LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0@7592.D

Acqg On : 22 Oct 2021 16:23
Operator : CG/JU

Sample : M4281-10

Misc :

ALS Vvial : 52 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@@7592.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.346 6 10 13 rBV 59740 92415 1.51% ©.158%
2 3.375 13 15 18 rw 50574 59627 0.97% 0.102%
3 3.411 18 21 31 rVB 29452 48845 0.80% 0.084%
4 3.658 58 63 67 rBv 15969 26064 0.43% 0.045%
5 3.728 72 75 81 rVB5S 8056 12424 0.20% 0.021%
6 3.793 83 86 101 rBV 203489 331814 5.42% 0.569%
7 4.040 123 128 133 rVB 22555 32407 ©0.53% 0.056%
8 4.128 139 143 148 rVB 16364 24247 0.40% 0.042%
9 4.222 155 159 164 rVB8 9813 15509 0.25% 0.027%
10 4.658 228 233 237 rBV6 11056 18953 0.31% 0.033%
11 4.793 250 256 263 rBV 35956 55031 0.90% 0.094%
12 5.787 421 425 430 rBV 13608 20026 0.33% 0.034%
13 6.034 463 467 472 rVB5 7947 13825 0.23% 0.024%
14 6.293 505 511 514 rBV2 26900 42190 0.69% 0.072%
15 6.322 514 516 523 rVB6 13031 20327 0.33% 0.035%
16 6.940 616 621 629 rBV1e 9491 22564 0.37% 0.039%
17 7.111 643 650 659 rVB 199779 332298 5.43% 0.570%
18 7.275 667 678 692 rBV 615497 975165 15.93% 1.672%
19 7.475 704 712 721 rBV 673374 1071708 17.51% 1.838%
20 7.552 721 725 733 rBV2 10857 18887 0.31% 0.032%
21 7.734 748 756 764 rBV2 9833 23207 0.38% 0.040%
22 7.869 773 779 785 rBvV2 15482 29917 0.49% 0.051%
23 7.946 785 792 8600 rW 657991 1046699 17.10% 1.795%
24 8.016 800 804 812 rVB4 8181 15493 0.25% 0.027%
25 8.199 826 835 841 rBv4 6087 16769 0.27% 0.029%
26 8.652 905 912 917 rBV 562271 912576 14.91% 1.565%
27 8.71@ 917 922 932 rVB 286755 451607 7.38% 0.774%
28 9.046 972 979 982 rBV3 12861 21649 0.35% 0.037%
29 9.1065 982 989 1000 rvwv 747025 1230590 20.11% 2.110%
30 9.240 1006 1012 1016 rvv2 42222 71296 1.16% 0.122%
31 9.275 1016 1018 1023 rVV6 10190 17204 0.28% 0.030%
32 9.340 1023 1029 1038 rvVB6 8938 21598 0.35% 0.037%
33 9.575 1057 1069 1076 rBV7 25188 82379 1.35% 0.141%
34 9.828 1104 1112 1120 rBV 600647 996888 16.29% 1.709%
35 10.116 1152 1161 1166 rBV 124796 222508 3.64% 0.382%

36 10.369 1197 1204 1214 rBV 1050835 1742774 28.48% 2.989%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0@7592.D

Acqg On : 22 Oct 2021 16:23
Operator : CG/JU

Sample : M4281-10

Misc :

ALS Vvial : 52 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 10.534 1225 1232 1241 rBV 506024 776451 12.69%  1.331%
38 10.752 1256 1269 1278 rBV 901725 1497226 24.46% 2.567%
39 10.881 1284 1291 1303 rBV 846164 1508818 24.65% 2.587%
40 11.552 1398 1405 1409 rBV9 7576 14019 0.23% 0.024%
41 11.946 1466 1472 1476 rBV 56134 90794 1.48% 0.156%
42 11.993 1476 1480 1482 rBV2 47115 69976 1.14% 0.120%
43 12.057 1487 1491 1500 rVB2 47556 80907 1.32% 0.139%
44 12.199 1509 1515 1518 rBV 78517 122085 1.99% ©.209%
45 12.240 1518 1522 1527 rVB2 75359 114940 1.88% ©.197%
46 12.334 1532 1538 1544 rWv2 31788 85980 1.40% 0.147%
47 12.387 1545 1547 1552 rVVé6 15754 28418 0.46% 0.049%
48 12.463 1556 1560 1565 rVB3 16923 27448 0.45% 0.047%
49 12.822 1617 1621 1626 rVV7 8263 16890 0.28% 0.029%
50 12.957 1640 1644 1652 rVB2 12884 20394 ©0.33% 0.035%
51 13.204 1681 1686 1694 rVB3 18565 33108 ©.54% 0.057%
52 13.369 1710 1714 1718 rBV4 12167 17774 0.29% 0.030%
53 13.428 1721 1724 1730 rVB8 9232 12424 0.20% 0.021%
54 13.493 1730 1735 1742 rBV 158869 248696 4.06%  ©0.426%
55 13.551 1742 1745 1753 rVB9 6794 12337 0.20% 0.021%
56 13.716 1767 1773 1787 rBV 167527 292216 4.77%  0.501%
57 13.993 1814 1820 1826 rBV 2005060 2681876 43.82% 4.599%
58 14.275 1855 1868 1880 rBV 2035156 3099244 50.64%  5.315%
59 14.434 1891 1895 1900 rBVS8 15266 24457 0.40% 0.042%
60 14.522 1903 1910 1914 rVV3 54757 117849 1.93% 0.202%
61 14.581 1914 1920 1932 rVB 1443240 2230798 36.45%  3.825%
62 14.769 1947 1952 1963 rVB 216329 318431 5.20% 0.546%
63 14.910 1970 1976 1980 rBV4 36392 79865 1.30% ©.137%
64 14.975 1985 1987 1991 rVB5 9797 15012 ©0.25% ©0.026%
65 15.122 2008 2012 2017 rBV3 21605 40583 0.66% ©0.070%
66 15.163 2017 2019 2028 rVBS8 14516 24682 0.40% 0.042%
67 15.240 2028 2032 2036 rVB6 15722 25823 0.42% 0.044%
68 15.298 2037 2042 2045 rBV 88074 135448 2.21%  ©0.232%
69 15.328 2045 2047 2053 rVB 53952 77354  1.26% 0.133%
70 15.398 2055 2059 2062 rBV2 48025 61726 1.01% ©.106%
71 15.440 2062 2066 2071 rVB 230721 297040 4.85% ©.509%
72 15.504 2073 2077 2079 rVV5 12774 19626 0.32% 0.034%
73 15.575 2083 2089 2100 rVB 2724385 4067628 66.46% 6.975%
74 15.687 2102 2108 2116 rBV 261076 371398 6.07% ©.637%
75 15.816 2126 2130 2136 rVB2 39463 62108 1.01% ©.107%
76 15.951 2148 2153 2157 rBV8 9495 18203 0.30% 0.031%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0@7592.D

Acqg On : 22 Oct 2021 16:23
Operator : CG/JU

Sample : M4281-10

Misc :

ALS Vvial : 52 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 16.022 2161 2165 2171 rVB8 17757 30443 0.50% ©0.052%
78 16.139 2181 2185 2191 rBV9 10682 23233 0.38% 0.040%
79 16.422 2228 2233 2239 rBV7 23675 50318 0.82% 0.086%
80 16.481 2240 2243 2248 rVB5 14520 20605 0.34% ©.035%
81 16.745 2285 2288 2292 rVB6 11867 16071 0.26% ©0.028%
82 16.992 2326 2330 2334 rBV 22171 40192 0.66% ©0.069%
83 17.334 2382 2388 2398 rVB 1742309 2497923 40.82%  4.283%
84 17.434 2398 2405 2415 rVB 3308475 4836187 79.02%  8.293%
85 17.581 2426 2430 2436 rBV8 13672 28803 0.47%  0.049%
86 17.634 2436 2439 2440 rBV 14747 16185 0.26% 0.028%
87 18.016 2500 2504 2511 rVB 128629 164260 2.68% 0.282%
88 18.228 2536 2540 2548 rBV 170904 255781 4.18% ©.439%
89 18.957 2660 2664 2667 rBV 33205 54516 ©0.89% 0.093%
90 19.116 2689 2691 2692 rBV2 28443 23697 0.39% 0.041%
91 19.145 2692 2696 2701 rVB 345789 402942 6.58% 0.691%
92 19.245 2710 2713 2716 rBV 40390 46199 0.75% 0.079%
93 19.275 2716 2718 2721 rVWV 96314 94831 1.55% ©0.163%
94 19.310 2721 2724 2728 rVB 46852 56901 0.93% ©0.098%
95 19.669 2779 2785 2793 rBV 4344339 5764051 94.18%  9.884%
96 20.816 2971 2980 2992 rVB4 783837 2526663 41.28% 4.333%
97 21.139 3032 3035 3040 rVB3 162679 196814  3.22% ©.337%
98 21.422 3078 3083 3088 rBV 2282625 2961764 48.39% 5.079%

99 23.716 3465 3473 3482 rVB2 3008432 6120106 100.00% 10.495%
100 23.868 3493 3499 3510 rVB2 1471539 3109403 50.81% 5.332%

Sum of corrected areas: 58315420
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0@7592.D

Acqg On : 22 Oct 2021 16:23
Operator : CG/JU

Sample : M4281-10

Misc :

ALS Vvial : 52  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: BP007592.D\data.ms

4000000
3000000

2000000

10.369
1000000 9.1 10165831

7.275Y75  7.946 8.652 9.828 0534
3.793 8ir10 10116
o B350 04082 4.65893 5.788. osaam 6. 949 55 98&99 9. 575 11.552

I
Time--> 350 400 450 500 550 6. 00 6.50 7. 00 7 50 8. OO 8 50 9.00 9.50 10.00 1050 11.00 11.50

Abundance TIC: BP007592.D\data.ms
19.669

4000000
17.434
3000000 15.575

13.99%.275
2000000 17.334

14.581

1000000

19.145
T

B3 2122953 PRAGB1L || 14%

022

T T T T T T T T "‘H“H""H"‘H“H""H“HH‘HH‘HH‘HH‘
Time--> 12. 00 12,50 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: BP007592.D\data.ms
4000000
23.716
3000000 21,422

2000000

1000000

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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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\

Data File : BP@
Acqg On : 22
Operator : CG/
Sample : M42
Misc :

ALS vial : 52

Quant Method
Quant Title

TIC Library

Library Search Compound Report

07592.D

Oct 2021 16:23
Ju

81-10

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 1 unknown-01 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.116  2.97 ng/ul 222508 Naphthalene-ds 10.752
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1 -Bicyclohexyl 166 cl2H22 000092-51-3 27

1000348-86-4 22
1000293-37-5 22
000926-56-7 20
000513-81-5 15

2 Fumaric acid, cis-hex-3-enyl oct... 310 C18H3004

3 5-Chloropentanoic acid, cyclohex... 218 C11H19C102
4 4-Methyl-1,3-pentadiene 82 C6H10

5 1,3-Butadiene, 2,3-dimethyl- 82 C6H10

Abundance Scan 1161 (10.116 min): BP007592.D\data.ms (-1152) (-  m/z 41.10 100.00%

41.1
5000
— —
‘JW 01 509.0 281.0 354.9 10.09 1059
o MMAR L 2P0 2OL0 35494151 9219 m/z 56.05  81.14%
mjz—-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #41528: 1,1'-Bicyclohexyl
8.0
5000 . — L
166.0 10.00 10.50
’ m/z 55.05 80.93%
15.00 | .
O \\p\\“J\l\J\\l‘l\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #211869: Fumaric acid, cis-hex-3-enyl octyl ester

-

Abundance #96107: 5-Chloropentanoic acid, cyclohexyl ester : ‘ s
55.0 10.00 10.50
m/z 82.05 57.29%

82.0
: \ ——
10.00 10.50
5000 m/z 67.05 60.63%
211.0
’ 153.0
o"watk‘hm“_‘“M"w“H“‘H“H“H“‘H“_“w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
I

5000 119.0

-

0 MwhmM\L$17TO

‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ ‘ T ‘ T

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\BP102121\
Data File : BP0@7592.D

Acqg On : 22 Oct 2021 16:23
Operator : CG/JU

Sample : M4281-10

Misc :

ALS Vvial : 52  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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.534 10.37 ng/ul 776451 Naphthalene-d8 10.752
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, 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 1232 (10.534 min): BP007592.D\data.ms (-1225) (- m/z 57.05 100.00%

57.0
5000

10.50
132.0
0 HWHJJ” e 948 28103429 4532 5271 m/z 45.e5  91.73%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 \

10.50

41.10  34.49%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38400: Ethanol, 2-(2-butoxyethoxy)-
45.0

o

1050
5000 m/z 75.05 20.52%
oL ki 320
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)- e ‘
57.0 10.50

56.05 16.07%

- LJLLA
1 Wl

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1050
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0@7592.D

Acqg On : 22 Oct 2021 16:23
Operator : CG/JU

Sample : M4281-10

Misc :

ALS Vvial : 52  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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.493 2.23 ng/ul 248696  Acenaphthene-die 14.581
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 2,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
3 p-Isopropoxyaniline 151 C9H13NO 007664-66-6 58
4 Metacetamol 151 C8H9NO2 000621-42-1 58
5 Acetaminophen 151 C8HSNO2 000103-90-2 53

Abundance Scan 1735 (13.493 min): BP007592.D\data.ms (-1730) (-  m/z 43.05 100.00%
43.0 109.1

5000

e
i Mi 68.9 248.8 324.8 399.4  503.3 1850

0 v Al LT ER0, 8 980 SIS R m/z 109.05  92.33%

miz--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0

5000 U
13.50

m/z 151.05 60.93%

.J‘L \J‘ uh’ \H | \6?.0

|
O‘\\ L L L L B B B R I R R R R R R I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #106947: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol

109.0
43.0 e
13.50
5000 m/z 41.05 23.13%
69.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #28919: p-Isopropoxyaniline T
109.0 13.50
m/z 85.00 17.01%
5000
0o | |
Oyt e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50

SFAM-EPA-BP101421.M Mon Oct 25 17:34:18 2021 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0@7592.D

Acqg On : 22 Oct 2021 16:23
Operator : CG/JU

Sample : M4281-10

Misc :

ALS Vvial : 52  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 Benzenebutanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.716 2.62 ng/ul 292216  Acenaphthene-die 14.581
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenebutanoic acid 164 C10H1202 001821-12-1 90
2 Benzenebutanoic acid 164 C1OH1202 001821-12-1 87
3 Benzenebutanoic acid 164 C10H1202 001821-12-1 87
4 Benzenebutanoic acid 164 C10H1202 001821-12-1 87
5 2-Phenylethylamine, N,N-di(trifl... 313 C12H9F6NO2 1000463-67-7 72

Abundance Scan 1773 (13.716 min): BP007592.D\data.ms (-1767) (- m/z 103.95 100.00%

104.0
5000
— =
J 64.1 13.50 14.00
owkw,‘h'w \ | 22292830 355.1 4201 5037 .7 91.05  69.67%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39190: Benzenebutanoic acid
104.0
5000 =Ly ===
13.50 14.00
370J 164.0 m/z 105.05 42.13%
O‘\\J\\H!\I\\J\l‘\“\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #39186: Benzenebutanoic acid
104.0
—— =
13.50 14.00
5000 ITI/Z 65.00 17.64%
164.0
29|, ]
O bt ot e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39189: Benzenebutanoic acid s P
104.0 13.50 14.00
m/z 146.00 14.56%
5000
164.0
39.0
0“HW%NHJMW‘WHH“H“_‘H“H“H‘w“u“u‘_“w‘ e it
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\BP102121\
Data File : BP0@7592.D

Acqg On : 22 Oct 2021 16:23
Operator : CG/JU

Sample : M4281-10

Misc :

ALS Vvial : 52  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 5-Hexyl-5-methyloxolan-2-one Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.440 2.66 ng/ul 297040  Acenaphthene-die 14.581
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Hexyl-5-methyloxolan-2-one 184 C11H2002 007011-83-8 64
2 2(3H)-Furanone, dihydro-5-methyl... 156 C9H1602 010200-21-2 56
3 Pentanoic acid, 2-methyl-, anhyd... 214 C12H2203 063169-61-9 56
4 Pentanoic acid, 2-methyl-, anhyd... 214 C12H2203 063169-61-9 50
5 1-Oxa-3-azaspiro[4.5]decan-2-one... 267 C15H25NO3 341941-91-1 50

Abundance Scan 2066 (15.440 min): BP007592.D\data.ms (-2062) (-  m/z 99.00 100.00%
99.0

5000
o
411 183.0 15.50
Ol dbpd i 7052833 854.94151 47905371 nyz 43.10  17.17%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #58577: 5-Hexyl-5-methyloxolan-2-one
99.0
5000 1
15.50
m/z 41.10 8.42%
M0, 1 190
O‘\\\\’WVW\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33944: 2(3H)-Furanone, dihydro-5-methyl-5-(2-methylpr

-

99.0
P
15.50
5000 m/z 55.05 8.24%
41.0
]
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #91850: Pentanoic acid, 2-methyl-, anhydride ——
99.0 15.50
m/z 71.00 6.66%
5000
41.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0@7592.D

Acqg On : 22 Oct 2021 16:23
Operator : CG/JU

Sample : M4281-10

Misc :

ALS Vvial : 52  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ 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 6 n-Hexadecanoic acid Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
18.228 2.05 ng/ul 255781  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 97
3 Octadecanoic acid 284 C18H3602 000057-11-4 93
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
5 Tetradecanoic acid 228 C14H2802 000544-63-8 91

Abundance Scan 2540 (18.228 min): BP007592.D\data.ms (-2536) (-  m/z 73.05 100.00%

73.0
5000
213.1 - ——
“M IH l — 18.00 18.50
.| \J‘\Hw‘ L 2l0152 " 4289488.9547.0  m/z 6@.00  76.53%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 CTT T
18.00 18.50
213.0 m/z 43.10 73.45%
O\\“ m’“\“‘“l‘\’
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid
43.0
P e
18.00 18.50
5000 2560 m/Z 57 . 95 64. 92%
129.0
oL ML a0 |
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid —— —
73.0 18.00 18.50
m/z 55.10 61.02%
5000
H 1850  284.0
ol L T el
m/z--> 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@7592.D

Acqg On : 22 Oct 2021 16:23
Operator : CG/JU

Sample : M4281-10

Misc :

ALS Vvial : 52  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 7 9-Octadecenoic acid (Z)-, m... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.145 3.23 ng/ul 402942  Phenanthrene-d10 17.334
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
3 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 99
4 6-Octadecenoic acid, methyl este... 296 C19H3602 002777-58-4 99
5 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 99

Abundance Scan 2696 (19.145 min): BP007592.D\data.ms (-2692) (-~  m/z 55.10 100.00%

551
5000 M/}\JM
R— ——
’ | 1634 26‘4'1 s 19.00 19.50
0l LA “‘\«““J‘\M?"w‘ |, 3561 42804913 ./, 69.65 68.51%

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

Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0

%

5000
19.00 19.50

m/z 41.10 63.47%

L ’ ‘ .uﬁ.m ABL-0 .t

L
prTt ‘ ARENRENE ‘\H\‘\H\‘\H\‘\\H‘\\H‘H\\‘H\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194438: 9-Octadecenoic acid (Z)-, methyl ester

o

—

55.0
19.00 19.50
5000 ITI/Z 74.05 62.49%
264.0
om” M“HJMPF',,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194407: 8-Octadecenoic acid, methyl ester e s
55.0 19.00 19.50
m/z 83.10 51.83%
5000
’ 264.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

SFAM-EPA-BP101421.M Mon Oct 25 17:34:20 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0@7592.D

Acqg On : 22 Oct 2021 16:23
Operator : CG/JU

Sample : M4281-10

Misc :

ALS Vvial : 52  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 Hexadecanoic acid, octadecy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.816 17.06 ng/ul 2526660 Chrysene-d12 21.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, octadecyl ester 509 C34H6802 002598-99-4 72
2 Hexadecanoic acid, tetradecyl ester 452 C30H6002 004536-26-9 62
3 Tetradecanoic acid, hexadecyl ester 452 C30H6002 002599-01-1 52
4 Hexadecanoic acid, octadecyl ester 509 C34H6802 002598-99-4 41
5 Tetradecanoic acid, hexadecyl ester 452 C30H6002 002599-01-1 38

Abundance Scan 2980 (20.816 min): BP007592.D\data.ms (-2971) (- m/z 257.15 100.00%
57

1 257.1
5000
; P
W30 sms
oA MLk ‘MH ‘M‘hww““‘4‘1‘6“1‘_””“_ m/z 57.10 98.11%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #339310: Hexadecanoic acid, octadecyl ester
257.0
57.0
5000 — —
20.50 21.00
} m/z 43.10 72.81%
508.0
O \l”\“\”\\\“‘\Jl\MIl‘\\J\:\J\l\L“l\W\\‘3\2\5\\0‘\\\\‘4\2\4\\0‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #326477: Hexadecanoic acid, tetradecyl ester
57.0 257.0
— —
20.50 21.00
5000 m/z 229.20  63.19%
196.0
LT
o‘L‘mx‘mn..m TR U1 S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #326479: Tetradecanoic acid, hexadecyl ester — =
57.0 229.0 20.50 21.00
m/z 55.10 61.35%
h Jh
452.0
0 At"M"M\‘ammH s 0000 e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP102121\
Data File : BP0@7592.D

Acqg On : 22 Oct 2021 16:23
Operator : CG/JU

Sample : M4281-10

Misc :

ALS Vvial : 52  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|
unknown-01 10.116 3.0 ng/ul 222508 2 10.752 1497230 20.0
Ethanol, 2-(2-b... 10.534 10.4 ng/ul 776451 2 10.752 1497230 20.0
2,4,7,9-Tetrame... 13.493 2.2 ng/ul 248696 3 14.581 2230800 20.0
Benzenebutanoic... 13.716 2.6 ng/ul 292216 3 14.581 2230800 20.0
5-Hexyl-5-methy... 15.440 2.7 ng/ul 297040 3 14.581 2230800 20.0
n-Hexadecanoic ... 18.228 2.0 ng/ul 255781 4 17.334 2497920 20.0
9-Octadecenoic ... 19.145 3.2 ng/ul 402942 4 17.334 2497920 20.0
Hexadecanoic ac... 20.816 17.1 ng/ul 2526660 5 21.422 2961760 20.0
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