LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0@7589.D

Acqg On : 22 Oct 2021 14:41
Operator : CG/JU

Sample : M4281-05

Misc :

ALS Vvial : 49 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@@7589.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.376 11 15 17 rBV 42464 51392 0.66% 0.062%
2 3.411 17 21 34 rvVB 555029 734049 9.49% 0.880%
3 3.705 59 71 81 rBV 184321 424749 5.49% 0.509%
4  3.799 84 87 98 rBV 226812 351824  4.55% 0.422%
5 4.128 117 143 146 rBV 565879 2574141 33.27% 3.086%
6 4.223 156 159 165 rVB6 12423 18807 0.24% 0.023%
7 4.858 251 267 268 rBv3 189358 656996 8.49% 0.788%
8 5.123 280 312 315 rBV 695062 3916747 50.62% 4.696%
9 5.652 357 402 405 rBV2 1044591 7737686 100.00% 9.278%
10 5.834 429 433 441 rVB5 14537 28086 0.36% 0.034%
11 5.987 454 459 462 rBV7 6131 9446 0.12% 0.011%
12 6.034 463 467 471 rVB 15453 20546 0.27% 0.025%
13 6.328 512 517 518 rBV4 12771 16683 0.22% 0.020%
14 6.511 518 548 551 rVV 829211 4328377 55.94% 5.190%
15 6.564 553 557 568 rVB 72117 112194 1.45% 0.135%
16 6.811 595 599 606 rVB5 9405 16811 0.22% 0.020%
17 7.111 620 650 652 rBV3 992616 4600111 59.45% 5.516%
18 7.275 672 678 688 rVB 574235 911615 11.78% 1.093%
19 7.475 705 712 722 rBV 586712 921189 11.91% 1.105%
20 7.558 722 726 730 rBV 12881 18027 ©0.23% 0.022%
21  7.946 777 792 797 rBV 968070 2547336 32.92% 3.054%
22 8.181 824 832 847 rVB7 24209 61432 0.79% 0.074%
23 8.475 877 882 887 rBV 16619 27887 0.36% 0.033%
24 8.634 887 909 911 rBV 867011 3021507 39.05% 3.623%
25 8.711 918 922 928 rVB 102416 156276 2.02% 0.187%
26 9.105 982 989 1001 rVB 678514 1138372 14.71% 1.365%
27 9.246 1008 1013 1017 rBV7 6112 10269 0.13% 0.012%
28 9.446 1037 1047 1055 rBV 196613 363184 4.69% 0.435%
29 9.569 1062 1068 1075 rvVB2 25192 50363 0.65% 0.060%
30 9.828 1105 1112 1121 rBV 523500 853061 11.02% 1.023%

31 10.163 1139 1169 1188 rBV 1129061 4059199 52.46%
32 10.287 1188 1190 1196 rw7 9027 17951 0.23%
33 10.369 1197 1204 1213 rVB 865649 1437107 18.57%
34 10.540 1224 1233 1244 rBV 693791 1113351 14.39%
35 10.752 1262 1269 1278 rVB 796842 1329574 17.18%
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36 10.881 1284 1291 1306 rBV 637541 1117745 14.45% 1.340%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0@7589.D

Acqg On : 22 Oct 2021 14:41
Operator : CG/JU

Sample : M4281-05

Misc :

ALS Vvial : 49 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 11.163 1333 1339 1344 rVV9 6726 13059 0.17% 0.016%
38 11.287 1351 1360 1369 rBV 83454 150155 1.94% ©.180%
39 11.563 1400 1407 1417 rBV 149407 262201 3.39% 0.314%
40 11.646 1417 1421 1427 rVB 8595 15976 0.21% 0.019%
41 12.069 1488 1493 1500 rVB3 28635 49265 0.64% ©.059%
42 12.222 1511 1519 1521 rBV9 4859 10138 0.13% 0.012%
43 12.257 1521 1525 1533 rVV9 6074 15165 0.20% ©0.018%
44 12.340 1533 1539 1541 rW 18661 33910 0.44% 0.041%
45 12.369 1541 1544 1551 rVV3 14636 30863 0.40% 0.037%
46 12.434 1554 1555 1562 rVB7 5865 7778 0.10% 0.009%
47 12.546 1568 1574 1583 rBV 57155 100722 1.30% ©.121%
48 12.822 1617 1621 1623 rBV5 6693 9715 0.13% 0.012%
49 12.887 1624 1632 1641 rBV 597677 987385 12.76%  1.184%
50 13.204 1681 1686 1692 rVB4 10438 16797 0.22% 0.020%
51 13.369 1711 1714 1716 rVW4 6260 7865 0.10% ©0.009%
52 13.428 1720 1724 1729 rVB8 12321 19281 0.25% 0.023%
53 13.493 1729 1735 1741 rBV 52616 84057 1.09% ©0.101%
54 13.563 1743 1747 1750 rVB6 7286 11941 0.15% 0.014%
55 13.710 1768 1772 1777 rBV2 16838 27020 ©.35% 0.032%
56 13.993 1811 1820 1826 rVV 1718798 2335783 30.19% 2.801%
57 14.046 1826 1829 1834 rVB4 16716 25074 ©.32% ©0.030%
58 14.275 1858 1868 1880 rBV 1834667 2733097 35.32%  3.277%
59 14.475 1896 1902 1905 rBV7 9089 18346 0.24% 0.022%
60 14.540 1909 1913 1914 rVV3 6562 8677 0.11% 0.010%
61 14.581 1914 1920 1931 rVV 1240039 1924696 24.87%  2.308%
62 14.763 1943 1951 1968 rVB 165360 280387 3.62% 0.336%
63 14.922 1971 1978 1980 rBV8 9715 20765 0.27% 0.025%
64 15.004 1988 1992 1994 rBV2 34729 46831 0.61% ©0.056%
65 15.034 1994 1997 2005 rVB5 37500 63252 0.82% 0.076%
66 15.140 2007 2015 2028 rBV2 206484 1000714 12.93% 1.200%
67 15.440 2063 2066 2072 rVB2 34467 50881 0.66% ©0.061%
68 15.575 2083 2089 2098 rVB 2450235 3596720 46.48% 4.313%
69 15.687 2102 2108 2115 rBV 471142 631445 8.16% 0.757%
70 15.816 2126 2130 2136 rVB 32735 48378 0.63% 0.058%
71 16.022 2161 2165 2170 rVB6 21687 30987 ©0.40% 0.037%
72 16.140 2182 2185 2186 rBV3 9068 10549 0.14% 0.013%
73 16.310 2211 2214 2219 rBV7 9334 15383 0.20% ©0.018%
74 16.369 2219 2224 2228 rBV8 11086 17719 ©0.23% 0.021%
75 16.534 2248 2252 2258 rBV7 23870 34531 0.45% 0.041%
76 16.692 2276 2279 2282 rBV4 14056 16624 0.21% 0.020%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0@7589.D

Acqg On : 22 Oct 2021 14:41
Operator : CG/JU

Sample : M4281-05

Misc :

ALS Vvial : 49 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 16.740 2284 2287 2292 rVB5 21156 28205 0.36% 0.034%
78 17.092 2343 2347 2350 rBv4 17079 29199 ©.38% 0.035%
79 17.334 2382 2388 2397 rVB 1490504 2196209 28.38% 2.633%
80 17.434 2399 2405 2416 rBV2 2846110 4172254 53.92% 5.003%
81 17.881 2478 2481 2485 rVV3 36556 38321 0.50% 0.046%
82 17.922 2485 2488 2495 rVB3 22841 40798 0.53% 0.049%
83 18.022 2501 2505 2510 rVB 163372 200066 2.59% 0.240%
84 18.234 2536 2541 2549 rBV 549279 743644 9.61% 0.892%
85 19.151 2693 2697 2706 rBV2 204405 285457 3.69% ©.342%
86 19.463 2747 2750 2755 rBV2 162712 196081 2.53% 0.235%
87 19.669 2780 2785 2791 rBV 3642780 5015171 64.81% 6.013%
88 21.139 3032 3035 3044 rVB 431107 560572 7.24% ©.672%
89 21.422 3078 3083 3089 rBV 1908432 2521800 32.59%  3.024%
90 23.716 3466 3473 3481 rVB2 2578282 5197459 67.17% 6.232%

91 23.874 3493 3500 3510 rVB2 1302028 2657455 34.34%  3.186%

Sum of corrected areas: 83400913
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0@7589.D

Acqg On : 22 Oct 2021 14:41
Operator : CG/JU

Sample : M4281-05

Misc :

ALS vial : 49 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: BP007589.D\data.ms

3500000
3000000
2500000
2000000

1500000
10.163

5.652
1000000 ¢ 123 6511 7946 gg34 103690 75
3411 4128 7547 S 105 9. 828 881
500000 333d99 4.85 9.446
3r6™ 223 5. 50076 3 566 81 558 81884 e 24%69 10267 11115\%9%1\8
T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T T T T T T T T T T T T T T T T T ‘ T T T T T ‘ T T T T

Time--> 3.50 4.00 4.50 5.00 5.50 6. 00 6. 7. 00 7 50 8 00 8 50 9. 9. 50 10 00 10 50 11 00 11.50
Abundance
4000000 TIC: BP007589.D\data.ms

o

19.669

3500000
3000000 17.434
2500000 15.575

2000000
13.9&?'275

17.334

1500000

1000000

12.887

500000

2 OAPRARAO. JL@BWBM) 046/ 12445801,
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Time--> 12.00 12. 50 13.00 13,50 14.00 1450 15.00 1550 16.00 16.50 17.00 1750 18.00 1850 19.00 19.50 20.00
Abundance .
4000000 TIC: BP007589.D\data.ms

3500000
23.716
3000000
2500000
2000000
1500000

1000000

500000

0 \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 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\BP102121\
Data File : BP0@7589.D

Acqg On : 22 Oct 2021 14:41
Operator : CG/JU

Sample : M4281-05

Misc :

ALS vial : 49 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 1 Propanoic acid, 2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
3.705 3.33 ng/ul 424749  1,4-Dichlorobenzene-d4 7.946

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 80
2 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 80
3 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 78
4 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 78
5 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 72
Abundance  Scan 71 (3.705 min): BP007589.D\data.ms (-59) (-) m/z 43.05 100.00%
43.0

5000 A

3.40 3.60 3.80 4.00
bl 1028 1908 2811 3550 4622 5360  n/z 41.e5 54.24%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2320: Propanoic acid, 2-methyl-
43.0

5000 R e AR
3.40 3.60 3.80 4.00

m/z 73.00 46.34%

O‘\\J‘T‘H“‘IW‘\I\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2312: Propanoic acid, 2-methyl-

N
W

.0

3.40 3.60 3.80 4.00

5000 m/z 45.00 19.60%
0‘\\L\H“;\‘\lwuu‘uu‘uu‘\\u‘\\H‘HHWHWHWH‘\
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 qua
Abundance #2317: Propanoic acid, 2-methyl- RERENEEESE S
43.0 3.40 3.60 3.80 4.00

m/z 39.05 19.50%

5000 /{\A///]N
il

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0@7589.D

Acqg On : 22 Oct 2021 14:41
Operator : CG/JU

Sample : M4281-05

Misc :

ALS vial : 49 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 2 Butanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.128 20.21 ng/ul 2574140 1,4-Dichlorobenzene-d4 7.946

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid 88 C4H802 000107-92-6 91
2 Butanoic acid 88 (C4H802 000107-92-6 87
3 Butanoic acid 88 (C4H802 000107-92-6 86
4 Butanoic acid 88 (C4H802 000107-92-6 72
5 Pentanoic acid 102 C5H1002 000109-52-4 72
Abundance Scan 143 (4.128 min): BP007589.D\data.ms (-117) (-) m/z 60.00 100.00%

60.0
5000

R A BEREEEEREEEEEmmey
3.80 4.00 4.20 4.40

L1220 1928 2831 3683  480.1541€ /7 73.00  35.12%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2274: Butanoic acid
60.0

5000 S
3.80 4.00 4.20 4.40

m/z 42.00 21.74%

m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #2273: Butanoic acid
60.0

3.80 4.00 4.20 4.40

o

o

o

5000 m/z 41.05 21.31%
11—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2275: Butanoic acid R REEE e REERNEREE
60.0 3.80 4.00 4.20 4.40

m/z 45.00 17.75%

0 h Jm | /\\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.80 4.00 4.20 4.40

F>
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0@7589.D

Acqg On : 22 Oct 2021 14:41
Operator : CG/JU

Sample : M4281-05

Misc :

ALS vial : 49 Sample Multiplier: 1

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

Quant Title

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 11

R.T. EstConc Area Relative to ISTD R.T.
4.858 5.16 ng/ul 656996 1,4-Dichlorobenzene-d4 7.946
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 83
4 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 72
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 64
Abundance Scan 267 (4.858 min): BP007589.D\data.ms (-251) (-) m/z 59.95 100.00%
60.0
5000 /‘L
P e
H ‘ 4.60 4.80 5.00 5.20
b [119.1 207.0 2951355.9 4237 5195 m/z 43.00  37.21%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4814: Butanoic acid, 3-methyl-
60.0
5000 L B B LN R
4.60 4.80 5.00 5.20
m/z 41.10 34.01%
O‘\\h\‘f“lJf\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4826: Butanoic acid, 3-methyl-
60.0
T T
4.60 4.80 5.00 5.20
5000 m/z 45.00 23.17%
o'H'
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4824 Butanoic acid, 3-methyl- e AR
60.0 4.60 4.80 5.00 5.20
m/z 87.00 20.13%
5000 /_A
L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.60 4.80 5.00 5.20

SFAM-EPA-BP101421.M Mon Oct 25 17:32:39 2021 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0@7589.D

Acqg On : 22 Oct 2021 14:41
Operator : CG/JU

Sample : M4281-05

Misc :

ALS vial : 49 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 4 Butanoic acid, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.122 30.75 ng/ul 3916750 1,4-Dichlorobenzene-d4 7.946

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 91
2 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 91
3 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 90
4 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 56
5 2,4-Dimethylpentanoic acid 130 C7H1402 005868-33-7 56
Abundance Scan 312 (5.122 min): BP007589.D\data.ms (-280) (-) m/z 74.00 100.00%
74.0
5000

H‘ - 4.80 5.00 5.20 5.40
AL 1510 22092821 350141154742 5405 )" 57 16 55.79%

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4817: Butanoic acid, 2-methyl-
74.0
5000 TT T T[T [T T Tr[rrrry
4.80 5.00 5.20 5.40
m/z 41.05 45.55%
15.'|H.|u ‘
O‘\‘\\‘\[1\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4829: Butanoic acid, 2-methyl-
74.0
R R R R R R
4.80 5.00 5.20 5.40
5000 ITI/Z 87.00 27.50%
o‘\““,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4831 Butanoic acid, 2-methyl- o EARmmammewms st
74.0 4.80 5.00 5.20 5.40
m/z 73.00 18.26%
5000
OM“, e e
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\BP102121\
Data File : BP0@7589.D

Acqg On : 22 Oct 2021 14:41
Operator : CG/JU

Sample : M4281-05

Misc :

ALS vial : 49 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 5 Pentanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.652 60.75 ng/ul 7737690  1,4-Dichlorobenzene-d4 7.946

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanoic acid 102 C5H1002 000109-52-4 90
2 Pentanoic acid 102 C5H1002 000109-52-4 83
3 Pentanoic acid 102 C5H1002 000109-52-4 83
4 Pentanoic acid 102 C5H1002 000109-52-4 78
5 Hexanoic acid 116 C6H1202 000142-62-1 72
Abundance Scan 402 (5.652 min): BP007589.D\data.ms (-357) (-) m/z 60.00 100.00%
60.0

—

5000
R ABERARREEEES
m‘ ‘ 5.40 5.60 5.80 6.00
ob Mi).1220 20702670 34214007 4908548 /) 7300  43.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4772: Pentanoic acid
60.0
5000 L B I L I LN L
5.40 5.60 5.80 6.00
’ m/z 41.05 18.98%
O‘\\“\J\m“‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4773: Pentanoic acid
60.0
e AER S S
5.40 5.60 5.80 6.00
5000 m/z 45.00 14.56%
0“”l N I RRARNRAE SRS sy S LR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4774: Pentanoic acid R N AR e
60.0 5.40 5.60 5.80 6.00
m/z 55.00 12.60%
5000 A
o_‘”ﬁm“'Hu_m‘HH‘HH‘mWm_m‘mmmw‘w e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.40 5.60 5.80 6.00

SFAM-EPA-BP101421.M Mon Oct 25 17:32:41 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0@7589.D

Acqg On : 22 Oct 2021 14:41
Operator : CG/JU

Sample : M4281-05

Misc :

ALS vial : 49 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 Pentanoic acid, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.511 33.98 ng/ul 4328380 1,4-Dichlorobenzene-d4 7.946

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 78

3 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 72

4 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 72

5 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 72

Abundance Scan 548 (6.511 min): BP007589.D\data.ms (-518) (-) m/z 74.00 100.00%

74.0
5000

P
mll 6.20 6.40 6.60 6.80
‘HHMHWH‘mwmwm‘uH‘HH‘HH‘HH‘HH_ m/z

. 147.0208.9 281.1343.0 414.9 517.2 43.05 35.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9230: Pentanoic acid, 2-methyl-
74.0

5000 LR e
6.20 6.40 6.60 6.80

m/z 41.10 20.99%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9217: Pentanoic acid, 2-methyl-
74.0

6.20 6.40 6.60 6.80

o

o

5000 m/z 86.95 19.43%
015PA|1’
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15431: Hexanoic acid, 2-methyl- T
74.0 6.20 6.40 6.60 6.80

m/z 73.00 18.43%

0 H e AL

m/z--> 0 50 100 150 200 250 300 350 400 450 500 6.20 6.40 6.60 6.80

SFAM-EPA-BP101421.M Mon Oct 25 17:32:42 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0@7589.D

Acqg On : 22 Oct 2021 14:41
Operator : CG/JU

Sample : M4281-05

Misc :

ALS vial : 49

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 7 2-Methylheptanoic acid Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
9.446 5.46 ng/ul 363184 Naphthalene-d8 10.752
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylheptanoic acid 144 C8H1602 001188-02-9 78
2 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 72
3 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 72
4 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 72
5 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 72

Abundance Scan 1047 (9.446 min): BP007589.D\data.ms (-1037) (-)
74.0

m/z 74.00 100.00%

—

5000
T
‘H . 9.20 9.40 9.60 9.80
o LLd1 13301930 267.0 3409 4373 5208 ./, g7.00 31.17%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24087: 2-Methylheptanoic acid
74.0
5000 LB A R R B
9.20 9.40 9.60 9.80
m/z 41.05 20.87%
“\ du ‘ | 144.0
O‘\\\\‘\1\‘\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

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

-

9.20 9.40 9.60 9.80
5000 m/z 73.00 14.74%

15,0

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

o

-

Abundance #4830: Butanoic acid, 2-methyl- A a S sl
74.0 9.20 9.40 9.60 9.80
m/z 57.10  13.82%
15.
oL e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.20 9.40 9.60 9.80

SFAM-EPA-BP101421.M Mon Oct 25 17:32:43 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0@7589.D

Acqg On : 22 Oct 2021 14:41
Operator : CG/JU

Sample : M4281-05

Misc :

ALS vial : 49 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 Octanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.163 61.06 ng/ul 4059200 Naphthalene-d8 10.752
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 96
2 Octanoic acid 144 C8H1602 000124-07-2 86
3 Octanoic acid 144 C8H1602 000124-07-2 83
4 Octanoic acid 144 C8H1602 000124-07-2 64
5 Hexanoic acid 116 C6H1202 000142-62-1 55

Abundance Scan 1169 (10.163 min): BP007589.D\data.ms (-1139) (- m/z 60.00 100.00%
60.0

5000
— —A
H m L 00 10.00 10.50
obMll1 129010212502 3269 4124 4802547, ) 73 00 73.40%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24056: Octanoic acid
6Q.0
5000 — —

10.00 10.50
m/z 43.10 39.77%

| beos

L

O‘\\\\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24059: Octanoic acid
60.0
LA
10.00 10.50
5000 m/z 41.05 38.47%
ol il pas0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 W/\
‘ ——

Abundance #24060: Octanoic acid =
60.0 10.00 10.50

m/z 55.05 35.24%

5000

OHH“.’“*O‘ -

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00 10.50

-

SFAM-EPA-BP101421.M Mon Oct 25 17:32:43 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP@@7589.D

Acqg On : 22 Oct 2021 14:41

Operator : CG/JU

Sample : M4281-05

Misc

ALS vial : 49 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 9 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.540 16.75 ng/ul 1113350 Naphthalene-d8 10.752
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 1233 (10.540 min): BP0O07589.D\data.ms (-1224) (- m/z 57.10 100.00%
57.1

5000 /k
A |
M 1321 10.50
ol AMRLIT51190.92508  355.0413.1 4981  n/; 45,05  94.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 A — :
10.50
‘ ‘ m/z 41.10  35.94%
132.0
0‘\\Hl\‘IWIW‘IIM!\1!“\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

-

Abundance #38400: Ethanol, 2-(2-butoxyethoxy)-
45.0
o ey
10.50
5000 ITI/Z 75.10 21.68%
bbbl 20
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0 10.50
m/z 56.10 16.96%
- J\AJ\/x
ol‘mn.m-o“ A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50

SFAM-EPA-BP101421.M Mon Oct 25 17:32:45 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0@7589.D

Acqg On : 22 Oct 2021 14:41
Operator : CG/JU

Sample : M4281-05

Misc :

ALS vial : 49 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 Benzeneacetic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.287 2.26 ng/ul 150155 Naphthalene-d8 10.752
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetic acid 136 C8H802 000103-82-2 91
2 Benzeneacetic acid 136 C8H802 000103-82-2 90
3 Benzeneacetic acid 136 C8H802 000103-82-2 90
4 Benzeneacetic acid 136 C8H802 000103-82-2 80
5 Benzeneacetic acid 136 C8H802 000103-82-2 72

Abundance Scan 1360 (11.287 min): BP007589.D\data.ms (-1351) (-  m/z 91.05 100.00%

91.0
5000
’ 1100 1150
Obrrkbond b 2982, 280.9337.7398.9 474.9537.3  n/7 136.00  27.95%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18695: Benzeneacetic acid
91.0
5000 k“‘
1100 1150
m/z 92.00 %
0\\\”“\‘\’\\ ‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18696: Benzeneacetic acid
91.0 w/kw
e
11.00 1150
5000 m/z 65.00 15.17%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18692: Benzeneacetic acid AA‘ P S
91.0 11.00 11.50
m/z 88.95 7.45%
5000
om;*«\’u e i e e N P hdta
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50

SFAM-EPA-BP101421.M Mon Oct 25 17:32:45 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0@7589.D

Acqg On : 22 Oct 2021 14:41
Operator : CG/JU

Sample : M4281-05

Misc :

ALS vial : 49 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 11 Nonanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.563 3.94 ng/ul 262201 Naphthalene-d8 10.752
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 96
2 Nonanoic acid 158 C9H1802 000112-05-0 93
3 Nonanoic acid 158 C9H1802 000112-05-0 78
4 n-Decanoic acid 172 C10H2002 000334-48-5 72
5 Nonanoic acid 158 C9H1802 000112-05-0 72

Abundance Scan 1407 (11.563 min): BPO07589.D\data.ms (-1400) (- m/z 59.95 100.00%
60.0

5000

—

198.9 —— \
1 ‘ 2085 ‘ 11.50
Ly 82666 342.1 42934909548 ./, 73,00  85.06%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35300: Nonanoic acid
60.0

o

5000 = ;
11.50
1F90 m/z 57.05 55.37%
O‘\\”f“‘ JJJ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35298: Nonanoic acid
60.0
T \
11.50
5000 ITI/Z 41.05 43.03%

||| i

-

O A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35299: Nonanoic acid T ‘
60.0 11.50
m/z 55.10 41.90%
5000
H 1f90
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50

SFAM-EPA-BP101421.M Mon Oct 25 17:32:46 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0@7589.D

Acqg On : 22 Oct 2021 14:41
Operator : CG/JU

Sample : M4281-05

Misc :

ALS vial : 49 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 12 n-Decanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.887 10.26 ng/ul 987385  Acenaphthene-d10 14.581
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 90
2 n-Decanoic acid 172 C10H2002 000334-48-5 76
3 n-Decanoic acid 172 C10H2002 000334-48-5 76
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 58

Abundance Scan 1632 (12.887 min): BP007589.D\data.ms (-1624) (- m/z 59.95 100.00%

60.0
5000 129.0
- =
H H \ ‘ 12.50 13.00
ol bbb 41 1908 267.0 340.9401.1 4682 542  p/z 73.00  96.81%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #46961: n-Decanoic acid
60.0
5000 — =
129.0 12.50 13.00
m/z 41.05 50.12%
()”‘J J\M\I‘u“\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #46965: n-Decanoic acid
60.0
= —==
12.50 13.00
5000 129.0 m/z 55.85  47.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #46966: n-Decanoic acid = 7
73.0 12.50 13.00
m/z 43.10 45.38%
3.0
o_m”‘Jeu"‘wﬁ:ﬂ_m"H"mwH_Wwwww — S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 12.50 13.00

SFAM-EPA-BP101421.M Mon Oct 25 17:32:47 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0@7589.D

Acqg On : 22 Oct 2021 14:41
Operator : CG/JU

Sample : M4281-05

Misc :

ALS vial : 49 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 13 Hexathiane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.140 10.40 ng/ul 1000710  Acenaphthene-d10 14.581
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): BP007589.D\data.ms (-2007) (-  m/z 63.90 100.00%

63.9
191.8
5000
= —
12‘7'9 . 15.00 15.50
Ok bk 2816 369.0 4504 5461 .., 191 89 52.09%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67524: Hexathiane
64.0 192.0
5000 128.0 —— —
15.00 15.50
m/z 127.90  15.93%
O\\‘\‘\‘\\\“\\J\‘\\\\“\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67525: Hexathiane
192.0
64.0 —d et
15.00 15.50
5000 m/z 193.80 13.78%
128.0
o S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67523: Hexathiane —t —
64.0 192.0 15.00 15.50
m/z 65.90  12.58%
5000
128.0
om‘“H“Wmmu‘m‘_m_m,mwm‘uH,mw — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50

SFAM-EPA-BP101421.M Mon Oct 25 17:32:47 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0@7589.D

Acqg On : 22 Oct 2021 14:41
Operator : CG/JU

Sample : M4281-05

Misc :

ALS vial : 49 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 14 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.234 6.77 ng/ul 743644  Phenanthrene-die 17.334
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 99
5 Tridecanoic acid 214 C13H2602 000638-53-9 95

Abundance Scan 2541 (18.234 min): BP007589.D\data.ms (-2536) (-  m/z 73.00 100.00%
73.0

;-

5000
213.2
“H ) \ 611 18.00 18.50
o_HUplMw,ml\w?m‘?’4‘1‘9‘4099‘4‘?49‘?‘3?% m/z 60.00 81.15%
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
18.00 18.50
“ 213.0 m/z 43.10 73.93%
O‘\\\\‘H \l\‘i‘llh\“}\‘ \1!\\‘\‘\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0
P =
256.0 18.00 18.50
5000 m/z 57.05 64.55%
“ 57.0
o_wL Ly HH“,H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid = ——
3
43.0 256.0 18.00 18.50
m/z 55.05 63.68%
5000
129.0
o Ml s -
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 : BP0@7589.D

Acqg On : 22 Oct 2021 14:41
Operator : CG/JU

Sample : M4281-05

Misc :

ALS vial : 49 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 15 9-Octadecenoic acid (Z)-, m... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
19.151 2.60 ng/ul 285457  Phenanthrene-die 17.334
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 99
3 cis-13-Octadecenoic acid, methyl... 296 C19H3602 1010333-58-3 99
4 7-Octadecenoic acid, methyl ester 296 C19H3602 057396-98-2 99
5 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 99

Abundance Scan 2697 (19.151 min): BP007589.D\data.ms (-2693) (- m/z 55.05 100.00%

55.0
5000
. -
lffl 26? . 19.00 1950
ol MANRALARAERA L | SPP-24164478.05332 1/, 6905  65.42%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester

Abundance #194437: cis-13-Octadecenoic acid, methyl ester
55.0 19.00 19.50

m/z 83.10 53.25%

Il MM
5000 — ——
19.00 19.50
m/z 41.10 61.57%
U oieso 2ot
O‘\\‘\" ” ‘\"\l‘l\lll\“‘ﬂﬁp-\‘o\\‘\\\‘\\\\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194419: 10-Octadecenoic acid, methyl ester
55.0
—— ——
19.00 19.50
5000 m/z 74.00 60.23%
‘ }f{ 264.0
Aoy —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
e =

5000

264.0

o.wJIJ ﬁWMM 181.0 h

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\BP102121\
Data File : BP0@7589.D

Acqg On : 22 Oct 2021 14:41
Operator : CG/JU

Sample : M4281-05

Misc :

ALS vial : 49 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 16 Fumaric acid, 2-chloropropy... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.139 4.45 ng/ul 560572  Chrysene-di12 21.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fumaric acid, 2-chloropropyl tri... 374 C20H35C1l04 1010348-57-1 98
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 1-Heneicosanol 312 C21H440 015594-90-8 95
4 1-Heneicosyl formate 340 C22H4402 077899-03-7 95
5 n-Tetracosanol-1 354 C24H500 000506-51-4 95

Abundance Scan 3035 (21.139 min): BP007589.D\data.ms (-3032) (-  m/z 83.10 100.00%
83.1

5000

%

} Lil30 o811 21.00 21.50
LLLLEDED 222.12811342.0 4108 47615351 /7 5705  o5.66%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #282874: Fumaric acid, 2-chloropropy! tridecyl ester

o

55.0
5000 — ——
193.0 21.00 21.50
281.0 m/z 55.10 94.96%
O ‘ T \JH\‘LH\ ‘4 \‘ !H!‘i\J\I ‘IlW ‘!L“!'I Y‘! \“\l‘ T 1{\ ‘ \:3\:\319‘\0\ TT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232316: Behenic alcohol
83.0
T R
21.00 21.50
5000 m/z 97.05 86.90%
oln,wwf’uzzzomoo
m/z--> 0 0 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosanol T ——
55.0 21.00 21.50
m/z 69.05 83.36%
5000
‘ 5.0
o_‘lul,uH‘m‘.‘.‘1‘9‘6_9‘?&6‘9‘HH_WWWH_ T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

SFAM-EPA-BP101421.M Mon Oct 25 17:32:50 2021 Page: 20



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0@7589.D

Acqg On : 22 Oct 2021 14:41
Operator : CG/JU

Sample : M4281-05

Misc :

ALS Vvial : 49 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|
Propanoic acid,... 3.705 3.3 ng/ul 424749 1 7.946 2547340 20.0
Butanoic acid 4.128 20.2 ng/ul 2574140 1  7.946 2547340 20.0
Butanoic acid, ... 4.858 5.2 ng/ul 656996 1 7.946 2547340 20.0
Butanoic acid, ... 5.122 30.8 ng/ul 3916750 1 7.946 2547340 20.0
Pentanoic acid 5.652 60.8 ng/ul 7737690 1 7.946 2547340 20.0
Pentanoic acid,... 6.511 34.0 ng/ul 4328380 1 7.946 2547340 20.0
2-Methylheptano... 9.446 5.5 ng/ul 363184 2 10.752 1329570 20.0
Octanoic acid 10.163 61.1 ng/ul 4059200 2 10.752 1329570 20.0
Ethanol, 2-(2-b... 10.540 16.8 ng/ul 1113350 2 10.752 1329570 20.0
Benzeneacetic acid 11.287 2.3 ng/ul 150155 2 10.752 1329570 20.0
Nonanoic acid 11.563 3.9 ng/ul 262201 2 10.752 1329570 20.0
n-Decanoic acid 12.887 10.3 ng/ul 987385 3 14.581 1924700 20.0
Hexathiane 15.140 10.4 ng/ul 1000710 3 14.581 1924700 20.0
n-Hexadecanoic ... 18.234 6.8 ng/ul 743644 4 17.334 2196210 20.0
9-Octadecenoic ... 19.151 2.6 ng/ul 285457 4 17.334 2196210 20.0
Fumaric acid, 2... 21.139 4.5 ng/ul 560572 5 21.422 2521800 20.0
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