LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0OO7554.D

Acqg On : 21 Oct 2021 14:37
Operator : CG/JU

Sample : M4262-03

Misc :

ALS Vvial : 12 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-BP101421.M
Title : SVOA CALIBRATION

Signal : TIC: BP@@7554.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.352 7 11 12 rBv4 7210 8383 0.16% 0.018%
2 3.375 12 15 18 rw 43750 61972 1.19% 0.132%
3 3.411 18 21 32 rVB 256198 337838 6.48% 0.718%
4 3.664 59 64 72 rBV 40047 56985 1.09% 0.121%
5 3.811 87 89 97 rBV 38575 64349 1.23% 0.137%
6 3.999 116 121 125 rBV 42217 66293 1.27% 0.141%
7 4.040 125 128 133 rVB 27627 36361 ©0.70% 0.977%
8 4.128 140 143 147 rVB2 11916 14367 0.28% 0.031%
9 4.222 156 159 165 rVB4 10858 15457 0.30% 0.033%
10 4.799 249 257 263 rW 62466 107580 2.06% 0.229%
11  4.952 272 283 290 rVB 77450 140385 2.69% 0.299%
12 5.052 296 300 306 rVB3 6957 12280 0.24% 0.026%
13 5.393 350 358 365 rBV 53170 95277 1.83% 0.203%
14 6.034 463 467 473 rVB3 10881 17167 ©.33% 0.037%
15 6.340 510 519 532 rBV 88495 167216  3.21% 0.356%
16 6.952 615 623 628 rBV2 62616 108185 2.07% 0.230%
17 7.111 644 650 660 rVB 195944 325170 6.23% 0.691%
18 7.275 672 678 694 rVB 564318 897936 17.22% 1.910%
19 7.481 706 713 720 rW 600703 971053 18.62% 2.065%
20 7.552 720 725 733 rVB 96318 147477 2.83% 0.314%
21 7.740 751 757 766 rVB 162958 246137 4.72% 0.523%
22 7.869 774 779 786 rBvV2 15127 25864 0.50% 0.055%
23 7.952 786 793 800 rVW 591530 943495 18.09%  2.006%
24 8.022 800 805 810 rVB 18189 28110 ©0.54% 0.060%
25 8.199 830 835 842 rVBS 9467 16577 ©0.32% 0.035%
26 8.381 861 866 875 rVB7 6188 13803 0.26% 0.029%
27 8.510 885 888 892 rBV5S 9264 14971 0.29% 0.032%
28 8.658 905 913 920 rBV 496916 816691 15.66% 1.737%
29 8.710 920 922 928 rvVB3 12279 17047 0.33% 0.036%
30 9.105 980 989 1000 rBV 675628 1104834 21.18% 2.350%
31 9.228 1006 1010 1014 rVB6 6495 10452 0.20% 0.022%
32 9.287 1014 1020 1025 rBv4 11912 17921 0.34% 0.038%
33 9.575 1057 1069 1075 rVB2 16707 33144 0.64% 0.070%
34 9.834 1104 1113 1120 rBV 503375 828207 15.88% 1.761%
35 10.063 1147 1152 1153 rBV5 5537 6734 0.13% 0.014%
36 10.093 1156 1157 1161 rVB4 7603 7735 0.15% 0.016%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0OO7554.D

Acqg On : 21 Oct 2021 14:37
Operator : CG/JU

Sample : M4262-03

Misc :

ALS Vvial : 12 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-BP101421.M
Title : SVOA CALIBRATION
37 10.375 1196 1205 1215 rBV 806044 1372394 26.31% 2.918%
38 10.446 1215 1217 1225 rVB9S 4866 10370 ©0.20% 0.022%
39 10.540 1225 1233 1245 rBV 473485 782509 15.00% 1.664%
40 10.757 1256 1270 1281 rBV 792677 1327710 25.46%  2.823%
41 10.887 1283 1292 1300 rBV 103127 184653 3.54% ©.393%
42 11.110 1326 1330 1332 rBV5 4487 5852 0.11% 0.012%
43 11.169 1336 1340 1347 rVB9 4722 10268 0.20% 0.022%
44 11.275 1354 1358 1365 rVB3 5518 10884 0.21% ©0.023%
45 11.410 1371 1381 1385 rBV6 6990 14883 0.29% 0.032%
46 11.499 1390 1396 1400 rBV7 6524 11401 0.22% 0.024%
47 11.546 1400 1404 1409 rBV6 5511 9136 0.18% 0.019%
48 11.951 1469 1473 1477 rBV2 24799 39061 0.75% ©0.083%
49 11.999 1477 1481 1482 rVv2 28493 40349 0.77% ©0.086%
50 12.016 1482 1484 1488 rVV 34119 46695 0.90% 0.099%
51 12.063 1488 1492 1501 rVB3 33048 65947 1.26% ©.140%
52 12.199 1510 1515 1518 rBvV7 8565 13994 0.27% 0.030%
53 12.240 1518 1522 1526 rVwv3 11913 20922 0.40% 0.044%
54 12.287 1526 1530 1534 rVW4 5563 9553 0.18% 0.020%
55 12.340 1534 1539 1544 rVB3 15579 25883 0.50% ©.055%
56 12.793 1612 1616 1619 rBV6 5224 6511 0.12% 0.014%
57 12.957 1639 1644 1649 rBV3 8582 13282 ©.25% ©0.028%
58 13.204 1682 1686 1691 rwv2 12872 18294 ©.35% ©0.039%
59 13.434 1720 1725 1729 rBV6 7973 11596 0.22% 0.025%
60 13.498 1729 1736 1741 rVV5 10688 19842 0.38% 0.042%
61 13.557 1742 1746 1751 rVB7 7147 10231 0.20% 0.022%
62 13.710 1764 1772 1776 rBV5 7716 13140 0.25% 0.028%
63 13.998 1814 1821 1827 rBV 1520325 2184021 41.87% 4.644%
64 14.051 1827 1830 1835 rVB6 14467 21411 0.41%  0.046%
65 14.275 1858 1868 1877 rBV 1650386 2549800 48.89% 5.422%
66 14.475 1898 1902 1904 rBVS5 4928 7808 0.15% 0.017%
67 14.504 1904 1907 1911 rVB2 7538 8905 0.17% 0.019%
68 14.587 1913 1921 1931 rBV 1248415 1884393 36.13% 4.007%
69 14.769 1943 1952 1958 rBV 198648 304038 5.83% 0.647%
70 15.004 1988 1992 1995 rBV6 11705 17616 0.34% 0.037%
71 15.140 2008 2015 2040 rBV 165400 585379 11.22% 1.245%
72 15.404 2056 2060 2065 rBV2 21645 32343 0.62% 0.069%
73 15.457 2065 2069 2072 rVB4 9973 11088 0.21% 0.024%
74 15.581 2083 2090 2099 rBV 2266657 3320671 63.66% 7.062%
75 15.687 2103 2108 2115 rBV 549889 793769 15.22% 1.688%
76 15.822 2126 2131 2135 rBV 27021 37806 ©.72% ©.080%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0OO7554.D

Acqg On : 21 Oct 2021 14:37
Operator : CG/JU

Sample : M4262-03

Misc :

ALS Vvial : 12 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-BP101421.M
Title : SVOA CALIBRATION

77 15.951 2149 2153 2155 rBV4 5382 7485 0.14% 0.016%
78 16.022 2160 2165 2170 rBV9 13043 25171 0.48% 0.054%
79 16.269 2202 2207 2209 rBV6 6886 12144 0.23% 0.026%
80 16.316 2213 2215 2218 rVB4 6157 6367 0.12% 0.014%
81 16.381 2223 2226 2230 rVB6 10314 15939 0.31% 0.034%
82 16.486 2242 2244 2249 rVB6 7504 9855 0.19% 0.021%
83 16.592 2259 2262 2266 rBV5 8918 12248 0.23% 0.026%
84 16.745 2284 2288 2293 rVB7 12189 18947 ©.36% 0.040%
85 17.092 2344 2347 2350 rBV2 18482 26504 ©.51% ©0.056%
86 17.339 2383 2389 2396 rBV 1537346 2174348 41.69% 4.624%
87 17.439 2399 2406 2415 rBV2 2831827 4075535 78.14% 8.667%
88 18.022 2501 2505 2510 rVB 90563 106387 2.04%  ©.226%
89 18.233 2537 2541 2550 rBV 348167 490262 9.40% 1.043%
90 19.257 2713 2715 2722 rVB5 35955 45163 0.87% ©.096%
91 19.328 2724 2727 2729 rBV2 38301 44592 0.85% 0.095%

92 19.463 2746 2750 2756 rBV2 178346 251001 4.81% 0.534%
93 19.669 2780 2785 2791 rBV 3658205 4971706 95.32% 10.573%
94 21.145 3032 3036 3042 rBV 487485 638321 12.24% 1.357%
95 21.422 3078 3083 3089 rBV 1888088 2549995 48.89% 5.423%

96 23.716 3466 3473 3483 rVB2 2559404 5215892 100.00% 11.092%
97 23.874 3494 3500 3510 rVB2 1310434 2688254 51.54% 5.717%

Sum of corrected areas: 47023977
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP@O@7554.D

Acqg On : 21 Oct 2021 14:37
Operator : CG/JU

Sample : M4262-03

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP007554.D\data.ms
3500000
3000000
2500000
2000000

1500000

1000000 10.37510.757

9.105
7275181 7.952  gg5g 9.834 0.540
500000 88 e
3.411 3 7ls8X40 0%
(G78 nusmny 470955393 600340 69571, 715%% Shoanommatr10 57D IRORR0.A40 T
[

Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BP0O07554.D\data.ms

19.669
3500000

3000000 17.439

2500000 15.581

2000000
13.988275 17.339

1500000 14587

1000000

15.687

500000
4.7695.140
CERECO®I0 12 72353, 2IRE3AM7 104,051 141 15.004 15/ 18270 P ARRIER 743 7.092

e = e e e e e e e e e

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BP0O07554.D\data.ms

3500000

23.716
3000000

2500000 21.422
2000000 13.874

1500000

1000000 21.145

500000

O \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 21.00 2150 22.00 2250 23.00 2350 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\BP102121\
Data File : BP@@7554.D

Acqg On : 21 Oct 2021 14:37

Operator : CG/JU

Sample : M4262-03

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.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 1 Butanoic acid, 3-methyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
4.799 2.28 ng/ul 107580 1,4-Dichlorobenzene-d4 7.952
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 64
2 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 64
3 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 50
4 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 43
5 Heptanoic acid 130 C7H1402 000111-14-8 39

Abundance Scan 257 (4.799 min): BP007554.D\data.ms (-249) (-)
60.0

m/z 59.95 100.00%

%

5000
BREREEE e
H ’ 133.2 2070 4.40 4.60 4.80 5.00 5.20
Olprretit L 133-2 207.0265.0 339.1400.9462.1 536 n/z 43.00  35.15%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4825: Butanoic acid, 3-methyl-
60.0
5000 I L R B
4.40 4.60 4.80 5.00 5.20
m/z 41.10 31.12%
O‘\\‘J\H‘"\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

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

=

Abundance #4826: Butanoic acid, 3-methyl-
60.0
PO T T
4.40 4.60 4.80 5.00 5.20
5000 ITI/Z 45.10 22.88%
O'J'
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4827 Butanoic acid, 3-methyl- e e
60.0 4.40 4.60 4.80 5.00 5.20
m/z 39.05 18.20%
h W\J\J\w/\/
o_““l‘p“A‘w‘m_m‘mWm‘HH‘HHWHWHWH‘ R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP@O@7554.D

Acqg On : 21 Oct 2021 14:37
Operator : CG/JU

Sample : M4262-03

Misc :

ALS vial : 12

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.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 2 Butanoic acid, 2-methyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
4.952 2.98 ng/ul 140385 1,4-Dichlorobenzene-d4 7.952
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 86
3 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 78
4 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 72
5 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 72

Abundance Scan 283 (4.952 min): BP007554.D\data.ms (-272) (-) m/z 74.00 100.00%

74.0
5000
e R
H | ‘ 146.8 4.60 4.80 5.00 5.20
b Al 1468 2151 282.9 354.94150 5231 m/z 57.85 53.29%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4831: Butanoic acid, 2-methyl-
74.0
5000 T T T[T [T rrriyt
4.60 4.80 5.00 5.20
m/z 41.00 48.44%
()AHlll
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4829: Butanoic acid, 2-methyl-
74.0
ST T
4.60 4.80 5.00 5.20
5000 m/z 86.95 25.15%
OL“L
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15431: Hexanoic acid, 2-methyl- ‘_“‘_“‘_“‘_“¥%
74.0 4.60 4.80 5.00 5.20
m/z 73.00 18.27%
OHWBLO
m/z--> 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP@O@7554.D

Acqg On : 21 Oct 2021 14:37
Operator : CG/JU

Sample : M4262-03

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.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 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
5.393 2.02 ng/ul 95277 1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid 88 C4H802 000107-92-6 78
2 Butanoic acid 88 C4H802 000107-92-6 78
3 Butanoic acid 88 (C4H802 000107-92-6 78
4 Pentanoic acid 102 C5H1002 000109-52-4 78
5 Pentanoic acid 102 C5H1002 000109-52-4 78
Abundance Scan 358 (5.393 min): BP007554.D\data.ms (-350) (-) m/z 59.95 100.00%
60.0

—

5000
RERRREEREEEES S
m’ 146.9206.9 5.00 5.20 5.40 5.60 5.80
ol Al 146920692669 3549 4312 5031 ./, 73,00 42.67%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2269: Butanoic acid
60.0
5000 I L L B R
5.00 5.20 5.40 5.60 5.80
m/z 41.10 19.63%
O‘\\h\l\"l“ \‘\‘\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2275: Butanoic acid
60.0
e EAAREEaEe
5.00 5.20 5.40 5.60 5.80
5000 m/z 44.95 14.49%
o_“H”l“ O —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2274: Butanoic acid R R RA REREEE
60.0 5.00 5.20 5.40 5.60 5.80
m/z 38.95 13.14%
- M
o ‘l L”\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP@O@7554.D

Acqg On : 21 Oct 2021 14:37
Operator : CG/JU

Sample : M4262-03

Misc :

ALS vial : 12

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.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 4 Pentanoic acid, 2-methyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
6.340 3.54 ng/ul 167216 1,4-Dichlorobenzene-d4 7.952
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 78
2 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 72
3 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 64
4 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 64
5 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 64

Abundance Scan 519 (6.340 min): BP007554.D\data.ms (-510) (-) m/z 73.95 100.00%

74.0
5000
R RRRREERA o
d | \ 1650 6.00 6.20 6.40 6.60
oAbl 165922532831 3551 4282 6244 ./, 4310 36.51%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9217: Pentanoic acid, 2-methyl-
74.0
5000 L L B I B R
6.00 6.20 6.40 6.60
m/z 41.05 22.95%
O%?\‘PU"'W‘J\’\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9228: Pentanoic acid, 2-methyl-
74.0
T
6.00 6.20 6.40 6.60
5000 m/z 72.95 22.42%
A 1Y [
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9230: Pentanoic acid, 2-methyl- R
74.0 6.00 6.20 6.40 6.60
m/z 87.00 18.79%
5000
REI

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.00 6.20 6.40 6.60
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\

Data File : BP
Acqg On 21
Operator : CG
Sample : M4
Misc :

ALS vial : 12

Quant Method
Quant Title

TIC Library

Library Search Compound Report

007554.D

Oct 2021 14:37
/3U

262-03

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.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 5 Hexanoic acid Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
6.952 2.29 ng/ul 108185 1,4-Dichlorobenzene-d4 7.952
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 90
2 Hexanoic acid 116 C6H1202 000142-62-1 83
3 Hexanoic acid 116 C6H1202 000142-62-1 83
4 Pentanoic acid 102 C5H1002 000109-52-4 78
5 Octanoic acid 144 C8H1602 000124-07-2 74

Abundance Scan 623 (6.952 min): BP007554.D\data.ms (-615) (-)
60.0

m/z 59.95 100.00%

—

5000
N AEEAREEREEs R
“H L 2070 2811 6.60 6.80 7.00 7.20
ol ddld ] 135.0 2070 2811 36854330 54T 4/, 73,08  54.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9149: Hexanoic acid
6Q.0
5000 L L B B I LR B
6.60 6.80 7.00 7.20
‘ m/z 41.10 27.64%
O‘\\“r‘\ﬂ‘l’J}\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9147: Hexanoic acid
60.0
 EARAEmamEEESEEE
6.60 6.80 7.00 7.20
5000 m/z 42.95 20.19%
OMM
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9146: Hexanoic acid T
60.0 6.60 6.80 7.00 7.20
m/z 55.00 18.80%
B wWWWWMWNWJ\MWAMMAAwA

m/z--> 0 50 100 150 200 250 300 350 400 450 500 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP@O@7554.D

Acqg On : 21 Oct 2021 14:37
Operator : CG/JU

Sample : M4262-03

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.552 3.13 ng/ul 147477  1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 83
2 Diethyl carbitol 162 C8H1803 000112-36-7 72
3 Diethyl carbitol 162 C8H1803 000112-36-7 72
4 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 72
5 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 72
Abundance Scan 725 (7.552 min): BP007554.D\data.ms (-720) (-) m/z 45.05 100.00%
45.0
5000 M
R EEA e ARERER
”103.1 7.20 7.40 7.60 7.80
Ol kb 1910 28313409 4301 5233 ./, 59,95 45.82%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17316: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 U L L B N B B
7.20 7.40 7.60 7.80
m/z 71.95 22.96%
O‘\”\'\\l‘L\h‘:\l-lo‘ﬁ.\o\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38389: Diethyl carbitol
45.0
7.20 7.40 7.60 7.80
5000 m/z 73.05 16.83%
| 103.0
o'
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38390: Diethyl carbitol R A RARRNREREE
45.0 7.20 7.40 7.60 7.80
m/z 43.10 13.33%
5000
ol N ] 103.0
L B L R B e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.20 7.40 7.60 7.80
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Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Z
B
02

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
POO7554.D
1 Oct 2021 14:37

: CG/JU
: M4262-03

01

Quant Method
Quant Title

TIC Library

2  Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M

: SVOA CALIBRATION

¢ 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 7 Butane, 1-(1-methylpropoxy)- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
7.740  5.22 ng/ul 246137  1,4-Dichlorobenzene-d4  7.952
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 1-(L-methylpropoxy)- 130 caHiso 000999-65-5 64

000871-22-7 59
000871-22-7 59
130930-47-1 56
1000452-56-5 50

2 Butane, 1,1'-[ethylidenebis(oxy)... 174 C1@H2202
3 Butane, 1,1'-[ethylidenebis(oxy)... 174 C10H2202
4 2-t-Butyl-5-methyl[1,3]dioxolan-... 158 C8H1403

5 DL-Lactamide, butyl ether 145 C7H15N02

Abundance Scan 757 (7.740 min): BP007554.D\data.ms (-751) (-) m/z 45.10 100.00%

45.1
5000
10'1 \\‘\\\\‘\\\\‘\\\\’\\\\‘
7.40 7.60 7.80 8.00
ol iyl 16312249 324.9 4106 5030  n/; 73,05 96.80%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15775: Butane, 1-(1-methylpropoxy)-
57.0
5000 N N R RN L RN
7.40 7.60 7.80 8.00
‘ m/z 56.95 88.52%
O ‘ T \J\‘ J\ ‘J\ \‘\‘\ ‘ T \.\ T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘\

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

=

Abundance #48871: Butane, 1,1'-[ethylidenebis(oxy)]bis-
57.0
7.40 7.60 7.80 8.00
5000 ITI/Z 100.95 87.47%
‘ 159.0
O‘HJMHHM“H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #48867: Butane, 1,1'-[ethylidenebis(oxy)]bis-
57.0 7.40 7.60 7.80 8.00
m/z 41.05 45.03%
5000
{ 159.0
O‘HWMH‘M‘H‘W‘H“H‘W‘H‘M“W‘H‘M‘H“H‘M‘H“ R R A BREan

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP@O@7554.D

Acqg On : 21 Oct 2021 14:37
Operator : CG/JU

Sample : M4262-03

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.540 11.79 ng/ul 782509 Naphthalene-d8 10.757
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 90
3 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
4 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 83
5 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 83

Abundance Scan 1233 (10.540 min): BPO07554.D\data.ms (-1225) (-  m/z 57.10 100.00%

57.1
5000

10.50
131.0
o_m‘,l M [P 2091 281.0 347.24055467.8526.7  m/z 45.05 90.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #38400: Ethanol, 2-(2-butoxyethoxy)-
45.0
5000 \

10.50

m/z 41.05 36.03%

132.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0

o

T
1050
5000 m/z 75.05 21.24%
oil,m.mo
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)- ‘
57.0 1050
m/z 56.10 17.57%
5000
o b2 i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP@O@7554.D

Acqg On : 21 Oct 2021 14:37
Operator : CG/JU

Sample : M4262-03

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.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 Hexathiane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.140 6.21 ng/ul 585379  Acenaphthene-d10 14.587
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexathiane 192 Sé6 013798-23-7 91
2 Hexathiane 192 S6 013798-23-7 91
3 Hexathiane 192 S6 013798-23-7 91
4 Di(tert-butyl) trisulfide, perfl... 534 C8F18S3 016005-64-4 9
5 2-Chloro-7-methoxynaphthalene 192 C11H9C10 067061-67-0 7

Abundance Scan 2015 (15.140 min): BPO07554.D\data.ms (-2008) (-  m/z 63.95 100.00%

64.0 ‘
191.8
5000

[
12r9 | | 15.00 15,50
Obrr b by k281034104035 490.1849. ./ 191 g5 51.71%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67524: Hexathiane
64.0 192.0
5000 128.0 I
15.00 15,50

m/z 127.90  14.45%

[ ‘
O\\\‘\\\\‘\\\\’f\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67523: Hexathiane
64.0 192.0

\ \
15 00 15 50
5000 m/z 193.80 13.59%
128.0
o“‘_V‘w_‘l‘W“w_“‘_“‘_“w“‘w“‘w“‘w“‘w‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67525: Hexathiane I
192.0 15 00 15 50
64.0 65.90  11.58%
5000
128.0
o
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\BP102121\
Data File : BP@O@7554.D

Acqg On : 21 Oct 2021 14:37
Operator : CG/JU

Sample : M4262-03

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

18.233 4.51 ng/ul 490262  Phenanthrene-d10 17.339
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 99
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 Tridecanoic acid 214 C13H2602 000638-53-9 93

Abundance Scan 2541 (18.233 min): BP007554.D\data.ms (-2537) (- m/z 73.00 100.00%
73.0

%

5000
213.1 :
m' 0| ‘ 18.00 18.50
0l Al ‘%‘meHHHHF?l‘?‘“35‘5‘941‘5“2‘_“‘9‘7‘2‘”_ m/z 60.00 80.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 CT T T
18.00 18.50
“ 213.0 m/z 43.05 70.34%
O‘\\\‘\‘[ \L’l‘\!l\”\l ‘\\\!\\“\\‘\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
= 5
256.0 18.00 18.50
5000 m/z 57.05 66.17%
“ 157.0
0k J”“HH S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid P T
43.0 256.0 18.00 18.50
m/z 55.05 62.24%
5000
129.0
o‘m‘““ m"“\“*w'b = =
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\BP102121\
Data File : BP@O@7554.D

Acqg On : 21 Oct 2021 14:37
Operator : CG/JU

Sample : M4262-03

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.M

: SVOA CALIBRATION

¢ 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 1-Heneicosyl formate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.145 5.01 ng/ul 638321 Chrysene-d12 21.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 97
2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 95
3 1-Heptacosanol 396 C27H560 002004-39-9 94
4 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94

5 2- Chloropropionic acid, octadec... 360 C21H41C102 088104-31-8 94

Abundance Scan 3036 (21.145 min): BPO07554.D\data.ms (-3032) (-  m/z 57.05 100.00%

57.0
5000
105.1 S P
} 2090 2 21.00 21.50
ob AL, E707 28303410 415.9476.0 549/, 83,95  99.83%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #248981: 1-Heneicosyl formate
57.0
5000 — e,
21.00 21.50
105.0 m/z 55.05 90.48%
[}| 1 as20 2040
O\\\ ‘\flf\WW‘\h\!‘”\”\\‘\“\\\\‘\‘\\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275003: Dichloroacetic acid, heptadecy! ester
57.0
S —
21.00 21.50
5000 m/z 97.10 88.92%
125.0
ob MMy, 2800
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #299848: 1-Heptacosanol 7 —T
57.0 21.00 21.50
m/z 43.10 82.22%
5000
125.0
ol d L L | 282:0 250.0308.0 378.0
e A e e e T —
m/z--> 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\BP102121\
Data File : BP0O@7554.D

Acqg On : 21 Oct 2021 14:37
Operator : CG/JU

Sample : M4262-03

Misc :

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SFAM-EPA-BP101421.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|
Butanoic acid, 4.799 2.3 ng/ul 107580 1 7.952 943495 20.0
Butanoic acid, 4.952 3.0 ng/ul 140385 1 7.952 943495 20.0
Butanoic acid 5.393 2.0 ng/ul 95277 1 7.952 943495 20.0
Pentanoic acid,... 6.340 3.5 ng/ul 167216 1 7.952 943495 20.0
Hexanoic acid 6.952 2.3 ng/ul 108185 1 7.952 943495 20.0
Ethanol, 2-(2-e... 7.552 3.1 ng/ul 147477 1 7.952 943495 20.0
Butane, 1-(1-me... 7.740 5.2 ng/ul 246137 1 7.952 943495 20.0
Ethanol, 2-(2-b... 10.5490 11.8 ng/ul 782509 2 10.757 1327710 20.0
Hexathiane 15.140 6.2 ng/ul 585379 3 14.587 1884390 20.0
n-Hexadecanoic ... 18.233 4.5 ng/ul 490262 4 17.339 2174350 20.0
1-Heneicosyl fo... 21.145 5.0 ng/ul 638321 5 21.422 2550000 20.0
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