 690 697 710 rBV 908997 1411736 22.39% 2.084%
19 7.287 723 731 739 rBvV 887920 1488213 23.60% 2.196%
20 7.358 739 743 752 rW 29541 60440 0.96% 0.089%
21 7.440 755 757 763 rVB7 5831 7844 0.12% 0.012%
22 7.752 802 810 815 rBV 795853 1246723 19.77% 1.840%
23 7.805 815 819 834 rVB 389934 623564 9.89%  0.920%
24 8.146 871 877 882 rVB6 3455 7636 0.12% 0.011%
25 8.322 899 907 921 rVB2 15547 36201 ©0.57% 0.053%
26 8.452 921 929 941 rBV 754049 1220814 19.36% 1.802%
27 8.563 943 948 952 rVB3 6908 12105 0.19% 0.018%
28 8.840 989 995 998 rBV 19568 29396 0.47% 0.043%
29 8.899 998 1005 1016 rVV 1167949 1900569 30.14% 2.805%
30 9.016 1020 1025 1029 rw 20343 34736 ©.55% 0.051%
31 9.052 1029 1031 1038 rvB3 13593 19360 0.31% 0.029%
32 9.287 1062 1071 1073 rBVS8 4770 10226 0.16% 0.015%
33 9.452 1093 1099 1105 rBvV 37311 62281 0.99% 0.092%
34 9.605 1118 1125 1142 rBV 973784 1585968 25.15%  2.341%
35 9.799 1146 1158 1163 rvVv 87659 186512 2.96% 0.275%

36 9.857 1163 1168 1182 rVB 86045 165593  2.63% 0.244%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062724\
Data File : BP020683.D

Acqg On : 28 Jun 2024 06:58
Operator : MA/JU

Sample : P2898-06

Misc :

ALS Vvial : 40 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-BP062524.MA.M
Title : SVOA CALIBRATION
37 10.146 1208 1217 1235 rBV 1262411 2308924 36.62% 3.408%
38 10.299 1237 1243 1253 rBV 143553 229380 3.64% 0.339%
39 10.522 1272 1281 1289 rBV 1043976 1825569 28.95% 2.694%
40 10.657 1296 1304 1320 rBV 846631 1365770 21.66% 2.016%
41 10.887 1337 1343 1346 rBV5 5654 9818 ©0.16% 0.014%
42 10.934 1348 1351 1356 rVB7 4008 7014 0.11% 0.010%
43 11.057 1367 1372 1380 rVB2 24394 42264 0.67% 0.062%
44 11.169 1382 1391 1400 rBV 80922 155016 2.46% 0.229%
45 11.263 1400 1407 1412 rBV2 93263 169618 2.69% 0.250%
46 11.328 1412 1418 1430 rVV 189250 375163 5.95% 0.554%
47 11.416 1430 1433 1438 rVB7 4350 8432 0.13% 0.012%
48 11.504 1446 1448 1454 rVB7 4966 6856 0.11% 0.010%
49 11.775 1489 1494 1498 rVB6 4220 7487 0.12% 0.011%
50 12.104 1545 1550 1557 rVB 30572 48127 0.76% 0.071%
51 12.322 1577 1587 1591 rBV 4924 13123 0.21% 0.019%
52 12.640 1636 1641 1648 rBV5 16012 30364 0.48% 0.045%
53 12.969 1693 1697 1703 rBV9 5035 10099 0.16% 0.015%
54 13.116 1718 1722 1724 rBV5 4816 6500 0.10% ©0.010%
55 13.181 1731 1733 1741 rVB8 4633 8346 0.13% 0.012%
56 13.357 1760 1763 1774 rVB8 6206 14423 0.23% 0.021%
57 13.793 1828 1837 1846 rBV 2326320 3748298 59.45% 5.532%
58 13.904 1851 1856 1864 rVB 6931 17409 0.28% 0.026%
59 14.069 1877 1884 1894 rVB2 2664170 4328855 68.65% 6.389%
60 14.287 1916 1921 1926 rVB4 14872 23246 0.37% 0.034%
61 14.375 1928 1936 1946 rBV 1589451 2505763 39.74%  3.698%
62 14.604 1967 1975 1985 rBV 185623 356802 5.66% 0.527%
63 14.745 1995 1999 2004 rBV4 17254 25380 0.40% 0.037%
64 14.804 2004 2009 2019 rVB3 38169 65557 1.04% 0.097%
65 14.981 2035 2039 2043 rBV4 5201 9462 0.15% 0.014%
66 15.134 2059 2065 2070 rBV 22438 32036 0.51% 0.047%
67 15.187 2070 2074 2080 rVV 19099 36181 ©.57% 0.053%
68 15.245 2082 2084 2090 rVB3 14303 19515 0.31% 0.029%
69 15.392 2096 2109 2121 rBV 3721386 5479854 86.91% 8.088%
70 15.516 2123 2130 2142 rVV 1099634 1531626 24.29% 2.261%
71 15.628 2146 2149 2162 rVB3 19437 42518 0.67% ©0.063%
72 15.734 2163 2167 2171 rBV7 6731 10834 0.17% 0.016%
73 15.957 2202 2205 2209 rBV6 4755 7668 0.12% 0.011%
74 16.098 2224 2229 2236 rBV 36606 72546 1.15% 0.107%
75 16.187 2241 2244 2249 rVB5 7459 11724 0.19% 0.017%
76 16.575 2306 2310 2314 rBV5 23915 31868 0.51% 0.047%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062724\
Data File : BP020683.D

Acqg On : 28 Jun 2024 06:58
Operator : MA/JU

Sample : P2898-06

Misc :

ALS Vvial : 40 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-BP062524.MA.M
Title : SVOA CALIBRATION

77 16.857 2356 2358 2362 rVB5 6237 7058 0.11% 0.010%
78 17.192 2407 2415 2423 rBV 1856681 2859466 45.35% @ 4.220%
79 17.292 2425 2432 2443 rVV 3907140 5666132 89.86% 8.363%
80 17.386 2443 2448 2453 rVB7 14218 31093 0.49% 0.046%
81 17.498 2462 2467 2476 rBV3 47909 80888 1.28% 0.119%
82 18.122 2568 2573 2583 rBV 222017 408056 6.47% 0.602%
83 18.628 2656 2659 2664 rVB6 14892 20831 0.33% 0.031%
84 19.216 2756 2759 2764 rVB3 55457 74948 1.19% 0.111%
85 19.292 2769 2772 2777 rW 46940 65267 1.04% 0.096%
86 19.357 2778 2783 2792 rVB2 96815 162293 2.57% 0.240%
87 19.463 2797 2801 2809 rBV 156907 218165 3.46% 0.322%
88 19.610 2822 2826 2831 rBV 168495 250881 3.98% 0.370%
89 19.675 2831 2837 2846 rVB 4003130 5639691 89.44% 8.324%
90 20.592 2990 2993 3002 rBV2 207788 310898 4.93% 0.459%
91 21.645 3166 3172 3179 rBV2 1283127 2227742 35.33%  3.288%
92 24.798 3697 3708 3724 rBV 1699690 4890404 77.56% 7.218%

93 25.016 3737 3745 3761 rVB 853694 2314059 36.70%  3.415%

Sum of corrected areas: 67755406
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062724\
BP020683.D

: 28 Jun 2024 06:58

: MA/JU

. P2898-06

: 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524 .MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP020683.D\data.ms

11
5000000
4000000
3000000
2000000

8.899
1000000 708287 7750 g5 9.605
2160 92 7 05
@2’4@ 3.999uasmrR! 899 5m834 esﬁms 8.1818 8563 SR MR R4 50 BT - e BAANeheN 772 104832 640
T 1T T T ‘ L T

Time--> 3.00 3.50 4.00 4.50 5.00 550 600 650 700 750 8.00 850 9.00 9.0 1000 10.50 11. 00 11.50 12.00 12.50

Abundance TIC: BP020683.D\data.ms
5000000
19.675
17.292
4000000 15.392
3000000 14.069
13.793
2000000 17.192
14.375 21.645
15.516
1000000
20.592
18.122 0
o/ 1B8BIBB57_13.0044.2 516519816.576.857 I4Bg68 18.628 1
\ﬁ\V\\I\‘\\\\‘\\T\T\f\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
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: BP020683.D\data.ms
5000000
4000000
3000000
24.798
2000000
5.016
1000000
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\BP062724\
Data File : BP020683.D

Acqg On : 28 Jun 2024 06:58
Operator : MA/JU

Sample : P2898-06

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524 .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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.011 101.15 ng/ul 6305440 1,4-Dichlorobenzene-d4 7.752

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 22
5 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 17
Abundance Scan 4 (3.011 min): BP020683.D\data.ms (-3) (-) m/z 73.10 100.00%
3.1
5000 /\\
R ERAREREES S
’ 3.103.20 3.30 3.40
1
Obddi| 1829 207.02639  8774434.34912548! ./, 4319  35.71%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T T T[T T[T T T [T
3.103.203.30 3.40
“ m/z 87.10  27.47%
0\\“\‘\“‘”\1!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
R ARAREm RS
3.103.203.30 3.40
5000 m/z 55.10 27.10%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol R EaamEEEEE
73.0 3.103.20 3.30 3.40
m/z 41.10 12.23%
5000 /\\
o\H“ A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.103.203.30 3.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062724\
Data File : BP020683.D

Acqg On : 28 Jun 2024 06:58
Operator : MA/JU

Sample : P2898-06

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524 .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 Propylene Glycol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.540 2.57 ng/ul 160241 1,4-Dichlorobenzene-d4 7.752

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 90
2 Isopropyl Alcohol 60 C3H80 000067-63-0 56
3 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 40

4 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40
5 Isopropyl Alcohol 60 C3H80 000067-63-0 9

Abundance  Scan 94 (3.540 min): BP020683.D\data.ms (-90) (-) m/z 45.10 100.00%

451
5000

3.20 3.40 3.60 3.80

0L, 41 1050162.022112808 3901 47065342 iy 42,95  20.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1083: Propylene Glycol
45.0
5000 T TN [Tt rrrori
3.20 3.40 3.60 3.80
m/z 61.00 5.96%
O‘\‘WJU#“\J\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #342: 1sopropyl Alcohol
45.0
R SR
3.20 3.40 3.60 3.80
5000 ITI/Z 44.05 4.70%
o‘J\“H'wHWH_m_m_H‘,HH_ww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1093: (S)-(+)-1,2-Propanediol e AAREARaEE
45.0 3.20 3.40 3.60 3.80
m/z 42.00 4.00%
5000
0 et e e e e e e R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062724\
Data File : BP020683.D

Acqg On : 28 Jun 2024 06:58
Operator : MA/JU

Sample : P2898-06

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524 .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 1-Hexanol, 2-ethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
7.805 10.00 ng/ul 623564 1,4-Dichlorobenzene-d4 7.752
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
4 1-Isobutoxy-2-ethylhexane 186 C12H260 1000139-90-3 64
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 53

Abundance Scan 819 (7.805 min): BP020683.D\data.ms (-815) (-)
57.1

m/z 57.10 100.00%

5000

>

| 7.40 7.60 7.80 8.00 8.20
ol L1 146,7207.92681 36984300 5140 /7 41.10  38.37%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000 \/\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
7.40 7.60 7.80 8.00 8.20
‘ m/z 43.05 32.04%
O ‘ TT H ‘\ ‘ T !‘ \“ T J‘ \‘ TTT ’ TTTT ‘ TTTT ‘ TTTT ’ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T

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

>

Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
T | T O
7.40 7.60 7.80 8.00 8.20
5000 ITI/Z 55.05 28.42%
o_‘d“‘w}m‘hmH,mww_m,w_m_ww_m_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15691: 1-Hexanol, 2-ethyl- TR e
57.0 7.40 7.60 7.80 8.00 8.20
m/z 56.10 21.05%
5000 /\A\
o““”,, R RARaNmNEREEEEIER
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062724\
Data File : BP020683.D

Acqg On : 28 Jun 2024 06:58
Operator : MA/JU

Sample : P2898-06

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524 .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 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.799 2.04 ng/ul 186512  Naphthalene-d8 10.522

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 95
3 Benzoic acid 122 C7H602 000065-85-0 94
4 Heptanediamide, N,N'-di-benzoyloxy- 398 C21H22N206 1000253-26-4 91
5 Benzoic acid 122 C7H602 000065-85-0 90

Abundance Scan 1158 (9.799 min): BP020683.D\data.ms (-1146) (-) m/z 105.00 100.00%
105.0

n

5000
—— =
39.L 9.50 10.00
Obribud oL 1929 2809 8733 464.05266 1 7 122.00 78.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11265: Benzoic acid
105.0
5000 —— R
9.50 10.00
m/z 77.00 72.17%
45\0“
O‘\\\\h[!l\\\“\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11261: Benzoic acid
105.0
—= =
9.50 10.00
5000 ITI/Z 51.00 34.70%

39.L
.

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11264: Benzoic acid s T
105.0 9.50 10.00
m/z 49.95  22.96%

5000
39})
0 1 \l\ l” Il

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.50 10.00

o

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062724\
Data File : BP020683.D

Acqg On : 28 Jun 2024 06:58
Operator : MA/JU

Sample : P2898-06

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524 .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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.299 2.51 ng/ul 229380 Naphthalene-d8 10.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 86
3 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
4 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 78
5 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 78
Abundance Scan 1243 (10.299 min): BP020683.D\data.ms (-1237) (- m/z 57.05 100.00%
57.0
5000 /M
—— —
’ 1321 10.00 10.50
|
ofAhLL 1321 20302678 3556 4472 548! ., 4565  95.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 e —— L
10.00 10.50
’ m/z 41.05 38.76%
0 HJIWL‘J‘.l\m"\‘U\’I]\-:\J’Wz\.’O\\H‘\\H‘\\H‘HH‘H\\‘\H\‘\H\‘\H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38400: Ethanol, 2-(2-butoxyethoxy)-
45.0
B o
10.00 10.50
5000 m/z 74.95 17.35%
ol bl psz0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)- —— ——
57.0 10.00 10.50
m/z 56.05 15.68%
I Wit
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062724\
Data File : BP020683.D

Acqg On : 28 Jun 2024 06:58
Operator : MA/JU

Sample : P2898-06

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524 .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 Nonanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.328 4.11 ng/ul 375163 Naphthalene-d8 10.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 96
2 Nonanoic acid 158 C9H1802 000112-05-0 91
3 Nonanoic acid 158 C9H1802 000112-05-0 86
4 Nonanoic acid 158 C9H1802 000112-05-0 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 72
Abundance Scan 1418 (11.328 min): BP020683.D\data.ms (-1412) (- | m/z 60.00 100.00%
60.0
5000 /\\
129.0
H } ‘ { 11. OO 11. 50
Ol il | 1948 2671 3455 4142 S187 - n/z 73.00  81.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35300: Nonanoic acid
60.0
5000
11. OO 11 50
1r9-0 m/z 57.05 55.80%
O‘\\”!U‘ JJJ\\!
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35298: Nonanoic acid
60.0
11. 00 11 50
5000 m/z 41.05 48.43%
(11l
o_m“ '}‘u‘“““u’wH‘w‘ww‘Hwawww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35296: Nonanoic acid
60.0 11. 00 11 50
m/z 55.05 44.31%
5000
‘ 1f9.o
o_‘”““‘ }‘Jl“‘gh"‘ww‘H‘wH‘w_m‘wwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11. 00 11 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062724\
Data File : BP020683.D

Acqg On : 28 Jun 2024 06:58
Operator : MA/JU

Sample : P2898-06

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524 .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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.122 2.85 ng/ul 408056  Phenanthrene-d10 17.192
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 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
4 Tridecanoic acid 214 C13H2602 000638-53-9 95
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
Abundance Scan 2573 (18.122 min): BP020683.D\data.ms (-2568) (- m/z 73.00 100.00%
73.0
213.2
5 —
m | 18.00 18.50
Ol M‘wu,ﬂ‘\ i, 2829 354.9 4236 5046 n/z 6e.e0  88.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
43.0 256.0
5000 — sy
129.0 18.00 18.50
m/z 43.05 88.27%
O‘\\\“ ‘H !mm“!“\\’\}?ﬂb
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid
43.0
— —
18.00 18.50
5000 256.0 m/z 57.10 75.11%
129.0
o ML 3000,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143507: n-Hexadecanoic acid T —
43.0 18.00 18.50
m/z 55.10 74.51%
5000
129.0 256.0
o_“«l‘u “ﬂ‘}'{‘h\‘\”,‘%?ww\w_m_m‘wwww i —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

SFAM-EPA-BP062524.MA.M Fri Jun 28 19:40:55 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062724\
Data File : BP020683.D

Acqg On : 28 Jun 2024 06:58
Operator : MA/JU

Sample : P2898-06

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524 .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 Adipic acid, butyl 3-pentyl... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.610 2.25 ng/ul 250881  Chrysene-di2 21.645
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Adipic acid, butyl 3-pentyl ester 272 C15H2804 1000324-60-5 78
2 Adipic acid, 2-decyl isobutyl ester 342 C20H3804 1000353-59-6 78
3 Butyl citrate 360 C18H3207 000077-94-1 74
4 Hexanedioic acid, bis(2-methylpr... 258 C14H2604 000141-04-8 72
5 Adipic acid, 2-heptyl isobutyl e... 300 C17H3204 1000353-64-3 64
Abundance Scan 2826 (19.610 min): BP020683.D\data.ms (-2822) (- m/z 185.05 100.00%
185.1
5000 /\_/J\ AN
57.1 T ‘ T T ‘ T
\ ‘ . 259.1 19.50 20.00
bk A1SQ || 3267 4201489.2548: 1/, 139.00  76.43%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #163264: Adipic acid, butyl 3-pentyl ester
129.0
5000 ne P
19.50 20.00
m/z 57.10  25.72%
55.0 186.0
O\‘\\‘l‘lh\J\H\H\“\IM \““l\\\\l‘“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #251096: Adipic acid, 2-decyl isobutyl ester
129.0
—— —
19.50 20.00
5000 m/z 41.10 21.90%
57.0
186.0
0 m“ﬂ"n‘hﬁw{"“ ewHE‘)‘M"2‘939:9‘mWm_m_m_m_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #269579: Butyl citrate T —
185.0 19.50 20.00
m/z 111.00 11.78%
5000 259.0
57.0
115)0
0”"““:'1"‘\360'0 —— ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062724\
Data File : BP020683.D

Acqg On : 28 Jun 2024 06:58
Operator : MA/JU

Sample : P2898-06

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524 .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 9 12-Hydroxystearic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.592 2.79 ng/ul 310898 Chrysene-d12 21.645
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 12-Hydroxystearic acid 300 C18H3603 000106-14-9 83
2 12-Hydroxystearic acid 300 C18H3603 000106-14-9 70
3 5-[(4-Ethylphenoxy)methyl]-2-fur... 318 C17H2204Si 1000474-93-6 38
4 12-Hydroxystearic acid 300 C18H3603 000106-14-9 32

5 Fumarylacetone diethoxime mono-TMS 314 C14H26N204Si  1000101-77-3 32

Abundance Scan 2993 (20.592 min): BP020683.D\data.ms (-2990) (- m/z 55.10 100.00%
55.1

197.1
5000
U \
128.9 20.50
ol Ak J "w”“” Wby 2210 3570 43014887549, /) 197 05  76.15%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #199813: 12-Hydroxystearic acid
55.0 197.0
5000 e ‘
20.50
290 m/z 97.10 55.59%
e o
O‘\‘\‘f‘fw \\J\l‘J\J\"\“\"\J\’\l\\\’\l\\J\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #199811: 12-Hydroxystearic acid
53.0
U \
197.0 20.50
5000 ITI/Z 41.05 42.72%
“l
SINET V1TV SE——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #222032: 5-[(4- Ethylphenoxy)methyl] -2-furoic acid, TMS T
197. 20.50

m/z 69.05 42.54%

5000

73.0

L 9.0 318.0

O‘H‘w‘H‘_‘H‘mNW‘H‘M‘H‘A‘W‘H‘_‘H‘H‘W‘H‘M

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50

+
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062724\
Data File : BP020683.D

Acqg On : 28 Jun 2024 06:58
Operator : MA/JU

Sample : P2898-06

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524.MA.M
Quant Title : SVOA CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 3.011 101.2 ng/ul 6305440 1 7.752 1246720 20.0
Propylene Glycol 3.540 2.6 ng/ul 160241 1 7.752 1246720 20.0
1-Hexanol, 2-et... 7.805 10.0 ng/ul 623564 1 7.752 1246720 20.0
Benzoic acid 9.799 2.0 ng/ul 186512 2 10.522 1825570 20.0
Ethanol, 2-(2-b... 10.299 2.5 ng/ul 229380 2 10.522 1825570 20.0
Nonanoic acid 11.328 4.1 ng/ul 375163 2 10.522 1825570 20.0
n-Hexadecanoic ... 18.122 2.9 ng/ul 408056 4 17.192 2859470 20.0
Adipic acid, bu... 19.610 2.3 ng/ul 250881 5 21.645 2227740 20.0
12-Hydroxystear... 20.592 2.8 ng/ul 310898 5 21.645 2227740 20.0
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