LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102821\
Data File : BP0O7749.D

Acqg On : 28 Oct 2021 12:47
Operator : CG/JU

Sample : M4282-09

Misc :

ALS vial : 6 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-BP102521.M
Title : SVOA CALIBRATION

Signal : TIC: BP@@7749.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.405 17 20 27 rVB 93457 124207 ©0.43% 0.092%
2 3.693 58 69 72 rBV 155603 343376 1.19% 0.254%
3 3.793 84 86 98 rBV 190372 311325 1.07% 0.230%
4 4.017 116 124 131 rBV2 110685 214355 ©.74% 0.159%
5 4.693 221 239 249 rVvB2 145781 547923 1.89% 0.406%
6 4.911 249 276 283 rBV 470787 2198527 7.59% 1.628%
7 5.028 284 296 307 rVB 241506 569011 1.96% 0.421%
8 5.775 417 423 426 rBV 165887 232637 ©0.80% 0.172%
9 5.822 426 431 441 rVB 1130604 1740155 6.01% 1.288%
10 5.975 447 457 462 rBV 383468 618323  2.13% 0.458%
11 6.428 508 534 540 rBV 448284 2004179 6.92% 1.484%
12 6.511 542 548 560 rVB 144886 257751 0.89% 0.191%
13 6.958 618 624 629 rBV 50595 93777 ©0.32% 0.069%
14 7.093 641 647 650 rBV 378970 628894 2.17% 0.466%
15 7.258 670 675 683 rVB 664437 1073194 3.70% 0.795%
16 7.393 690 698 703 rVB 182308 267410 ©.92% 0.198%
17 7.463 703 710 720 rBV 828962 1314162 4.54% 0.973%
18 7.716 746 753 762 rBV3 58329 141521 ©0.49% 0.105%
19 7.934 773 790 799 rBV2 1200675 3029557 10.46% 2.243%
20 8.028 799 806 813 rVB4 92273 200271 0.69% 0.148%
21 8.175 824 831 841 rBV 105174 171752 ©.59% 0.127%
22 8.640 903 910 915 rBvV 772159 1290143 4.45% 0.955%
23 8.699 915 920 927 rVB 2310001 3570195 12.32% 2.643%
24 9.022 967 975 980 rBV 201127 300203 1.04% 0.222%
25 9.087 980 986 996 rVB 833131 1356038 4.68% 1.004%
26 9.240 1005 1012 1023 rVB 87471 164451 0.57% 0.122%
27 9.363 1025 1033 1038 rVW5 42250 117260 ©0.40% 0.087%
28 9.422 1038 1043 1058 rVV 63432 181889 ©0.63% 0.135%
29 9.610 1058 1075 1077 rVWV5 424777 1410858 4.87% 1.045%
30 9.657 1078 1083 1098 rvwVv 648322 1294712 4.47% 0.959%
31 9.810 1102 1109 1116 rVV 684999 1144483 3.95% 0.847%
32 10.010 1136 1143 1152 rBV2 48348 117129 0.40% 0.087%
33 10.146 1154 1166 1177 rVV2 414784 1036817 3.58% 0.768%
34 10.351 1193 1201 1213 rBV 1142567 1960401 6.77% 1.451%
35 10.522 1222 1230 1238 rBV 749577 1203567 4.15% 0.891%

36 10.599 1238 1243 1249 rVWV 90410 139043 0.48% 0.103%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102821\
Data File : BP0O7749.D

Acqg On : 28 Oct 2021 12:47
Operator : CG/JU

Sample : M4282-09

Misc :

ALS vial : 6 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-BP102521.M
Title : SVOA CALIBRATION

37 10.734 1260 1266 1279 rVB 1103744 1842408 6.36% 1.364%
38 10.869 1281 1289 1302 rBV 850616 1501800 5.18% 1.112%
39 10.969 1302 1306 1320 rVB 63918 121582 0.42%  0.090%

40 11.546 1397 1404 1413 rBV10 29252 82746 ©.29% 0.061%
41 11.998 1473 1481 1489 rBV2 79366 155492 0.54% ©0.115%
42 12.075 1489 1494 1501 rVB 480943 681350 2.35% 0.504%
43 12.222 1508 1519 1524 rBV2 126132 286355 0.99% 0.212%
44 12.316 1529 1535 1539 rBV3 79208 144866 0.50% 0.107%
45 12.404 1539 1550 1563 rVB 1550658 3439459 11.87%  2.546%
46 12.557 1571 1576 1589 rVB 43749 99770 0.34% 0.074%
47 12.775 1605 1613 1618 rBV 121209 214011 0.74% ©.158%
48 12.840 1618 1624 1631 rVV3 126580 356479 1.23% ©0.264%
49 12.898 1632 1634 1638 rVv3 69021 106870 ©.37% 0.079%
50 12.945 1638 1642 1653 rVB 149475 246607 0.85% ©.183%
51 13.163 1673 1679 1695 rVB7 49094 138159 0.48% 0.102%
52 13.734 1767 1776 1782 rBV 1011235 1790440 6.18% 1.326%
53 13.787 1782 1785 1795 rVB4 66685 149392 ©0.52% 0.111%
54 13.981 1811 1818 1824 rBV 1975663 2763055 9.54%  2.046%
55 14.216 1852 1858 1860 rBV 131080 197166 ©0.68% 0.146%
56 14.263 1860 1866 1878 rVB 2258620 3411132 11.77% 2.525%
57 14.445 1890 1897 1901 rBV2 108418 200970 0.69% ©.149%
58 14.522 1904 1916 1913 rVV3 258041 511522 1.77% ©.379%
59 14.569 1913 1918 1923 rVV 1899908 2790101 9.63% 2.066%
60 14.616 1923 1926 1931 rVV 141549 264522 ©.91% 0.196%
61 14.675 1931 1936 1946 rVV 198418 410954 1.42% 0.304%
62 14.763 1946 1951 1955 rVV 337961 511466 1.77% 0.379%
63 14.804 1955 1958 1967 rVWW4 47477 105710 ©0.36% 0.078%
64 14.904 1968 1975 1979 rVV3 233257 441594  1.52% 0.327%
65 14.945 1979 1982 1988 rVV3 137494 231790 0.80% ©.172%
66 15.004 1988 1992 2001 rVB3 95190 178689 0.62% 0.132%
67 15.192 2021 2024 2037 rVB7 42986 89630 ©.31% 0.066%
68 15.316 2039 2045 2052 rVB 94740 147376  0.51% ©.109%
69 15.428 2060 2064 2072 rVB 81085 121936 0.42%  0.090%
70 15.498 2072 2076 2081 rBV2 42543 75957 ©.26% 0.056%
71 15.563 2081 2087 2094 rVB 3014926 4212926 14.54% 3.119%
72 15.681 2100 2107 2116 rBV 853379 1315493 4.54% 0.974%
73 16.210 2192 2197 2203 rBV3 96261 178778 ©0.62% 0.132%
74 16.275 2203 2208 2209 rVWV 82841 112262 ©0.39% ©.083%
75 16.298 2209 2212 2216 rVV 209276 293065 1.01% 0.217%

76 16.351 2219 2221 2228 rVV4 80039 132402 0.46% 0.098%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102821\
Data File : BP0O7749.D

Acqg On : 28 Oct 2021 12:47
Operator : CG/JU

Sample : M4282-09

Misc :

ALS vial : 6 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-BP102521.M
Title : SVOA CALIBRATION

77 16.528 2246 2251 2258 rBV3 46172 78113 0.27% ©.058%
78 16.739 2281 2287 2296 rBV 1223106 1716143 5.92% 1.271%
79 16.828 2297 2302 2318 rVB 1055712 1432499 4.94% 1.061%
80 17.269 2372 2377 2381 rBV 413004 613187 2.12% 0.454%
81 17.328 2381 2387 2395 rVV 1941563 3044677 10.51%  2.254%
82 17.428 2397 2404 2411 rVB 3096637 4638897 16.01%  3.434%
83 17.722 2451 2454 2458 rVWW2 167496 236242 0.82% 0.175%
84 17.763 2458 2461 2470 rVV2 131350 234606 0.81% 0.174%
85 17.869 2474 2479 2483 rVV 643654 829650 2.86% ©.614%

86 17.910 2483 2486 2494 rVB 266197 339840 1.17% 0.252%
87 18.004 2498 2502 2508 rVV 148844 189711 0.65% 0.140%
88 18.169 2522 2530 2535 rBV2 452364 1077435 3.72% ©.798%
89 18.263 2535 2546 2581 rVB 12658061 28975486 100.00% 21.452%
90 19.139 2691 2695 2698 rBV 137554 155241 0.54% 0.115%

91 19.380 2721 2736 2745 rBV4 1408190 3605440 12.44%  2.669%
92 19.463 2745 2750 2772 rVB 3938054 5597239 19.32% 4.144%
93 19.657 2778 2783 2789 rBV 3757010 5219108 18.01% 3.864%
94 19.704 2789 2791 2797 rVB2 99590 125873 0.43% 0.093%
95 20.422 2909 2913 2924 rBV 1171573 1795531 6.20% 1.329%
96 20.510 2925 2928 2936 rVB5 158565 302373 1.04% 0.2247%
97 21.133 3030 3034 3040 rVB 572301 704181 2.43% 0.521%
98 21.416 3077 3082 3094 rBV 2604492 3393001 11.71% 2.512%
99 23.704 3463 3471 3479 rVB2 2834432 5692473 19.65% 4.214%
100 23.857 3490 3497 3511 rVB2 1725381 3648077 12.59% 2.701%

Sum of corrected areas: 135070801

SFAM-EPA-BP102521.M Mon Nov @01 00:01:31 2021 3



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Abundance

1.2e+07

1le+07

8000000

6000000

4000000

2000000

: 28 Oct 2021 12:47
: CG/JU
: M4282-09

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102821\
BP007749.D

: 6 Sample Multiplier: 1

d : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.M
: SVOA CALIBRATION

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

TIC: BP007749.D\data.ms

8.699
5.822

& 9.08
4088938017 aed¥ie s %75 %&1 6. Js%j 3R37 71@&2375 > (ASA)O Moqg 4{1%\';1&&69 11,506

Time-->

Abundance

1.2e+07

1le+07

8000000

6000000

4000000

2000000

350 4.00 450 5.00 550 600 650 7.00 750 8.00 850 900 950 1000 1050 1100 1150

TIC: BP0O07749.D\data.ms
18.263

15.563 17.428
12.404 13.98£-268) 569 17.328 ’
' 13.734 ‘ ‘ @Qs . : 2042;
 SPPPRERE163 14@8 14. ISR S8 1%5 19.139/1/{19/704 20.5

ok

Time--> 12.00 1250 13.00 13.50 14.00 14.50 1500 15,50 16.00 1650 17.00 1750 18.00 18.50 19.00 19.50 20.00

Abundance

1.2e+07

1le+07

8000000

6000000

4000000

2000000

TIC: BP007749.D\data.ms

23.704
3.857

21.416

21.133

Time-->

SFAM-EPA-BP10

21.00 2150 22.00 2250 23.00 2350 24.00 2450 2500 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\BP102821\
Data File : BP@O@7749.D

Acqg On : 28 Oct 2021 12:47
Operator : CG/JU

Sample : M4282-09

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Propanoic acid, 2-methyl- Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
3.693 2.27 ng/ul 343376  1,4-Dichlorobenzene-d4 7.934

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 90
2 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 78
3 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 64
4 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 47
5 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 42
Abundance  Scan 69 (3.693 min): BP007749.D\data.ms (-58) (-) m/z 43.05 100.00%
43.0
- L
207.0 3.40 3.60 3.80 4.00
Ol | 14722070 2820 3571 4385 5216  n/z 41.05 54.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2312: Propanoic acid, 2-methyl-
43.0
5000 [Tr T[T [T rrrT
3.40 3.60 3.80 4.00
m/z 73.00  45.90%
O‘\\‘L\‘“\‘\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2317: Propanoic acid, 2-methyl-
43.0
BRRENEEEEE ST
3.40 3.60 3.80 4.00
5000 m/z 39.10 20.97%
oM

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

Abundance #2320: Propanoic acid, 2-methyl- R RERRRRRERS S

43.0 3.40 3.60 3.80 4.00
m/z 45.00  19.35%
) LLJVL\/L
O‘H‘L““m"mwm"H"mwuwm‘uu‘mwmw R e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102821\
Data File : BP@O@7749.D

Acqg On : 28 Oct 2021 12:47
Operator : CG/JU

Sample : M4282-09

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Isocrotonic acid Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
4.693 3.62 ng/ul 547923 1,4-Dichlorobenzene-d4 7.934

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isocrotonic acid 86 C4H602 000503-64-0 97
2 Crotonic acid 86 C4H602 003724-65-0 95
3 2-Butenoic acid, (E)- 86 C4H602 000107-93-7 94
4 Crotonic acid 86 C4H602 003724-65-0 94
5 2-Butenoic acid, (E)- 86 C4H602 000107-93-7 91
Abundance Scan 239 (4.693 min): BP007749.D\data.ms (-221) (-) m/z 86.00 100.00%
86.0
R EAResee e
l 4.40 4.60 4.80 5.00
o il A779 2650 (3581 46115233 .7 39.10  78.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1867: Isocrotonic acid
86.0
5000 UL L B I B A
4.40 4.60 4.80 5.00
m/z 41.05 67.56%
27.
O‘\\h\J ‘M\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1853: Crotonic acid
39.0
R A ARARER R
4.40 4.60 4.80 5.00
5000 m/z 69.00 46.80%
ool
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1872: 2-Butenoic acid, (E)- ARaamaaEt e
86.0 4.40 4.60 4.80 5.00
m/z 68.00 46.42%
5000
27.
O‘H‘W“‘H“Wm‘HH‘H‘Wm‘HH‘HH“m‘mwmw T T T R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.40 4.60 4.80 5.00

SFAM-EPA-BP102521.M Mon Nov 01 00:01:33 2021 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102821\
Data File : BP@O@7749.D

Acqg On : 28 Oct 2021 12:47
Operator : CG/JU

Sample : M4282-09

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Butanoic acid, 3-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
4.911 14.51 ng/ul 2198530 1,4-Dichlorobenzene-d4 7.934

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 90
2 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 83
3 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 78
4 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 64
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 56
Abundance Scan 276 (4.911 min): BP007749.D\data.ms (-249) (-) m/z 60.00 100.00%
60.0

>

5000
R RREn A S ARRRRRERES:
‘ ’ 4.60 4.80 5.00 5.20
Olprrrtl L 164.8222.5280.8341.1400.7 5054 n/z 43.65  36.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4814: Butanoic acid, 3-methyl-
60.0
5000 T T T T[T T T[T rrir]
4.60 4.80 5.00 5.20
m/z 41.05 35.45%
O‘\\\‘Tl[“‘T\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4825: Butanoic acid, 3-methyl-
60.0
AR RAREaRRARNRARS:
4.60 4.80 5.00 5.20
5000 ITI/Z 45.00 22.39%
o_“tl‘w\HWH‘w‘HHW‘ww,‘m,wwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4826: Butanoic acid, 3-methyl- R R A RERENRR S
60.0 4.60 4.80 5.00 5.20
m/z 87.05 20.22%
O'J"‘ R A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102821\
Data File : BP@O@7749.D

Acqg On : 28 Oct 2021 12:47
Operator : CG/JU

Sample : M4282-09

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Butanoic acid, 2-methyl- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
5.028 3.76 ng/ul 569011 1,4-Dichlorobenzene-d4 7.934

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 90
2 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 80
3 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 78

4 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 78
5 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 72

Abundance Scan 296 (5.028 min): BP007749.D\data.ms (-284) (-) m/z 73.95 100.00%

74.0
5000

NS G
UL 1201081 2820 4.80 5.00 5.20 5.40
b 1| 13291931 2820 3561 4661 5404 n/z 57.85  53.05%

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4831: Butanoic acid, 2-methyl-
74.0
5000 U R I R B
4.80 5.00 5.20 5.40
‘ m/z 41.10 45.04%
O‘\\J\H“‘l\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4829: Butanoic acid, 2-methyl-
74.0
GO T e e
4.80 5.00 5.20 5.40
5000 ITI/Z 87.10 24.97%
OM",
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4817 Butanoic acid, 2-methyl- e EEaREERER S
74.0 4.80 5.00 5.20 5.40
m/z 73.05 23.17%
- L
m/z--> 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\BP102821\
Data File : BP@O@7749.D

Acqg On : 28 Oct 2021 12:47
Operator : CG/JU

Sample : M4282-09

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Cyclohexanol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
5.822 11.49 ng/ul 1740160 1,4-Dichlorobenzene-d4 7.934

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanol 100 C6H120 000108-93-0 95
2 Cyclohexanol 100 C6H120 000108-93-0 90
3 2-Hexen-1-o0l, (Z)- 100 C6H120 000928-94-9 64
4 2-Hexen-1-o0l, (E)- 100 C6H120 000928-95-0 64
5 2-Hexen-1-o0l, (E)- 100 C6H120 000928-95-0 59
Abundance Scan 431 (5.822 min): BP007749.D\data.ms (-426) (-) m/z 57.10 100.00%
57.1
5000

5.40 5.60 5.80 6.00 6.20

WJ1509210026803%504;3147295310 w2 82.05  48.42%

0
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #4266: Cyclohexanol
57.0
5000 [TT T[T rrrr[rrrrprr1

5.40 5.60 5.80 6.00 6.20
‘ m/z 67.05 29.20%

M\Hﬂlu[||
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

o

Abundance #4276: Cyclohexanol
57.0

5.40 5.60 5.80 6.00 6.20

5000 ITI z 44.05 22.67%
OMM,,
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #4292: 2-Hexen-1-ol, (Z)- BRERNREENE EEaEE
57.0 5.40 5.60 5.80 6.00 6.20

m/z 41.10 20.03%

0 1 A’ JU

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102821\
Data File : BP@O@7749.D

Acqg On : 28 Oct 2021 12:47
Operator : CG/JU

Sample : M4282-09

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Cyclohexanone Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
5.975 4.08 ng/ul 618323 1,4-Dichlorobenzene-d4 7.934

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone 98 C6H100 000108-94-1 91
2 Cyclohexanone 98 C6H100 000108-94-1 91
3 Cyclohexanone 98 C6H100 000108-94-1 91
4 Cyclohexanone 98 C6H100 000108-94-1 90
5 Cyclohexanone 98 C6H100 000108-94-1 83
Abundance Scan 457 (5.975 min): BP007749.D\data.ms (-447) (-) m/z 55.00 100.00%
55.0
RAmmaEsEmms e
5.60 5.80 6.00 6.20
ol Ad 13192 20702678 354.9 4470 5386 ./, 42,05 64.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3561: Cyclohexanone
55.0
5000 T T T I rrrrprrrrs
5.60 5.80 6.00 6.20
‘ ‘ m/z 98.05 46.92%
O‘\‘\'\ fJ\’!“\“\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3562: Cyclohexanone
55.0
O ARmEEAL L R
5.60 5.80 6.00 6.20
5000 m/z 41.05 31.34%
ohhlll,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3560: Cyclohexanone R ARRRREEES
55.0 5.60 5.80 6.00 6.20
m/z 69.10  28.06%
) AJ\
o‘“", “,‘/‘L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102821\
Data File : BP@O@7749.D

Acqg On : 28 Oct 2021 12:47
Operator : CG/JU

Sample : M4282-09

Misc :

ALS vial : 6

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Pentanoic acid, 2-methyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
6.428 13.23 ng/ul 2004180 1,4-Dichlorobenzene-d4 7.934
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 90
2 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 78
3 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 78
4 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 64
5 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 64

Abundance Scan 534 (6.428 min): BP0O07749.D\data.ms (-508) (-)
74.0

m/z 73.95 100.00%

—

5000
VANE A S —
1 ’ 6.20 6.40 6.60 6.80
o Abll, 14682091 2809 354.04132474.75830 ./, 43.05 37.69%
m/iz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9217: Pentanoic acid, 2-methyl-
74.0
5000 ]\‘HH‘HH’HH‘HH‘\H
6.20 6.40 6.60 6.80
m/z 41.05 21.60%
15. ‘
O‘\\P“‘“L!%l\‘l“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #9229: Pentanoic acid, 2-methyl-
74.0

N

6.20 6.40 6.60 6.80
5000 m/z 87.05 19.78%

15,

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

Abundance #9230: Pentanoic acid, 2-methyl- A ARERARENRES
74.0 6.20 6.40 6.60 6.80

m/z 73.00 18.69%

o

T

5000

o 15-“?”\ ¥

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

——

6.20 6.40 6.60 6.80

SFAM-EPA-BP102521.M Mon Nov 01 00:01:37 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102821\
Data File : BP@O@7749.D

Acqg On : 28 Oct 2021 12:47
Operator : CG/JU

Sample : M4282-09

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 unknown-01 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.610 15.32 ng/ul 1410860 Naphthalene-d8 10.734

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-Pyran, 2-[(6-chlorohexyl)oxy]... 220 C11H21Cl02 002009-84-9 47
2 Carbonic acid, allyl isohexyl ester 186 C10H1803 1000314-65-0 38
3 Furan, tetrahydro-2,5-dimethyl-,... 100 C6H120 002144-41-4 35
4 Cyclobutanecarboxylic acid, buty... 156 C9H1602 1000280-40-1 22
5 2-Cyclopropyl-2-propanol 100 C6H120 1000424-82-1 22

Abundance Scan 1075 (9.610 min): BP007749.D\data.ms (-1058) (-) 55.05 100.00%

55.0
- \fJ\,/x\//J\\AA
~
“ 241 ) 9.50 10.00
bl 207.0265.9 3409 4327 543.2 43.10  93.25%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #98448: 2H-Pyran, 2-[(6-chlorohexyl)oxy]tetrahydro-
8:

5000
950 1000
r7.0
41.10 86.89%
O “‘ H h\ \u‘ 11470 2190
T \\\\‘\\1\‘\\\\‘\!\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #60447: Carbonic acid, allyl isohexyl ester
41.0 j
e
950 1000
m/z 85.05 80.96%
5000 03.0 /
obillel] tas70
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4454: Furan, tetrahydro-2,5-dimethyl-, cis-
56.0 950 1000

m/z 56.05 57.57%

5000 ijxw///(J\
oLl

m/z--> 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\BP102821\
Data File : BP@O@7749.D

Acqg On : 28 Oct 2021 12:47
Operator : CG/JU

Sample : M4282-09

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 unknown-02 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.657 14.05 ng/ul 1294710 Naphthalene-d8 10.734

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-11-Tetradecen-1-o0l 212 C14H280 034010-15-6 38
2 Fumaric acid, trans-hex-3-enyl u... 352 C21H3604 1000348-89-1 35
3 2-Propenoic acid, cyclohexyl ester 154 C9H1402 003066-71-5 27
4 3-Hexyne 82 C6H10 000928-49-4 25
5 1,3-Butadiene, 2,3-dimethyl- 82 C6H10 000513-81-5 25

Abundance Scan 1083 (9.657 min): BP007749.D\data.ms (-1078) (-) m/z 41.10 100.00%

41.1
5000
— —
‘ \ F24-1 9.50 10.00
ol MIbLE, | 2102 282.93410 416947675365 ./, 56,19  88.41%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90114: cis-11-Tetradecen-1-o
82.0
5000 e ot
9.50 10.00
m/z 55.10 71.19%
s, \ ’ 194.0
O‘\\1\’\J\\“\l‘\l\“\h‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #261739: Fumaric acid, trans-hex-3-enyl undecyl ester

82.0
C ]
9.50 10.00
5000 ITI/Z 82.10 61.74%
oo meme
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32160: 2-Propenoic acid, cyclohexyl ester — —r—
55.0 9.50 10.00
m/z 67.10 56.56%
5000
OH,J.BGO L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.50 10.00

SFAM-EPA-BP102521.M Mon Nov 01 00:01:39 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102821\
Data File : BP@O@7749.D

Acqg On : 28 Oct 2021 12:47
Operator : CG/JU

Sample : M4282-09

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 unknown-03 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.146 11.26 ng/ul 1036820 Naphthalene-d8 10.734
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Octenoic acid, (E)- 142 C8H1402 005163-67-7 38
2 Hex-4-enylamine 99 C6H13N 055108-01-5 27
3 1,12-Tridecadiene 180 C13H24 021964-48-7 27
4 2-Hexyne 82 C6H1e0 000764-35-2 25
5 2-Aminopentanenitrile 98 C5H10N2 005699-69-4 22

Abundance Scan 1166 (10.146 min): BPO07749.D\data.ms (-1154) (- m/z 41.05 100.00%

41.0
5000
— —
! 0.1 10.00 10.50
ol MMMLY | 207.0266,9 341.03988460.7 5377  n/; s56.05 90.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22640: 3-Octenoic acid, (E)-
41.0
5000 T ‘ jk
10.00 10.50
‘ 12?0 m/z 55.10  86.70%
O‘\‘\‘ ‘liummll‘\‘l“\”\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3962: Hex-4-enylamine
30.0
— —
10.00 10.50
5000 ITI/Z 82.10 55.31%
|19
Ot e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #54997: 1,12-Tridecadiene —— —
41.0 10.00 10.50
m/z 67.10 53.01%
5000
I N % /b
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\BP102821\
Data File : BP@O@7749.D

Acqg On : 28 Oct 2021 12:47
Operator : CG/JU

Sample : M4282-09

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.522 13.07 ng/ul 1203570 Naphthalene-d8 10.734
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 91
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
3 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
4 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
5 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83

Abundance Scan 1230 (10.522 min): BPO07749.D\data.ms (-1222) (-  m/z 57.05 100.00%

57.0
5000
RN

10.50
132.0
Ol JJ'J“ |72 200026703279 429.24930  m/z 45.05 92.99%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 — :

10.50

m/z 41.05 36.40%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0

o

=T
10.50
5000 ITI/Z 75.05 21.95%
ol‘w.n.lsz-?
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)- — =
57.0 10.50
m/z 56.10 16.26%
5000
ks L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102821\
Data File : BP@O@7749.D

Acqg On : 28 Oct 2021 12:47
Operator : CG/JU

Sample : M4282-09

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 2-Undecanone Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.075 7.40 ng/ul 681350 Naphthalene-d8 10.734
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Undecanone 170 C11H220 000112-12-9 94
2 2-Undecanone 170 C11H220 000112-12-9 91
3 2-Undecanone 170 C11H220 000112-12-9 91
4 2-Dodecanone 184 C12H240 006175-49-1 78
5 2-0Octanone 128 C8H160 000111-13-7 78

Abundance Scan 1494 (12.075 min): BPO07749.D\data.ms (-1489) (- m/z 58.05 100.00%

58.0
5000
T T
‘ 1701 12.00
ol 2T 281.93407401.0463.0524.4 [/, 43.05  83.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #45383: 2-Undecanone
58.0
5000 —r ‘
12.00
m/z 71.10 35.71%
il 1700
O‘\\\’!\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #45384: 2-Undecanone
58.0
T [
12.00
5000 ITI/Z 59.05 26.69%
170.0
LT S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #45375: 2-Undecanone —
43.0 12.00
m/z 41.10 21.97%
5000
H || 11001700
o+ —4
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102821\
Data File : BP@O@7749.D

Acqg On : 28 Oct 2021 12:47
Operator : CG/JU

Sample : M4282-09

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 unknown-04 Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.

12.222 3.11 ng/ul 286355 Naphthalene-d8 10.734
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methyloctanoic acid 158 C9H1802 006061-10-5 43
2 3-Pentanol, 2,3,4-trimethyl- 130 C8H180 003054-92-0 43
3 2,2-Dimethyl-5-hexen-3-0l 128 C8H160 019550-89-1 43
4 3-Methylundecanoic acid 200 C12H2402 065781-38-6 42
5 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 42

Abundance Scan 1519 (12.222 min): BPO07749.D\data.ms (-1508) (-  m/z 86.95 100.00%
87.0

-

5000
\ 'M | 157-1218.4280.9 355.1 1299 1250
Ol 12184 2809 359.14153 8005 n/z 6@.00  57.71%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35319: 3-Methyloctanoic acid
87.0
5000 A e
12.00 12.50
29 m/z 43.10 44 .48%
()”HJ‘”J f\\\J-\S‘WB\O\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15777: 3-Pentanol, 2,3,4-trimethyl-
87.0
— =
12.00 12.50
5000 m/z 57.05  43.46%
OIJJ“,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14441: 2,2-Dimethyl-5-hexen-3-ol P —r
87.0 12.00 12.50
m/z 41.10 39.76%
) Ji
o“h’,, —-1 e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102821\
Data File : BP@@7749.D

Acqg On : 28 Oct 2021 12:47

Operator : CG/JU

Sample : M4282-09

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.M
: SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 unknown-©5 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.404 37.34 ng/ul 3439460 Naphthalene-d8 10.734
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropanecarboxylic acid, 3-m... 154 C9H1402 1000299-37-4 47
2 Ethyl cyclopropanecarboxylate 114 C6H1002 004606-07-9 45
3 2-Butenoic acid, 2-propenylidene... 210 C11H1404 055030-70-1 42
4 Isoamyl crotonate 156 C9H1602 1010429-17-3 40
5 Crotonic anhydride 154 C8H1003 000623-68-7 38

Abundance Scan 1550 (12.404 min): BPO07749.D\data.ms (-1539) (-  m/z 69.05 100.00%
69.0
5000 /\\
=
il
ol dubl] 1539217228093409 420148785060 /s a116  29.26%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32254: Cyclopropanecarboxylic acid, 3-methylbut-2-eny
69.0
5000 T
12.50
m/z 39.10 20.59%
O‘\\“W\\[J\ f”\l‘f\}\5‘4\.\0\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8196: Ethyl cyclopropanecarboxylate
69.0
e
12.50
5000 m/z 87.85 17.57%
om\},,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #86909: 2-Butenoic acid, 2-propenylidene ester P
69.0 12.50
m/z 103.00 16.61%
5000
ol L 1410 2100
P ST e e P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102821\

Data File : BP@
Acqg On : 28
Operator : CG/
Sample : M42
Misc :

ALS vial : 6

Quant Method
Quant Title

TIC Library

Library Search Compound Report

07749.D

Oct 2021 12:47
Ju

82-09

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 4-Ethylcyclohexene Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
12.840 2.56 ng/ul 356479  Acenaphthene-d10 14.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Ethylcyclohexene 110 C8H14 003742-42-5 58
2 Cyclohexane, ethylidene- 110 C8H14 001003-64-1 52
3 2-Heptyne 96 C7H12 001119-65-9 49
4 5-Tridecene 180 C13H24 060186-80-3 43
5 1,4-Hexadiene, 4-methyl- 96 C7H12 001116-90-1 38

Abundance Scan 1624 (12.840 min): BPO07749.D\data.ms (-1618) (-  m/z 55.05 100.00%

55.0
5000
— —
rffi 207.0268.9 340.9 414.9 12:50 1300
0 bbby ©7072689 3409 4149 5210 - y; g1.e5  79.15%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6688: 4-Ethylcyclohexene
81.0
5000 = —
12.50 13.00
l } m/z 41.10  73.89%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #6725: Cyclohexane, ethylidene-

81.0

= T
12.50 13.00

5000 m/z 54.00 60.99%

15“}? Li \‘

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

o

1
T

-

Abundance #3189: 2-Heptyne = —
81.0 12.50 13.00
m/z 67.10 58.65%
) Jﬂ“meﬁwﬂ]\Jk&AwA»Jx
O|LJJ‘, e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102821\
Data File : BP@O@7749.D

Acqg On : 28 Oct 2021 12:47
Operator : CG/JU

Sample : M4282-09

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 Benzenebutanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.734 12.83 ng/ul 1790440  Acenaphthene-d10 14.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenebutanoic acid 164 C10H1202 001821-12-1 91
2 Benzenebutanoic acid 164 C1OH1202 001821-12-1 90
3 Benzenebutanoic acid 164 C10H1202 001821-12-1 87
4 Benzeneethanamine, N,N-bis(penta... 413 C14H9F10NO2 1000463-67-6 72
5 Benzenepropanoic acid, methyl ester 164 C10H1202 000103-25-3 72

Abundance Scan 1776 (13.734 min): BPO07749.D\data.ms (-1767) (- m/z 104.10 100.00%
104.1

—

5000
. )
39.0 164.1 13.50 14.00
obodblily |1 2668 sar14038  s157 7o) s 76,76k
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39190: Benzenebutanoic acid
104.0
5000 —— —r—
13.50 14.00
370’ 164.0 m/z 105.05 39.92%
O ‘\\J‘\‘\\Hh!‘\\m\l"\“\\\“‘\l\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39191: Benzenebutanoic acid
104.0
— _
13.50 14.00
5000 ITI/Z 65.10 17.92%
164.0
39.0 l
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39186: Benzenebutanoic acid —— —
104.0 13.50 14.00
m/z 146.05 14.88%
5000
164.0
39.0
A/ — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102821\
Data File : BP@O@7749.D

Acqg On : 28 Oct 2021 12:47
Operator : CG/JU

Sample : M4282-09

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 3,7-Dimethyloct-6-en-1-yl d... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
14.675 2.95 ng/ul 410954  Acenaphthene-d10 14.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,7-Dimethyloct-6-en-1-yl dodeca... 338 C22H4202 072934-07-7 58
2 3,7-Dimethyloct-6-en-1-yl tetrad... 366 C24H4602 003681-72-9 58
3 3,7-Dimethyloct-6-en-1-yl pa1m1tate 394 C26H5002 007243-93-8 53
4 3,7-Dimethyloct-6-en-1-yl tetrad... 366 C24H4602 003681-72-9 53
5 6-Octen-1-0l1, 3,7-dimethyl-, for... 184 C11H2002 000105-85-1 52

Abundance Scan 1936 (14.675 min): BP007749.D\data.ms (-1931) (-~ m/z 69.10 100.00%

69.1 ‘
5000
128.0
s —

19?'1 14.50 15.00

2
0 Jﬁmywp‘H‘H"f?9‘§4ﬁ?u‘ﬁ3%9‘§97?‘_ m/z 55.10  78.05%

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

Abundance #246410: 3,7-Dimethyloct-6-en-1-yl dodecanoate
69.0

[y
[ee]
o

5000
14.50 15.00

m/z 81.10 61.67%

JOLLALLL ) 202.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #275501: 3,7-Dimethyloct-6-en-1-yl tetradecanoate

o

%

81.0
14.50 15.00
5000 m/z 41.10 51.59%
1
ool e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #298397: 3,7-Dimethyloct-6-en-1-yl palmitate —— ——
81.0 14.50 15.00
m/z 82.10 44.20%
5000

139.0
0 L L H‘ | 23?'0 311.0
N e e o e e M ARRAREEEES

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50 15.00

a
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102821\
Data File : BP@O@7749.D

Acqg On : 28 Oct 2021 12:47
Operator : CG/JU

Sample : M4282-09

Misc :

ALS vial : 6

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 unknown-06 Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
14.904 3.17 ng/ul 441594  Acenaphthene-d10 14.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Bicyclo[2.2.1]heptane, 2,2-dimet... 136 C1OH16 000497-32-5 42
2 Bicyclo[2.2.1]heptane, 2,2-dimet... 136 C1@H16 000497-32-5 42
3 1-Dodecyne 166 C12H22 000765-03-7 27
4 (3E,6E)-Nona-3,6-dienyl 2,2,3,3,... 336 C13H15F702 1000366-94-9 27
5 7-Oxabicyclo[4.1.0]heptane, 3-ox... 140 C8H1202 000106-87-6 25

Abundance Scan 1975 (14.904 min): BPO07749.D\data.ms (-1968) (- m/z 67.10 100.00%
67.1

o /JNNNAVVKJxk\AmA\NﬁM
36.1 —
“\ h 'M’ 1952 280.93411 4161 5107 1500
om‘mw“:wmww S A e m/z 81.85  91.19%
mlz--> 100 150 200 250 300 350 400 450 500 550
Abundance #18230 B|cyc|0[2 2.1]heptane, 2,2-dimethyl-5-methylene
79.0
5000 T
136.0 15.00
m/z 41.10 72.24%
O\\\“‘H\‘H\ VV’
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #18224. Bicyclo[2.2.1]heptane, 2,2-dimethyl-5-methylene
79.0
—r—
15.00
5000 m/z 79.10 67.58%
136.0
om”“mw\! M’,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #41510: 1-Dodecyne —
81.0 15.00
m/z 55.05 58.24%
h M
o""“\, —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102821\
Data File : BP@O@7749.D

Acqg On : 28 Oct 2021 12:47
Operator : CG/JU

Sample : M4282-09

Misc :

ALS vial : 6

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 Tetradecanoic acid Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
16.739 11.27 ng/ul 1716140 Phenanthrene-d10 17.328
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 95
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Tetradecanoic acid 228 C14H2802 000544-63-8 68

Abundance Scan 2287 (16.739 min): BPO07749.D\data.ms (-2281) (- m/z 73.00 100.00%
3.0

3

—

5000
185.1
— ‘
W‘ 16.50 17.00
ob LI Ly 126693278 401145095190 /2 co 00 82.50%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109279: Tetradecanoic acid
73.0
5000 —— ‘

16.50 17.00
m/z 43.05 68.33%

185.0

L5-$H\ mMAﬁ i

R \\[WH\‘\Hr‘\H\‘\H\‘H\\‘H\\‘HH‘HH‘HH‘\

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

o

%

Abundance #109283: Tetradecanoic acid
73.0
16.50 17.00
5000 m/z 55.05 60.37%
185.0
oh’JNMU\\l
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid — = e
73.0 16.50 17.00
m/z 41.10 60.06%
5000
L 228.0
o“‘,’ sl SONNSL S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00
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Data Path :
Data File
Acqg On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102821\
. BP@O7749.D
: 28 Oct 2021 12:47

Operator : CG/JU

Sample
Misc :
ALS vial : 6

Quant Method
Quant Title

TIC Library

: M4282-09

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 20 unknown-07 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
16.828 9.41 ng/ul 1432500  Phenanthrene-d10 17.328
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclopropanecarboxylic acid, 2-m... 170 C10H1802 1000354-65-8 36
2 Ethyl cyclopropanecarboxylate 114 C6H1002 004606-07-9 36
3 2-Butenoic acid, 2-propenylidene... 210 C11H1404 055030-70-1 33
4 3,3,7-Trimethyl-4-oxa-7-octen-1-0l 172 C10H2002 069161-47-3 9

5 Oxazolidin-2-one, N-[(E)-butenoyl]- 155 C7H9NO3 1010156-45-5 9

Abundance Scan 2302 (16.828 min): BP007749.D\data.ms (-2297) (-
69.1

m/z 69.10 100.00%

5000

%

— i
155.1 16.50 17.00
‘H‘W_ %JH“mwu‘H‘5519_34%?H‘_4ﬂ?959§4u“ m/z 41.10 17.54%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #45217: Cyclopropanecarboxylic acid, 2-methylpentyl est
69.0

o

-

5000 = —
16.50 17.00
m/z 87.05 15.58%
()Jl \’\l‘]-\z\?.\o‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8196: Ethyl cyclopropanecarboxylate
69.0
— =
16.50 17.00
5000 ITI/Z 43.10 11.35%
omH ulwmwm_‘H_mwWm_m_m_m_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #86909: 2-Butenoic acid, 2-propenylidene ester o ==
69.0 16.50 17.00
m/z 39.05 10.24%
ol | 1410 2100
P ST e e e == -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102821\
Data File : BP@O@7749.D

Acqg On : 28 Oct 2021 12:47
Operator : CG/JU

Sample : M4282-09

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 21 unknown-08 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
17.269 4.03 ng/ul 613187  Phenanthrene-die 17.328
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyl-4-nitrophenol 153 C7H7NO3 000099-53-6 38
2 Benzoic acid, 2-amino-3-hydroxy- 153 C7H7NO3 000548-93-6 38
3 1-Cyclohexanone, 2-methyl-2-(3-m... 196 C12H2002 1000196-69-4 35
4 3,4-Bis(Methoxycarbonyl)furan 184 C8H805 004282-33-1 35
5 4-Nitro-1,3-phenylenediamine 153 C6H7N302 005131-58-8 30

Abundance Scan 2377 (17.269 min): BPO07749.D\data.ms (-2372) (- m/z 153.00 100.00%

158.0
55.0
5000
—— =
| L i ) 505 os
o MAMALILL | 224.2284.9 3558 4257 5360 1/, 55.65  63.90%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30609: 2-Methyl-4-nitropheno
770 158.0
5000 B =
17.00 17.50
m/z 81.10 57.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30671: Benzoic acid, 2-amino-3-hydroxy-
158.0
o !
17.00 17.50
5000 m/z 67.05 43.69%
79.0
0 e e e e e e

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

Abundance #71464: 1-Cyclohexanone, 2-methyl-2-(3-methyl-2-oxobu —5 —
153.0 17.00 17.50

m/z 123.05 41.65%

43.0

| J | n’ N ‘ \

‘\\\\‘\\\\‘\\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ ‘ T ‘ T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00 17.50

5000

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102821\
Data File : BP@O@7749.D

Acqg On : 28 Oct 2021 12:47
Operator : CG/JU

Sample : M4282-09

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 22 2-Heptadecanone Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.869 5.45 ng/ul 829650  Phenanthrene-die 17.328
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptadecanone 254 C17H340 002922-51-2 98
2 2-Nonadecanone 282 C19H380 000629-66-3 91
3 2-Hexadecanone 240 C16H320 018787-63-8 90
4 2-Tridecanone 198 C13H260 000593-08-8 83
5 2-Heptadecanone 254 C17H340 002922-51-2 83

Abundance Scan 2479 (17.869 min): BPO07749.D\data.ms (-2474) (- m/z 58.05 100.00%

58.0
5000 AQ/LM
‘ 1750 1800
127.1 194.2254.2 : :
0 Hs‘}'!“\l"‘mw"‘w"H"‘H"3““1‘7”4‘1‘5“1“““59‘9‘5‘4‘?" m/z 43.10  74.67%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141023: 2-Heptadecanone
58.0
5000 N W
17.50 18.00
m/z 59.10 57.76%
\\\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176349: 2-Nonadecanone
58.0
— —r—
17.50 18.00
5000 m/z 71.10 44.18%
R A R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #123927: 2-Hexadecanone — ‘Jx\‘ ‘
58.0 17.50 18.00
m/z 41.10 23.73%
5000
||| 125018202400
O+ e A e e e e e — ——
m/z--> 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\BP102821\
Data File : BP@O@7749.D

Acqg On : 28 Oct 2021 12:47
Operator : CG/JU

Sample : M4282-09

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 23 2-Hexadecanol Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
17.910 2.23 ng/ul 339840 Phenanthrene-d10 17.328
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexadecanol 242 C16H340 014852-31-4 94
2 2-Heptadecanol 256 C17H360 016813-18-6 91
3 Henicosan-2-ol 312 C21H440 121232-91-5 91
4 2-Tetradecanol 214 C14H300 004706-81-4 90
5 2-Pentadecanol 228 C15H320 001653-34-5 64

Abundance Scan 2486 (17.910 min): BPO07749.D\data.ms (-2483) (- m/z 45.05 100.00%

45.0
5000
,
“W 910.2 18.00
o M‘|"Ma_"‘_‘“2‘9‘7“1‘_“3‘5‘5"‘5“4‘39‘?”595(?”_ m/z 57.05 31.18%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126375: 2-Hexadecano
45.0
5000 R
18.00
m/z 43.10  29.43%
gz a0
O\\ \‘\HH\‘\\\\‘[‘!!\\T‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143649: 2-Heptadecano
453.0
-
18.00
5000 ITI/Z 55.10 25.74%
o1 2ano 20
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215082: Henicosan-2-ol —
45.0 18.00
m/z 41.10 22.64%
5000
oLl rl\laso 294.0
. ‘H‘w“u“u“u“w“w“u“u“u“_“w“u“ ——
m/z--> 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\BP102821\
Data File : BP@O@7749.D

Acqg On : 28 Oct 2021 12:47
Operator : CG/JU

Sample : M4282-09

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 24 (E)-Hexadec-9-enoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.169 7.08 ng/ul 1077440  Phenanthrene-d10 17.328
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-Hexadec-9-enoic acid 254 C16H3002 010030-73-6 99
2 Palmitoleic acid 254 C16H3002 000373-49-9 98
3 cis-7-Hexadecenoic acid 254 C16H3002 002416-19-5 96
4 Palmitoleic acid 254 C16H3002 000373-49-9 96
5 Oxacycloheptadecan-2-one 254 C16H3002 000109-29-5 91

Abundance Scan 2530 (18.169 min): BPO07749.D\data.ms (-2522) (-  m/z 55.05 100.00%

55.0 ‘
5000 jt

—
3.1 236.2 18.00 18.50

o ,MM b L 35474173 4B7.0545.5 /7 69,10  55.88%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #140810: (E)-Hexadec-9-enoic acid
55.0
A =

o

5000 ‘
18.00 18.50
k{ m/z 41.05 50.31%
()IL’J> \\Jh\ll\‘ﬂ \\“12?’\?.‘0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #140796: Palmitoleic acid
55.0
\
1800 1850
5000 m/z 83.05 37.50%

o

J 236.0

‘WN‘JW& e

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

Abundance #140807: cis-7-Hexadecenoic acid P ‘

—
55.0 18.00 18.50
m/z 97.05 31.79%

5000 AA\
0 J \"“lh Il nhl || i 236 0 —— T

—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102821\
Data File : BP@O@7749.D

Acqg On : 28 Oct 2021 12:47
Operator : CG/JU

Sample : M4282-09

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 25 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

18.263 190.34 ng/ul 28975500  Phenanthrene-d10 17.328
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 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
5 Tridecanoic acid 214 C13H2602 000638-53-9 92

Abundance Scan 2546 (18.263 min): BPO07749.D\data.ms (-2535) (- m/z 73.05 100.00%

73.0
5000 213.2
— —
‘H SH ‘ 18.00 18.50
ol AL T | 3153 400945085181 /) 69,05  77.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 LA LN
18.00 18.50
“ 213.0 m/z 43.10 70.89%
O‘\\\‘H \l\‘i‘llh\“\\‘J\!\\‘\‘\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
43.
0 256.0 R
P —
18.00 18.50
5000 m/z 55.10 65.75%
129.0
I 1TAEES
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid P =
73.0 18.00 18.50
m/z 41.10 63.58%
256.0
5000
“ 57.0
o Ll L -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102821\
Data File : BP@O@7749.D

Acqg On : 28 Oct 2021 12:47
Operator : CG/JU

Sample : M4282-09

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 26 O0Oleic Acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.380 21.25 ng/ul 3605440 Chrysene-d12 21.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 99
2 9-Octadecenoic acid 282 C18H3402 002027-47-6 98
3 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 97
4 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 97
5 cis-Vaccenic acid 282 C18H3402 000506-17-2 96

Abundance Scan 2736 (19.380 min): BPO07749.D\data.ms (-2721) (-~ m/z 55.10 100.00%

55.1
5000
== —r
m 264.1 19.00 19.50
o AL wm (A94% | 35504181 4891548 /) 69 o5 76.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176205: Oleic Acid
41.0
5000 == —
19.00 19.50
} m/z 41.10 65.24%
264.0
()l l[ "“ﬂhll?go“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176210: 9-Octadecenoic acid
55.0
== —
19.00 19.50
5000 264.0 m/z 83.05 59.43%
R T—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176220: 9-Octadecenoic acid, (E)- - —
55.0 19.00 19.50
m/z 97.10 49.00%
264.0
5000
e, L
m/z--> 0 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\BP102821\
Data File : BP@O@7749.D

Acqg On : 28 Oct 2021 12:47
Operator : CG/JU

Sample : M4282-09

Misc :

ALS vial : 6

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 27 Octadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
19.463 32.99 ng/ul 5597240 Chrysene-d12 21.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 99
4 Octadecanoic acid 284 C18H3602 000057-11-4 98
5 Octadecanoic acid 284 C18H3602 000057-11-4 94

Abundance Scan 2750 (19.463 min): BP0O07749.D\data.ms (-2745) (-

3

m/z 73.00 100.00%

5000
185.1

ﬁ

284.3

i | o
ST “LMMH_ML L 343.0400.9461.05190 /7 43,10 87.02%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
—

5000
19.50

m/z 60.00  81.42%

o

‘H 185 0 2840
hu“ 1 \

. |

O‘\\"\‘ ‘f‘\[1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #179091: Octadecanoic acid
43.0
e
19.50
5000 129.0 m/z 57.10  76.54%
284.0
o Ml 22
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid -
73.0 19.50
m/z 55.10 72.08%
5000 284.0
185.0
oli ‘Wm\\ =
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102821\
Data File : BP@O@7749.D

Acqg On : 28 Oct 2021 12:47
Operator : CG/JU

Sample : M4282-09

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 28 unknown-09 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
20.422 10.58 ng/ul 1795530 Chrysene-d12 21.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Heptadecanone 254 C17H340 000540-08-9 38
2 1-Azacyclononan-2-one 141 C8H15NO 000935-30-8 38
3 Cyclododecanone 182 C12H220 000830-13-7 25
4 5-Decanone 156 C10H200 000820-29-1 18
5 1-Tridecene 182 C13H26 002437-56-1 15

Abundance Scan 2913 (20.422 min): BPO07749.D\data.ms (-2909) (-  m/z 71.05 100.00%

71.0 |
5000 141.1
—
I ‘ \‘n“i} MF 280.1341.8403.1 475.8535.2 20.50
0ty H,!muku_ww T e 2eE  m/z 55.10  95.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141019: 9-Heptadecanone
71.0
141.0
5000 U
20.50
m/z 57.05 78.96%
O‘\\"\““\“‘\M\H}l\i\“‘\‘\"\L\‘Z\:‘L\J‘\.p\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #21930: 1-Azacyclononan-2-one
30.0
—
20.50
5000 ITI/Z 43.10 75.95%
1240
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #56832: Cyclododecanone T
55.0 20.50
m/z 41.10 64.38%
O‘l”mA'mdsﬁo“ e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.50
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Data Path :
Data File :
Acqg On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102821\
BP007749.D
: 28 Oct 2021 12:47

Operator : CG/JU

Sample
Misc :
ALS vial : 6

Quant Method
Quant Title

TIC Library

: M4282-09

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 29 Trifluoroacetoxy hexadecane Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
21.133  4.15 ng/ul 70418l Chrysene-diz 21.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluoroacetoxy hexadecane 338 Cl8H33F302  006222-03-3 94

088104-31-8 94
959261-23-5 94
1000351-88-8 94
959092-08-1 94

2 2- Chloropropionic acid, octadec... 360 C21H41C102
3 Heptafluorobutyric acid, pentade... 424 C19H31F702
4 Nonadecyl pentafluoropropionate 430 C22H39F502
5 Pentafluoropropionic acid, penta... 374 C18H31F502

Abundance Scan 3034 (21.133 min): BP007749.D\data.ms (-3030) (-  m/z 57.10 100.00%
57.1

%

5000
195.1
{ ‘ 2000 2810 3551 21.00 21.50
ob— AL M‘Uw fortio 2810 3551413.9475.1534.7  n/z 83.10  84.93%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #245846: Trifluoroacetoxy hexadecane
57.0
5000 S— —
21.00 21.50
m/z 55.10 84.78%
1] le 196.0 269.0
O‘\\\ ’\f}f{\‘\\f‘\\\\‘\f\\‘\f\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

—

Abundance  #269867: 2- Chloropropionic acid, octadecyl ester
57.0
21.00 21.50
5000 m/z 97.10 81.37%
ol
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester T —
57.0 21.00 21.50
m/z 43.10 80.04%
5000
5.0
o L 200 s E—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102821\
Data File : BP0@7749.D

Acqg On : 28 Oct 2021 12:47
Operator : CG/JU

Sample : M4282-09

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP102521.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|
Propanoic acid,... 3.693 2.3 ng/ul 343376 1 7.934 3029560 20.0
Isocrotonic acid 4.693 3.6 ng/ul 547923 1 7.934 3029560 20.0
Butanoic acid, 4.911 14.5 ng/ul 2198530 1 7.934 3029560 20.0
Butanoic acid, 5.028 3.8 ng/ul 569011 1 7.934 3029560 20.90
Cyclohexanol 5.822 11.5 ng/ul 1740160 1 7.934 3029560 20.0
Cyclohexanone 5.975 4.1 ng/ul 618323 1 7.934 3029560 20.0
Pentanoic acid,... 6.428 13.2 ng/ul 2004180 1 7.934 3029560 20.0
unknown-01 9.610 15.3 ng/ul 1410860 2 10.734 1842410 20.0
unknown-02 9.657 14.1 ng/ul 1294710 2 10.734 1842410 20.0
unknown-03 10.146 11.3 ng/ul 1036820 2 10.734 1842410 20.0
Ethanol, 2-(2-b... 10.522 13.1 ng/ul 1203570 2 10.734 1842410 20.0
2-Undecanone 12.075 7.4 ng/ul 681350 2 10.734 1842410 20.0
unknown-04 12.222 3.1 ng/ul 286355 2 10.734 1842410 20.0
unknown-05 12.404 37.3 ng/ul 3439460 2 10.734 1842410 20.0
4-Ethylcyclohexene 12.840 2.6 ng/ul 356479 3 14.569 2790100 20.0
Benzenebutanoic... 13.734 12.8 ng/ul 1790440 3 14.569 2790100 20.0
3,7-Dimethyloct... 14.675 3.0 ng/ul 410954 3 14.569 2790100 20.0
unknown-06 14.904 3.2 ng/ul 441594 3 14.569 2790100 20.0
Tetradecanoic acid 16.739 11.3 ng/ul 1716140 4 17.328 3044680 20.0
unknown-07 16.828 9.4 ng/ul 1432500 4 17.328 3044680 20.0
unknown-08 17.269 4.0 ng/ul 613187 4 17.328 3044680 20.0
2-Heptadecanone 17.869 5.5 ng/ul 829650 4 17.328 3044680 20.0
2-Hexadecanol 17.910 2.2 ng/ul 339840 4 17.328 3044680 20.0
(E)-Hexadec-9-e... 18.169 7.1 ng/ul 1077440 4 17.328 3044680 20.0
n-Hexadecanoic ... 18.263 190.3 ng/ul 28975500 4 17.328 3044680 20.0
Oleic Acid 19.380 21.3 ng/ul 3605440 5 21.416 3393000 20.0
Octadecanoic acid 19.463 33.0 ng/ul 5597240 5 21.416 3393000 20.0
unknown-09 20.422 10.6 ng/ul 1795530 5 21.416 3393000 20.0
Trifluoroacetox... 21.133 4.2 ng/ul 704181 5 21.416 3393000 20.0
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