LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN020176.D

Acqg On : 15 Jun 2022 15:53
Operator : CG/JU

Sample : N3285-02

Misc :

ALS Vvial : 11 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_ N\Methods\SFAM-EPA-BN©60622 .M
Title : SVOA CALIBRATION

Signal : TIC: BN@20176.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.175 10 15 23 rvB4 22119 47211 0.54% 0.057%
2 3.258 25 29 33 rBvV 29719 43192 0.49% 0.052%
3 3.605 74 88 97 rBvV4 234686 662965 7.54% 0.797%
4 3.681 97 101 109 rBV 220518 385446  4.38% 0.463%
5 3.834 121 127 135 rBV 915407 1473220 16.75% 1.771%
6 3.911 135 140 151 rVV 158822 283402 3.22% 0.341%
7 4.852 263 300 303 rBV 568366 3479821 39.56% 4.184%
8 4.987 303 323 326 rVW 355558 1161982 13.21% 1.397%
9 5.322 373 380 386 rBV2 86057 164893 1.87% 0.198%
106 6.216 527 532 539 rVB 22737 42530 0.48% 0.051%
11  6.299 539 546 550 rBV2 38480 79481 0.90% 0.096%
12 6.358 550 556 562 rVB 84601 146123 1.66% 0.176%
13 6.675 599 610 620 rVB3 25635 81440 ©0.93% 0.098%
14 6.834 625 637 647 rBV 57240 117427 1.33% 0.141%
15 7.005 655 666 679 rBV2 1628277 3051432 34.69% 3.669%
16 7.134 679 688 697 rW 544229 905919 10.30% 1.089%
17 7.216 697 702 706 rVV2 19049 47550 0.54% 0.057%
18 7.334 715 722 730 rVW 620650 1068615 12.15% 1.285%
19 7.405 730 734 744 rVW 24232 46392 0.53% 0.056%
20 7.593 755 766 772 rBV7 13265 43996 0.50% ©0.053%
21 7.716 781 787 791 rBV2 41459 78962 0.90% 0.095%
22 7.799 795 801 808 rvv 528222 869740 9.89% 1.046%
23 7.875 808 814 823 rVWW 297667 567726 6.45% 0.683%
24 8.040 834 842 856 rVB 154961 327506  3.72%  0.394%
25 8.328 884 891 898 rBV7 17772 44374 0.50% ©0.053%
26 8.405 898 904 912 rBV2 26563 53919 0.61% 0.065%
27 8.511 912 922 928 rVW 604454 1081757 12.30% 1.301%
28 8.575 928 933 945 rVB 258053 571416 6.50% 0.687%
29 8.722 945 958 961 rBV5 36457 90592 1.03% 0.109%
30 8.769 961 966 974 rVB 125989 223944 2.55% 0.269%
31 8.952 990 997 1004 rVV 704696 1187910 13.50% 1.428%
32 9.034 1004 1011 1017 rVB3 61221 142704 1.62% 0.172%
33  9.169 1017 1034 1038 rBV 469273 1387958 15.78% 1.669%
34 9.252 1043 1048 1051 rBV 86244 121307 1.38% 0.146%
35 9.369 1062 1068 1073 rBV2 61783 97232 1.11% 0.117%

36 9.434 1073 1079 1081 rBV3 68420 113037 1.29% 0.136%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN020176.D

Acqg On : 15 Jun 2022 15:53
Operator : CG/JU

Sample : N3285-02

Misc :

ALS Vvial : 11 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_ N\Methods\SFAM-EPA-BN©60622 .M
Title : SVOA CALIBRATION
37 9.534 1088 1096 1100 rBV8 33626 77373 0.88% 0.093%
38 9.669 1112 1119 1131 rVB 614002 1081430 12.29% 1.300%
39 9.775 1131 1137 1139 rBV 90635 145513 1.65% 0.175%
40 9.805 1139 1142 1148 rWV 119592 205194 2.33% 0.247%
41  9.946 1148 1166 1169 rVV 388116 1492195 16.96% 1.794%
42 9.987 1169 1173 1178 rVV2 266332 552336 6.28% 0.664%
43 10.046 1179 1183 1186 rVV 135601 257082 2.92% 0.309%
44 10.081 1186 1189 1194 rVV2 131472 216120 2.46% 0.260%
45 10.152 1194 1201 1206 rVV5 70790 186478 2.12% 0.224%
46 10.216 1206 1212 1223 rVB 1001618 1840719 20.93% 2.213%
47 10.375 1230 1239 1248 rBV3 82736 183905 2.09% 0.221%
48 10.463 1248 1254 1258 rBV3 81846 145527 1.65% 0.175%
49 10.516 1258 1263 1269 rvV 645422 1093443 12.43% 1.315%
50 10.587 1269 1275 1281 rVV 867669 1511611 17.18% 1.817%
51 10.652 1281 1286 1290 rVvB2 71298 119595 1.36% 0.144%
52 10.728 1290 1299 1313 rBV 465025 1054408 11.99% 1.268%
53 10.952 1331 1337 1345 rVB 279527 476493 5.42% 0.573%
54 11.046 1346 1353 1359 rVB7 46776 107511 1.22% 0.129%
55 11.275 1359 1392 1399 rBV 1843763 8796469 100.00% 10.576%
56 11.393 1408 1412 1415 rBV3 32842 47377 0.54% 0.057%
57 11.452 1415 1422 1429 rVvVv3 185138 449759 5.11% 0.541%
58 11.510 1429 1432 1437 rVW 69761 101735 1.16% 0.122%
59 11.569 1437 1442 1446 rVV2 104856 174592 1.98% 0.210%
60 11.616 1446 1450 1458 rVB3 85898 163209 1.86% 0.196%
61 11.852 1484 1490 1494 rBV3 27906 74514 0.85% 0.090%
62 11.940 1496 1505 1513 rVB 528957 880371 10.01% 1.058%
63 12.081 1524 1529 1539 rBV3 108248 277893 3.16% 0.334%
64 12.175 1540 1545 1546 rBV4 35876 52740 0.60% 0.063%
65 12.422 1582 1587 1594 rBV 110842 177628 2.02% 0.214%
66 12.575 1609 1613 1614 rBV3 43661 53834 0.61% 0.065%
67 12.740 1633 1641 1648 rBV6 131754 310362 3.53% 0.373%
68 12.946 1672 1676 1682 rBV6 26213 56956 0.65% 0.068%
69 13.010 1684 1687 1695 rVB3 34548 64584 0.73% 0.078%
70 13.198 1715 1719 1727 rVB 47984 89617 1.02% 0.108%
71 13.281 1728 1733 1740 rVB 146133 272330 3.10% 0.327%
72 13.351 1741 1745 1747 rBV3 28563 44454 0.51% 0.053%
73 13.457 1758 1763 1765 rBV6 31164 56660 0.64% 0.068%
74 13.587 1782 1785 1791 rVB2 30769 49129 0.56% ©0.059%
75 13.669 1796 1799 1804 rVVe6 41027 56866 0.65% 0.068%

76 13.840 1822 1828 1836 rVB 1824353 2775919 31.56% 3.337%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN020176.D

Acqg On : 15 Jun 2022 15:53
Operator : CG/JU

Sample : N3285-02

Misc :

ALS Vvial : 11 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_ N\Methods\SFAM-EPA-BN©60622 .M

Title : SVOA CALIBRATION

77 13.963 1845 1849 1862 rBV 585395 1241956 14.12% 1.493%
78 14.063 1863 1866 1867 rVV2 103389 130795 1.49% 0.157%
79 14.122 1868 1876 1885 rVB 1877130 3209911 36.49% 3.859%
80 14.263 1895 1900 1912 rVB2 418950 969062 11.02% 1.165%
81 14.428 1922 1928 1934 rBV 1295591 1968259 22.38% 2.366%
82 14.651 1961 1966 1969 rBV 215474 339654 3.86% 0.408%
83 14.963 2016 2019 2026 rBv2 113631 154225 1.75% 0.185%
84 15.416 2091 2096 2103 rBV 2510627 4017472 45.67% 4.830%
85 15.540 2111 2117 2123 rBV 1174094 1707854 19.42%  2.053%
86 15.840 2164 2168 2171 rVB 99416 122992 1.40% 0.148%
87 16.392 2258 2262 2267 rVB2 186461 251734  2.86% 0.303%
88 16.775 2324 2327 2334 rBV 120518 207072  2.35%  0.249%
89 17.169 2389 2394 2402 rVB 1567133 2321947 26.40% 2.792%
90 17.269 2405 2411 2419 rVB 2673954 4088323 46.48% 4.915%
91 18.086 2545 2550 2566 rVB 928503 1369936 15.57% 1.647%
92 18.863 2678 2682 2690 rVB 255646 391305 4.45% 0.470%
93 19.363 2763 2767 2774 rBV 481554 651617 7.41% 0.783%
94 19.563 2796 2801 2807 rVB2 3037329 4260545 48.43% 5.122%
95 21.016 3045 3048 3051 rBV 254101 329811 3.75% 0.397%
96 21.051 3051 3054 3057 rVW 561135 812438 9.24% 0.977%
97 21.080 3057 3059 3067 rVB 587803 704992 8.01% 0.848%
98 21.357 3102 3106 3113 rVB 1695366 2221357 25.25% 2.671%
99 23.527 3468 3475 3482 rBV2 1832952 3679774 41.83% 4.424%
100 23.674 3494 3500 3510 rVB2 1008424 1957669 22.26%  2.354%

Sum of corrected areas: 83177752
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 15 Jun 2022 15:53
: CG/IU
: N3285-02

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
BN©20176.D

: 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.M
Quant Title : SVOA CALIBRATION

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

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000
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Time-->
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7.005
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN©20176.D

Acqg On : 15 Jun 2022 15:53
Operator : CG/JU

Sample : N3285-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 Propanoic acid, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.605 15.25 ng/ul 662965 1,4-Dichlorobenzene-d4 7.799

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 52
2 Acetic acid, (acetyloxy)- 118 C4H604 013831-30-6 50
3 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 43
4 CH3C(0)CH2CH20H 88 C4H802 000590-90-9 43
5 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 43
Abundance  Scan 88 (3.605 min): BN020176.D\data.ms (-74) (-) m/z 43.00 100.00%
43.0
5000
73.0
RERRERESLE L
‘ H 100.0 3.20 3.40 3.60 3.80 4.00
Obrrall by 11000 1350 2079 . 4160 57.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2317: Propanoic acid, 2-methyl-
43.0
5000 [T T[Tt
3.20 3.40 3.60 3.80 4.00
730 m/z 73.00  29.47%
0' \\‘\‘\\\\‘\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9854: Acetic acid, (acetyloxy)-
43.0
RERRNERESEE S S o
3.20 3.40 3.60 3.80 4.00
5000 m/z 39.00 20.51%
73.0
0“‘“qw“ﬂiH‘M“‘Hy““_“‘“H““‘w““‘u“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14553: Heptane, 2,3-dimethyl- RERREEEESEL R
43.0 3.20 3.40 3.60 3.80 4.00
m/z 57.00 18.87%
5000
84.0
Ok il 1280
m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN©20176.D

Acqg On : 15 Jun 2022 15:53
Operator : CG/JU

Sample : N3285-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 2-Pentanol, 4-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.834 33.88 ng/ul 1473220 1,4-Dichlorobenzene-d4 7.799

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 83
2 2-Hexanol 102 C6H140 000626-93-7 83
3 2-Hexanol 102 C6H140 000626-93-7 78
4 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 78
5 2-Hexanol, (S)- 102 C6H140 052019-78-0 64
Abundance Scan 127 (3.834 min): BN020176.D\data.ms (-121) (-) m/z 45.00 100.00%
45.0
5000 Jk
690 L L L LB B B
uﬂ | 3.60 3.80 4.00 4.20
Ol L2010 1329 1909 sz 43.00  24.28%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5003: 2-Pentanol, 4-methyl-
45.0

5000 LU L B I BRI R
3.60 3.80 4.00 4.20
m/z 69.00 17.83%
69.0
O\\]\-\B‘.(\)m‘\\“\\U‘\\‘\\‘N\J\-P‘l\p\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4961: 2-Hexanol
45.0
T A
3.60 3.80 4.00 4.20
5000 m/z 41.00 17.64%
69.0
o . | 1020
e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4958: 2-Hexano

45.0 360380400420
m/z 39.00 8.12%

5000
69.0
oL190 | . | 1010

m/z--> 20 40 60 80 100 120 140 160 180 200 360380400420
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN©20176.D

Acqg On : 15 Jun 2022 15:53
Operator : CG/JU

Sample : N3285-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 1-Pentanol Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
3.911 6.52 ng/ul 283402 1,4-Dichlorobenzene-d4 7.799

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentanol 88 C5H120 000071-41-0 72
2 1-Pentanol 88 C5H120 000071-41-0 64
3 1-Pentanol 88 C5H120 000071-41-0 64
4 1-Pentene 70 C5H10 000109-67-1 64
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 59
Abundance Scan 140 (3 911 min): BN020176.D\data.ms (-135) (-) m/z 42.00 100.00%

42.0
5000

‘H 1010 1603 3.60 3.80 4.00 4.20 ]
o"‘_‘m;‘m_m‘HH_H‘_m_m_m_m‘ m/z 55.00 88.21%

m/z--> 20 40 80 100 120 140 160 180
Abundance #2346: 1-Pentanol
42.0
70.0

5000 Crpe N e e
3.60 3.80 4.00 4.20

‘ m/z 41.00 69.39%

m/z--> 20 40 80 100 120 140 160 180
Abundance #2349: 1-Pentano
42.0

o

70.0 3.60 3.80 4.00 4.20
5000 m/z 70.00 38.36%
0 L&
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #2351: 1-Pentanol R N AaAR
42.0 3.60 3.80 4.00 4.20

m/z 57.05 26.31%

5000 70.0
50 | |
0 Il

m/z--> 20 40 60 80 100 120 140 160 180 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN©20176.D

Acqg On : 15 Jun 2022 15:53
Operator : CG/JU

Sample : N3285-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 Butanoic acid, 3-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
4.852 80.02 ng/ul 3479820 1,4-Dichlorobenzene-d4 7.799
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 90
2 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 83
3 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 78
4 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 72
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 64

Abundance Scan 300 (4.852 min): BN020176.D\data.ms (-263) (-) m/z 60.00 100.00%
60.0
5000 /\¥
87.0 \\\\‘\H\‘\H\‘\\H‘\\/\\
34 4.60 4.80 5.00 5.20
bt b 2068 7 42,05 42.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4814: Butanoic acid, 3-methyl-
60.0
5000 LB L I L L L N N IR
4.60 4.80 5.00 5.20
- m/z 40.95  36.82%
i I
O\\\\‘\‘\‘\\i\\\‘w‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4826: Butanoic acid, 3-methyl-
60.0
PR T
4.60 4.80 5.00 5.20
5000 m/z 45.00 24.54%
27.0
9 I
S I L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4825 Butanoic acid, 3-methyl- R EaEEREE S
60.0 4.60 4.80 5.00 5.20
m/z 39.00 20.01%
5000
27.0 87.0
0\H\‘\‘\‘\\‘H\‘m}“‘u‘\\‘\‘\H‘\\H‘\m‘\m‘uu‘\m‘\m R
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20

SFAM-EPA-BNO60622.M Wed Jun 29 22:23:19 2022 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN©20176.D

Acqg On : 15 Jun 2022 15:53
Operator : CG/JU

Sample : N3285-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 Butanoic acid, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.987 26.72 ng/ul 1161980 1,4-Dichlorobenzene-d4 7.799

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 83
2 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 78
3 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 78
4 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 72
5 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 64
Abundance Scan 323 (4.987 min): BN020176.D\data.ms (-303) (-) m/z 74.00 100.00%

74.0
41.0
5000

[T T T T
‘ 4.60 4.80 5.00 5.20 5.40

oHH_Hw‘w“m“\u_Hu_“19‘0;‘9‘W“‘1““7:9_”‘19‘2‘-?”” m/z 57.00  66.27%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4817: Butanoic acid, 2-methyl-
74.0
29.0

5000 T P
4.60 4.80 5.00 5.20 5.40

m/z 41.00 58.64%

\\\‘\“\ $11020
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4831: Butanoic acid, 2-methyl-
74.0

4.60 4.80 5.00 5.20 5.40

o

5000 m/z 87.00 25.96%
41.0
O bbbyt T 01D
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4829: Butanoic acid, 2-methyl- R A RERae aEE
74.0 4.60 4.80 5.00 5.20 5.40

m/z 45.00  19.20%

29.0
5000 /\/\
oL s 1020

m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN©20176.D

Acqg On : 15 Jun 2022 15:53
Operator : CG/JU

Sample : N3285-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 Pentanoic acid Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
5.322 3.79 ng/ul 164893 1,4-Dichlorobenzene-d4 7.799

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanoic acid 102 C5H1002 000109-52-4 64
2 Butanoic acid 88 (C4H802 000107-92-6 64
3 Pentanoic acid 102 C5H1002 000109-52-4 64
4 Butanoic acid 88 (C4H802 000107-92-6 64
5 Butanoic acid 88 C4H802 000107-92-6 64
Abundance Scan 380 (5.322 min): BN020176.D\data.ms (-373) (-) m/z 60.00 100.00%

60.0
5000

34E‘ - 5.00 5.20 5.40 5.60
el LS 2000 s 73,00 34.76%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4772: Pentanoic acid
60.0

5000 R
5.00 5.20 5.40 5.60

m/z 41.00  31.55%

\\\‘\}\\“‘H\‘\\h"\\\‘\‘8\7‘\.9\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2269: Butanoic acid
60.0

5.00 5.20 5.40 5.60

o

o

5000 m/z 56.00 31.16%
270
I 88.0
0“‘_NHH‘H\u‘uw‘m“H‘W‘H“H‘W“H‘H“_‘H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4773: Pentanoic acid AREEEN LS e
60.0 5.00 5.20 5.40 5.60

m/z 43.00 27.12%

5000
27.0
IEMAr?

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

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN©20176.D

Acqg On : 15 Jun 2022 15:53
Operator : CG/JU

Sample : N3285-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 7 Pentanoic acid, 4-methyl- Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
6.358 3.36 ng/ul 146123 1,4-Dichlorobenzene-d4 7.799

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanoic acid, 4-methyl- 116 C6H1202 000646-07-1 50
2 Butanoic acid, 3,3-dimethyl-, me... 130 C7H1402 010250-48-3 47
3 Pentanoic acid, 4-methyl- 116 C6H1202 000646-07-1 40
4 Pentanoic acid, 4-methyl- 116 C6H1202 000646-07-1 40
5 Butanoic acid, 3,3-dimethyl-, me... 130 C7H1402 010250-48-3 38
Abundance Scan 556 (6.358 min): BN020176.D\data.ms (-550) (-) m/z 57.00 100.00%
57.0
w h
/\530620640 660
101.0 : : : :

0! mh‘wm‘mWWm,‘“‘%93"9‘”_Ww%?,la‘ m/z 55.00  71.03%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #9223: Pentanoic acid, 4-methyl-

57.0
5000 L L B I LA LI LN B
6.00 6.20 6.40 6.60
m/z 74.00 64.72%
8r.0
O' ‘\\H\‘\‘[\7‘\H“HH‘.H\\‘\H\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #15569: Butanoic acid, 3,3-dimethyl-, methyl ester
57.0
R
6.00 6.20 6.40 6.60
5000 m/z 73.00 59.34%
27,0 99.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9222: Pentanoic acid, 4-methyl- R RBaasaEas e
57.0 6.00 6.20 6.40 6.60
m/z 41.00 56.92%
27.0
5000
8r7.0
0 uM‘KH‘m‘wH‘w‘H‘,‘H‘,"H_m‘wwww,u AT
m/z--> 20 40 60 80 100120140160180200220240260280 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN©20176.D

Acqg On : 15 Jun 2022 15:53
Operator : CG/JU

Sample : N3285-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 1-Hexanol, 2-ethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.875 13.06 ng/ul 567726  1,4-Dichlorobenzene-d4 7.799

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
4 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 56
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 56
Abundance Scan 814 (7.875 min): BN020176.D\data.ms (-808) (-) m/z 57.00 100.00%
57.0
- /\v\/\
T
‘ 83‘)'0 112.0 7.60 7.80 8.00 8.20
bl e 1120 2068 u; 41,00 38.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
5000 LI L B B R
29.0 7.60 7.80 8.00 8.20
' 83.0 m/z 43.00 33.13%
LT e
O\\\‘\‘\1\\i{‘\\h\“\\‘\\“\\\\‘\\}\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
AT e
7.60 7.80 8.00 8.20
5000 m/z 55.00 28.81%
29.0 83.0
m H d ‘\ 1120
bl e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15692: 1-Hexanol, 2-ethyl- B LRRRE R T
57.0 7.60 7.80 8.00 8.20
m/z 56.05 20.59%
5000
29.0 83.0
m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN©20176.D

Acqg On : 15 Jun 2022 15:53
Operator : CG/JU

Sample : N3285-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 Hexanoic acid, 4-methyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
8.040 7.53 ng/ul 327506 1,4-Dichlorobenzene-d4 7.799
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 4-methyl- 130 C7H1402 001561-11-1 59
2 (R)-(-)-4-Methylhexanoic acid 130 C7H1402 052745-93-4 32
3 2-Methyl-1,5-heptadien-4-0l 126 C8H140 000926-98-7 14
4 2-Propenoic acid, 2-methyl-, (te... 170 C9H1403 002455-24-5 14
5 Oxirane, 3-hydroxypropyl- 102 C5H1002 021915-56-0 14
Abundance Scan 842 (8.040 min): BN020176.D\data.ms (-834) (-) m/z 55.00 100.00%
55.0
- J]Lw
101.0 \\\\‘\\\\‘\\\\‘\\\\’\\\
‘ ‘ H 7.80 8.00 8.20 8.40
ol LIV —28L0 m/z 71.e5  98.00%
miz-> 50 100 150 250
Abundance #15419: Hexanoic acid, 4-methyl-
71.0
5000 L L L I I B B
7.80 8.00 8.20 8.40
101.0 m/z 41.00 72.63%
O T T T T ‘ \‘ T T T ‘ T T T T T T T T ‘ T T T T
miz--> 50 100 150 250
Abundance #15477: (R)-(-)-4-Methylhexanoic acid
71.0
R
41.0 7.80 8.00 8.20 8.40
5000 m/z 73.00 68.27%
101.0
o LU o
miz--> 50 100 150 250
Abundance #13066: 2-Methyl-1,5-heptadien-4-ol T R
71.0 7.80 8.00 8.20 8.40
m/z 43.00 52.27%
5000
41.0
[l
ob—bdluplh L4 — A
m/z--> 50 100 150 250 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN©20176.D

Acqg On : 15 Jun 2022 15:53
Operator : CG/JU

Sample : N3285-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 Butoxyacetic acid Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
8.769 5.15 ng/ul 223944  1,4-Dichlorobenzene-d4 7.799

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butoxyacetic acid 132 C6H1203 002516-93-0 64
2 Butanoic acid, 3,3-dimethyl- 116 C6H1202 001070-83-3 43
3 Butoxyacetic acid 132 C6H1203 002516-93-0 38
4 Propanoic acid, 2,2-dimethyl- 102 C5H1002 000075-98-9 35
5 N-Methylpivalamide 115 C6H13NO 006830-83-7 28
Abundance Scan 966 (8.769 min): BN020176.D\data.ms (-961) (-) m/z 57.00 100.00%
57.0
5000
T
‘87.0 8.40 8.60 8.80 9.00
0 b 2180 2069 2680 n/z a1.e0  43.48%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #16360: Butoxyacetic acid
57.0
5000 L L B LA B BN R B
29.0 8.40 8.60 8.80 9.00
m/z 59.95 27.29%
‘ 87.0
0' Hw\‘\‘\‘\\‘\\\\‘HH‘H\\‘HH‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #9258: Butanoic acid, 3,3-dimethyl-
57.0
e RaAANRREEE SR
8.40 8.60 8.80 9.00
5000 m/z 61.00 25.87%
29.0
e
Ol Ml e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #16361: Butoxyacetic acid ‘_‘Vﬁ“u“u“u“,
57.0 8.40 8.60 8.80 9.00
m/z 55.00 22.63%
5000
29.0
87.0
ol L ‘ 133.0
et e e e T
m/z--> 20 40 60 80 100120140160180200220240260 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN©20176.D

Acqg On : 15 Jun 2022 15:53
Operator : CG/JU

Sample : N3285-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 unknown-01 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
9.034 3.28 ng/ul 142704  1,4-Dichlorobenzene-d4 7.799

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan, 2-(methoxymethyl)- 112 C6H802 013679-46-4 43
2 2-Octyne 110 C8H14 002809-67-8 43
3 2-Pentene, 4-chloro- 104 C5H9C1 001458-99-7 38
4 2H-Pyran, 2-[(1,1-dimethyl-2-but... 182 C11H1802 024642-03-3 37
5 Cyclopentene 68 C5H8 000142-29-0 35
Abundance Scan 1011 (9.034 min): BN020176.D\data.ms (-1004) ()| m/z 80.95 100.00%
81.0
41.0
! j\LJ
112.0 \\\\‘\\\\‘\\\\’\\\\‘\\\
152.0 8.80 9.00 9.20 9.40
I ST a
01 R W m/z 69.00 86.19%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #7231: Furan, 2-(methoxymethyl)-
81.0
53.0
5000 L B I L LA BN B U
8.80 9.00 9.20 9.40
27.0 112.0 m/z 66.95 70.58%
O
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6665: 2-Octyne
41.0 81.0
L
8.80 9.00 9.20 9.40
5000 m/z 41.00 52.95%
0 15.0 s ‘\‘\ Al 119'0
T \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5451 2-Pentene, 4-chloro- e
41.0 69.0 8.80 9.00 9.20 9.40
m/z 53.00 43.98%
5000
104.0
01 R e R
m/z--> 20 40 60 80 100 120 140 160 180 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN©20176.D

Acqg On : 15 Jun 2022 15:53
Operator : CG/JU

Sample : N3285-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 Hexanoic acid, 2-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.169 31.92 ng/ul 1387960 1,4-Dichlorobenzene-d4 7.799

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
3 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
4 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 86
5 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 59
Abundance Scan 1034 (9.169 min): BN020176.D\data.ms (-1017) (-) m/z 73.00 100.00%
AT
H ‘ ‘ 116.0 8.80 9.00 9.20 9.40
0 m_mih‘wMm_HH_Wm,w,w_MHWW%‘%‘ m/z 88.00 83.67%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #24100: Hexanoic acid, 2-ethyl-
88.0
5000 41.0 LB L B e e
8.80 9.00 9.20 9.40
m/z 41.00 38.68%
0 \H‘\‘H\H\‘H‘L‘i\\‘M\‘\“H“\l\]\-‘!?.\\o\\‘\H\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #24093: Hexanoic acid, 2-ethyl-
73.0
T
8.80 9.00 9.20 9.40
5000 m/z 57.00 35.80%
41.0
116.0
o i L Lo
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #24098: Hexanoic acid, 2-ethyl- e ARRENREEEEE S SREE N
73.0 8.80 9.00 9.20 9.40
m/z 55.00 25.77%
50001 410
H ‘ ‘ ‘ 116.0
0 m‘u‘u“‘;‘ul,u‘ \‘\\u“u\‘1‘u\\‘\u\,\u\,\\u‘\m‘\m‘\m‘\m,u DT
m/z--> 20 40 60 80 100120140160180200220240260280 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN©20176.D

Acqg On : 15 Jun 2022 15:53
Operator : CG/JU

Sample : N3285-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 6
R.T. EstConc Area Relative to ISTD R.T.
9.946 19.74 ng/ul 1492200 Naphthalene-d8 10.587

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 96
3 Benzoic acid 122 C7H602 000065-85-0 96
4 Benzoic acid, silver(1l+) salt 228 C7H5Ag02 000532-31-0 90
5 Heptanediamide, N,N'-di-benzoyloxy- 398 C21H22N206 1000253-26-4 83
Abundance Scan 1166 (9.946 min): BN020176.D\data.ms (-1148) (-) m/z 105.00 100.00%
105.0
77.0
5000 510
—=
10.00
0 e 8202079 /7 122.00  76.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11264: Benzoic acid
105.0
77.0
5000
51.0 10.00
m/z 77.00 74.73%
??OM‘L ‘ |l |
0\\\‘\\1\’\\\\‘\‘\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11265: Benzoic acid
105.0
77.0 T
10.00
5000 m/z 51.00 37.30%
51.0
oww,m‘mm BB S S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11261: Benzoic acid T ‘Kﬁ~7~
105.0 10.00
770 m/z 49.95 23.31%
5000
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN©20176.D

Acqg On : 15 Jun 2022 15:53
Operator : CG/JU

Sample : N3285-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 Octanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.987 7.31 ng/ul 552336 Naphthalene-d8 10.587

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 90
2 Octanoic acid 144 C8H1602 000124-07-2 86
3 Octanoic acid 144 C8H1602 000124-07-2 78
4 Octanoic acid 144 C8H1602 000124-07-2 72
5 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 72
Abundance Scan 1173 (9.987 min): BN020176.D\data.ms (-1169) (-)| ' m/z 60.00 100.00%
60.0
5000 'JL
101.0 =
Il M ‘ | 1521 281.( 1090
O et e e e e e e m/z 73.00 69.87%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #24056: Octanoic acid
60.0
5000 IR
10.00
101.0 %
29.0 m/z 43.00 45.77
0 \H‘\H\\‘i‘\‘\\h”“\‘\‘\‘\“‘H‘\HH‘H\\‘H\\‘\\.\\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #24058: Octanoic acid
60.0
——
10.00
5000 270 m/z 41.00 43.82%
101.0
0 ‘H‘m‘L‘WMULHM“‘1‘1“‘“-9,‘H‘,HHWWHW,H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #24060: Octanoic acid T
60.0 10.00
m/z 55.00 43.34%
5000
101.0
29.0
B 0 Y-S h
m/z--> 20 40 60 80 100120140160180200220240260280 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN©20176.D

Acqg On : 15 Jun 2022 15:53
Operator : CG/JU

Sample : N3285-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 17 Phenol, 3-ethyl- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
10.046 3.40 ng/ul 257082  Naphthalene-d8 10.587
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 3-ethyl- 122 C8H100 000620-17-7 91
2 Phenol, 2-ethyl- 122 C8H100 000090-00-6 90
3 Phenol, 3-ethyl- 122 C8H100 000620-17-7 87
4 Phenol, 4-ethyl- 122 C8H100 000123-07-9 86
5 Phenol, 2-ethyl- 122 C8H100 000090-00-6 86

Abundance Scan 1183 (10.046 min): BN020176.D\data.ms (-1179) (- | m/z 107.00 100.00%
1

0y.0
5000
77.0

39.0 10.00

Obrr oot el o 1800 2070 o105 06 se.54%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11299: Phenol, 3-ethyl-
10v.0
5000

10.00
390 10 m/z 77.60  30.21%
O\\\‘\“”\\“‘i‘\\‘m‘\“‘i“u‘\u‘\\H‘\“\1\\‘M\\H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11305: Phenol, 2-ethyl-
107.0
T I
10.00
5000 m/z 94.00 12.84%
77.0
39.0
I RO YRR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11292: Phenol, 3-ethyl- ”qu —T
107.0 10.00
m/z 39.00 7.90%
5000
77.0
39.0
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN©20176.D

Acqg On : 15 Jun 2022 15:53
Operator : CG/JU

Sample : N3285-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 18 Benzene, 1-methoxy-4-methyl- Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
10.081 2.86 ng/ul 216120 Naphthalene-d8 10.587
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methoxy-4-methyl- 122 C8H1e0 000104-93-8 53
2 Phenol, 3,5-dimethyl- 122 C8H100 000108-68-9 52
3 Phenol, 2,3-dimethyl- 122 C8H100 000526-75-0 52
4 Phenol, 2,6-dimethyl- 122 C8H100 000576-26-1 49
5 Phenol, 2,3-dimethyl- 122 C8H100 000526-75-0 49
Abundance Scan 1189 (10.081 min): BN020176.D\data.ms (-1186) (- | m/z 122.00 100.00%
122.0
5000
53.0 79.0
208.9 10.00
0" R m/z 107.00 58.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11370: Benzene, 1-methoxy-4-methyl-
122.0
77.0
5000
10.00
51.0 m/z 121.00 53.07%
27.0 ‘ ‘ ‘
O\\\‘\‘\“\\\“‘\\‘U\“‘H\\‘\i\\”!‘\‘\}\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11320: Phenol, 3,5-dimethyl-
122.0
7] \
10.00
5000 m/z 125.00 34.09%
77.0
39.0 M
0‘“w‘MHM‘JL‘MH‘W‘H‘VJ“‘H“_“w“‘w“u“‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #11336: Phenol, 2,3-dimethyl- A Pl
122.0 10.00
m/z 79.00 26.14%
5000
77.0
39.0 ‘
0"H‘ﬂ‘wwHW‘UHJM‘P%‘M‘N“W‘H“H‘W‘H“H“ —r
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\

BN©20176.D

: 15 Jun 2022 15:53
: CG/IU
: N3285-02

: 11 Sample Multiplier:

1

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BNO60622 .M

: SVOA CALIBRATION

: C:\Database\NIST20.L
ion 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 21 Phenol, 2-(1-methylethyl)-

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
10.516  14.47 ng/ul 1093440  Naphthalene-d8 10.587
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 91
2 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 90
3 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 87
4 p-Cumenol 136 C9H120 000099-89-8 86
5 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 83

Abundance Scan 1263 (10.516 min): BN020176.D\data.ms (-1258) (- | m/z 121.00 100.00%
121.0
5000
39.0 ‘ ‘ ‘ ‘ 10.50
ol bt bl L) | 1649 2069 28l n/; 136.00  32.67%
miz--> 50 100 150 200 250
Abundance #18892: Phenol, 2-(1-methylethyl)-
121.0
5000 — :
10.50
770 m/z 103.00 22.91%
39.0 { ‘
O\\\‘\“‘\‘\\\“‘”\‘\‘\‘\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #18900: Phenol, 2-(1-methylethyl)-
121.0
10.50
5000 ITI/Z 77 .00 21.42%
miz--> 50 100 150 200 250
Abundance #18904: Phenol, 2-(1-methylethyl)- =5 ‘
121.0 10.50
m/z 91.00 20.61%
5000
77.0
10 ]|
L — DA
m/z--> 50 100 150 200 250 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN©20176.D

Acqg On : 15 Jun 2022 15:53
Operator : CG/JU

Sample : N3285-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 22 p-Cumenol Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.951 6.30 ng/ul 476493  Naphthalene-d8 10.587
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cumenol 136 C9H120 000099-89-8 96
2 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 94
3 p-Cumenol 136 C9H120 000099-89-8 94
4 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 93
5 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 93
Abundance Scan 1337 (10.952 min): BN020176.D\data.ms (-1331) (- | m/z 121.00 100.00%
121.0
5000 J\
91.0 VAN
39.0 ‘ ‘ 11.00
ol ‘u b 20rt 281U hy; 136,00 30.20%
m/z--> 5 100 150 200 250
Abundance #18802: p-Cumenol
121.0
5000
11.00
91.0 m/z 90.95  21.79%
39.0 ‘ ‘
O T T \ ‘\‘ “h \“\ T \“ \ \‘ T ‘\ ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 100 150 200 250
Abundance #18901. Phenol, 3-(1-methylethyl)-
121.0
S
11.00
5000 m/z 77.00 21.60%
39.0 ‘ ‘
ol b b LA
miz--> 50 100 150 200 250
Abundance #18801: p-Cumenol =
121.0 11.00
m/z 103.00 16.13%
5000
77.0
Wi .
0 ““Jﬂuﬁ“JMh‘J““‘ — — A
m/z--> 50 100 150 200 250 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN©20176.D

Acqg On : 15 Jun 2022 15:53
Operator : CG/JU

Sample : N3285-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 23 Benzeneacetic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.275 116.39 ng/ul 8796470  Naphthalene-d8 10.587
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetic acid 136 C8H802 000103-82-2 95
2 Benzeneacetic acid 136 C8H802 000103-82-2 94
3 Benzeneacetic acid 136 C8H802 000103-82-2 94
4 Benzeneacetic acid 136 C8H802 000103-82-2 90
5 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 59

Abundance Scan 1392 (11.275 min): BN020176.D\data.ms (-1359) (- | m/z 91.00 100.00%

91.0
5000
136.0

I
11.00 11.50

39.0 ‘ ‘ ‘
Ol 2129 41929 n/z 136.00  27.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18692: Benzeneacetic acid
91.0
5000
11.00 11.50
136.0

‘ m/z 92.00 17.84%

65.0
39.0 ‘
O‘\\\\“\‘\“\\“‘i\\\“\\h\\‘\\\\‘\\\\“\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18696: Benzeneacetic acid
91.0

I
11.00 11.50

5000 ITI/Z 64.95 17.43%
136.0
65.0
390 | ‘
O b e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18695: Benzeneacetic acid
91.0 11.00 11.50
m/z 39.00 8.23%
5000
136.0
65.0
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN©20176.D

Acqg On : 15 Jun 2022 15:53
Operator : CG/JU

Sample : N3285-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 24 Benzoic acid, 3-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.451 5.95 ng/ul 449759  Naphthalene-d8 10.587
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 3-methyl- 136 C8H802 000099-04-7 96
2 Benzoic acid, 3-methyl- 136 C8H802 000099-04-7 95
3 Benzoic acid, 3-methyl- 136 C8H802 000099-04-7 94
4 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 76
5 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 76
Abundance Scan 1422 (11.452 min): BN020176.D\data.ms (-1415) (- m/z 91.00 100.00%
91.0
136.0
5000
60.0 o
11.50
0 "w"?%{‘ﬂ“““‘:“!”‘:“;“u“““‘u A :““‘1‘1‘3‘1‘ b 2970 myz 136,00 58.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18706: Benzoic acid, 3-methyl-
91.0
136.0
5000 LN
11.50
390 650 m/z 119.00  36.84%
15.0 , \‘u bl H‘ R T
O \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18707: Benzoic acid, 3-methyl-
91.0
136.0 S =
11.50
5000 m/z 60.00 20.28%
65.0
PSRN O OSSN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18700: Benzoic acid, 3-methyl- —
91.0 136.0 11.50
m/z 65.00 19.63%
5000
65.0
39.0 ‘ ‘
S e RN AR SN N —— A
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN©20176.D

Acqg On : 15 Jun 2022 15:53
Operator : CG/JU

Sample : N3285-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 27 Phenol, p-tert-butyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.940 11.65 ng/ul 880371 Naphthalene-d8 10.587
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 95
2 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 94
3 Phenol, m-tert-butyl- 150 C1eH140 000585-34-2 91
4 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 90
5 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 81
Abundance Scan 1505 (11.940 min): BN020176.D\data.ms (-1496) (- | m/z 134.95 100.00%
134.9
5000 107.0 /\
41.0 77.0 ‘ 12 00
Obrer b b L L L2068 167,00 44.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27481: Phenol, p-tert-butyl-
135.0
5000 T
107.0 12.00
m/z 150.00  18.58%
41.0 77.0
O \]-\5\‘\\\\“‘\\\\‘\‘\\\‘\\‘!‘\‘!\\\‘\\\J‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27474: Phenol, p-tert-butyl-
135.0 J\
A /T
12 00
5000 14.97%
107.0
41.0 77 0
0 15 O L1 “ \ ‘ L
‘H“H“H‘w“u“H“H“_“w“u“u“u“_“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27477: Phenol, m-tert-butyl-
135.0 12 OO
10.98%
5000
107.0
41.0
77 0
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN©20176.D

Acqg On : 15 Jun 2022 15:53
Operator : CG/JU

Sample : N3285-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 28 Indole Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
12.081 3.68 ng/ul 277893  Naphthalene-d8 10.587
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indole 117 C8H7N 000120-72-9 97
2 Indole 117 C8H7N 000120-72-9 94
3 Indole 117 C8H7N 000120-72-9 93
4 Indole 117 C8H7N 000120-72-9 91
5 Indolizine 117 C8H7N 000274-40-8 90

Abundance Scan 1529 (12.081 min): BN020176.D\data.ms (-1524) (-~ | m/z 117.00 100.00%

117.0
5000 90.0

63.0 ‘
390 | 155.1 206.9 12.00
Ot bl 199 2089 y/; gp.00  47.94%
miz—> 20 40 60 80 100 120 140 160 180 200
Abundance #9733: Indole
117.0
5000 AL ‘
90.0 12.00

88.95  34.69%

63.0
390 ) I
O\‘\\\\‘\\H\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9734: Indole
117.0

12.00
5000 90.0 63.00 14.80%
39.0

63.0
w‘Huwuw‘w“w‘wH“H\MH“_“W“H“H“H“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9736

: Indole
117.0 1200

m/z 117.95 10.16%

5000 90.0
63.0
o0

m/z--> 20 40 60 80 100 120 140 160 180 200 12.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN©20176.D

Acqg On : 15 Jun 2022 15:53
Operator : CG/JU

Sample : N3285-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 30 Benzoic acid, 3,5-dimethyl- Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
12.740 3.15 ng/ul 310362  Acenaphthene-d10 14.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 3,5-dimethyl- 150 C9H1e02 000499-06-9 95
2 Benzoic acid, 3,4-dimethyl- 150 C9H1002 000619-04-5 91
3 Benzoic acid, 3,5-dimethyl- 150 C9H1002 000499-06-9 90
4 Benzoic acid, 3,4-dimethyl- 150 C9H1e02 000619-04-5 78
5 Benzoic acid, 3,4-dimethyl- 150 C9H1002 000619-04-5 70

Abundance Scan 1641 (12.740 min): BN020176.D\data.ms (-1633) (- | m/z 105.05 100.00%

105.1
150.
60.0 50.0
5000
S-ﬂ m) T i
3 ‘ 193.0 :
o “u:“;“w“‘m‘“‘ﬁmH‘u_m_ww m/z 150.60  85.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28326: Benzoic acid, 3,5-dimethyl-
105.0 150.0
5000 — U
770 12.50 13.00
m/z 60.00 78.17%
27.0 540 | | ]
O\\\‘\\\U‘\‘\“N\“‘\“\\h\‘\\‘f‘\“VH‘\\\‘\\1“!‘\\“\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28334: Benzoic acid, 3,4-dimethyl-
105.0
150.0 T ‘ T T ‘ T
12.50 13.00
5000 ITI/Z 41.00 62.06%
77.0
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28340: Benzoic acid, 3,5-dimethyl- —— ——
105.0 150.0 12.50 13.00
m/z 73.00 57.99%
5000
77.0
28.0 \5\]\‘_\\0\“ | u“‘ H‘ ‘
om‘u‘wmWm‘mw‘H‘HH_m‘mwmwm e e
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN©20176.D

Acqg On : 15 Jun 2022 15:53
Operator : CG/JU

Sample : N3285-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 32 unknown-02 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

13.963 12.62 ng/ul 1241960  Acenaphthene-d10 14.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butanol, TBDMS derivative 188 C10H240Si 1000333-04-7 9
2 3-Butoxy-6-chloropyridazine 186 C8H11CIN20 017321-22-1 9
3 2,4(3H,5H)-Thiazoledione, 5-methyl- 131 C4H5NO2S 1000319-17-7 7
4 3,5-Difluoropyridine 1-oxide 131 C5H3F2NO 210169-07-6 5

5 1-Penten-3-one, 4,4-dimethyl-1-p... 188 C13H160 000538-44-3 5

Abundance Scan 1849 (13.963 min): BN020176.D\data.ms (-1845) (- | m/z 130.90 100.00%

130.9
5000 57.0
187.0 1L
96.9 152.9 14.00
0 bl 5292089 s 57 05 42.10%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #62461: 1-Butanol, TBDMS derivative
131.0
75.0

5000
14.00

m/z 41.00  28.47%

4
\]-\5\-‘0\ \‘\\‘M\“\\\““‘\\\‘1“\‘}‘\\‘]-\.\0\‘\‘\\ ‘\‘\\\\‘}\7\3\.?\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61456: 3-Butoxy-6-chloropyridazine

131.0

o

14.00
5000 m/z 187.00 23.11%
41.0 73.0
‘ ‘ 102 0 ‘ 157.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15831: 2,4(3H,5H)-Thiazoledione, 5-methyl- T
131.0 14.00
60.0 m/z 96.90 11.04%
5000
88.0
2o |
0 ‘H_H‘_Hw“um‘m“HH‘H1“‘””‘””‘””‘”” —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN©20176.D

Acqg On : 15 Jun 2022 15:53
Operator : CG/JU

Sample : N3285-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 33 Benzoic acid, p-tert-butyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.263 9.85 ng/ul 969062  Acenaphthene-dile 14.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 97
2 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 93
3 3-tert-Butylbenzoic acid 178 C11H1402 007498-54-6 87
4 6-tert-Butyl-2,4-dimethylphenol 178 C12H180 001879-09-0 64
5 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 64
Abundance Scan 1900 (14.263 min): BN020176.D\data.ms (-1895) (- | m/z 163.00 100.00%
168.0
5000
91.0
— —
41.0 202.9 14.00 14.50
ol i 3289 | | 2070 8029 o ag 60 3213
miz--> 50 100 150 200 250 300
Abundance #52526: Benzoic acid, p-tert-butyl-
163.0
5000 ] P
91.0 14.00 14.50
41.0 m/z 91.00  29.34%
Ot ‘\“” \H\“h\ s ““‘\%\29'\0“ T “\ L s B |
miz-> 50 100 150 200 250 300
Abundance #52528: Benzoic acid, p-tert-butyl-
163.0
—— —
14.00 14.50
5000 m/z 178.00 13.01%
410 910
. \‘ sl ‘ %29‘70 ‘
ol e A
m/iz--> 50 100 150 200 250 300
Abundance #52511: 3-tert-Butylbenzoic acid =y T
163.0 14.00 14.50
m/z 164.05 11.98%
5000
91.0
o 510 | 1290 | |
e e = ——
m/z--> 50 100 150 200 250 300 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN©20176.D

Acqg On : 15 Jun 2022 15:53
Operator : CG/JU

Sample : N3285-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 35 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.086 11.80 ng/ul 1369940  Phenanthrene-d10 17.169
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 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
5 Pentadecanoic acid 242 C15H3002 001002-84-2 93

Abundance Scan 2550 (18.086 min): BN020176.D\data.ms (-2545) (- | m/z 73.00 100.00%

73.0
5000 129.1
213.2 T
‘ | 7‘11‘ ‘ 256.1 18.00
o038 ol e 3400 n2 43.05  94.88%
m/z--> 50 100 150 200 250 300
Abundance #143510:n-Hexadecanok:add
5000 129.0 R \
18.00
1710 213.0 256.0 m/z 60.00 93.35%
O\\\\M‘ m\h”w ‘H‘\ mk \ ‘\\\‘\“ \“\‘\\‘L\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #143511: n-Hexadecanoic acid
73.0
\
5000 ITI/Z 55.00 79.20%
213.0
29.0 ‘ ‘ 7
0\\“\ m\h‘\‘\\\w““”w"\“H“HH‘HH
m/z--> 50 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid T
2
43.0 256.0 18.00
m/z 41.05 76.80%
5000
129.0
3.0 213.0
171.0 ‘
m/z--> 50 100 150 200 250 300 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN©20176.D

Acqg On : 15 Jun 2022 15:53
Operator : CG/JU

Sample : N3285-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 36 Phenol, 3-(2-phenylethenyl)... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
18.863 3.37 ng/ul 391305 Phenanthrene-d10 17.169
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 3-(2-phenylethenyl)-, (E)- 196 C14H120 017861-18-6 93
2 2-[2-Phenylethenyl]phenol 196 C14H120 042224-48-6 87
3 Phenol, 4-(2-phenylethenyl)-, (E)- 196 C14H120 006554-98-9 70
4 Phenol, 4-(2-phenylethenyl)-, (E)- 196 C14H120 006554-98-9 58
5 Dibenz[c,e]oxepin, 5,7-dihydro- 196 C14H120 001136-22-7 55
Abundance Scan 2682 (18.863 min): BN020176.D\data.ms (-2678) (- | m/z 196.05 100.00%
196.1
152. — Se
51.0 1150 ‘ 18.50 19.00
oL ‘ \‘” HL\ HH i \‘ uu ‘ ik H ‘ n‘\‘ ‘;u ‘\‘ o ‘2‘39(‘)‘ ?8‘3‘-1‘ — ?‘}5" m/z 195.10 50.51%
miz--> 50 100 150 200 250 300
Abundance #71701: Phenol, 3-(2-phenylethenyl)-, (E)-
196.0
5000 — ——
18.50 19.00
m/z 165.00  40.66%
39.0  89.0 152 T ‘
O T “\ “ \“‘\HH\‘ “\ “‘ \‘\ “\ ‘\‘ “ T H\‘ \“ L ‘ L ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #71683: 2-[2- Phenybthenyﬂpheno
196.
— —
18.50 19.00
5000 m/z 177.00 32.92%
s1.0 890
oL \“\}‘\ ‘\‘\M\M ‘“ \M H\ \\ Il ‘\ ‘ﬂ‘ “H ‘\‘ T
m/iz--> 50 100 150 200 250 300
Abundance #71714: Phenol, 4-(2-phenylethenyl)-, (E)- — —
196.0 18.50 19.00
m/z 167.00  29.60%
0 97.0 152,
m/z--> 50 100 150 200 250 300 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN©20176.D

Acqg On : 15 Jun 2022 15:53
Operator : CG/JU

Sample : N3285-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 37 Octadecanoic acid Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
19.363 5.87 ng/ul 651617 Chrysene-di12 21.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 95
4 Octadecanoic acid 284 C18H3602 000057-11-4 94
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
Abundance Scan 2767 (19.363 min): BN020176.D\data.ms (-2763) (- | m/z 43.05 100.00%
43.0
5000 129.0 mﬁ,MMAWAJ\MmNMWMWW
e 0 T A
‘ ‘ 284 1 19.00 19.50
— ‘w““‘v“lw‘w bl L 3821 0 sy 73,00 96.67%
miz--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0
5000 — ——
129.0 19.00 19.50
m/z 60.00 87.00%
29.0 185.0 47 284.0
O' HM‘ m \“‘\ \‘\‘\‘\\‘\ \“\\\‘\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
= —
19.00 19.50
5000 129.0 m/z 57.85 84.89%
3.0
284.0
185.0 241 0 ‘
0! \\M M ‘ L “““ ‘\‘\‘ ‘\‘\““““““
m/z--> 50 100 150 200 250 300 350
Abundance #179090: Octadecanoic acid — —
43.0 19.00 19.50
m/z 55.00 76.59%
5000
129.0
3.0 284.0
‘ 1850 2410
OWW‘WH‘ “Hﬂ‘h““h“\“‘\\‘\\“\\‘\\“\\\‘\‘\\\\‘\ — —
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN©20176.D

Acqg On : 15 Jun 2022 15:53
Operator : CG/JU

Sample : N3285-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 38 unknown-03 Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
21.016 2.97 ng/ul 329811 Chrysene-d12 21.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-(Pyridine-3-yl)aniline, 2TMS 314 C17H26N2Si2 1000497-19-0 35
2 (2-((tert-Butyldimethylsilyl)ami... 356 C19H24N203Si  1000442-76-0 22
3 3-Benzenesulfonyl-1-isopropyl-1H... 299 C17H17N02S 1010322-53-1 22
4 2-[1-Methyl-3-(trifluoromethyl)-... 314 C14H17F3N20Si 1000479-66-5 18
5 5-Amino-2-(1,3-benzothiazol-2-yl... 314 C16H18N20SSi  1000476-30-3 18

Abundance Scan 3048 (21.016 min): BN020176.D\data.ms (-3045) (- | m/z 253.10 100.00%

258.1
5000
155.0
43.0 — ‘
0 n 31?-2 21.00
0 bk Ly DL 4290 488 0 099,10 73.46%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #216904: 3-(Pyridine-3-yl)aniline, 2TMS
299.0
5000 s :
21.00
73.0 m/z 211.10  48.12%
11300 2260 ||
0 LB B B

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #265490: (2-((tert-Butyldimethylsilyl)amino)-5-nitrophenyl
299.0

3

21.00
5000 m/z 155.00 36.37%
222.0
o150, 32 150 | | 386.0

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance  #198171: 3-Benzenesulfonyl-1-isopropyl-1H-indole
299.0 21.00

m/z 43.05 25.02%

-

5000

132.0

77.0 1930

0 ““‘“‘i\“““ } ‘}4. o ‘ it ‘\‘ |

R

T
m/z--> 0 50 100 150 200 250 300 350 400 450 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN©20176.D

Acqg On : 15 Jun 2022 15:53
Operator : CG/JU

Sample : N3285-02

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©60622.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 39 Dehydroabietic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
21.051 7.31 ng/ul 812438 Chrysene-di12 21.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dehydroabietic acid 300 C20H2802 001740-19-8 99
2 Dehydroabietic acid 300 C20H2802 001740-19-8 93
3 1-Phenanthrenecarboxylic acid, 1... 300 C20H2802 005155-70-4 93
4 Dehydroabietic acid 300 C20H2802 001740-19-8 91
5 1-Phenanthrenecarboxylic acid, 1... 300 C20H2802 005155-70-4 89
Abundance Scan 3054 (21.051 min): BN020176.D\data.ms (-3051) (- | m/z 239.10 100.00%
239.1
285.1
5000
43.0 141.0 = ‘
91.0 ‘ ‘ 195.1 21.00
ol \”.“H‘ i ‘\ ‘\“H\‘ ‘\“;H .‘\L“M i wh‘M\‘ i, \l‘ R ‘3“59‘0‘ ‘ ‘4‘39-" m/z 285.10 56.85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #199993: Dehydroabietic acid
239.0285.0
5000 — :
141.0
43.0 21.00
m/z 197.10 40.18%
50 85.0
- y “\‘h\‘“‘\l\‘\‘\\\\“\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #199994: Dehydroabietic acid
285.0
239.0 S ‘
21.00
5000 m/z 141.00 28.26%
43.0
141.0
L
ol— ‘\“\\‘M“ \\‘\m‘\“\“w\“” “‘h‘\m“HU‘HW‘U\‘Ml‘ AN N \‘\ .
m/z--> 50 100 150 200 250 300 350 400
Abundance #200035: 1-Phenanthrenecarboxylic acid, 1,2,3,4,4a,9,10 e
285.0 21.00
239.0 ITI/Z 155.00 21.53%
5000
43.
3.0 141.0
SO0
0‘w“WwNA‘MMWJMWWWHWuH‘““m‘ﬁ““““““‘ —
m/z--> 50 100 150 200 250 300 350 400 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN©20176.D

Acqg On : 15 Jun 2022 15:53
Operator : CG/JU

Sample : N3285-02

Misc

ALS vial : 11

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BNO60622 .M
: SVOA CALIBRATION

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 40

(DEL) Alkane: Straight-Chai...

Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
21.080  6.35 ng/ul 704992 Chryseme-diz2 21.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 co2Ha4 001599-67-3 96

2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 95
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
4 Nonacos-1-ene 406 C29H58 018835-35-3 94
5 Z-5-Nonadecene 266 C19H38 1000131-11-8 94
Abundance Scan 3059 (21.080 min): BN020176.D\data.ms (-3057) (- | m/z 57.00 100.00%
57.0
5000
-t MJL/\
T \
207.0 281.0 21.00
O b My SPET369.1 430.0 4890 /7 55 00 86.76%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #209740: 1-Docosene
57.0
5000 111.0 —— :
308.0 21.00
m/z 43.10 82.45%
O “gf\‘\‘lIIWIIZITZSOJTI
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #326112: Heptadecy! heptafluorobutyrate
57.0
T \
21.00
5000 ITI/Z 83.00 77 .41%
111.0
LU0 280
0 Hﬂ‘fu\ \“”‘\\\\\\w\\\w\\m‘\\m‘\\m‘\mw
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #245846: Trifluoroacetoxy hexadecane T ‘
57.0 21.00
m/z 69.10 71.89%
5000 111.0 i
m/z--> 0 50 100 150 200 250 300 350 400 450 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN020176.D

Acqg On : 15 Jun 2022 15:53
Operator : CG/JU

Sample : N3285-02

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN0©60622.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,... 3.605 15.3 ng/ul 662965 1 7.799 869740 20.0
2-Pentanol, 4-m... 3.834 33.9 ng/ul 1473220 1 7.799 869740 20.0
1-Pentanol 3.911 6.5 ng/ul 283402 1 7.799 869740 20.0
Butanoic acid, 4.852 80.0 ng/ul 3479820 1 7.799 869740 20.0
Butanoic acid, 4.987 26.7 ng/ul 1161980 1 7.799 869740 20.0
Pentanoic acid 5.322 3.8 ng/ul 164893 1 7.799 869740 20.0
Pentanoic acid,... 6.358 3.4 ng/ul 146123 1 7.799 869740 20.0
1-Hexanol, 2-et... 7.875 13.1 ng/ul 567726 1 7.799 869740 20.90
Hexanoic acid, 8.040 7.5 ng/ul 327506 1 7.799 869740 20.0
Butoxyacetic acid 8.769 5.2 ng/ul 223944 1 7.799 869740 20.0
unknown-01 9.034 3.3 ng/ul 142704 1 7.799 869740 20.0
Hexanoic acid, 9.169 31.9 ng/ul 1387960 1 7.799 869740 20.0
Benzoic acid 9.946 19.7 ng/ul 1492200 2 10.587 1511610 20.0
Octanoic acid 9.987 7.3 ng/ul 552336 2 10.587 1511610 20.0
Phenol, 3-ethyl- 10.046 3.4 ng/ul 257082 2 10.587 1511610 20.0
Benzene, 1-meth... 10.081 2.9 ng/ul 216120 2 10.587 1511610 20.0
Phenol, 2-(1-me... 10.516 14.5 ng/ul 10934406 2 10.587 1511610 20.0
p-Cumenol 10.951 6.3 ng/ul 476493 2 10.587 1511610 20.0
Benzeneacetic acid 11.275 116.4 ng/ul 8796470 2 10.587 1511610 20.0
Benzoic acid, 3... 11.451 6.0 ng/ul 449759 2 10.587 1511610 20.90
Phenol, p-tert-... 11.940 11.7 ng/ul 886371 2 10.587 1511610 20.0
Indole 12.081 3.7 ng/ul 277893 2 10.587 1511610 20.0
Benzoic acid, 3... 12.740 3.1 ng/ul 310362 3 14.428 1968260 20.0
unknown-02 13.963 12.6 ng/ul 1241960 3 14.428 1968260 20.0
Benzoic acid, p... 14.263 9.8 ng/ul 969062 3 14.428 1968260 20.0
n-Hexadecanoic ... 18.086 11.8 ng/ul 1369940 4 17.169 2321950 20.0
Phenol, 3-(2-ph... 18.863 3.4 ng/ul 391305 4 17.169 2321950 20.0
Octadecanoic acid 19.363 5.9 ng/ul 651617 5 21.357 2221360 20.0
unknown-03 21.016 3.0 ng/ul 329811 5 21.357 2221360 20.0
Dehydroabietic ... 21.051 7.3 ng/ul 812438 5 21.357 2221360 20.0
(DEL) Alkane: S... 21.080 6.3 ng/ul 704992 5 21.357 2221360 20.0

SFAM-EPA-BN060622.M Wed Jun 29 22:23:27 2022 36



