LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33990.D

Acqg On : 03 Feb 2022 00:57
Operator : CG/JU

Sample : N1355-07DL 5X

Misc :

ALS Vvial : 61 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_M\Methods\SFAM-EPA-BM@13122.M
Title : SVOA CALIBRATION

Signal : TIC: BM@33990.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.308 8 12 21 rVB 134778 161821 5.34% 0.609%
2 3.596 55 61 66 rBvV3 26140 71188 2.35% 0.268%
3 3.649 66 70 74 rVB 124443 157137 5.19% 0.591%
4 3.872 105 108 115 rVB 24368 30293 1.00% 0.114%
5 4.125 115 151 153 rBV2 399845 2579940 85.21% 9.707%
6 4.466 205 209 219 rVB 172534 225338 7.44% 0.848%
7 5.002 295 300 307 rVW 625357 867476 28.65%  3.264%
8 5.055 307 309 313 rVv4 11829 17268 ©.57% 0.065%
9 5.343 356 358 363 rvVve 10286 19439 0.64% 0.073%
10 5.407 363 369 375 rW 190159 278839 9.21% 1.049%
11 5.543 385 392 408 rVB 579504 1166563 38.53% 4.389%
12 5.749 422 427 435 rVB 64487 92808 3.07% 0.349%
13  5.913 450 455 462 rVW 348864 536561 17.72% 2.019%
14 5.984 462 467 476 rVB 222333 321735 10.63% 1.211%
15 6.184 496 501 506 rBV6 8612 17819 ©0.59% 0.067%
16 6.401 535 538 547 rVW5 16906 37844  1.25% 0.142%
17 6.560 560 565 576 rVB2 55900 93904 3.10% ©.353%
18 6.913 614 625 632 rBV3 79533 179769 5.94% 0.676%
19 6.972 632 635 637 rvv2 12104 18109 0.60% 0.068%
20 7.007 637 641 646 rVV 53356 83650 2.76% 0.315%
21 7.078 646 653 660 rVv2 133224 257633 8.51% 0.969%
22 7.143 660 664 670 rVB 43592 63120 2.08% 0.237%
23 7.243 675 681 687 rBV 83255 130956 4.33%  0.493%
24 7.301 687 691 698 rBV3 44954 86076  2.84% 0.324%
25 7.448 711 716 724 rVV2 118441 202093 6.67% 0.760%
26 7.519 724 728 730 rW 15127 21286 0.70% 0.080%
27 7.566 730 736 743 rVB2 98091 216581 7.15% 0.815%
28 7.707 755 760 768 rBV3 14924 27566 0.91% 0.104%
29 7.919 789 796 803 rBV 547612 869423 28.71% 3.271%
30 7.990 803 808 812 rWwW4 21702 38950 1.29% 0.147%
31 8.043 812 817 824 rVB 42941 73332 2.42% 0.276%
32 8.160 832 837 844 rVWV 119666 201646 6.66% 0.759%
33 8.219 844 847 853 rVB5 15530 24742 0.82% 0.093%
34 8.295 854 860 867 rvB7 9703 21624 0.71% 0.081%
35 8.478 884 891 896 rvww4 21666 47854 1.58% 0.180%
36 8.566 902 906 909 rBV 28251 42747 1.41% 0.161%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33990.D

Acqg On : 03 Feb 2022 00:57
Operator : CG/JU

Sample : N1355-07DL 5X

Misc :

ALS Vvial : 61 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_M\Methods\SFAM-EPA-BM@13122.M
Title : SVOA CALIBRATION
37 8.631 909 917 924 rVvB2 132887 251550 8.31% 0.946%
38 8.701 924 929 932 rBV 16504 23953 0.79% 0.090%
39 8.748 932 937 943 rW2 28463 58198 1.92% 0.219%
40 8.878 954 959 965 rBV3 26605 51088 1.69% 0.192%
41  8.937 965 969 977 rVB2 19742 34813 1.15% 0.131%
42 9.037 977 986 989 rBV3 45555 90981 3.00% 0.342%
43 9.084 989 994 1000 rvv 93797 159647 5.27% 0.601%
44  9.166 1000 1008 1012 rVV 98221 149203 4.93% 0.561%
45 9.219 1012 1017 1021 rVWV 49083 81074 2.68% 0.305%
46 9.295 1026 1030 1034 rVB6 12992 24831 0.82% 0.093%
47  9.560 1072 1075 1081 rVV2 16375 34237 1.13% 0.129%
48 9.619 1081 1085 1095 rVv2 25578 62615 2.97% 0.236%
49 9.807 1109 1117 1123 rBV 83958 151019 4.99% 0.568%
50 9.866 1123 1127 1132 rVB4 12347 19419 0.64% 0.073%
51 10.001 1138 1150 1157 rVV 147967 364609 12.04% 1.372%
52 10.142 1169 1174 1177 rBV5 12296 26366 0.87% 0.099%
53 10.354 1203 1210 1220 rVV2 177542 320737 10.59% 1.207%
54 10.513 1232 1237 1245 rVV2 25439 41674 1.38% 0.157%
55 10.731 1264 1274 1280 rVV 716350 1244290 41.10% 4.682%
56 10.784 1280 1283 1290 rVvVv3 25708 48060 1.59% 0.181%
57 10.866 1290 1297 1308 rVB 70203 138104 4.56% 0.520%
58 11.501 1399 1405 1416 rVB4 12888 31297 1.03% 0.118%
59 11.625 1420 1426 1437 rBV 20385 42223 1.39% 0.159%
60 12.201 1521 1524 1529 rVV3 11275 18473 0.61% 0.070%
61 12.260 1529 1534 1540 rVV2 13166 22501 0.74% 0.085%
62 12.495 1568 1574 1589 rBV2 24829 70690 2.33% 0.266%
63 12.842 1628 1633 1639 rBV6 10331 17601 0.58% 0.066%
64 12.972 1647 1655 1661 rBv4 21833 47208 1.56% ©0.178%
65 13.383 1720 1725 1735 rVV2 30681 57470 1.90% 0.216%
66 13.601 1758 1762 1768 rVB3 15797 25678 ©0.85% 0.097%
67 13.966 1818 1824 1830 rVV 213391 291416 9.62% 1.096%
68 14.066 1837 1841 1845 rVV 26823 39722 1.31% 0.149%
69 14.107 1845 1848 1854 rVB 30117 42949 1.42% 0.162%
70 14.254 1867 1873 1882 rW 220740 327308 10.81% 1.231%
71 14.560 1918 1925 1933 rBV 1022330 1459079 48.19% 5.490%
72 14.754 1953 1958 1971 rBV2 40216 96425 3.18% 0.363%
73 15.548 2085 2093 2099 rBV 285594 414398 13.69% 1.559%
74 15.660 2107 2112 2118 rVV 58376 90480 2.99%  0.340%
75 16.130 2188 2192 2198 rVB4 11969 21325 0.70% 0.080%
76 16.613 2271 2274 2277 rVV5 10214 17364 0.57% 0.065%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33990.D

Acqg On : 03 Feb 2022 00:57
Operator : CG/JU

Sample : N1355-07DL 5X

Misc :

ALS Vvial : 61 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_M\Methods\SFAM-EPA-BM@13122.M
Title : SVOA CALIBRATION

77 16.654 2277 2281 2286 rVV9 8716 17690 0.58% 0.067%
78 17.054 2344 2349 2352 rVW5 12817 21781 0.72% 0.082%
79 17.295 2382 2390 2395 rBV 1119712 1588051 52.45% 5.975%
80 17.336 2395 2397 2401 rVV 102859 118537 3.91% 0.446%
81 17.395 2401 2407 2417 rVB 292426 439817 14.53% 1.655%
82 17.877 2484 2489 2493 rBV2 18721 25305 0.84% 0.095%
83 18.018 2509 2513 2519 rBV3 11185 22129 0.73% ©0.083%
84 18.189 2534 2542 2545 rVW2 70969 135409 4.47% 0.509%
85 18.218 2545 2547 2552 rVB 40461 50622 1.67% 0.190%
86 18.360 2566 2571 2575 rVV2 34646 64328 2.12% 0.242%
87 18.401 2575 2578 2586 rVB 25151 42111 1.39% ©0.158%
88 18.507 2591 2596 2600 rBv8 10091 19099 0.63% 0.972%
89 19.083 2690 2694 2699 rBV2 30960 47439 1.57% 0.178%
90 19.177 2707 2710 2714 rVB4 13920 20119 0.66% 0.076%
91 19.348 2734 2739 2746 rVB 102286 151970 5.02% 0.572%
92 19.677 2790 2795 2798 rBV 378746 510536 16.86% 1.921%
93 20.195 2880 2883 2887 rVB4 30885 39764 1.31% 0.150%
94 21.165 3045 3048 3057 rVB3 104496 159985 5.28% 0.602%
95 21.459 3092 3098 3102 rBV 1361910 1832082 60.51% 6.893%

96 22.083 3201 3204 3211 rVB4 141215 200664 6.63% ©.755%
97 23.118 3377 3380 3385 rVB2 109339 148717 4.91% ©.560%
98 23.365 3416 3422 3431 rVB 1798243 3027766 100.00% 11.392%
99 23.689 3472 3477 3482 rBV 210077 367401 12.13%  1.382%
100 23.842 3497 3503 3513 rVB2 880182 1733496 57.25% 6.522%

Sum of corrected areas: 26578023
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: @3 Feb 2022 00:57
: CG/IU
¢ N1355-07DL 5X

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM020122\
BM@33990.D

: 61  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M

Quant Title

TIC Library

: SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BM033990.D\data.ms

10.731

5.002 5543

7.919
5913
5.40 4556 8160 8.631 é)ooj. .354
5,055,343 5749 e w@;‘iﬁof’eﬁ’%@@z P Sameldlho 1:40518985°  11aqms

4.125

O\\‘\\\\’\\\\‘\\\\\\\\‘\\\\\\\\’\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM033990.D\data.ms

2000000
1500000
17.295
14.560
1000000
500000
13.968.254
122200495 212497213.388601 1}44 4.754 A i -
e e e e o e e e L I B e e I B o P e e T L A R e e e e e e
Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50
Abundance TIC: BM033990.D\data.ms
23.865
2000000
21.459
1500000
23.842

1000000

500000

o

Time-->

21.00 2150 22.00 2250 23.00 23.50 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_M\Data\BM@20122\
Data File : BM@33990.D

Acqg On : 03 Feb 2022 00:57
Operator : CG/JU

Sample : N1355-07DL 5X

Misc

ALS vial : 61 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Methyl Isobutyl Ketone Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
3.649 3.61 ng/ul 157137 1,4-Dichlorobenzene-d4 7.919

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Methyl Isobutyl Ketone 100 C6H120 000108-10-1 90
2 2-Hexanone 100 C6H120 000591-78-6 80
3 Methyl Isobutyl Ketone 100 C6H120 000108-10-1 80
4 2-Hexanone 100 C6H120 000591-78-6 78
5 Methyl Isobutyl Ketone 100 C6H120 000108-10-1 72
Abundance  Scan 70 (3.649 min): BM033990.D\data.ms (-66) (-) m/z 43.10 100.00%
43.1
5000
85.0 L L L B L BN B

“ 3.40 3.60 3.80 4.00
et b 13291770 2080 0 5g 65 42.12%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4345: Methyl Isobutyl Ketone
43.0
5000 LML L L LB L B
3.40 3.60 3.80 4.00
100.0 m/z 57.05 30.75%
\H \H‘\ \‘670 ‘
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4253: 2-Hexanone
43.0
R R R
340 3.60 3.80 4.00
‘ 710 100.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4355: Methyl Isobutyl Ketone EEREREEREE R
43.0 3.40 3.60 3.80 4.00

m/z 85.05 18.45%

5000
Sul O

m/z--> 20 40 60 80 100 120 140 160 180 200 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33990.D

Acqg On : 03 Feb 2022 00:57
Operator : CG/JU

Sample : N1355-07DL 5X

Misc

ALS vial : 61 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Butanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.125 59.35 ng/ul 2579940 1,4-Dichlorobenzene-d4 7.919

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid 88 C4H802 000107-92-6 90
2 Butanoic acid 88 (C4H802 000107-92-6 83
3 Butanoic acid 88 (C4H802 000107-92-6 80
4 Butanoic acid 88 (C4H802 000107-92-6 64
5 Pentanoic acid 102 C5H1002 000109-52-4 56
Abundance Scan 151 (4.125 min): BM033990.D\data.ms (-115) (-) m/z 60.05 100.00%
60.0
5000
P
37 87.1 3.80 4.00 4.20 4.40
et LB 1830 1929 2211 0 73,10 34.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #2273: Butanoic acid
60.0
5000 \\‘\\\\‘\\\L\,‘\T\‘\\‘\\\\’
27.0 3.80 4.00 4.20 4.40
m/z 42.05 23.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #2274: Butanoic acid
60.0
R EARENEEEEEREEaY
3.80 4.00 4.20 4.40
5000 m/z 41.10 23.16%
27.0
T S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #2275: Butanoic acid R e R
60.0 3.80 4.00 4.20 4.40
m/z 45.05 19.90%
5000
27.0
L, ss0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33990.D

Acqg On : 03 Feb 2022 00:57
Operator : CG/JU

Sample : N1355-07DL 5X

Misc

ALS vial : 61 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Ethanol, 2-propoxy- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
4.466 5.18 ng/ul 225338 1,4-Dichlorobenzene-d4 7.919

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-propoxy- 104 C5H1202 002807-30-9 83
2 Ethanol, 2-propoxy- 104 C5H1202 002807-30-9 72
3 Ethanol, 2-propoxy- 104 C5H1202 002807-30-9 52
4 2-Propanone, 1-(1,3-dioxolan-2-yl)- 130 C6H1003 000767-04-4 50
5 2-Propanone, 1-(1,3-dioxolan-2-yl)- 130 C6H1003 000767-04-4 40
Abundance Scan 209 (4.466 min): BM033990.D\data.ms (-205) (-) m/z 43.10 100.00%
43.1
5000
73.1
TR
4.20 4.40 4.60 4.80
Ol 12042 1471 1909 /7 45.05  49.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5368: Ethanol, 2-propoxy-
43.0
5000 T [ T[T rrrrprrrt
4.20 4.40 4.60 4.80
73.0 m/z 41.10 30.66%
19.d’
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5369: Ethanol, 2-propoxy-
43.0
EENE e AR R
4.20 4.40 4.60 4.80
5000 m/z 73.10 29.13%
73.0
180 | | | 1000
A B e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5367: Ethanol, 2-propoxy- R
43.0 4.20 4.40 4.60 4.80
m/z 86.05 8.77%
5000 73.0
m/z--> 20 40 60 80 100 120 140 160 180 200 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33990.D

Acqg On : 03 Feb 2022 00:57
Operator : CG/JU

Sample : N1355-07DL 5X

Misc

ALS vial : 61 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.002 19.96 ng/ul 867476  1,4-Dichlorobenzene-d4 7.919

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
4 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
Abundance Scan 300 (5.002 min): BM033990.D\data.ms (-295) (-) m/z 43.10 100.00%
3.1
5000

101.1 e e

| ‘ ~ 4.604.805.00 5.20 5.40
bt 730, 1829 1930 2810 nm/z 59.05  61.91%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-

43.0
5000 I L LB B

4.60 4.80 5.00 5.20 5.40
m/z 101.10 21.61%

H 101.0
\’\“\H\\“H}\\W‘7\\\'\0“!!\f“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
e e
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.10  15.53%
101.0

wl : |
A e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl- T
43.0 4.60 4.80 5.00 5.20 5.40

m/z 41.10 9.77%

5000
101.0

‘ 73.0
e e e T e e R A REARR
m/z--> 20 40 60 80 100120140160180200220240260280 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33990.D

Acqg On : 03 Feb 2022 00:57
Operator : CG/JU

Sample : N1355-07DL 5X

Misc

ALS vial : 61 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Ethylbenzene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.407 6.41 ng/ul 278839 1,4-Dichlorobenzene-d4 7.919

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethylbenzene 106 C8H10 000100-41-4 95
2 Ethylbenzene 106 C8H10 000100-41-4 94
3 Ethylbenzene 106 C8H10 000100-41-4 94
4 Ethylbenzene 106 C8H10 000100-41-4 91
5 Ethylbenzene 106 C8H10 000100-41-4 91
Abundance Scan 369 (5.407 min): BM033990.D\data.ms (-363) (-) m/z 91.10 100.00%
91.1
5000 j\
“H‘_‘H“H‘_‘H“
51.0 5.00 5.20 5.40 5.60 5.80
e b 13292201 ) 106,10 28.25%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #5731: Ethylbenzene
91.0
5000 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\

5.00 5.20 5.40 5.60 5.80
m/z 51.05 11.12%

51.0
‘_}ﬁguH_wu_MH_‘MmMH,HH‘HH‘HH,HH‘HH‘H
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #5732: Ethylbenzene
91.0

500520540560580

51.0
*w%ﬁe*whwhW“JM*Mw“HvHH\HH\HH!HH\HH\H
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #5734: Ethylbenzene “‘H““w““‘u““
91.0 5.00 5.20 5.40 5.60 5.80

m/z 77.05 8.78%

5000
51.0
260, | | 4 |

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 5.00 5.20 5.40 5.60 5.80

SFAM-EPA-BM@13122.M Fri Feb 04 ©8:05:58 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33990.D

Acqg On : 03 Feb 2022 00:57
Operator : CG/JU

Sample : N1355-07DL 5X

Misc

ALS vial : 61 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Benzene, 1,3-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.543  26.84 ng/ul 1166560 1,4-Dichlorobenzene-d4 7.919

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
2 p-Xylene 106 C8H10 000106-42-3 97
3 p-Xylene 106 C8H10 000106-42-3 97
4 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
5 o-Xylene 106 C8H10 000095-47-6 97
Abundance Scan 392 (5.543 min): BM033990.D\data.ms (-385) (-) m/z 91.10 100.00%
91.1
5000 /\
“H‘W‘H“H‘W‘H“
51.0 ‘ 5.20 5.40 5.60 5.80
H‘_“ﬂ‘ﬂmpUuh‘m!‘ﬂuu“u“w“_“w“u?999 m/z 106.10  44.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5747: Benzene, 1,3-dimethyl-
91.0
5000 L L L L B L R I

5.20 5.40 5.60 5.80
m/z 105.10  21.22%

51.0 ‘
\\\‘2\7\(\)\“\\‘h‘\“‘\‘\\\‘”‘\\1\“N\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5725: p-Xylene
91.0
R A RRARE RS
5.20 5.40 5.60 5.80
5000 ITI z 77.05 12.99%
51.0 ‘
L) T I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5724: p-Xylene e T T
91.0 5.20 5.40 5.60 5.80

m/z 51.05 10.10%

5000
210 Sﬁoww I
I

m/z--> 20 40 60 80 100 120 140 160 180 200 5.20 5.40 5.60 5.80

SFAM-EPA-BM@13122.M Fri Feb 04 ©8:05:59 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33990.D

Acqg On : 03 Feb 2022 00:57
Operator : CG/JU

Sample : N1355-07DL 5X

Misc

ALS vial : 61 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 7 2-Heptanone Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
5.749 2.13 ng/ul 92808 1,4-Dichlorobenzene-d4 7.919
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone 114 C7H140 000110-43-0 87
2 2-Heptanone 114 C7H140 000110-43-0 78
3 2-Heptanone 114 C7H140 000110-43-0 78
4 2-Heptanone 114 C7H140 000110-43-0 64
5 2-Octanone 128 C8H160 000111-13-7 56
Abundance Scan 427 (5.749 min): BM033990.D\data.ms (-422) (-) m/z 43.05 100.00%
43.0
5000
S 5.40 5.60 5.80 6.00
HHWH““m“_“m_um,mf‘w_m,w_mz‘??;‘l m/z 58.10  59.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8423: 2-Heptanone
43.0
5000 L LA B L LA BN R B
5.40 5.60 5.80 6.00
m/z 71.10 15.43%
71.0
\\\\‘\‘\‘\\“‘H\\‘\‘\\‘}\‘\‘\\\"\1\]-\4\..‘()\\\\‘\\\\’\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #8421: 2-Heptanone
43.0 /\
N Ve S
5.40 5.60 5.80 6.00
5000 ITI/Z 41.10 11.04%
71.0
ol 1140
il R I |
et
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8418: 2-Heptanone RARNEEEE R
43.0 5.40 5.60 5.80 6.00
m/z 59.10 10.17%
5000
71.0
0l 1140
I | L L
At
m/z--> 20 40 60 80 100 120 140 160 180 200 5.40 5.60 5.80 6.00

SFAM-EPA-BM@13122.M Fri Feb 04 ©8:06:00 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33990.D

Acqg On : 03 Feb 2022 00:57
Operator : CG/JU

Sample : N1355-07DL 5X

Misc

ALS vial : 61 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 o0-Xylene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
5.913  12.34 ng/ul 536561 1,4-Dichlorobenzene-d4 7.919
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Xylene 106 C8H10 000095-47-6 97
2 o-Xylene 106 C8H10 000095-47-6 97
3 Benzene, 1,3-dimethyl- 106 C8H1e 000108-38-3 97
4 Benzene, 1,3-dimethyl- 106 C8H1e 000108-38-3 97
5 p-Xylene 106 C8H10 000106-42-3 97
Abundance Scan 455 (5.913 min): BM033990.D\data.ms (-450) (-) m/z 91.10 100.00%
91.1
5000 \j\
R ARmmmEEEEEE
51.1 ‘ 5.60 5.80 6.00 6.20
Obrreprebibe b 1910 2810 1e6.05  41.61%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #5727: 0-Xylene
91.0
5000 \\\‘\\\\‘\\\\‘\\\\’\\\\‘
5.60 5.80 6.00 6.20
m/z 105.10  19.14%
39.0
\H‘H\\“\\‘h‘\"‘\‘\HH‘\\1\‘\‘H\‘HH‘\H\’\H\’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #5719: o-Xylene
91.0
\\\‘\\\\‘\\\\‘\\\\’\\\\‘
5.60 5.80 6.00 6.20
5000 m/z 77.05 12.33%
51.0
1‘”‘H‘“_J‘:u,hhH‘”_ul"MH‘W‘,‘m,"H_MWWW,H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #5749: Benzene, 1,3-dimethyl- T T
91.0 5.60 5.80 6.00 6.20
m/z 51.10 10.32%
5000
39.0
T O ) e
m/z--> 20 40 60 80 100120140160180200220240260280 5.60 5.80 6.00 6.20

SFAM-EPA-BM@13122.M Fri Feb 04 ©8:06:01 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33990.D

Acqg On : 03 Feb 2022 00:57
Operator : CG/JU

Sample : N1355-07DL 5X

Misc

ALS vial : 61 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Ethanol, 2-butoxy- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.984 7.40 ng/ul 321735 1,4-Dichlorobenzene-d4 7.919

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 83
2 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 74
3 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 64
4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
5 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 50
Abundance Scan 467 (5.984 min): BM033990.D\data.ms (-462) (-) m/z 57.10 100.00%

57.1
5000

87.1 ‘ TTTT ‘ L ‘ TTT1T ‘ LU ‘ T
‘ 5.60 5.80 6.00 6.20 6.40
\

el 2470 193.0 2211 ny; 45.05  40.79%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10027: Ethanol, 2-butoxy-
57.0

5000 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
29.0 5.60 5.80 6.00 6.20 6.40

m/z 41.10 37.68%

87.0
\\\‘\‘}‘\\“H\\‘1“\\‘\‘\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10024: Ethanol, 2-butoxy-
57.0

5.60 5.80 6.00 6.20 6.40

5000 29.0 ITI/Z 87.10 18.74%
87.0
il [ 118.0
R R RARass s
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10025: Ethanol, 2-butoxy- R EammaRR e S
57.0 5.60 5.80 6.00 6.20 6.40

m/z 56.10 8.47%

5000
29.0 87.0

h‘\‘ iy ol ‘ 118.0 \

b bt e b et RS e e e e AR e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 5.60 5.80 6.00 6.20 6.40

SFAM-EPA-BM@13122.M Fri Feb 04 ©8:06:02 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33990.D

Acqg On : 03 Feb 2022 00:57
Operator : CG/JU

Sample : N1355-07DL 5X

Misc

ALS vial : 61 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 2-Propanol, 1-butoxy- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
6.560 2.16 ng/ul 93904  1,4-Dichlorobenzene-d4 7.919

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-butoxy- 132 C7H1602 005131-66-8 83
2 1-Propanol, 2-(1-methylethoxy)- 118 C6H1402 003944-37-4 53
3 Acetaldehyde isobutyl propyl acetal 160 C9H2002 1000431-63-1 50
4 Propane, 1,1'-[ethylidenebis(oxy... 146 C8H1802 000105-82-8 50
5 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 42

Abundance Scan 565 (6.560 min): BM033990.D\data.ms (-560) (-) m/z 45.05 100.00%

45.0
5000 871
126.2 207.0 6.20 6.40 6.60 6.80
H\‘HH" i‘\‘\h\“\“‘\w\i“\H\‘\‘\-\\‘HH‘HH‘HH‘\‘\.\\ m/Z 57.05 87.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16537: 2-Propanol, 1-butoxy-
45.0
5000 \|HH‘HH‘H\”\j‘{\HH‘\
87.0 6.20 6.40 6.60 6.80
m/z 41.05 50.35%
15\0 ‘\“ | | Il 1l 1170
\\\‘\\\\’ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10077: 1-Propanol, 2-(1-methylethoxy)-
45.0
R EaaEaRSEEE
6.20 6.40 6.60 6.80
5000 m/z 87.10 38.74%
87.0
“W‘HHJW‘HW‘L"‘H"H“‘H“_“‘_“W“‘W“H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36890: Acetaldehyde isobutyl propyl acetal ‘,M W‘/\‘M EEaREE R fﬁ =
45.0 6.20 6.40 6.60 6.80
m/z 56.10  33.43%
87.0
5000
o 4L w0
m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80

SFAM-EPA-BM@13122.M Fri Feb 04 ©8:06:03 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33990.D

Acqg On : 03 Feb 2022 00:57
Operator : CG/JU

Sample : N1355-07DL 5X

Misc

ALS vial : 61 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 .beta.-Ethoxypropionic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
6.913 4.14 ng/ul 179769 1,4-Dichlorobenzene-d4 7.919

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Ethoxypropionic acid 118 C5H1e03 004324-38-3 52
2 Butanoic acid, 3-hydroxy- 104 C4H803 000300-85-6 42
3 Butanoic acid, 3-hydroxy-, ethyl... 132 C6H1203 005405-41-4 38
4 Butanoic acid, 3-hydroxy-, ethyl... 132 C6H1203 005405-41-4 38
5 (SS)- or (RR)-4-methyl-2,3-penta... 118 C6H1402 006464-40-0 38
Abundance Scan 625 (6.913 min): BM033990.D\data.ms (-614) (-) m/z 73.05 100.00%
73.0
4311
5000
6.606.807.00720
| ‘ 120.1 281.C : ' . : o
e el m/z 45.10 81.91%
miz--> 50 100 150 200 250
Abundance #9886: .beta.-Ethoxypropionic acid
31.0 730
5000 A LR RN
6.60 6.80 7.00 7.20
m/z 43.10 74.32%
\“‘\H!‘ \“\ \Oi“S\O\ L e B B e B Bt B B B
miz--> 50 100 150 200 250
Abundance #5292: Butanoic acid, 3-hydroxy-
45.0
R
6.60 6.80 7.00 7.20
5000 m/z 71.10 61.07%
89.0
Lo
m/z--> 50 100 150 200 250
Abundance #16411: Butanoic acid, 3-hydroxy-, ethyl ester e A BaRRN R R,
43.0 6.60 6.80 7.00 7.20
m/z 74.10  49.48%
5000
87.0
‘ ‘ 117.0
ol Wb L b
m/z--> 50 100 150 200 250 6.60 6.80 7.00 7.20

SFAM-EPA-BM@13122.M Fri Feb 04 ©8:06:04 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33990.D

Acqg On : 03 Feb 2022 00:57
Operator : CG/JU

Sample : N1355-07DL 5X

Misc

ALS vial : 61 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 Mesitylene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.566 4.98 ng/ul 216581 1,4-Dichlorobenzene-d4 7.919

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 95
2 Mesitylene 120 C9H12 000108-67-8 94
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 93
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90
Abundance Scan 736 (7.566 min): BM033990.D\data.ms (-730) (-) m/z 105.10 100.00%
105.1
5000 U\ J\ /\
R  RERAsREESs SRR
51,? 77.0 7.20 7.40 7.60 7.80
el L 1422 1930 2211 0950 16 41.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10695: Mesitylene
105.0
7.20 7.40 7.60 7.80
m/z 77.05 11.76%
39.0 77.0
\\\‘\‘\\\“‘\\“1‘\”“\‘\\\“"\\‘{\‘H‘\\‘\““\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10692: Mesitylene
105.0
AR BaaEEa A
7.20 7.40 7.60 7.80
5000 m/z 119.10 11.67%
77.0
51.0
TR T T Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 [\/\
Abundance #10715: Benzene, 1,2,3-trimethyl- SN R UMM 6 SNDMSNBMSY
105.0 7.20 7.40 7.60 7.80
m/z 91.05 11.34%
5000
) 77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.20 7.40 7.60 7.80

SFAM-EPA-BM@13122.M Fri Feb 04 ©8:06:05 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33990.D

Acqg On : 03 Feb 2022 00:57
Operator : CG/JU

Sample : N1355-07DL 5X

Misc

ALS vial : 61 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 Benzyl alcohol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.160 4.64 ng/ul 201646 1,4-Dichlorobenzene-d4 7.919

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzyl alcohol 108 C7H80 000100-51-6 98
2 Benzyl alcohol 108 C7H80 000100-51-6 96
3 Benzyl alcohol 108 C7H80 000100-51-6 94
4 Benzyl alcohol 108 C7H80 000100-51-6 94
5 N-Cbz-glycylglycine p-nitropheny... 387 C18H17N307 013574-81-7 91
Abundance Scan 837 (8.160 min): BM033990.D\data.ms (-832) (-) m/z 79.05 100.00%
79.0
108.1
5000
‘,H‘W‘H“H‘W‘H‘_
56“'0 ‘ ‘ ( 7.80 8.00 8.20 8.40
el e 28 m/z 108,10 73.70%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #6065: Benzyl alcoho
79.0
108.0
5000 L B L LI L LI L I

7.80 8.00 8.20 8.40
5(10 m/z 77.05 66.50%
0| |

\H‘H\\‘\\U\"UH‘\“\\“H‘\‘\‘H‘H\\‘\H\‘\H\’\\H‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #6066: Benzyl alcohol
79.0 108.0

7.80 8.00 8.20 8.40

5000 m/z 107.10  55.18%
39.0
HWHH¢JWWHHLMWJ“\HHMH*MHWH*WHHM*HMHw*wa
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #6067: Benzyl alcohol T
79.0 108.0 7.80 8.00 8.20 8.40

m/z 51.05 28.09%

5000
39.0
ln \‘ ‘H I \‘ “ ]

m/z--> 20 40 60 80 100120140160180200220240260280 7.80 8.00 8.20 8.40

SFAM-EPA-BM@13122.M Fri Feb 04 ©8:06:06 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33990.D

Acqg On : 03 Feb 2022 00:57
Operator : CG/JU

Sample : N1355-07DL 5X

Misc

ALS vial : 61 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.166 3.43 ng/ul 149203 1,4-Dichlorobenzene-d4 7.919

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 91
2 Undecane 156 C11H24 001120-21-4 90
3 Undecane 156 C11H24 001120-21-4 90
4 Tridecane 184 C13H28 000629-50-5 90
5 Dodecane 170 C12H26 000112-40-3 90

Abundance Scan 1008 (9.166 min): BM033990.D\data.ms (-1000) (-) m/z 57.10 100.00%
57.1

‘ 8.80 9.00 9.20 9.40
98.2 156.2 . e
) “‘M LSS 2e 22t 28l o 43,10 84.33%
miz--> 50 100 150 200 250
Abundance #33081: Undecane
57.0
5000 LI LA L B BN NI I
8.80 9.00 9.20 9.40
m/z 71.10 44.08%
0L | Jomo, 1860
L L 1 l L
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #33077: Undecane
57.0
8.80 9.00 9.20 9.40
5000 m/z 41.10 43.14%
27‘.0\“ H\ \‘ \‘ 9%'0 156.0
L L A L )
s
m/z--> 50 100 150 200 250
Abundance #33078: Undecane A REE AR
43.0 8.80 9.00 9.20 9.40
m/z 85.05 25.22%
5000
85.0
IR
mlz--> 50 100 150 200 250 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33990.D

Acqg On : 03 Feb 2022 00:57
Operator : CG/JU

Sample : N1355-07DL 5X

Misc

ALS vial : 61 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 Benzoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.001 5.86 ng/ul 364609 Naphthalene-d8 10.731
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid 122 C7H602 000065-85-0 96
2 Benzoic acid 122 C7H602 000065-85-0 94
3 Benzoic acid 122 C7H602 000065-85-0 94
4 Benzoic acid 122 C7H602 000065-85-0 91
5 Heptanediamide, N,N'-di-benzoyloxy- 398 C21H22N206 1000253-26-4 91
Abundance Scan 1150 (10.001 min): BM033990.D\data.ms (-1138) (-  m/z 105.10 100.00%
105.1
5000 51.0
R
10.00
b L 1930 281 40 927,10 80.64%
miz--> 50 100 150 200 250
Abundance #11265: Benzoic acid
105.0
5000 e
51.0 10.00
m/z 77.05 77.97%
T T T \M!‘ \“\“‘H\ \“‘\ \‘\ T ‘ T T T T ‘ T T T T ‘ T T T T
miz-> 50 100 150 200 250
Abundance #11264: Benzoic acid
105.0
T
10.00
5000 m/z 51.05 38.19%
51.0
miz--> 50 100 150 200 250
Abundance #11261: Benzoic acid T Al
105.0 10.00
m/z 50.05 24.11%
5000
51.0
m/z--> 50 100 150 200 250 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33990.D

Acqg On : 03 Feb 2022 00:57
Operator : CG/JU

Sample : N1355-07DL 5X

Misc

ALS vial : 61 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.M
Quant Title : SVOA CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 (DEL) Alkane: Cyclic22.083 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
22.083 2.19 ng/ul 200664  Chrysene-di12 21.459
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 90
2 Heptacosyl acetate 438 C29H5802 1000351-78-2 87
3 Octacosanol 410 C28H580 000557-61-9 87
4 1-Triacontanol 438 C30H620 000593-50-0 87
5 n-Heptadecanol-1 256 C17H360 001454-85-9 76

Abundance Scan 3204 (22.083 min): BM033990.D\data.ms (-3201) (- m/z 83.10 100.00%

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

83.1
5000
242.2 = :
‘ 22.00
311.1 399.0
_H‘,Mm'“}m”ﬁ“'m““luM‘mmm“““““Af?‘l“lwﬁfl? m/z 97.05 90.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #87654: Cyclopentadecane
55.0
5000 WWW\(\M‘ ‘ WW\W
22.00
m/z 55.10 86.16%
‘ | F5 0 2100
‘\\L "\\\\‘LJ\\J‘\\‘\\\\‘l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #321407: Heptacosyl acetate
43.0
N T
22.00
5000 1.0 m/z 43.10 75.22%
| || ! ‘ | 181.0 250.0308.0 378. 0438 0 du

[
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ I

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00

Abundance #308225: Octacosanol - ‘
510 22.00
m/z 69.10 71.60%
5000
125.0
AL ‘ |, 1950 2920 3920
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Data Path : Z:\svoasrv\HPCHEM1\B
Data File : BM@33990.D

Acqg On : 03 Feb 2022 00:57
Operator : CG/JU

Sample : N1355-07DL 5X

Misc

ALS vial : 61 Sample Multipli

Quant Method
Quant Title

TIC Library

: SVOA CALIBRATION

: C:\Database\NIST

TIC Integration Parameters: LSCI

Library Search Compound Report

NA_M\Data\BM020122\

er: 1

20.L
NT.P

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM013122.M

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 17 Oxirane, 2,2'-[(1-methyleth...

Concentration Rank 2

Relative to ISTD R.T.

@ Perylene-di2

R.T. EstConc Area

23.365 34.93 ng/ul 302777

Hit# of 5 Tentative ID

1 Oxirane, 2,2'-[(1-methylethylide... 340 C21H2404

2 2,6-Bis(1,1-dimethylethyl)cycloh... 325 C21H27NO2

3 Oxirane, 2,2'-[(1-methylethylide... 340 C21H2404

4 4,4'-Methylenebis(6-tert-butyl-o... 340 C23H3202

5 N,N'-Bis(salicylidene)ethylenedi... 325 C16H14CoN202

Abundance Scan 3422 (23.365 min): BM033990.D\data.ms (-3416) (-

m/z-->

5000

o

Abundance

m/z-->

5000

Abundance

m/z-->

5000

Abundance

m/z-->

5000

32

57.1

b.2

001675-54-3 90
017119-01-6 64
001675-54-3 60
000096-65-1 59
014167-18-1 59

m/z 325.20 100.00%

T
23.00 23.50

119.1 2131
bbb kL L] 3871 4611 B49. ;356 15 21.88%
0 50 100 150 200 250 300 350 400 450 500 550
#248824: Oxirane, 2,2'-[(1-methylethylidene)bis(4,1-phen
325.0
— ——
23.00 23.50
29.0 m/z 57.10 13.48%
‘\\1‘1’\\J\W\“\lLlf‘W[IWMP\\‘WM\W‘\L\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
0 50 100 150 200 250 300 350 400 450 500 550
#230602: 2,6-Bis(1,1-dimethylethyl)cyclohexa-2,5-diene-:
325.0 /L
= R
23.00 23.50
m/z 340.15 11.24%
41.0 254
0 50 100 150 200 250 300 350 400 450 500 550
#248825: Oxirane, 2,2'-[(1-methylethylidene)bis(4,1-phen
325.0 23. 00 23 50
m/z 269.10 9.00%
29.0
M ’ 119.0 2130
. |
bt et e e e e e
0 50 100 150 200 250 300 350 400 450 500 550 23. 00 23 50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@20122\
Data File : BM@33990.D

Acqg On : 03 Feb 2022 00:57
Operator : CG/JU

Sample : N1355-07DL 5X

Misc

ALS Vvial : 61 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@13122.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|
Methyl Isobutyl... 3.649 3.6 ng/ul 157137 1 7.919 869423 20.0
Butanoic acid 4.125 59.4 ng/ul 2579940 1 7.919 869423 20.0
Ethanol, 2-prop... 4.466 5.2 ng/ul 225338 1 7.919 869423 20.0
2-Pentanone, 4-... 5.002 20.0 ng/ul 867476 1 7.919 869423 20.90
Ethylbenzene 5.407 6.4 ng/ul 278839 1 7.919 869423 20.0
Benzene, 1,3-di... 5.543 26.8 ng/ul 1166560 1 7.919 869423 20.0
2-Heptanone 5.749 2.1 ng/ul 92808 1 7.919 869423 20.0
o-Xylene 5.913 12.3 ng/ul 536561 1 7.919 869423 20.0
Ethanol, 2-butoxy- 5.984 7.4 ng/ul 321735 1 7.919 869423 20.0
2-Propanol, 1-b... 6.560 2.2 ng/ul 93904 1 7.919 869423 20.0
.beta.-Ethoxypr... 6.913 4.1 ng/ul 179769 1 7.919 869423 20.0
Mesitylene 7.566 5.0 ng/ul 216581 1 7.919 869423 20.0
Benzyl alcohol 8.160 4.6 ng/ul 201646 1 7.919 869423 20.0
(DEL) Alkane: S... 9.166 3.4 ng/ul 149203 1 7.919 869423 20.0
Benzoic acid 10.001 5.9 ng/ul 364609 2 10.731 1244290 20.0
(DEL) Alkane: C... 22.083 2.2 ng/ul 200664 5 21.459 1832080 20.0
Oxirane, 2,2'-[... 23.365 34.9 ng/ul 3027770 6 23.842 1733500 20.0
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