LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BG052246.D

Acqg On : 2 Feb 2022 1:59
Operator : CG/JU

Sample : N1307-18

Misc :

ALS Vvial : 26 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_G\Methods\SFAM-EPA-BGO13122.M
Title : SVOA CALIBRATION

Signal : TIC: BGO52246.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.567 8 13 17 rVB 6257 8403 0.69% 0.073%
2 4.002 82 87 92 rBvV 14217 24183 1.98% 0.211%
3 4.343 142 145 149 rVB2 2066 2578 0.21% 0.022%
4 4.701 203 206 210 rVvB4 1724 1973 0.16% 0.017%
5 5.729 375 381 383 rBVv4 1412 2292 0.19% 0.020%
6 6.269 466 473 479 rBV2 13054 19641 1.61% 0.171%
7 6.457 503 505 513 rVB3 1284 3041 0.25% 0.927%
8 6.845 567 571 576 rVB2 1944 2909 0.24% 0.025%
9 7.227 630 636 642 rBV2 15899 34942 2.86% 0.305%
106 7.303 646 649 653 rv4 4634 7828 0.64% 0.068%
11 7.374 654 661 671 rVB 34117 65129 5.33% 0.568%
12 7.491 678 681 683 rBV3 3904 4715 0.39% 0.041%
13 7.538 683 689 699 rVB 110827 190662 15.59% 1.664%
14 7.761 720 727 737 rVB 112751 195807 16.01% 1.709%
15 8.231 798 807 814 rBV 108386 188306 15.40% 1.643%
16 8.284 814 816 821 rVB4 4953 6665 ©.55% 0.058%
17 8.596 866 869 874 rBV3 1444 2057 0.17% ©0.018%
18 8.754 892 896 901 rVB3 3527 5885 0.48% 0.051%
19 8.813 901 906 908 rBV2 15270 21241 1.74% 0.185%
20 8.936 921 927 936 rvVB 84394 156710 12.82% 1.367%
21 9.060 944 948 953 rVB2 6237 11389 0.93% 0.099%
22 9.336 989 995 1000 rBV2 24934 43211 3.53% 0.377%
23 9.406 1000 1007 1021 rVB 150936 275671 22.54% 2.405%
24 9.559 1025 1033 1038 rBv4 10123 19744 1.61% 0.172%
25 9.970 1097 1103 1109 rVB4 2545 4645 0.38% 0.041%
26 10.141 1124 1132 1140 rVB 120268 221885 18.14% 1.936%
27 10.317 1157 1162 1167 rBV3 17300 34244  2.80%  0.299%
28 10.376 1167 1172 1183 rVV2 32811 74093 6.06% 0.647%
29 10.481 1187 1190 1195 rVB4 2947 4416 0.36% 0.039%
30 10.569 1200 1205 1208 rVB4 1206 2080 0.17% ©0.018%
31 10.687 1218 1225 1233 rBV 166599 300776 24.60%  2.624%
32 10.840 1244 1251 1257 rBvV3 6011 11564 0.95% 0.101%
33 10.957 1263 1271 1278 rBV6 15497 34562 2.83% 0.302%
34 11.075 1282 1291 1296 rBV 147694 281085 22.99%  2.453%
35 11.116 1296 1298 1304 rVB3 28380 39010 3.19% 0.340%

36 11.198 1304 1312 1320 rBV2 133790 246134 20.13% 2.148%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BG052246.D

Acqg On : 2 Feb 2022 1:59
Operator : CG/JU

Sample : N1307-18

Misc :

ALS Vvial : 26 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_G\Methods\SFAM-EPA-BGO13122.M
Title : SVOA CALIBRATION
37 11.368 1334 1341 1346 rBV2 42907 76173 6.23% 0.665%
38 11.451 1350 1355 1359 rVB5 6557 9616 ©0.79% 0.084%
39 11.592 1375 1379 1380 rBv2 2559 2145 0.18% 0.019%
40 11.650 1384 1389 1394 rVB6 2575 4742 0.39% 0.041%
41 11.803 1411 1415 1418 rBvV2 1240 1849 0.15% 0.016%
42 11.856 1418 1424 1432 rVWV3 31367 57695 4.72% 0.503%
43 11.950 1435 1440 1446 rVB3 5678 9918 0.81% 0.087%
44 12.226 1483 1487 1492 rVB3 1634 2715 0.22% 0.024%
45 12.549 1536 1542 1547 rVB4 1892 3390 0.28% 0.030%
46 12.649 1553 1559 1563 rVB2 3045 5218 ©.43% 0.046%
47 12.766 1576 1579 1585 rVB2 3355 6172 0.50% 0.054%
48 12.925 1603 1606 1609 rVB 1671 2007 ©0.16% 0.018%
49 13.066 1625 1630 1634 rBv4 5129 7737 0.63% 0.068%
50 13.142 1637 1643 1646 rBV4 4732 6649 0.54% 0.058%
51 13.236 1654 1659 1666 rBV2 35495 58706 4.80% 0.512%
52 13.325 1668 1674 1679 rVB2 10322 16688 1.36% 0.146%
53 13.477 1695 1700 1706 rBV2 76251 106945 8.75% 0.933%
54 13.607 1717 1722 1724 rBV2 1215 1776 0.14% 0.015%
55 13.712 1735 1740 1745 rBV 35811 52163 4.27% 0.455%
56 13.789 1747 1753 1758 rVB 52803 82760 6.77% 0.722%
57 14.071 1798 1801 1805 rBV2 4719 5782 0.47% 0.050%
58 14.129 1807 1811 1814 rBV3 3895 6224 0.51% 0.054%
59 14.217 1823 1826 1829 rBvV3 2758 3983 0.33% 0.035%
60 14.270 1829 1835 1841 rVB 400306 589454 48.20% 5.143%
61 14.394 1850 1856 1859 rBV4 2846 3983 0.33% 0.035%
62 14.576 1879 1887 1893 rBV 398926 629900 51.51% 5.496%
63 14.717 1905 1911 1919 rBV 10152 16076 1.31% 0.140%
64 14.875 1930 1938 1946 rBV 249291 402577 32.92%  3.513%
65 14.946 1946 1950 1956 rVB3 3221 3963 0.32% 0.035%
66 15.069 1963 1971 1976 rBV2 31476 54688 4.47% 0.477%
67 15.451 2032 2036 2041 rBV5S 3961 6026 0.49% 0.053%
68 15.539 2045 2051 2056 rBV3 3543 7151 ©.58% 0.062%
69 15.598 2057 2061 2066 rVB2 5448 7961 0.65% 0.069%
70 15.668 2066 2073 2079 rBV2 30509 48234  3.94% 0.421%
71 15.868 2100 2107 2114 rBV 570796 848739 69.41% 7.406%
72 15.974 2120 2125 2135 rBV 189741 288925 23.63% 2.521%
73 16.109 2145 2148 2153 rVB2 2461 3583 0.29% 0.031%
74 16.209 2160 2165 2172 rVB4 5979 12684 1.04% 0.111%
75 16.849 2269 2274 2282 rVB 3464 4693 0.38% 0.041%
76 16.961 2289 2293 2296 rBV3 1974 2712 0.22% 0.024%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BG052246.D

Acqg On : 2 Feb 2022 1:59
Operator : CG/JU

Sample : N1307-18

Misc :

ALS Vvial : 26 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_G\Methods\SFAM-EPA-BGO13122.M
Title : SVOA CALIBRATION

77 17.354 2358 2360 2364 rVB2 1813 1940 0.16% 0.017%
78 17.407 2365 2369 2374 rVB3 1628 2811 0.23% 0.025%
79 17.625 2399 2406 2413 rBV 337078 521439 42.64% 4.550%
80 17.724 2416 2423 2431 rBV 660752 1032166 84.41% 9.006%
81 17.883 2447 2450 2454 rVB 4282 5139 0.42% 0.045%
82 18.283 2510 2518 2523 rBV 162076 217076 17.75% 1.894%
83 18.447 2541 2546 2547 rBV2 2059 2903 0.24% 0.025%
84 18.565 2561 2566 2570 rBV 5071 7556 0.62% 0.066%
85 18.752 2594 2598 2603 rBV2 3894 4440 0.36% 0.039%
86 18.993 2636 2639 2642 rVB2 1328 1891 0.15% 0.017%
87 19.087 2651 2655 2658 rBV4 2201 2822 0.23% 0.025%
88 19.569 2732 2737 2744 rVB2 9480 14186 1.16% 0.124%
89 19.640 2744 2749 2754 rBV 8696 13558 1.11% 0.118%

90 20.004 2804 2811 2820 rBV 867452 1222846 100.00% 10.670%

91 20.991 2975 2979 2985 rBV 36183 49291 4.03% 0.430%
92 21.942 3134 3141 3151 rVB 321236 554677 45.36%  4.840%
93 22.072 3161 3163 3165 rBV2 3210 1988 0.16% 0.017%
94 22.771 3278 3282 3289 rVB7 6089 10858 ©.89% 0.095%
95 23.793 3455 3456 3458 rBV2 3770 2361 0.19% 0.021%
96 24.410 3554 3561 3568 rVB1O 10796 26873  2.20% 0.234%

97 25.173 3680 3691 3704 rBV2 394895 1172750 95.90% 10.233%
98 25.420 3722 3733 3745 rVB2 184146 578876 47.34% 5.051%

Sum of corrected areas: 11460319
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BG@52246.D

Acq On : 2 Feb 2022 1:59
Operator : CG/JU

Sample : N1307-18

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG052246.D\data.ms
800000
700000
600000
500000
400000
300000

200000

9 406

7.538761 8.231
100000 8936

0%74W%Mm7m 5.729_ 6%%ﬂ6%§éﬁ,1 8/084. o& %559 9.97

Time--> 3.50 4.00 450 5.00 550 600 650 700 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG052246.D\data.ms

20.004
800000

700000 17.724
600000 15.868

500000

400000 14.21@.576

17.625 21.942

300000 14.875
974

200000 ' 18.283

[N

100000113. 4

@% %Pg 294 14845 1sdaibMeaces 1aeem1ms iv 883 19.85553m087 1995680 20991 072

Time--> 13. 50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG052246.D\data.ms

o

800000
700000
600000
500000
400000 G
300000
200000 5420

100000
23.793 24.410

O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BG@52246.D

Acq On : 2 Feb 2022 1:59
Operator : CG/JU

Sample : N1307-18

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.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 Ethanol, 2-butoxy- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
6.269 2.09 ng/ul 19641 1,4-Dichlorobenzene-d4 8.231

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 78
2 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 78
3 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 56
4 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 36
5 Propanoic acid, 2-methylpropyl e... 130 C7H1402 000540-42-1 28
Abundance Scan 473 (6.269 min): BG052246.D\data.ms (-466) (-) m/z 57.15 100.00%
57.1
5000
A A mmmaa R e
87"2 279« 6.00 6.20 6.40 6.60
Obrrrprredbede bt e M/z 45,15 36.44%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #10027: Ethanol, 2-butoxy-
57.0
\
5000 LB L B I B AL LR
6.00 6.20 6.40 6.60
270 87.0 m/z 41.15 30.62%
0 H‘\‘\‘}‘\\““}\\‘1“\\‘\‘\‘\‘\\\iHH‘HH‘HH‘HH’\H\‘HH‘HH’HH‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #10025: Ethanol, 2-butoxy-
57.0
\\\M\\\\‘\\\\‘\\\\’\\\\
6.00 6.20 6.40 6.60
5000 m/z 87.15 16.03%
87.0
27.0
0 meo
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #10026: Ethanol, 2-butoxy- AR
57.0 6.00 6.20 6.40 6.60
m/z 43.15 9.69%
5000
87.0
27.0 ‘
R Y . — S 1B T
m/z--> 20 40 60 80 100120140160180200220240260 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BG@52246.D

Acq On : 2 Feb 2022 1:59
Operator : CG/JU

Sample : N1307-18

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.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 Hexanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.227 3.71 ng/ul 34942 1,4-Dichlorobenzene-d4 8.231

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 83
2 Hexanoic acid 116 C6H1202 000142-62-1 78
3 Hexanoic acid 116 C6H1202 000142-62-1 74
4 Pentanoic acid 102 C5H1002 000109-52-4 45
5 Hexanoic acid 116 C6H1202 000142-62-1 42
Abundance Scan 636 (7.227 min): BG052246.D\data.ms (-630) (-) m/z 60.15 100.00%
60.1
73.2
5000 411

A R TR

M H 87.0 7.00 7.20 7.40 7.60
Obrrrerer e L m/z 73.15 65.96%

m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9148: Hexanoic acid
60.0
5000 73.0

270 41.0 7.00 7.20 7.40 7.60
m/z 41.15  39.71%

‘H ‘ 87.0
O\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\U\ ‘\\\\‘i\l\\’\\\\‘\\\\‘\\\\’\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9146: Hexanoic acid
60.0
[T A
7.00 7.20 7.40 7.60
5000 73.0 ITI/Z 43.15 26.76%
270 410 87.0
0L.140 \M\ I | 1000 1160
H_‘H_H‘_H‘_H‘_H"HW‘HW‘HWH‘WH‘WH‘WH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9147: Hexanoic acid ﬂ‘u“ﬂu“‘u““m‘h
60.0 7.00 7.20 7.40 7.60
m/z 42.25 22.62%
5000
270 410 73.0
87.0
N R = L1 A 1 Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BG@52246.D

Acq On : 2 Feb 2022 1:59
Operator : CG/JU

Sample : N1307-18

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.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 Butanoic acid, 3-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.813 2.26 ng/ul 21241 1,4-Dichlorobenzene-d4 8.231

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 64
2 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 59
3 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 50
4 Pentanoic acid 102 C5H1002 000109-52-4 50
5 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 40
Abundance Scan 906 (8.813 min): BG052246.D\data.ms (-901) (-) m/z 60.15 100.00%

60.1
73.2
5000 43.0
87.2

‘ | | | 8.40 8.60 8.80 9.00 9.20
S 18 A sy S S P

0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9148: Hexanoic acid
60.0
5000 730 ‘\\\\‘\\\\‘\\\\’\\\\‘\\
270 410 8.40 8.60 8.80 9.00 9.20

m/z 43.05 48.82%

‘ 87.0
‘W‘”‘W‘M\”‘W\»‘Www ”‘N‘M‘W‘m\”g%q”‘ﬁ
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4827: Butanoic acid, 3-methyl-

60.0

840860880900920

o

27.0 87.0
0‘w%aquwm**HML&*\H“”“*H\*H*\Www**ww*w*v
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4824 Butanoic acid, 3-methyl- M_Aﬂ“‘wﬂ“‘uﬁﬁ“‘_‘
60.0 8.40 8.60 8.80 9.00 9.20

m/z 41.15 42.57%

5000 410
27.0
‘ 87.0
0 Lol o | 1000
L

m/z--> 10 20 30 40 50 60 70 80 90 100 110 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BG@52246.D

Acq On : 2 Feb 2022 1:59
Operator : CG/JU

Sample : N1307-18

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.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 Phenol, 2-methoxy- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.336 4.59 ng/ul 43211 1,4-Dichlorobenzene-d4 8.231

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-methoxy- 124 C7H802 000090-05-1 94
2 Phenol, 2-methoxy- 124 C7H802 000090-05-1 93
3 Phenol, 2-methoxy- 124 C7H802 000090-05-1 87
4 Mequinol 124 C7H802 000150-76-5 78
5 Mequinol 124 C7H802 000150-76-5 70
Abundance Scan 995 (9.336 min): BG052246.D\data.ms (-989) (-) m/z 109.15 100.00%
81.2 109.2
124.2
5000
53.1 ) N
AR A maE
39‘ 1‘ H 95.0 9.00 9.20 9.40 9.60
bbb e et S e m/z 81015 84.47%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11909: Phenol, 2-methoxy-
109.0
124.0
81.0
5000 H‘HH‘HHJ‘\HM’\“\H\,
9.00 9.20 9.40 9.60
53.0 m/z 124.15 71.59%
O \\‘J\-\S\\O‘H\‘\‘H\}“\H\MH\‘E‘\\‘\H‘\i}\\\‘9\\5\5)‘\\\\}\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11910: Phenol, 2-methoxy-
109.0
810 124'0 \\‘\\\\‘\\\\‘\\\\‘\\\\’
9.00 9.20 9.40 9.60
5000 m/z 53.15 28.58%
270 53.0
\ 1, \H‘ 670 | 950 |
0"_‘H_‘H,HH,H‘wu‘qimw‘u‘pu‘_‘uw‘u‘uu“‘w‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11912: Phenol, 2-methoxy- hﬁu‘\\\\wwww‘uwn‘\\u’
109.0 124.0 9.00 9.20 9.40 9.60
m/z 39.15 15.92%
81.0
5000
27.0 53.0
Obreprrgrebrrebper e B b el
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BG@52246.D

Acq On : 2 Feb 2022 1:59
Operator : CG/JU

Sample : N1307-18

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.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 wunknown-01 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.559 2.10 ng/ul 19744  1,4-Dichlorobenzene-d4 8.231

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 1,1'-oxybis- 186 C12H260 000112-58-3 38
2 Sulfurous acid, isohexyl 2-propy... 208 C9H2003S 1000309-11-6 38
3 Hexane, 1,1'-oxybis- 186 C12H260 000112-58-3 35
4 Oxalic acid, isohexyl propyl ester 216 C11H2004 1000309-32-6 35
5 Sulfurous acid, hexyl 2-propyl e... 208 C9H2003S 1000309-11-7 32

Abundance Scan 1033 (9.559 min): BG052246.D\data.ms (-1025) (-) m/z 43.15 100.00%
3.1

5000 85.2
63.1
Ll T o
o e m/z 85.15  43.70%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #61062: Hexane, 1,1'-oxybis-
43.0
85.0
5000 T I w
9.50
m/z 41.15 32.28%
o150 H I leso || 1150 1430 1860
\\\‘\\\\‘\\\\‘\\\\‘\\\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160 180

Abundance #85783: Sulfurous acid, isohexyl 2-propyl ester

43.0 MMMJV\M ﬂ ’\MW}L

85.0 9.50
5000 ’ ITI/Z 45.15 27.75%
om_m“wﬁ‘?-?“u;w““1‘2‘?-9‘_‘”_”‘_”
m/z--> 20 40 60 80 100 120 140 160 180 A Wﬁ
Abundance #61058: Hexane, 1,1'-oxybis- ‘ -y
43.0 9.50
8.0 m/z 56.15 16.76%
5000
0l-15.0 | “\h 65,0 H‘ 1150 1430 M A A
R I R T e L SR S i o
m/z--> 20 40 60 80 100 120 140 160 180 9.50

SFAM-EPA-BG013122.M Wed Feb 02 12:01:38 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BG@52246.D

Acq On : 2 Feb 2022 1:59
Operator : CG/JU

Sample : N1307-18

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.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 Benzoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

10.317 2.44 ng/ul 34244  Naphthalene-d8 11.075
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid 122 C7H602 000065-85-0 87
2 Benzoic acid 122 C7H602 000065-85-0 87
3 Benzoic acid 122 C7H602 000065-85-0 87
4 Benzoic acid 122 C7H602 000065-85-0 87
5 Benzoic acid 122 C7H602 000065-85-0 83

Abundance Scan 1162 (10.317 min): BG052246.D\data.ms (-1157) (- m/z 105.15 100.00%

105.2
5000
51.1
N LV P
‘ ‘ 275« 10.00 10.50
oWH”“MUMM“u“1‘\‘”““_“”“‘HWwWWwwwww\_ m/z 77.15 69.08%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #11264: Benzoic acid
105.0
5000 ‘ MMM
51.0 1000 1050
m/z 122.05 61.68%
OH\“\‘\H‘H‘I‘I‘H‘I‘HW‘HH‘\‘H\‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #11263: Benzoic acid
105.0
nA
51.0 1000 1050
o"‘_h"_m_‘u“‘H‘Hm‘“mw""H"‘WH_wmwww_
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #11265: Benzoic acid
105.0 1000 1050
m/z 50.15 23.03%
5000
51.0
o"‘_"‘_“"_‘“‘U‘H"‘“""MH""H"‘H"‘wawwww : /\ -
m/z--> 20 40 60 80 100120140160180200220240260 10.00 10.50

SFAM-EPA-BG013122.M Wed Feb 02 12:01:39 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BG@52246.D

Acq On : 2 Feb 2022 1:59
Operator : CG/JU

Sample : N1307-18

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.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 Octanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.376 5.27 ng/ul 74093  Naphthalene-d8 11.075
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 72
2 Hexanoic acid 116 C6H1202 000142-62-1 64
3 Hexanoic acid 116 C6H1202 000142-62-1 59
4 Hexanoic acid 116 C6H1202 000142-62-1 59
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 50

Abundance Scan 1172 (10.376 min): BG052246.D\data.ms (-1167) (- m/z 60.15 100.00%

60.1
5000 411
84.2 1012 g
‘ ‘ ‘ 1101 10,00 10,50
oHWHH}‘MMMW‘H”‘M e e m/z 73.15 68.19%
m/z--> 20 40 60 80 100 120 140
Abundance #24056: Octanoic acid
60.0
5000
43.0 10.00 10.50
101.0 m/z 41.15 46.04%
270 85.0 ‘
O ‘ \H\ \H\‘\ \“H‘ T \ \ T “‘H‘\ T \”‘ T \‘\ ‘172\9\0\]]4\5\0\
m/z--> 40 60 100 120 140
Abundance #9149.Hexanou:add
60.0
S e MAMM«
10.00 1050
5000 ITI z 43.15 44 .,05%
41.0
87.0
0‘1‘5‘9‘\;\”‘\\‘\”‘ et
m/z--> 20 80 100 120 140
Abundance #9147:Hexanok:add
60.0 10.00 10.50
m/z 55.15 39.56%
5000
27.0
43.0
‘ “ 87.0 A
ol b ML b T wso g [ Wl s
m/z--> 20 40 60 80 100 120 140 10.00 10.50

SFAM-EPA-BG013122.M Wed Feb 02 12:01:40 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BG@52246.D

Acq On : 2 Feb 2022 1:59
Operator : CG/JU

Sample : N1307-18

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 8 unknown-02 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.957 2.46 ng/ul 34562 Naphthalene-d8 11.075
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(3-Methylpyridin-4-yl)ethan-1-one 135 C8HINO 082352-00-9 18
2 2-Thiophenecarboxylic acid, 2-et... 238 C13H1802S 1010278-88-5 12
3 Pyridine, 3-butyl- 135 C9H13N 000539-32-2 12
4 Benzenemethanol, .alpha.,.alpha.... 150 C10H140 001197-01-9 12
5 Benzenemethanol, .alpha.,.alpha.... 150 C10H140 001197-01-9 10
Abundance Scan 1271 (10.957 min): BG052246.D\data.ms (-1263) (- m/z 43.15 100.00%
3.1
111.1
5000
AT AT
e 406. o
I 1 Tt m/z 111.85  73.31%
mlz--> 50 100 150 200 250 300 350 400
Abundance #17854: 1-(3-Methylpyridin-4-yl)ethan-1-one
92.0 135.0
5000 T /\\ T L \h T T \h
11.00
43.0 m/z 135.15  62.24%
O\\\“\V‘\“‘H‘\‘\\‘\ L L I B
m/z--> 50 100 150 200 250 300 350 400
Abundance #120614: 2-Thiophenecarboxylic acid, 2-ethylcyclohexyl ¢
111.0
i e A
11.00
5000] 39.0 m/z 39.10 25.91%
I ) O —
miz--> 50 100 150 200 250 300 350 400 j\M wJ\ A /\
Abundance #17880: Pyridine, 3-butyl- A4 WALy
92.0 135.0 11.00
m/z 91.05 25.02%
5000
39.0 ‘
0 ‘m“u“u“‘u“‘:"h‘w”_m_m_m_m‘””_ . ‘J\W‘/\AM G
m/z--> 50 100 150 200 250 300 350 400 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BG@52246.D

Acq On : 2 Feb 2022 1:59
Operator : CG/JU

Sample : N1307-18

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.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 Bicyclo[3.1.1]hept-2-en-6-0... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.368 5.42 ng/ul 76173  Naphthalene-d8 11.075
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.1]hept-2-en-6-one, 2... 150 C1@H140 000473-06-3 62
2 Ethanone, 2-ethoxy-1,2-diphenyl- 240 C16H1602 000574-09-4 50
3 1,3-Cyclopentadiene, 1,2,5,5-tet... 122 C9H14 004249-12-1 43
4 Benzenemethanol, .alpha.-ethyl- 136 C9H120 000093-54-9 38
5 Bicyclobutylidene 108 C8H12 006708-14-1 38
Abundance Scan 1341 (11.368 min): BG052246.D\data.ms (-1334) (-  m/z 107.15 100.00%
107.2
79.2 135.2
5000 39.1
P
‘ ‘ 11.00 11.50
o Wk e m/z 91.15 78.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #27667: Bicyclo[3.1.1]hept-2-en-6-one, 2,7,7-trimethyl-
107.0
5000 //\\‘AA‘/\A!\‘M : ‘Nt‘ bt
11.00 11.50
39.0 79.0 m/z 135.15 55.41%
|4 \H || s
O \\\‘\\\\“\\“\“\“\‘\‘\\“‘\\1“\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123783: Ethanone, 2-ethoxy-1,2-diphenyl-
135.0 /\
SRS VR S
11.00 11.50
5000 107.0 m/z 79.15 53.60%
79.0
0,180 51.0 M I 165.0 195.0  240.C
SRR R AR A B B e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #11472: 1,3-Cyclopentadiene, 1,2,5,5-tetramethyl- = A‘ IR b !
107.0 11.00 11.50
m/z 39.15 40.78%
5000
79.0
39.0 M/\
omwﬂhmmwwmwmwmwmwwmwww‘ MAAumnn
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BG@52246.D

Acq On : 2 Feb 2022 1:59
Operator : CG/JU

Sample : N1307-18

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.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 Nonanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.856 4.11 ng/ul 57695 Naphthalene-d8 11.075
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 78
2 Nonanoic acid 158 C9H1802 000112-05-0 74
3 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 52
4 Hexanoic acid 116 C6H1202 000142-62-1 50
5 Pentanoic acid 102 C5H1002 000109-52-4 50

Abundance Scan 1424 (11.856 min): BG052246.D\data.ms (-1418) (- m/z 60.15 100.00%

60.1
5000
115.2
‘ T A T T A T
‘ ‘ 11.50 12.00
ob— M““‘w‘wm‘_m_m_m_m_‘ m/z 73.15  89.18%
mlz--> 50 100 150 200 250 300 350
Abundance #35300: Nonanoic acid
60.0
5000
115.0 11.50 12.00

m/z 41.25 61.55%

‘ 158.0

0 “M \‘h‘\ “““ L e I B
m/z--> 50 100 150 200 250 300 350
Abundance #35298: Nonanoic acid

J=

{00

=
) -
o E—
o

11.50 12.00

5000 m/z 57.15 55.17%

115.0
154 LH’H‘\ u‘“ ‘H‘ \\w ““ ‘ 158.0
50

05 i
mize> 100 150 200 250 300 350 A
Abundance #136248: Octanoic acid, silver(1+) salt ! 1A RIS
60.0 11.50 12.00
m/z 43.15 43.25%
127.0
5000
oLl L MJ AL 2160 2730 3%
m/z--> 50 100 150 200 250 300 350 11.50 12.00

SFAM-EPA-BG013122.M Wed Feb 02 12:01:42 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BG@52246.D

Acq On : 2 Feb 2022 1:59
Operator : CG/JU

Sample : N1307-18

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 11 Butanoic acid, 1-methylocty... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.236 2.92 ng/ul 58706  Acenaphthene-d10 14.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 1-methyloctyl ester 214 C13H2602 069727-42-0 53
2 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 50
3 3-Hexenoic acid, 5-hydroxy-2-met... 144 C7H1203 110678-36-9 45
4 Butanoic acid, 2-methylpropyl ester 144 C8H1602 000539-90-2 40
5 6-Methyl-2-heptanol, 2-methylpro... 200 C12H2402 1000447-36-7 40
Abundance Scan 1659 (13.236 min): BG052246.D\data.ms (-1654) (-  m/z 71.15 100.00%
71.2
431
5000
98.2 Al RN
| Wl 151 1731 s re
. e L T B R m/z 43.15 80.82%
m/z--> 20 40 60 80 100 120 140 160
Abundance #92141: Butanoic acid, 1-methyloctyl ester
71.0
5000 43.0 ool J\N e
13.00 13.50
m/z 56.15 32.22%
‘ H 89.0 11?-0
0 \\\’\‘\‘H‘i‘\‘\\”\‘i\‘im‘\ “‘M‘\ \“’\\\\‘\“\ L L B B B
miz--> 20 40 60 80 100 120 140 160
Abundance #24295: Propanoic acid, 2-methyl-, 2-methylpropyl ester
43.0 71.0 /\
— A
13.00 13.50
5000 m/z 83.15 30.83%
89.0
0 ‘1‘5‘-‘,’“:‘”‘“;Hu_mu _“",ul‘l“‘cPw_ww‘
miz--> 20 40 60 80 100 120 140 160 A
Abundance #23921: 3-Hexenoic acid, 5-hydroxy-2-methyl-, [r*,R*-(E)] by (AT ot
43.0 71.0 13.00 13.50
m/z 41.15 27.19%
5000
111.0
o"‘,WM‘MWJM‘mﬂth‘ww‘w“ﬂw%ﬂ39““w
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50

SFAM-EPA-BG013122.M Wed Feb 02 12:01:43 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BG@52246.D

Acq On : 2 Feb 2022 1:59
Operator : CG/JU

Sample : N1307-18

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.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 Propanoic acid, 2-methyl-, Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.477 5.31 ng/ul 106945  Acenaphthene-di10 14.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Propanoic acid, 2-methyl-, 3-hyd... 216 C12H2403
2 Butanoic acid, hexyl ester 172 C1eH2002
3 Propanoic acid, 2-methyl-, 4-met... 172 C10H2002
4 Propanoic acid, 2-methyl-, hexyl... 172 C10H2002
5 Propanoic acid, 2-methyl-, 2-eth... 216 C12H2403

000077-68-9 78
002639-63-6 72
035852-44-9 72
002349-07-7 72
074367-31-0 64

Abundance Scan 1700 (13.477 min): BG052246.D\data.ms (-1695) (-  m/z 71.15 100.00%

43.1 71.2
5000
173.2 1350
‘ ‘ 902 1131 1432 : 13.50
Ol el ol BT 33 TS L w/z 43.15 89.20%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #94132: Propanoic acid, 2-methyl-, 3-hydroxy-2,2,4-trime
71.0
43.0 /\J‘
5000 T T f T T \Mr\\\
13.50
m/z 56.15 78.38%
‘ ‘ 06.0 1430 1730
0 \1\5\.0‘\‘\“\ \“‘1‘\ \‘\“ T \“1 T “\‘\‘\ \‘;\H‘\ [T "\ T “\ T \‘\ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47016: Butanoic acid, hexyl ester
43.0 71.0
Ao Y
13.50
5000 ITI/Z 89.15 60.09%
olisoll i | jamo wso
miz--> 20 40 60 80 100 120 140 160 180
Abundance #47176: Propanoic acid, 2-methyl-, 4-methylpentyl ester ‘/\‘ et
43.0 13.50
89.0 m/z 41.15 32.37%
5000
690
ol e gl T 1540
m/z--> 20 40 60 80 100 120 140 160 180 13.50

SFAM-EPA-BG013122.M Wed Feb 02 12:01:44 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BG@52246.D

Acq On : 2 Feb 2022 1:59
Operator : CG/JU

Sample : N1307-18

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.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 Phenol, 4-(1,1-dimethylprop... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.712 2.59 ng/ul 52163  Acenaphthene-d10 14.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 95
2 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 91
3 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 86
4 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 86
5 Imidazo[1,2-c]pyrimidin-5-0l 135 C6H5N30 055662-66-3 72
Abundance Scan 1740 (13.712 min): BG052246.D\data.ms (-1735) (- m/z 135.15 100.00%
135.2
5000 107.2
—— —
411 77.2
‘ ‘ | ‘ | 164.1 13.50 14.00
0 m_m‘ww,u“m_m‘um‘gmm_m‘m m/z 107.15  49.44%
m/z--> 20 60 80 100 120 140 160
Abundance #39630: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000 \‘\\M\‘/\\

107.0 13.50 14.00
m/z 95.15 12.71%

41.0 77.0 164.0
Ou\‘\\u“‘u\‘\,\‘\u“\\‘\‘\‘u\‘\‘i‘u\‘!‘u‘\\‘!‘u
m/z--> 20 60 80 100 120 140 160
Abundance #39631:PhenoL4{1J:dknemyuNopwy
135.0
hojn /\ Wy
13.50 14.00
5000 107.0 m/z 41.10 12.23%
164.0
0 %59***%$9*§%q**JW*JA\*“”W*‘”EM*“*\!*
m/z--> 20 40 60 80 100 120 140 160
Abundance #27474: Phenol, p-tert-butyl-
135.0 13.50 14.00
m/z 77.15 12.15%
5000
107.0
41.0 77.0 ‘
0 %??‘”“w“”r ‘“\‘NJ‘W“‘W“‘!\‘””\“‘ I L T * J m*
m/z--> 20 60 80 100 120 140 160 13.50 14.00

SFAM-EPA-BG013122.M Wed Feb 02 12:01:45 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BG@52246.D

Acq On : 2 Feb 2022 1:59
Operator : CG/JU

Sample : N1307-18

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.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 Benzaldehyde, 3-hydroxy-4-m... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.789 4.11 ng/ul 82760  Acenaphthene-dile 14.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 97
2 Vanillin 152 C8H803 000121-33-5 96
3 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 96
4 Vanillin 152 C8H803 000121-33-5 95
5 Vanillin 152 C8H803 000121-33-5 95

Abundance Scan 1753 (13.789 min): BG052246.D\data.ms (-1747) (- m/z 152.15 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BG@52246.D

Acq On : 2 Feb 2022 1:59
Operator : CG/JU

Sample : N1307-18

Misc :

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.282 8.33 ng/ul 217076  Phenanthrene-die 17.625
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 97
2 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 95
3 2,5-Cyclohexadien-1-one, 2,6-bis... 232 C16H240 006738-27-8 80
4 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 60
5 Ethanone, 1-(5,6,7,8-tetrahydro-... 220 C14H2002 071596-88-8 58

Abundance Scan 2518 (18.283 min): BG052246.D\data.ms (-2510) (- m/z 205.15 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020122\
Data File : BG052246.D

Acqg On : 2 Feb 2022 1:59
Operator : CG/JU

Sample : N1307-18

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG013122.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|
Ethanol, 2-butoxy- 6.269 2.1 ng/ul 19641 1 8.231 188306 20.0
Hexanoic acid 7.227 3.7 ng/ul 34942 1  8.231 188306 20.0
Butanoic acid, 8.813 2.3 ng/ul 21241 1  8.231 188306 20.0
Phenol, 2-methoxy- 9.336 4.6 ng/ul 43211 1 8.231 188306 20.0
unknown-01 9.559 2.1 ng/ul 19744 1 8.231 188306 20.0
Benzoic acid 10.317 2.4 ng/ul 34244 2 11.075 281085 20.0
Octanoic acid 10.376 5.3 ng/ul 74093 2 11.075 281085 20.0
unknown-02 10.957 2.5 ng/ul 34562 2 11.075 281085 20.0
Bicyclo[3.1.1]h... 11.368 5.4 ng/ul 76173 2 11.075 281085 20.0
Nonanoic acid 11.856 4.1 ng/ul 57695 2 11.075 281085 20.0
Butanoic acid, ... 13.236 2.9 ng/ul 58706 3 14.875 402577 20.0
Propanoic acid,... 13.477 5.3 ng/ul 106945 3 14.875 402577 20.0
Phenol, 4-(1,1-... 13.712 2.6 ng/ul 52163 3 14.875 402577 20.0
Benzaldehyde, 3... 13.789 4.1 ng/ul 82760 3 14.875 402577 20.0
7,9-Di-tert-but... 18.282 8.3 ng/ul 217076 4 17.625 521439 20.0
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