LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN020186.D

Acqg On : 15 Jun 2022 22:34
Operator : CG/JU

Sample : N3294-01

Misc :

ALS Vvial : 21  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@20186.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.176 9 15 26 rVB3 220447 462381 0.84% 0.149%
2 3.599 81 87 95 rBV2 1295230 2410447 4.36% 0.775%
3 3.776 1lee 117 118 rBV 621156 1962497 3.55% 0.631%
4 3.846 123 129 136 rVV 8377946 16177975 29.24% 5.201%
5 3.917 136 141 148 rVB 1841586 2803365 5.07% 0.901%
6 5.117 272 345 346 rBV 1687248 20399634 36.87% 6.559%
7 5.334 365 382 386 rBV3 1305952 6032794 10.90% 1.940%
8 5.599 410 427 429 rBV 502672 1627468 2.94% 0.523%
9 6.505 570 581 584 rVB 413841 1172954 2.12% 0.377%
10 7.034 634 671 676 rBV 9241865 24108246 43.57% 7.751%
11 7.140 684 689 694 rBV 495765 793064 1.43% 0.255%
12 7.340 709 723 726 rBV2 651764 1405225 2.54% 0.452%
13 7.369 726 728 734 rW3 470577 775503 1.40% 0.249%
14 7.799 795 801 807 rBV2 871067 1729428 3.13% 0.556%
15 7.887 807 816 824 rVV 2852889 5479672 9.90% 1.762%
16 7.987 824 833 839 rVB3 545660 1489288 2.69% 0.479%
17 8.058 839 845 849 rBV 340604 575529 1.04% 0.185%
18 8.164 849 863 872 rVB2 593784 1894032 3.42% 0.609%
19 8.522 908 924 927 rVV 950018 2662919 4.81% 0.856%
20 8.587 927 935 945 rVV3 2503286 6259933 11.31% 2.013%
21 8.7065 951 955 962 rVB3 296367 538675 ©.97% 0.173%
22 8.858 969 981 992 rBV3 1047764 3382044 6.11% 1.087%
23 8.952 992 997 1007 rwV 784345 1520899 2.75% 0.489%
24  9.040 1007 1012 1017 rVV 340532 549533 ©.99% 0.177%
25 9.334 1031 1062 1065 rVV 1644817 10090284 18.24%  3.244%
26 9.411 1069 1075 1078 rVv4 531979 1287734 2.33% 0.414%
27 9.452 1078 1082 1087 rVV2 728365 1197252 2.16% ©.385%
28 9.511 1087 1092 1097 rVV3 506947 905931 1.64% 0.291%
29 9.581 1097 1104 1111 rVV2 1028553 2240011 4.05% 0.720%
30 9.669 1111 1119 1126 rVB2 933758 1826872 3.30% 0.587%
31 9.781 1131 1138 1140 rBV 658034 1113139 2.01% ©0.358%
32 9.811 1140 1143 1149 rVB 823292 1231887 2.23% 0.396%
33 10.052 1173 1184 1187 rBV2 1427895 3637947 6.58% 1.170%
34 10.087 1187 1190 1194 rBV 521493 727003 1.31% 0.234%
35 10.228 1210 1214 1220 rBV4 765088 1667668 3.01% 0.536%

36 10.322 1228 12360 1234 rVB3 3581229 3535922 6.39% 1.137%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN020186.D

Acqg On : 15 Jun 2022 22:34
Operator : CG/JU

Sample : N3294-01

Misc :

ALS Vvial : 21  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 10.387 1235 1241 1245 rVV4 778002 1399007 2.53% 0.450%
38 10.458 1249 1253 1259 rVV5 772875 1514965 2.74% 0.487%
39 10.528 1259 1265 1271 rVV 3991532 6430788 11.62% 2.068%
40 10.587 1271 1275 1282 rVB 1021135 1731722 3.13% 0.557%
41 10.663 1282 1288 1294 rBV 626928 1129317 2.04% 0.363%
42 10.752 1297 1303 1307 rVB2 385301 667841 1.21% 0.215%
43 10.834 1313 1317 1322 rVB2 458117 659107 1.19% 0.212%
44 10.910 1325 1330 1333 rBvV2 501537 821863 1.49% 0.264%
45 10.958 1333 1338 1346 rVB 1918052 3424761 6.19% 1.101%
46 11.034 1346 1351 1361 rVB3 535996 1176365 2.13% 0.378%

47 11.157 1365 1372 1380 rBV6 348318 1124377 2.03% 0.361%
48 11.557 1386 1440 1443 rBV2 5454648 55327787 100.00% 17.788%
49 11.616 1445 1450 1452 rVV5 385383 804318 1.45% 0.259%

50 11.681 1453 1461 1464 rVV3 1597282 4279701 7.74% 1.376%
51 11.710 1464 1466 1471 rVV2 1260069 1656668 2.99% ©.533%
52 11.793 1474 14860 1491 rVV5 1017616 2443400 4.42% 0.786%
53 11.887 1493 1496 1500 rVB2 425875 518661 ©.94% 0.167%
54 11.952 1500 1507 1512 rVB 2423443 4216968 7.62% 1.356%
55 12.087 1524 1530 1540 rBV2 1123608 2538361 4.59% 0.816%
56 12.316 1561 1569 1572 rBV6 560163 1370168 2.48% 0.441%
57 12.410 1581 1585 1592 rVB5 231574 439995 0.80% 0.141%
58 12.534 1600 1606 1609 rVB 794903 1298865 2.35% ©0.418%
59 12.699 1630 1634 1638 rVB2 317043 487389 0.88% 0.157%
60 12.875 1649 1664 1667 rBV2 2329460 7832243 14.16% 2.518%
61 12.899 1667 1668 1672 rVV 537813 468332 0.85% 0.151%
62 13.046 1690 1693 1698 rVB4 336480 474533 0.86% 0.153%
63 13.287 1729 1734 1741 rVB2 1252321 2203260 3.98% 0.708%
64 13.363 1741 1747 1754 rVB5 815011 1641304 2.97% ©.528%
65 13.457 1754 1763 1768 rBV6 398776 1183798 2.14% ©.381%
66 13.510 1769 1772 1776 rVB3 364903 498451 0.90% 0.160%
67 13.657 1791 1797 1801 rVB3 493736 929234 1.68% 0.299%
68 13.734 1806 1810 1814 rBV2 447205 676021 1.22% 0.217%
69 13.851 1824 1830 1834 rBV 1624600 2496847 4.51% 0.803%
70 13.893 1834 1837 1844 rVB3 717557 1277868 2.31% 0.411%
71 13.969 1844 1850 1858 rBV 2498724 4773663 8.63% 1.535%
72 14.122 1871 1876 1887 rVB 1618621 2892894  5.23% 0.930%
73 14.304 1903 1907 1910 rBV 841525 1344097 2.43% 0.432%
74 14.351 1910 1915 1920 rVB 1864781 3672875 6.64% 1.181%
75 14.428 1923 1928 1934 rVB 1423908 2224137 4.02% 0.715%

76 14.534 1942 1946 1951 rBV3 459083 771237 1.39% 0.248%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN020186.D

Acqg On : 15 Jun 2022 22:34
Operator : CG/JU

Sample : N3294-01

Misc :

ALS Vvial : 21  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 14.704 1966 1975 1981 rBV6 847817 2353446 4.25% 0.757%
78 14.910 2004 2010 2014 rVB 1255567 1996896 3.61% 0.642%
79 15.010 2024 2027 2033 rVB 549548 824231 1.49% 0.265%
80 15.422 2092 2097 2103 rVB2 2066748 3276274 5.92% 1.053%
81 15.540 2109 2117 2122 rVB2 773692 1542784 2.79%  0.496%
82 15.798 2157 2161 2164 rBV3 390723 698180 1.26% 0.224%
83 15.875 2170 2174 2176 rBV 668307 887468 1.60%  0.285%
84 16.075 2205 2208 2212 rVB 420156 493208 0.89% 0.159%
85 16.128 2214 2217 2223 rVB3 408830 608555 1.10% 0.196%
86 16.322 2247 2250 2256 rVB4 496798 873742 1.58% 0.281%
87 16.475 2273 2276 2280 rBV2 366111 521226 ©.94% 0.168%
88 17.169 2390 2394 2400 rVB 1520975 2119625 3.83% 0.681%
89 17.269 2406 2411 2422 rVB2 2315238 4065599 7.35% 1.307%
90 17.687 2478 2482 2499 rVB3 849798 2192143 3.96% 0.705%
91 18.098 2546 2552 2557 rBV2 2609745 4308376 7.79% 1.385%
92 18.869 2679 2683 2688 rBV 1628391 2123885 3.84% 0.683%
93 19.369 2764 2768 2773 rVB 732284 942822 1.70% 0.303%
94 19.563 2796 2801 2806 rBV 2171335 2878608 5.20% 0.925%
95 20.351 2932 2935 2939 rBV 586400 710835 1.28% 0.229%
96 21.028 3046 3050 3053 rBV 890780 1430152 2.58% 0.460%
97 21.069 3053 3057 3069 rVB3 2697275 4464597 8.07% 1.435%
98 21.357 3102 3106 3112 rVB 1258113 1555560 2.81% ©.500%
99 23.522 3468 3474 3480 rBV2 1080953 2108901 3.81% 0.678%
100 23.674 3494 3500 3507 rVB2 778602 1559216 2.82% 0.501%

Sum of corrected areas: 311034672
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN©20186.D

Acqg On : 15 Jun 2022 22:34
Operator : CG/JU

Sample : N3294-01

Misc

ALS vial : 21 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 TIC: BN020186.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN©20186.D

Acqg On : 15 Jun 2022 22:34
Operator : CG/JU

Sample : N3294-01

Misc

ALS vial : 21 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 1-Butanol, 2-methyl- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
3.599 27.88 ng/ul 2410450 1,4-Dichlorobenzene-d4 7.799

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butanol, 2-methyl- 88 C5H120 000137-32-6 83
2 1-Butanol, 2-methyl-, (S)- 88 C5H120 001565-80-6 78
3 1-Butanol, 2-methyl- 88 C5H120 000137-32-6 56
4 1-Butanol, 2-methyl- 88 C5H120 000137-32-6 56
5 Propane, 1-(ethenyloxy)-2-methyl- 100 C6H120 000109-53-5 50
Abundance  Scan 87 (3.599 min): BN020186.D\data.ms (-81) (-) m/z 57.00 100.00%
57.0 ? I
5000
| 850 3.20 3.40 3.60 3.80 4.00

obr 2l L 1848 1981 /7 a1.00  87.88%

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

Abundance #2379: 1-Butanol, 2-methyl-

57.0
29.0
5000 [ L R B
3.20 3.40 3.60 3.80 4.00
m/z 56.00  83.43%
O\\‘\‘\“}\\U‘\‘\\‘”‘\\‘\\‘8\7\.\0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
41.0
Ramma e
3.20 3.40 3.60 3.80 4.00
5000 m/z 43.00 48.35%
70.0
15.0
Ot sl e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #2380: 1-Butanol, 2-methyl- Rmmma e RN
41.0 3.20 3.40 3.60 3.80 4.00
m/z 70.05 29.02%
5000
70.0
0 “_m_m_m_m_m_m_m‘ A e
m/z--> 20 40 60 80 100 120 140 160 180 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©20186.D

Acqg On : 15 Jun 2022 22:34
Operator : CG/JU

Sample : N3294-01

Misc

ALS vial : 21 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 Propanoic acid, 2-methyl- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
3.776  22.70 ng/ul 1962500 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 87
2 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 81
3 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 72
4 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 72
5 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 47
Abundance Scan 117 (3.776 min): BN020186.D\data.ms (-100) (-) m/z 43.10 100.00%
43.1
5000
a0 JV\AA“
R RAEE N ERR
‘ 3.40 3.60 3.80 4.00
Obrrrprrelode 20022 n/z 41,00 53.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #2317: Propanoic acid, 2-methyl-
43.0
5000 L L AL B LI B B
3.40 3.60 3.80 4.00
730 m/z 73.00  36.67%
O' \\‘\’\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43.0
R ARNEEENEEE NS
3.40 3.60 3.80 4.00
5000 73.0 m/z 39.00 19.57%
15.0
ot et e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #2318: Propanoic acid, 2-methyl- R ARARRRESSmay
43.0 3.40 3.60 3.80 4.00
m/z 45.00 16.70%
5000
73.0
GYECSEL NS SR S ) NSNS QU
m/z--> 20 40 60 80 100 120 140 160 180 200 220 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©20186.D

Acqg On : 15 Jun 2022 22:34
Operator : CG/JU

Sample : N3294-01

Misc

ALS vial : 21 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 2-Pentanol, 4-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.846 187.09 ng/ul 16178000 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-Pentanol, 4-methyl- 102 C6H140 000108-11-2 83
3 2-Hexanol 102 C6H140 000626-93-7 83
4 2-Hexanol, (R)- 102 C6H140 026549-24-6 78
5 2-Hexanol 102 C6H140 000626-93-7 64
Abundance Scan 129 (3.846 min): BN020186.D\data.ms (-123) (-) m/z 45.00 100.00%
45.0
5000 J

A ARAREEERREE e

mﬂ ‘87.0 3.60 3.80 4.00 4.20
ob—— Ml Lo 1189 1980 28LU /7 43.05  24.65%

miz-> 50 100 150 200 250

Abundance #5014: 2-Pentanol, 4-methyl-

45.0
5000 L B I L A I B L B
3.60 3.80 4.00 4.20
m/z 69.00 20.05%
15.0, \M\ 87.0
O T T T \“‘ H\ T \“\ ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance
45.0
R AREEEEEEEEE SR
3.60 3.80 4.00 4.20
5000 m/z 41.00 18.84%
87.0
ol tilpd bt .
miz--> 50 100 150 200 250
Abundance #4961: 2-Hexanol A ARERRRRNE N
45.0 3.60 3.80 4.00 4.20
m/z 39.00 9.45%
5000
SO |87
olrb b b e R s
m/z--> 50 100 150 200 250 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©20186.D

Acqg On : 15 Jun 2022 22:34
Operator : CG/JU

Sample : N3294-01

Misc

ALS vial : 21 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 1-Pentanol Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
3.917 32.42 ng/ul 2803370 1,4-Dichlorobenzene-d4 7.799

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentanol 88 C5H120 000071-41-0 83
2 1-Pentene 70 C5H10 000109-67-1 78
3 1-Pentanol 88 C5H120 000071-41-0 72
4 1-Pentanol 88 (C5H120 000071-41-0 64
5 1-Pentene 70 C5H10 000109-67-1 64
Abundance Scan 141 (3.917 min): BN020186.D\data.ms (-136) (-) m/z 42.00 100.00%
42.0
5000 70.0 M/\/k\
R BRE RS R R
H 3.60 3.80 4.00 4.20
Obrrrpedfpll A A0LL 1349 1930 ;n/z s55.00  88.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2352: 1-Pentanol
42.0
5000 0.0
3.60 3.80 4.00 4.20
m/z 41.00 68.51%
O \]-\5\-‘0\‘}\\"‘H\\H‘\\M\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
42.0
3.60 3.80 4.00 4.20
m/z 70.05 41.04%
5000 0.0 /
0 15.0
L o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2349: 1-Pentanol A
42.0 3.60 3.80 4.00 4.20
m/z 43.00  24.55%
70.0
5000
0 L“\U e N
m/z--> 20 40 60 80 100 120 140 160 180 200 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©20186.D

Acqg On : 15 Jun 2022 22:34
Operator : CG/JU

Sample : N3294-01

Misc

ALS vial : 21 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 Butanoic acid, 3-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.117 235.91 ng/ul 20399600 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 83
2 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 78
3 Butanoic acid, 4-chloro- 122 C4H7C102 000627-00-9 72
4 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 72
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 64
Abundance Scan 345 (5.117 min): BN020186.D\data.ms (-272) (-) m/z 60.00 100.00%
60.0
5000 43.0 /
87.0 T T T T
M‘ 4.80 5.00 5.20 5.40
ol py L 2028 1380 pn/; 43,00 42.51%
miz--> 20 40 60 80 100 120 140
Abundance #4826: Butanoic acid, 3-methyl-
60.0
5000 L LA B B R
41.0 4.80 5.00 5.20 5.40
870 m/z 41.00 40.46%
15\'0 “ ‘\‘ ‘ ol Il
O\\\‘\\‘\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance
60.0
O RERRNEEEEE LS S
4.80 5.00 5.20 5.40
5000 m/z 45.00 25.74%
43.0
87.0
27.0
Ol | 2030
m/iz--> 20 40 60 80 100 120 140
Abundance #11075: Butanoic acid, 4-chloro- A RERRNSEEEEE Y S
60.0 4.80 5.00 5.20 5.40
m/z 39.00 21.95%
5000
41
0 Ip ‘\H\ ‘\ [ L 830 105'0 122.0
e e i R S R
m/z--> 20 40 60 80 100 120 140 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©20186.D

Acqg On : 15 Jun 2022 22:34
Operator : CG/JU

Sample : N3294-01

Misc

ALS vial : 21 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, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.334 69.77 ng/ul 6032790 1,4-Dichlorobenzene-d4 7.799

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 72
2 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 72
3 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 64
4 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 59
5 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 45
Abundance Scan 382 (5.334 min): BN020186.D\data.ms (-365) (-) m/z 74.00 100.00%
74.0
41.0 57.0
5000
R EASARNEEESY R
“ ‘ $ 5.00 5.20 5.40 5.60
O relllly Ll 9102080 1470 y/0 57,00 64.68%
miz-> 20 40 60 80 100 120 140
Abundance #9217: Pentanoic acid, 2-methyl-
74.0
5000 43.0
5.00 5.20 5.40 5.60
m/z 41.00 60.64%
27.0 ‘
O T T ‘ \M\ \"‘\‘\ \‘HM‘ T \“\“\ ‘ T \]-\0“1\.0\]-\1\7‘.0\ T ‘ L
miz-> 20 40 60 80 100 120 140
Abundance
74.0
EAEEEEEN e e
29.0 57.0 5.00 5.20 5.40 5.60
5000 m/z 56.00 35.84%
0 13.0 102.0
T e e e e
miz--> 20 40 60 80 100 120 140
Abundance #4831: Butanoic acid, 2-methyl- — e AT
74.0 5.00 5.20 5.40 5.60
m/z 55.00  25.08%
5000 57.0
41.0
o280 L oo = L
m/z--> 20 40 60 80 100 120 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN©20186.D

Acqg On : 15 Jun 2022 22:34
Operator : CG/JU

Sample : N3294-01

Misc

ALS vial : 21 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 1-Hexanol, 2-ethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.887 63.37 ng/ul 5479670 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 83
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 59
3 Heptyl tetradecyl ether 312 C21H440 1000406-39-3 56
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 56
5 1-Hexene, 5,5-dimethyl- 112 C8H16 007116-86-1 53

Abundance Scan 816 (7.887 min): BN020186.D\data.ms (-807) (-) m/z 57.00 100.00%

57.0
83.0 \\\‘\\\\‘\\\\‘\\\\’\\\\
‘ ‘ ‘ 121 7.60 7.80 8.00 8.20
0 berrprrr bl e e e 208 m/z 41.08 37.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
5000 L B B L B R
7.60 7.80 8.00 8.20
29.0 83.0 m/z 43.05 30.45%
L o
O \\\‘\\‘\\“‘\\\\“\\‘\\‘1\\\“\\}\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
S e
7.60 7.80 8.00 8.20
5000 m/z 55.00 27.55%
29.0 83.0
112.0
0Lt el el e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #215091: Heptyl tetradecyl ether PR T T T
57.0 7.60 7.80 8.00 8.20
m/z 56.00 20.99%
5000
83.0
29.0
ol h \‘H | 110 141.0168.0 196.0 227
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 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©20186.D

Acqg On : 15 Jun 2022 22:34
Operator : CG/JU

Sample : N3294-01

Misc

ALS vial : 21 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 Hexanoic acid, 4-methyl- Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
8.164 21.90 ng/ul 1894030 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 74
2 (R)-(-)-4-Methylhexanoic acid 130 C7H1402 052745-93-4 40
3 1-Trifluoroacetoxy-2-methylpentane 198 C8H13F302 155089-96-6 25
4 2-Ethyl-1-butanol, trifluoroacetate 198 C8H13F302 116464-98-3 25
5 1-Hexene, 4,5-dimethyl- 112 C8H16 016106-59-5 22
Abundance Scan 863 (8.164 min): BN020186.D\data.ms (-849) (-) m/z 55.00 100.00%
550 711
41.0
5000
83.0
101'0 \‘\\\\‘\\\\‘\\\\’\\\\‘\
‘ | ‘ ‘ ‘ ‘ ‘ 7o 7.80 8.00 8.20 8.40
o el A Ll BP0 wyz 7110 98.66%
m/z--> 30 40 50 60 70 80 90 100 110 120 130
Abundance #15419: Hexanoic acid, 4-methyl-
71.0
5000 L AL R N B R LN I
7.80 8.00 8.20 8.40
83.0 101.0 m/z 41.00 75.91%
“‘\ . ‘\ L ‘ 113.0
O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 30 40 50 60 70 80 90 100 110 120 130
Abundance
71.0
55.0 R A ASRaREEENEAR
41.0 7.80 8.00 8.20 8.40
m/z 73.00 71.44%
5000 83.0 /
101.0
0 131.0
T e e
m/z--> 30 40 50 60 70 80 90 100 110 120 130
Abundance #74302: 1-Trifluoroacetoxy-2-methylpentane R aARERREEaRE
43.0 7.80 8.00 8.20 8.40
69.0 m/z 43.00 55.92%
5000 55.0
‘ 84.0
o"H‘“MmHw:!u‘HH;:‘H_“WWw‘w‘w_w ASSIVARI AN
m/z--> 30 40 50 60 70 80 90 100 110 120 130 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©20186.D

Acqg On : 15 Jun 2022 22:34
Operator : CG/JU

Sample : N3294-01

Misc

ALS vial : 21 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 p-Cresol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.587 72.39 ng/ul 6259930 1,4-Dichlorobenzene-d4 7.799

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cresol 108 C7H80 000106-44-5 97
2 p-Cresol 108 C7H80 000106-44-5 97
3 Phenol, 3-methyl- 108 C7H80 000108-39-4 96
4 p-Cresol 108 C7H80 000106-44-5 95
5 Phenol, 3-methyl- 108 C7H80 000108-39-4 95
Abundance Scan 935 (8.587 min): BN020186.D\data.ms (-927) (-) m/z 107.00 100.00%
10f.0
5000
77.0
A
37 0 H o 8.20 8.40 8.60 8.80 9.00
Ot ll W vl 9RO I 1280 /s 1e8.00  92.13%
miz-> 20 40 60 80 100 120 140
Abundance #6063: p-Cresol
108.0
5000 B R LU B

8.20 8.40 8.60 8.80 9.00
77.0 m/z 76.95  34.97%

51.0 |
O T T ’2\7\.? \“ L \ ‘ \ T \H“ \9\2\.\0‘ T T ‘ L ‘ L
m/z--> 20 40 60 80 100 120 140
Abundance
107.0

8.20 8.40 8.60 8.80 9.00

5000 m/z 78.95 32.77%
77.0
270 51.0
92.0
O e B e L S e e e e

m/z--> 20 40 60 80 100 120 140
Abundance #6068: Phenol, 3-methyl- RAREREEEEES RS a
108.0 8.20 8.40 8.60 8.80 9.00

m/z 39.00 15.48%

5000
79.0
39.0
63.0
15.0 I \‘ ‘Mu i “ \“

L e e R
miz--> 20 40 60 80 100 120 140 8.20 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©20186.D

Acqg On : 15 Jun 2022 22:34
Operator : CG/JU

Sample : N3294-01

Misc

ALS vial : 21 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 unknown-01 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.858 39.11 ng/ul 3382040 1,4-Dichlorobenzene-d4 7.799

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butoxyacetic acid 132 C6H1203 002516-93-0 42
2 Ethyl 2-butoxyacetate 160 C8H1603 1000366-89-3 37
3 Butyl 2-butoxyacetate 188 C10H2003 010397-22-5 23
4 D-erythro-Pentose, 2-deoxy- 134 C5H1004 000533-67-5 23
5 2-Deoxy-D-galactose 164 C6H1205 001949-89-9 17

Abundance Scan 981 (8.858 min): BN020186.D\data.ms (-969) (-) m/z 57.10 100.00%

57.1
- JA/L//\
e N RRRRE T
H 87‘.0 120.0 8.60 8.80 9.00 9.20
0 At 2078y at.e0 52.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16360: Butoxyacetic acid
57.0
5000 L B L LA BN B U
29.0 8.60 8.80 9.00 9.20
m/z 61.00 36.97%
87.0
ol | g
\\\‘\\\\’ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
A RAARE SRR
88.0 8.60 8.80 9.00 9.20
5000 29.0 m/z 55.00 27 .24%
0 117.0
R A Eamame
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #62374: Butyl 2-butoxyacetate R R
57.0 8.60 8.80 9.00 9.20
m/z 60.00 22.69%
5000
29.0
87.0
o b ] 1160 150
L B I e T — T
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@©61522\
Data File : BN@20186.D

Acqg On : 15 Jun 2022 22:34

Operator : CG/JU

Sample : N3294-01

Misc

ALS vial : 21 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 Hexanoic acid, 2-ethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
9.334 116.54 ng/ul 10090300 Naphthalene-d8 10.587
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 86
3 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 78
4 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 78
5 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 74
Abundance Scan 1062 (9.334 min): BN020186.D\data.ms (-1031) (-) m/z 73.00 100.00%
73.0 j
5000
41.0
101.0
H ‘ ‘ ) 9.00 9.20 9.40 9.60
Ol bhh | B29.0 2069 266¢ .., g3 60  83.01%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #24100: Hexanoic acid, 2-ethyl-
88.0
5000 41.0 AT T T T T T T
9.00 9.20 9.40 9.60
H ‘ ‘ ‘116.0 m/z 41.00  36.73%
O \H’\M\"‘\‘HH\“H“‘\‘\ ‘H‘HH‘HH’H\\‘HH‘\\H‘\\H‘HH’\H\‘\H\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
88.0
A R R
9.00 9.20 9.40 9.60
m/z 57.05 35.16%
5000 57.0
290 116.0
0 144.0
T T T e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #24098: Hexanoic acid, 2-ethyl- S ARESEEEEEEES
73.0 9.00 9.20 9.40 9.60
m/z 55.00 24.73%
5000{ 410
01.0
m/z--> 20 40 60 80 100120140160180200220240260 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN©20186.D

Acqg On : 15 Jun 2022 22:34
Operator : CG/JU

Sample : N3294-01

Misc

ALS vial : 21 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 unknown-02 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
9.581  25.87 ng/ul 2240010 Naphthalene-d8 10.587

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanoic acid, 1-methylethyl ester 144 C8H1602 018362-97-5 27
2 Butanoic acid, 3-methyl-, 1-meth... 144 C8H1602 032665-23-9 25
3 Hexanoic acid, 3,5,5-trimethyl- 158 C9H1802 003302-10-1 22
4 2,3,4,4-Tetramethyl-pentane-1,3-... 160 C9H2002 1000188-09-0 16
5 4-Nonanol 144 C9H200 005932-79-6 14

Abundance Scan 1104 (9.581 min): BN020186.D\data.ms (-1097) (-) m/z 57.00 100.00%

57.0
85.1
5000
122.0 T \
9.50
0 207.0 8L m/z 43.e0 87.85%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #24213: Pentanoic acid, 1-methylethyl ester
85.0
43.0
5000 ——
9.50
m/z 41.00 80.57%
‘ 129.0
O\’\U\H‘\‘HH‘HH‘\‘H\‘HH‘H‘H‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
43.0
85.0 ——
9.50
5000 ITI/Z 55.00 75.04%
129.0
O e T e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #35398: Hexanoic acid, 3,5,5-trimethyl- T ‘
57.0 9.50

m/z 85.10 63.58%

5000
29.0
1 J 1430
I )

0! A e
miz--> 20 40 60 80 100120140 160180200220 240260280 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN©20186.D

Acqg On : 15 Jun 2022 22:34
Operator : CG/JU

Sample : N3294-01

Misc

ALS vial : 21 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 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 25 Phenol, 3-ethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
10.052 42.02 ng/ul 3637950 Naphthalene-d8 10.587
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 3-ethyl- 122 C8H100 000620-17-7 93
2 Phenol, 3-ethyl- 122 C8H100 000620-17-7 89
3 Phenol, 3-ethyl- 122 C8H100 000620-17-7 89
4 Phenol, 2-ethyl- 122 C8H100 000090-00-6 76
5 Phenol, 2-ethyl- 122 C8H100 000090-00-6 76

Abundance Scan 1184 (10.052 min): BN020186.D\data.ms (-1173) ( | m/z 107.00 100.00%
10y7.0
5000
60.0 77.0
39.0 ‘ ‘ ot 10,00
Obr uWﬂ il g bl Ll 2R 1489 sz 122,00 42.82%
miz--> 20 40 60 80 100 120 140
Abundance #11299: Phenol, 3-ethyl-
107.0
5000 — :
10.00
39.0 77.0 m/z 60.00 34.65%
Ot T \“1‘\ \‘i‘\ \ﬁﬁwlo‘“\“\ T T \‘\‘\ "\ 1 T \1%?9\ T T
miz--> 20 40 60 80 100 120 140
Abundance
107.0
AV ‘
10.00
5000 m/z 77.00 27.92%
77.0
39.0
0 15.0 55.0 123.0
I o L A I
m/iz--> 20 40 60 80 100 120 140
Abundance #11300: Phenol, 3-ethyl-
107.0 10.00
m/z 73.00 22.00%
5000
77.0
39.0
olts0 o0y i oyoywe o )
m/z--> 20 40 60 80 100 120 140 10.00

SFAM-EPA-BN@60622.M Fri Jul 01 16:05:58 2022

Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@©61522\
Data File : BN@20186.D

Acqg On : 15 Jun 2022 22:34

Operator : CG/JU

Sample : N3294-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BNO60622 .M
: 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 27 Octanoic acid Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
10.322 40.84 ng/ul 3535920 Naphthalene-d8 10.587
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 96
2 Octanoic acid 144 C8H1602 000124-07-2 86
3 Octanoic acid 144 C8H1602 000124-07-2 80
4 Octanoic acid 144 C8H1602 000124-07-2 78
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 53

Abundance Scan 1230 (10.322 min): BN020186.D\data.ms (-1228) (- | m/z 60.00 100.00%
60.0
- /\L
101.0 - —r
| H ‘ 1970 10.00 10.50
o380 MLl L L 12701519 | 1928 2211 . 7360 74.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #24056: Octanoic acid
60.0
5000 — e
10.00 10.50
101.0 %
20.0 ‘ m/z 43.00 47.81
O \\\‘\H\\"\‘\\U“\\‘\‘\“‘H‘\\\‘\\\‘\J‘-\zg.\o‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
60.0
— ——
10.00 10.50
5000 270 m/z 41.00 46.68%
85.0
0 1150 144.0
T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #24059: Octanoic acid “ T
60.0 10.00 10.50
m/z 55.00 39.12%
5000
M ‘\ ‘M N H\ ‘115 9 1440
O bl bl — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@©61522\
Data File : BN@20186.D

Acqg On : 15 Jun 2022 22:34

Operator : CG/JU

Sample : N3294-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integrat

: 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 3@ Phenol, 2-(1-methylethyl)-

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.528 74.27 ng/ul 6430790  Naphthalene-d8 10.587
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 93
2 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 91
3 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 91
4 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 86
5 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 86

Abundance Scan 1265 (10.528 min): BN020186.D\data.ms (-1259) (- | m/z 121.00 100.00%
121.0
JL \
77.0 103.0 — - A
39.0 ‘ ‘ ‘ 10.50
o b 80l bl 200 7 136,00 31.83%
m/z--> 20 40 60 80 100 120 140 160
Abundance #18900: Phenol, 2-(1-methylethyl)-
121.0
5000
10.50
770 1030 m/z 163.00  24.35%
51.0 ‘ ‘ ‘
O\\\‘\\\\“\\‘\‘\“\‘\\\“\\\‘\‘\‘\\\“\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance
121.0 /k
— -
10.50
5000 m/z 77.00 22.27%
77.0 103.0
0 18.0 39.0 60.0
B L e S e R A e T
m/z--> 20 40 60 80 100 120 140 160 AJ\;
Abundance #18904: Phenol, 2-(1-methylethyl)- = —
121.0 10.50
m/z 91.00 22.11%
5000
770 103.0
0 18.0 3%0 ,60.9 L L “ .l 138.0
e B e e AR
m/z--> 20 40 60 80 100 120 140 160 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@©61522\
Data File : BN@20186.D

Acqg On : 15 Jun 2022 22:34

Operator : CG/JU

Sample : N3294-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

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

: SVOA CALIBRATION

: 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 35 p-Cumenol Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
10.958  39.55 ng/ul 3424760  Naphthalene-d8 10.587
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cumenol 136 C9H120 000099-89-8 96
2 p-Cumenol 136 C9H120 000099-89-8 95
3 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 94
4 p-Cumenol 136 C9H120 000099-89-8 91
5 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 91

Abundance Scan 1338 (10.958 min): BN020186.D\data.ms (-1333) (- | m/z 121.00 100.00%
121.0
5000
91.0
39.0 ‘ ‘ 11.00
) SR T ‘ “ L 11951 1929 28101 n/; 136.00  28.25%
m/z--> 5 100 150 200 250
Abundance #18802: p-Cumeno
121.0
5000
11.00
91.0 m/z 91.80 22.03%
39.0 ‘ ‘
O T T \ ‘\‘ “h \“\ T \“ T \‘ T ‘\ ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 100 150 200 250
Abundance
121.0
|
11.00
5000 m/z 77.00 20.84%
77.0
39.0
]
m/iz--> 50 100 150 200 250
Abundance #18901: Phenol, 3-(1-methylethyl)- —
121.0 11.00
m/z 103.00 15.56%
5000
00 A
o AL
miz--> 50 100 150 200 250 11.00

SFAM-EPA-BN@60622.M Fri Jul 01 16:06:02 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN©20186.D

Acqg On : 15 Jun 2022 22:34
Operator : CG/JU

Sample : N3294-01

Misc

ALS vial : 21 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 Benzeneacetic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.557 638.99 ng/ul 55327800 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 Propanedioic acid, phenyl- 180 C9OH804 002613-89-0 78
Abundance Scan 1440 (11.557 min): BN020186.D\data.ms (-1386) (1 m/z 91.00 100.00%
91.0
5000
136.0
65.0
39.0 ‘ ‘ ‘ 11.50
Ol ol 2130} 156.9178.9 2071 n/; 136.00  27.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18692: Benzeneacetic acid
91.0
5000
11.50
65.0 136.0 m/z 92.00  18.25%
39.0 ‘ ‘ ‘
O ‘\\\\“\‘\“\\“‘\\\\“\\h\\‘\\\\‘\\\\“\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
91.0
11.50
5000 m/z 65.00 17 .80%
136.0
65.0
41.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18696: Benzeneacetic acid
91.0 11.50
m/z 39.00 7.99%
5000
136.0
65.0
39.0 | ‘
e ST e
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©20186.D

Acqg On : 15 Jun 2022 22:34
Operator : CG/JU

Sample : N3294-01

Misc

ALS vial : 21 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 40 unknown-03 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.681 49.43 ng/ul 4279700 Naphthalene-d8 10.587
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 49
2 Hexanoic acid 116 C6H1202 000142-62-1 38
3 Octanoic acid 144 C8H1602 000124-07-2 38
4 Nonanoic acid 158 C9H1802 000112-05-0 37
5 Nonanoic acid 158 C9H1802 000112-05-0 37

Abundance Scan 1461 (11.681 min): BN020186.D\data.ms (-1453) (- | m/z 60.00 100.00%

60.0
91.0
5000
136.0 —

bl LI |
b WL 1711 220 28l ho 7300 78.29%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #35300: Nonanoic acid
60.0

5000 — -
1150 11.50 12.00

m/z 91.00 67.51%

29.0
T
miz--> 20 40 60 80 100120140160180200220240260280
Abundance
60.0
—

o

o

11.50 12.00
m/z 57.00 62.12%
5000 270
0 99.0

T T T T T T T T T T T T

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #24056: Octanoic acid T ——
60.0 11.50 12.00

m/z 41.00 57.07%

5000
101.0
i
|

LU e

T T
m/z--> 20 40 60 80 100120140160180200220240260280 11.50 12.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN©20186.D

Acqg On : 15 Jun 2022 22:34
Operator : CG/JU

Sample : N3294-01

Misc

ALS vial : 21 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 41 Benzoic acid, 3-methyl- Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
11.716  19.13 ng/ul 1656670  Naphthalene-d8 10.587
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 3-methyl- 136 C8H802 000099-04-7 94
2 Benzoic acid, 3-methyl- 136 C8H802 000099-04-7 93
3 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 93
4 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 83
5 Benzoic acid, 3-methyl- 136 C8H802 000099-04-7 81
Abundance Scan 1466 (11.710 min): BN020186.D\data.ms (-1464) (- | m/z 91.00 100.00%
91.0
136.0
5000
65.0 = o~
39.0 M ‘ 1 11.50 12.00
ob el b L B30 | 15702070 17 136,00 70.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18707: Benzoic acid, 3-methyl-
91.0
136.0
5000 s A
11.50 12.00
65.0 m/z 119.00 43.03%
O ‘\\\\‘\p\”\\“‘\‘\\\‘\\!\‘\\\\‘\\\‘\“\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
91.0 136.0
—— Yy
11.50 12.00
5000 m/z 65.00 20.53%
65.0
39.0
Ot et e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18705: Benzoic acid, 4-methyl- T 7
91.0 11.50 12.00
m/z 87.00 18.86%
136.0
5000
65.0
39.0 “ ‘
o_H“_M”m‘MHwHH_MH_HJWH,‘m_m_m _— —
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN©20186.D

Acqg On : 15 Jun 2022 22:34
Operator : CG/JU

Sample : N3294-01

Misc

ALS vial : 21 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 42 Benzoic acid, 4-methyl- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
11.793  28.22 ng/ul 2443400 Naphthalene-d8 10.587
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 96
2 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 93
3 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 91
4 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 83
5 Benzoic acid, 3-methyl- 136 C8H802 000099-04-7 60
Abundance Scan 1480 (11.793 min): BN020186.D\data.ms (-1474) (- | m/z 91.00 100.00%
91.0
136.0
5000
’ i o 120
113 1 : :
0 ‘;HJ sl L bbbl b 172 2069 n/; 136.00  65.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18705: Benzoic acid, 4-methyl-
91.0
136.0
5000 s A
11.50 12.00
65.0 m/z 87.00 58.42%
39.0 “ ‘
O \\\‘\\\\“\‘\H\\“\\\\‘\\\\‘\‘\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
91.0
136.0 s
11.50 12.00
5000 ITI/Z 119.00 57.73%
39.0 65.0
0 15.0
o e B B A ma w
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18697: Benzoic acid, 4-methyl- T o
91.0 136.0 11.50 12.00
m/z 41.00  29.75%
5000
39.0 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN©20186.D

Acqg On : 15 Jun 2022 22:34
Operator : CG/JU

Sample : N3294-01

Misc

ALS vial : 21 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 44 Phenol, p-tert-butyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.952 48.70 ng/ul 4216970  Naphthalene-d8 10.587
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 96
2 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 94
3 Phenol, m-tert-butyl- 150 C1@H140 000585-34-2 93
4 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 91
5 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 90

Abundance Scan 1507 (11.952 min): BN020186.D\data.ms (-1500) (- | m/z 135.00 100.00%

135.0
5000 107.0

41.0 77.0 LS 12 00
0 ‘H""ﬁﬁ‘wwduwh“Lk_w“_“lw4‘?&“w%9?ﬁ m/z 107.00  46.00%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27481: Phenol, p-tert-butyl-
135.0
5000
107.0 12 00

m/z 150.00  18.53%

77.0
O\J-\S\‘O\\\4\‘]‘-‘\9\\‘\\\\‘\\‘\‘\‘\\\\‘\\\!’\\‘\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
135.0

1200
5000 m/z 95.00 14.28%

107.0
410 770
0 15.0
R I B e R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance :

#27479: Phenol, m-tert-butyl-
135.0 1200

m/z 41.00 11.06%

5000
107.0
41.0 770 ‘ ‘
!

O e el e
miz--> 20 40 60 80 100 120 140 160 180 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN©20186.D

Acqg On : 15 Jun 2022 22:34
Operator : CG/JU

Sample : N3294-01

Misc

ALS vial : 21 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 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 45 Indole Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
12.087 29.32 ng/ul 2538360 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 96
3 Indole 117 C8H7N 000120-72-9 91
4 Indolizine 117 C8H7N 000274-40-8 91
5 Indole 117 C8H7N 000120-72-9 91

Abundance Scan 1530 (12.087 min): BN020186.D\data.ms (-1524) (-

m/z 117.00 100.00%

11y.0
5000 90.0
T T
39.0 63"0 12.00
Ob el el 1419 1650 s 99 00 45.41%
m/z--> 20 40 60 80 100 120 140 160
Abundance #9736: Indole
117.0
5000 - — :
90.0 12.00
m/z 89.00 35.53%
63.0
400 | Il
O\‘\\\\‘\\H\\"}\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance
117.0
T \
12.00
m/z 63.00 15.13%
5000 900
63.0
39.0
o
m/z--> 20 40 60 80 100 120 140 160
Abundance #9734: Indole T
117.0 12.00
m/z 118.00 9.21%
90.0
5000
63.0
39.0 ‘
0“H‘NH‘M‘VU‘H“wMW“‘H‘H““H““H Y
m/z--> 20 40 0 80 100 120 140 160 12.00

SFAM-EPA-BN@60622.M Fri Jul 01 16:06:09 2022

Page: 26



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN©20186.D

Acqg On : 15 Jun 2022 22:34
Operator : CG/JU

Sample : N3294-01

Misc

ALS vial : 21 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 50 n-Decanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.875 70.43 ng/ul 7832240  Acenaphthene-d10 14.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 91
2 n-Decanoic acid 172 C10H2002 000334-48-5 91
3 n-Decanoic acid 172 C10H2002 000334-48-5 90
4 n-Decanoic acid 172 C10H2002 000334-48-5 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 59
Abundance Scan 1664 (12.875 min): BN020186.D\data.ms (-1649) (- | m/z 60.00 100.00%
60.0
5000 129.0 ﬁMAMJ/Xxfﬂ
— ==
‘ # 1721 ‘ 12.50 13.00
0 AR L T2t 8260 sy 73.00  91.02%
miz-> 50 100 150 200 250 300
Abundance #46966: n-Decanoic acid
73.0
129.0
5000 = =
12.50 13.00
m/z 41.10 58.01%
O \H‘”‘ ““\“H\“" U‘\ " \“]\-7\‘2.\0\ L L B B
miz-> 50 100 150 200 250 300
Abundance
60.0
— ——
12.50 13.00
5000 129.0 m/z 55.00 50.31%
0,260 95.0 172.0
e
miz--> 50 100 150 200 250 300
Abundance #46961: n-Decanoic acid “ T
60.0 12.50 13.00
m/z 43.00 49.48%
5000
129.0
172.0
osg| lsoy | 20 Al
m/z--> 50 100 150 200 250 300 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©20186.D

Acqg On : 15 Jun 2022 22:34
Operator : CG/JU

Sample : N3294-01

Misc

ALS vial : 21 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 52 (DEL) Alkane: Straight-Chai... Concentration Rank 76
R.T. EstConc Area Relative to ISTD R.T.
13.046 4.27 ng/ul 474533  Acenaphthene-d10 14.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 43
2 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 38
3 Oxalic acid, allyl nonyl ester 256 C14H2404 1000309-23-7 38
4 2,3-Dimethyldecane 170 C12H26 017312-44-6 38
5 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 38
Abundance Scan 1693 (13.046 min): BN020186.D\data.ms (-1690) (- | m/z 73.00 100.00%
73.0
- ﬁm,}/tthfﬂu\/kw
3900 106.0 = ‘
‘ ‘ 143.0 13.00
ol Ll N‘N‘;‘ AL L4820 2810 327. .. 7100 78.47%
miz--> 50 100 150 200 250 300
Abundance #45479: Dodecane
43.0
5000
85.0 13.00
m/z 55.00  74.85%
‘ “ 127.0 1700
O\‘\ ‘\“‘\ ‘\“\‘\H‘ \H\‘\ T ‘ T 1T T ‘ L ‘ T T T 7T ‘ T T T
miz--> 50 100 150 200 250 300
Abundance
43.0
T
13.00
5000 m/z 57.00 72.99%
85.0
0 1260 41710
— e T T
m/iz--> 50 100 150 200 250 300
Abundance #142957: Oxalic acid, allyl nonyl ester 7 ‘
41.0 13.00
m/z 41.00 60.90%
5000
85.0
o L a0 17
e e
m/z--> 50 100 150 200 250 300 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN©20186.D

Acqg On : 15 Jun 2022 22:34
Operator : CG/JU

Sample : N3294-01

Misc

ALS vial : 21 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 53 Phenol, 2,4-bis(1-methyleth... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
13.287 19.81 ng/ul 2203260  Acenaphthene-d10 14.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,4-bis(1-methylethyl)- 178 C12H180 002934-05-6 90
2 Propofol 178 C12H180 002078-54-8 76
3 Propofol 178 C12H180 002078-54-8 76
4 Propofol 178 C12H180 002078-54-8 70
5 Phenol, 2,4-bis(1-methylethyl)- 178 C12H180 002934-05-6 68
Abundance Scan 1734 (13.287 min): BN020186.D\data.ms (-1729) (- | m/z 163.10 100.00%
1638.1
5000
43.0 105.0 —— — ‘AKA
” h | ‘ ( 13.00 13.50
S wu‘w\mu M_Mww 42049 280 ;178 .05  24.41%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #52841: Phenol, 2,4-bis(1-methylethyl)-
163.0
5000 o — f\M
13.00 13.50
1210 m/z 105.00  24.27%
4%0 910\ ‘.\
OH\‘HH“\H\’HH‘H‘H“H\‘\‘HH‘HH’HH‘HH‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
163.0
— ==
13.00 13.50
5000 ITI/Z 43.05 20.57%
121.0
410 910
e AR L
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #52792: Propofol 7 —
163.0 13.00 13.50
m/z 121.00 18.67%
5000
117.0
m/z--> 20 40 60 80 100120140160180200220240260280 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN©20186.D

Acqg On : 15 Jun 2022 22:34
Operator : CG/JU

Sample : N3294-01

Misc

ALS vial : 21 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 55 (DEL) Alkane: Straight-Chai... Concentration Rank 50
R.T. EstConc Area Relative to ISTD R.T.
13.457 10.65 ng/ul 1183800  Acenaphthene-d10 14.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 38
2 Undecane, 5-methyl- 170 C12H26 001632-70-8 25
3 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 25
4 Tridecane, 4-methyl- 198 C14H30 026730-12-1 22
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 22

Abundance Scan 1763 (13.457 min): BN020186.D\data.ms (-1754) (- m/z 73.00 100.00%

73.0
43.0
5000
129.0

101.0 T
IR
0 b s s 1 18822079 s 55 00 86.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33097: Nonane, 3,7-dimethyl-
57.0
5000 T
85.0 13.50

29.0 m/z 57.00  85.93%

‘ 127.0
W‘MHH“H‘\‘“‘\H“!H"MM“M}gﬁQ‘H\“H\‘H‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance

43.0

13.50

o

5000 71.0 m/z 71.05 81.02%
112.0
0 140.0 170.0
T e e T e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45501: Decane, 3,7-dimethyl- T
43.0 13.50
710 m/z 43.00  80.13%
5000 M
bl 0
O s o o B ma ——
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN©20186.D

Acqg On : 15 Jun 2022 22:34
Operator : CG/JU

Sample : N3294-01

Misc

ALS vial : 21 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 59 unknown-04 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.969 42.93 ng/ul 4773660  Acenaphthene-di10 14.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-(3-Hydroxy-4,4,10,13,14-pentam... 690 C39H7404Si3 1000495-09-2 28
2 trimethyl((2-((2S,4aS)-4a-methyl... 294 C18H340Si 1000440-53-2 9
3 .beta.-Eudesmol, TMS derivative 294 C18H340Si 1000334-00-1 9
4 3-Butoxy-6-chloropyridazine 186 C8H11CIN20 017321-22-1 9
5 Linolool oxide, (E)-, TMS deriva... 242 C13H2602Si 057397-14-5 9
Abundance Scan 1850 (13.969 min): BN020186.D\data.ms (-1844) (- | m/z 130.90 100.00%
130.9
5000 57.0 /k¥
T
14.00
bbb bud 20902888 w/z 57.05 40.19%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #349037: 5-(3-Hydroxy-4,4,10,13,14-pentamethyl-2,3,5,6
131.0
5000 T
14.00
m/z 41.00  26.82%
0 55. . 197.0267.0 371.0 455.0 560.0 632.!
HH‘HH‘H \‘HH’HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
131.0
——
14.00
5000 m/z 187.00 23.99%
0 41.0 204.0 279.0
T T e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #191726: .beta.-Eudesmol, TMS derivative e
131.0 14.00
m/z 96.90 10.81%
h \L
0 554? | 203.0 279.0
A e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN©20186.D

Acqg On : 15 Jun 2022 22:34
Operator : CG/JU

Sample : N3294-01

Misc

ALS vial : 21 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 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 61 Benzoic acid, p-tert-butyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
14.351 33.03 ng/ul 3672889 Acenaphtheme-dio 14.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, p-tert-butyl- 178 cl1vi402 000098-73-7 94

2 Benzoic acid, p-tert-butyl- 178 C11H1402 000098-73-7 90
3 6-tert-Butyl-2,4-dimethylphenol 178 C12H180 001879-09-0 72
4 Benzaldehyde, 5-(1,1-dimethyleth... 178 C11H1402 002725-53-3 72
5 Silane, (4-ethylphenyl)trimethyl- 178 C11H18Si 017988-50-0 58

Abundance Scan 1915 (14.351 min): BN020186.D\data.ms (-1910) (- | m/z 163.00 100.00%
168.0
5000
91.0
— 1
41.0 14.00 14.50
ob— M‘mw“h L u3290 | 12001 2669 319: ;13560  31.47%
miz--> 50 100 150 200 250 300
Abundance #52526: Benzoic acid, p-tert-butyl-
163.0
5000 — ——
91.0 14.00 14.50
41.0 m/z 91.00 29.31%
04 ‘\“i‘ \”\“M\ T ““‘\1{\29'\0“ \‘\ L e e B B
miz--> 50 100 150 200 250 300
Abundance
163.0
— ——
14.00 14.50
5000 ITI/Z 41.00 13.81%
410 910
0 129.0
— e S e
miz-> 50 100 150 200 250 300
Abundance #52844: 6-tert-Butyl-2,4-dimethylphenol — ——
163.0 14.00 14.50
m/z 178.10 13.04%
5000
41.0 91.0 130.0 ‘
o e Y A o, L
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@20186.D

Acqg On : 15 Jun 2022 22:34

Operator : CG/JU

Sample : N3294-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BNO60622 .M
: 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 71 2-Oxepanone, 7-hexyl- Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
17.687 20.68 ng/ul 2192140  Phenanthrene-die 17.169
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Oxepanone, 7-hexyl- 198 C12H2202 016429-21-3 68
2 7-Octyloxepan-2-one 226 C14H2602 003041-18-7 64
3 2-Oxepanone, 7-butyl- 170 C10H1802 005579-78-2 50
4 3,4-Dimethyl-5-hydroxy-isoxazole 113 C5H7NO2 029279-99-0 38
5 1-[(4-Fluorophenyl)sulfonyl]pipe... 244 C10H13FN202S  1000486-20-7 35

Abundance Scan 2482 (17.687 min): BN020186.D\data.ms (-2478) (- | m/z 55.00 100.00%
55.0
—— —
.0 1980 17.50 18.00
oA i, ““15‘“30 il 2981 3411 h; 8500 84.89%
miz--> 50 100 150 200 250 300 350
Abundance #73562: 2-Oxepanone, 7-hexyl-
85.0
5000 — —
410 17.50 18.00
' m/z 84.00 62.75%
\M \ ‘\h 1280 180.0
O\\\“\\‘\“\“}‘\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance
85.0
—— —
17.50 18.00
41.0 o
5000 ITI/Z 41.00 61.89%
0 124.0 164.0 208.0 M
e e
m/z--> 50 100 150 200 250 300 350
Abundance #44981: 2-Oxepanone, 7-butyl- T 7
83.0 17.50 18.00
m/z 56.00 51.03%
5000
41.0
0 L?S-Oﬂl-o B
m/z--> 50 100 150 200 250 300 350 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN©20186.D

Acqg On : 15 Jun 2022 22:34
Operator : CG/JU

Sample : N3294-01

Misc

ALS vial : 21 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 72 n-Hexadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.098 40.65 ng/ul 4308380  Phenanthrene-di10 17.169
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 92
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 76
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72

Abundance Scan 2552 (18.098 min): BN020186.D\data.ms (-2546) (- | m/z 73.00 100.00%

73.0
5000
29.0

21‘3-1256_1 18.00 18.50
ol Aol b L0 8290 4180 0 113,00 85.19%
miz--> 50 100 150 200 250 300 350 400
Abundance #143507: n-Hexadecanoic acid
43.0
5000 S —- —
18.00 18.50

129.0 m/z 55.00 83.97%

‘ % ‘ 213.0256.0
0 H““““\ "-%“Mm“‘\‘H"‘\‘H‘LHH‘HH‘HH“H
m/z--> 50 100 150 200 250 300 350 400
Abundance

73.0

T —
18.00 18.50

129.0 256.0
m/z 43.00  82.54%
5000 213.0
29.0
(O e TR e e R
m/z--> 50 100 150 200 250 300 350 400
Abundance #143510: n-Hexadecanoic acid T —
60.0 18.00 18.50
m/z 41.10 73.02%
5000 129.0
H 213.0256.0
m/z--> 50 100 150 200 250 300 350 400 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN©20186.D

Acqg On : 15 Jun 2022 22:34
Operator : CG/JU

Sample : N3294-01

Misc

ALS vial : 21 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 73 Phenol, 4-(2-phenylethenyl)- Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
18.869 20.04 ng/ul 2123890  Phenanthrene-d10 17.169
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(2-phenylethenyl)- 196 C14H120 003839-46-1 93
2 Phenol, 3-(2-phenylethenyl)-, (E)- 196 C14H120 017861-18-6 93
3 2-[2-Phenylethenyl]phenol 196 C14H120 042224-48-6 81
4 Phenol, 4-(2-phenylethenyl)-, (E)- 196 C14H120 006554-98-9 70
5 Phenol, 4-(2-phenylethenyl)-, (E)- 196 C14H120 006554-98-9 64
Abundance Scan 2683 (18.869 min): BN020186.D\data.ms (-2679) (- | m/z 196.10 100.00%
196.1
5000 /\\
152. - S
51.0 89.0 ‘ ‘H 18.50 19.00
ol kb Loy Nw“n‘w A 2331 2888 3448 = 4,7 195.05 51.75%
miz--> 50 100 150 200 250 300 350
Abundance #71684: Phenol, 4-(2-phenylethenyl)-
196.0
5000 = =
18.50 19.00
m/z 165.00  42.57%
152. ‘
89.0
0\\\5]‘-.(\)\‘\“‘\““\‘\\‘\ “L\ﬁ\‘“\“\“‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance
196.0
— ——
18.50 19.00
5000 m/z 177.00 36.43%
39.0 ggo 1520
e
m/z--> 50 100 150 200 250 300 350
Abundance #71683: 2-[2-Phenylethenyl]phenol — ——
196.0 18.50 19.00
m/z 167.05 27.70%
5000
s1.0 90 g,
oLb— \“\}L ‘\‘\Mu“\‘u ‘” H‘m‘H\‘ \“ Il ‘\“ ﬂ\)‘ \HH “‘ T P P
m/z--> 50 100 150 200 250 300 350 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©20186.D

Acqg On : 15 Jun 2022 22:34
Operator : CG/JU

Sample : N3294-01

Misc

ALS vial : 21 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 77 Dehydroabietic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.069 57.40 ng/ul 4464600  Chrysene-di12 21.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dehydroabietic acid 300 C20H2802 001740-19-8 98
2 Dehydroabietic acid 300 C20H2802 001740-19-8 94
3 Dehydroabietic acid 300 C20H2802 001740-19-8 91
4 1-Phenanthrenecarboxylic acid, 1... 300 C20H2802 005155-70-4 91
5 Butanoic acid, 2-(cyano)(2,4,6-t... 300 C17H20N203 1000267-71-7 76
Abundance Scan 3057 (21.069 min): BN020186.D\data.ms (-3053) (- | m/z 239.15 100.00%
239.2
430 1410 — :
‘ ‘ 300.1 21.00
0 "‘“‘,‘“‘-Muw”w““JI,NLMWMHu i 3671 4608 548: ., 28516  59.13%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #199993: Dehydroabietic acid
239.0
5000 141.0 ‘21\00‘ T
43.0 300.0 :
m/z 197.10  38.66%
O T \M\ ‘\‘"‘\\M\L\“\l‘ ‘““,'m“m”h” \‘ \l\ ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
285.0
T \
21.00
5000 m/z 141.00 24.93%
43.0
197.0
117.0
o TR
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #199992: Dehydroabietic acid ——
285.0 21.00
m/z 43.05 20.52%
5000
197.0
43.0 1290
0‘HWMWMWMMWWﬂwwH‘A_HW‘HWH‘WHHM‘H_ P
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@61522\
Data File : BN0©20186.D

Acqg On : 15 Jun 2022 22:34
Operator : CG/JU

Sample : N3294-01

Misc :

ALS Vvial : 21  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|
1-Butanol, 2-me... 3.599 27.9 ng/ul 2410450 1 7.799 1729430 20.0
Propanoic acid,... 3.776 22.7 ng/ul 1962500 1 7.799 1729430 20.0
2-Pentanol, 4-m... 3.846 187.1 ng/ul 16178000 1 7.799 1729430 20.0
1-Pentanol 3.917 32.4 ng/ul 2803370 1 7.799 1729430 20.0
Butanoic acid, 5.117 235.9 ng/ul 20399600 1 7.799 1729430 20.0
Pentanoic acid,... 5.334 69.8 ng/ul 6032790 1 7.799 1729430 20.0
1-Hexanol, 2-et... 7.887 63.4 ng/ul 5479670 1 7.799 1729430 20.0
Hexanoic acid, 8.164 21.9 ng/ul 1894030 1 7.799 1729430 20.0
p-Cresol 8.587 72.4 ng/ul 6259930 1 7.799 1729430 20.0
unknown-01 8.858 39.1 ng/ul 3382040 1 7.799 1729430 20.0
Hexanoic acid, 9.334 116.5 ng/ul 10090300 2 10.587 1731720 20.0
unknown-02 9.581 25.9 ng/ul 2240010 2 10.587 1731720 20.0
Phenol, 3-ethyl- 10.052 42.0 ng/ul 3637950 2 10.587 1731720 20.0
Octanoic acid 10.322 40.8 ng/ul 3535920 2 10.587 1731720 20.0
Phenol, 2-(1-me... 10.528 74.3 ng/ul 6430790 2 10.587 1731720 20.0
p-Cumenol 10.958 39.5 ng/ul 3424760 2 10.587 1731720 20.0
Benzeneacetic acid 11.557 639.0 ng/ul 55327800 2 10.587 1731720 20.0
unknown-03 11.681 49.4 ng/ul 4279700 2 10.587 1731720 20.0
Benzoic acid, 3... 11.710 19.1 ng/ul 1656670 2 10.587 1731720 20.0
Benzoic acid, 4... 11.793 28.2 ng/ul 2443400 2 10.587 1731720 20.0
Phenol, p-tert-... 11.952 48.7 ng/ul 4216970 2 10.587 1731720 20.0
Indole 12.087 29.3 ng/ul 2538360 2 10.587 1731720 20.0
n-Decanoic acid 12.875 70.4 ng/ul 7832240 3 14.428 2224140 20.0
(DEL) Alkane: S... 13.046 4.3 ng/ul 474533 3 14.428 2224140 20.0
Phenol, 2,4-bis... 13.287 19.8 ng/ul 2203260 3 14.428 2224140 20.0
(DEL) Alkane: S... 13.457 10.7 ng/ul 1183800 3 14.428 2224140 20.0
unknown-04 13.969 42.9 ng/ul 4773660 3 14.428 2224140 20.0
Benzoic acid, p... 14.351 33.0 ng/ul 3672880 3 14.428 2224140 20.0
2-Oxepanone, 7-... 17.687 20.7 ng/ul 2192140 4 17.169 2119630 20.0
n-Hexadecanoic ... 18.098 40.6 ng/ul 4308380 4 17.169 2119630 20.0
Phenol, 4-(2-ph... 18.869 20.0 ng/ul 2123890 4 17.169 2119630 20.0
Dehydroabietic . 21.069 57.4 ng/ul 4464600 5 21.357 1555560 20.0
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