LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101422\
Data File : BN©22089.D

Acqg On : 13 Oct 2022 15:37
Operator : CG/JU

Sample : N4984-06

Misc :

ALS vial : 7 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-BN101222.M
Title : SVOA CALIBRATION

Signal : TIC: BN@22089.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.257 42 46 55 rBvV 29264 45870 0.85% 0.095%
2 3.710 120 123 138 rBV 51119 105851 1.97% 0.219%
3 3.934 156 161 170 rVB 26830 46473 0.86% ©0.096%
4 4.034 173 178 186 rBV 88347 135451 2.52% 0.280%
5 4.428 241 245 253 rVB5 6485 10854 0.20% 0.022%
6 4.575 265 270 275 rBv4 4129 7012 0.13% 0.015%
7 5.010 338 344 354 rBV 86730 138932 2.58% 0.287%
8 5.410 407 412 416 rBvV2 10230 17455 0.32% 0.036%
9 5.769 467 473 478 rVB5 4253 7989 0.15% 0.017%
106 5.975 504 508 512 rBV3 5118 8111 ©0.15% 0.017%
11 6.028 512 517 521 rVBS 3315 6248 0.12% 0.013%
12 6.934 666 671 676 rBV2 13473 23741 0.44% 0.049%
13 7.045 685 690 696 rBV6 6336 13024 0.24% 0.027%
14 7.116 696 702 714 rVB 162175 267522 4.97% 0.553%
15 7.287 724 731 744 rVB 640371 1044705 19.41% 2.160%
16 7.481 757 764 775 rBV 587927 931077 17.30% 1.925%
17 7.957 838 845 851 rBV 493171 795008 14.77% 1.644%
18 8.022 851 856 868 rVB 178567 280240 5.21% ©.580%
19 8.222 884 890 895 rBV6 4041 7859 0.15% 0.016%
20 8.675 961 967 977 rBV 490593 792200 14.72% 1.638%
21 8.798 983 988 996 rVB2 32037 54162 1.01% 0.112%
22 9.075 1028 1035 1039 rBV2 64533 104610 1.94% 0.216%
23 9.139 1039 1046 1056 rVB 791643 1256816 23.35% 2.599%
24  9.863 1162 1169 1181 rBV 571100 975859 18.13% 2.018%
25 10.404 1253 1261 1273 rBV 866407 1445812 26.86% 2.990%
26 10.569 1283 1289 1295 rBV3 7486 14611 0.27% 0.030%
27 10.645 1298 1302 1306 rBv4 7720 11929 0.22% 0.025%
28 10.698 1306 1311 1318 rVB4 23675 41613 0.77% ©0.086%
29 10.786 1318 1326 1333 rBV 783586 1324778 24.61% 2.740%
30 10.845 1333 1336 1342 rVB3 16075 24321 0.45% 0.050%
31 10.933 1342 1351 1364 rBV 607857 1060244 19.69% 2.193%
32 11.216 1394 1399 1406 rVB4 5456 8310 0.15% 0.017%
33 11.457 1434 1440 1448 rVB 7774 15389 0.29% 0.032%
34 12.322 1578 1587 1594 rBV 82662 134681 2.50% 0.279%
35 12.380 1594 1597 1601 rVvV2 15247 24043 0.45% 0.050%
36 12.428 1601 1605 1618 rVvB2 8567 24569 0.46% 0.051%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101422\
Data File : BN©22089.D

Acqg On : 13 Oct 2022 15:37
Operator : CG/JU

Sample : N4984-06

Misc :

ALS vial : 7 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-BN101222.M
Title : SVOA CALIBRATION
37 12.628 1635 1639 1646 rVB 9606 13767 ©0.26% 0.028%
38 12.880 1675 1682 1692 rVB 295781 457920 8.51% 0.947%
39 12.986 1695 1700 1707 rVB5 6553 12908 0.24% 0.027%
40 13.239 1737 1743 1750 rVB 16541 25421 0.47% 0.053%
41 13.363 1760 1764 1771 rBV5 2992 5639 0.10% 0.012%
42 13.475 1776 1783 1788 rBV 58446 82507 1.53% 0.171%
43 13.557 1793 1797 1802 rVV2 9467 13268 0.25% 0.027%
44 14.045 1872 1880 1894 rVB 1770292 2574554 47.82% 5.324%
45 14.327 1921 1928 1938 rBV2 1988249 3010573 55.92% 6.226%
46 14.498 1953 1957 1965 rVB5 3996 8111 0.15% 0.017%
47 14.633 1973 1980 1988 rBV 1317358 1994989 37.06% 4.125%
48 14.710 1988 1993 2000 rVB2 18081 27356 ©0.51% 0.057%
49 14.827 2007 2013 2023 rBV 132083 231597 4.30% 0.479%
50 15.051 2046 2051 2057 rVB5 12214 21225 0.39% 0.044%
51 15.304 2088 2094 2104 rVB 14374 24108 0.45% 0.050%
52 15.421 2109 2114 2116 rVV 14277 19518 0.36% 0.040%
53 15.451 2116 2119 2128 rVB 17323 25926 0.48% 0.054%
54 15.627 2142 2149 2163 rVB 2671292 3928637 72.98% 8.124%
55 15.745 2163 2169 2182 rBV 906616 1186429 22.04% 2.453%
56 15.863 2185 2189 2194 rVB2 13899 18479 0.34% 0.038%
57 15.916 2194 2198 2202 rVB6 4748 7495 0.14% 0.015%
58 15.992 2205 2211 2216 rBV 31284 44705 0.83% 0.092%
59 16.198 2242 2246 2251 rBV6 4294 6929 0.13% 0.014%
60 16.333 2266 2269 2275 rVB7 4625 6533 0.12% 0.014%
61 16.868 2354 2360 2365 rBV2 6337 10251 0.19% 0.021%
62 16.974 2375 2378 2382 rVB3 5347 5796 0.11% 0.012%
63 17.057 2390 2392 2398 rVB6 4107 5675 0.11% 0.012%
64 17.127 2398 2404 2408 rBV5 5993 9987 0.19% 0.021%
65 17.186 2408 2414 2421 rVB7 5330 12874 0.24% 0.027%
66 17.386 2442 2448 2458 rVB 1696750 2368735 44.00%  4.898%
67 17.486 2458 2465 2479 rBV2 3037846 4423218 82.16% 9.147%
68 17.668 2491 2496 2500 rBV 22200 30507 ©0.57% 0.063%
69 17.874 2528 2531 2535 rBVS5S 3995 5852 0.11% 0.012%
70 18.021 2551 2556 2557 rBV5S 5114 7361 0.14% 0.015%
71 18.057 2557 2562 2570 rVB 597276 732570 13.61% 1.515%
72 18.163 2576 2580 2586 rBV8 2862 5671 0.11% 0.012%
73 18.274 2595 2599 2606 rBV 24160 31285 0.58% 0.065%
74 18.357 2608 2613 2620 rVB 39582 54635 1.01% 0.113%
75 18.539 2640 2644 2646 rBV5 5586 7175 0.13% 0.015%
76 19.351 2777 2782 2787 rVB 35134 50499 0.94% 0.104%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101422\
Data File : BN©22089.D

Acqg On : 13 Oct 2022 15:37
Operator : CG/JU

Sample : N4984-06

Misc

ALS vial : 7 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-BN101222.M
Title : SVOA CALIBRATION

77 19.421 2790 2794 2799 rBV 36289 53353 ©0.99% 0.110%
78 19.557 2813 2817 2824 rBV 28963 40411 0.75% 0.084%
79 19.709 2839 2843 2847 rBV2 13563 16909 ©.31% 0.035%
80 19.786 2850 2856 2867 rVV 3555097 4874804 90.55% 10.081%

81 21.586 3156 3162 3168 rBV 1950696 2592196 48.15% 5.360%
82 23.892 3546 3554 3571 rBV2 2509383 5383485 100.00% 11.133%
83 24.056 3574 3582 3594 rVB2 1273109 2678359 49.75% 5.539%

Sum of corrected areas: 48357571
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 13 Oct 2022 15:37
: CG/IU
: N4984-06

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101422\
BN©22089.D

: 7 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
: SVOA CALIBRATION

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BN022089.D\data.ms
. 9.139 10.404 4 786
20U8L 95, gers 9.863 0.933
7.11 8l022
\1257 37 Qﬁ“ 442875 2010 54105, 766058 _ 6.935 g.222  B.798.075 31.716457

Time--> 3.00 350 4. 00 450 5. 00 5.50 6 00 6 50 7. OO 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BN022089.D\data.ms
19.786

17.486
15.627

14.327
14.045 17.386

14.633

18.057

2.880
@3&&2&& 93&%57 L4. fj@o&'mgiygli ; 3 16.6E@ARIS Jb.aamLa&iélssg 19M?L,,

0
Time-->

1200 1250 1300 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

Time-->

TIC: BN022089.D\data.ms

23.892

21.586

24.056

]

21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101422\
Data File : BN©22089.D

Acqg On : 13 Oct 2022 15:37
Operator : CG/JU

Sample : N4984-06

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.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 1 Toluene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
4.034 3.41 ng/ul 135451 1,4-Dichlorobenzene-d4 7.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Toluene 92 C7H8 000108-88-3 94
2 Toluene 92 C7H8 000108-88-3 94
3 Toluene 92 C7H8 000108-88-3 91
4 Toluene 92 C7H8 000108-88-3 91
5 Toluene 92 C7H8 000108-88-3 90
Abundance Scan 178 (4.034 min): BN022089.D\data.ms (-173) (-) m/z 91.00 100.00%
91.0
5000
39.0 650 3.80 4.00 4.20 4.40
Ol 320 2079 L. 9) 60 59.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2753: Toluene
91.0
5000 L B I L B BN L
3.80 4.00 4.20 4.40
m/z 65.00 12.48%
39.0 65.0
O\‘\\\\“‘\\“\\“‘\‘\\\‘\\h‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2759: Toluene
91.0
R R
3.80 4.00 4.20 4.40
5000 m/z 39.00 9.75%
39.0 65.0
Y A Y] S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2756: Toluene I e b
91.0 3.80 4.00 4.20 4.40
m/z 63.00 8.60%
5000
39.0 65.0
0“whuwmm‘ﬂw“_JWW“‘W“H“H“‘H“H“_“‘ S
m/z--> 20 40 60 80 100 120 140 160 180 200 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101422\
Data File : BN©22089.D

Acqg On : 13 Oct 2022 15:37
Operator : CG/JU

Sample : N4984-06

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.010 3.50 ng/ul 138932 1,4-Dichlorobenzene-d4 7.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
4 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 37
5 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 28
Abundance Scan 344 (5.010 min): BN022089.D\data.ms (-338) (-) m/z 43.00 100.00%
3.0
5000
101.0 T T T e
4.60 4.80 5.00 5.20 5.40
Ol 230l A8L0 Tz s9.10 52.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 DL B R R B R
4.60 4.80 5.00 5.20 5.40
m/z 101.00  18.79%
101.0
O\\\\‘\m‘\\“M\\‘\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
s R ma o
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 15.28%
15.0 ‘ 101.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl- R Eaama aE
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 8.13%
5000
101.0
O 730
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101422\
Data File : BN©22089.D

Acqg On : 13 Oct 2022 15:37
Operator : CG/JU

Sample : N4984-06

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 3 1-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.022 7.05 ng/ul 280240 1,4-Dichlorobenzene-d4 7.957

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 83
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 59
Abundance Scan 856 (8.022 min): BN022089.D\data.ms (-851) (-) m/z 57.05 100.00%

57.0
5000

83.1 ‘ TTTT ’ TTTT ‘ TT 1T ‘ TT 1T ’ TT1
7.60 7.80 8.00 8.20 8.40
o 1120 192.9

O‘H“H“_“w“u,‘H“H“_‘H“H“H“_“w“u m/z 41.05 36.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
5000 [T T Tt

7.60 7.80 8.00 8.20 8.40
43.05 32.48%

83.0 m/z
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0

7.60 7.80 8.00 8.20 8.40

o

5000 m/z 55.05 25.38%
29.0 83.0
\M\\ H d h 1120
O i S an S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15694: 1-Hexanol, 2-ethyl- Ramasn e S AREREEE
57.0 7.60 7.80 8.00 8.20 8.40

m/z 70.10  20.63%

5000
83.0
e
0 Wl 20

m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101422\
Data File : BN©22089.D

Acqg On : 13 Oct 2022 15:37
Operator : CG/JU

Sample : N4984-06

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.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 6
R.T. EstConc Area Relative to ISTD R.T.
9.075 2.63 ng/ul 104610 1,4-Dichlorobenzene-d4 7.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-methoxy- 124 C7H802 000090-05-1 93
2 Phenol, 2-methoxy- 124 C7H802 000090-05-1 89
3 Phenol, 2-methoxy- 124 C7H802 000090-05-1 76
4 Mequinol 124 C7H802 000150-76-5 70
5 Phenol, 2-methoxy- 124 C7H802 000090-05-1 70
Abundance Scan 1035 (9.075 min): BN022089.D\data.ms (-1028) (-) m/z 109.00 100.00%
109.0
43.0
81.0
5000
R AR
H ‘ 8.80 9.00 9.20 9.40
Ofrrrrre M‘,‘w Mw‘:‘m b b sl B36.0 2070y 42,95 83.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11909: Phenol, 2-methoxy-
109.0
81.0
5000 RS B e e
8.80 9.00 9.20 9.40
53.0 m/z 124.00  78.34%
27.0 ‘
0 H\‘\‘\‘\\“’\\H\“\“MH\‘i‘\\\‘\‘u‘u"H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11911: Phenol, 2-methoxy-
109.0
A ARAR
8.80 9.00 9.20 9.40
5000 81.0 m/z 81.00 71.94%
27.0 53‘-0
0 H“uhuﬁ‘ﬂkww“qu“‘_‘ﬁ“V“‘H“‘H““H“‘H‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11910: Phenol, 2-methoxy- AREEaaEEEES SR
109.0 8.80 9.00 9.20 9.40
81.0 m/z 121.10  66.43%
5000
27.0 53.0
0“‘_«HW‘MWNV‘uhHu‘uﬁwﬂu“u‘W“u‘u“_‘u R AR R AL R R
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101422\
Data File : BN©22089.D

Acqg On : 13 Oct 2022 15:37
Operator : CG/JU

Sample : N4984-06

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.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 unknown-01 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.322 2.03 ng/ul 134681 Naphthalene-d8 10.786
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,2,3,4-Tetrahydropentalene, 1,1... 171 C12H13N 1000217-18-6 37
2 Bicyclo[3.2.0]hept-2-ene, 4-isop... 171 C12H13N 1000217-15-6 32
3 6-Isopropylquinoline 171 C12H13N 000135-79-5 32
4 Tebuthiuron 228 C9H16N40S 034014-18-1 25
5 Tebuthiuron 228 C9H16N40S 034014-18-1 25
Abundance Scan 1587 (12.322 min): BN022089.D\data.ms (-1578) (- | m/z 156.00 100.00%
156.0
5000 115.0
78.0
— ——
52.0 ‘ 12.00 12.50
Ol et M 20800 7 115 00 46.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46499: 1,2,3,4-Tetrahydropentalene, 1,1-dimethyl-3-cya
156.0
5000 P ——
12.00 12.50
m/z 158.00  32.25%
39.0 77.0 12‘9 0
O \\\‘\\\\“‘\\“”\“U\ T \“‘ }‘\“\\‘H\‘\\‘\‘\‘!H\ T }‘\ T \h“\\‘}\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46501: Bicyclo[3.2.0]hept-2-ene, 4-isopropylidene-6-(cy.
156.0
— ——
12.00 12.50
m/z 77.95 31.51%
5000 91.0 129.0
39.0
65.0
0! ";“UH“‘WMHH_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46454: 6-Isopropylquinoline ool e
156.0 12.00 12.50
m/z 171.10 31.19%
5000
o‘H‘HH‘HuwHmwpmwwm_m_m_m — e
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101422\
Data File : BN©22089.D

Acqg On : 13 Oct 2022 15:37
Operator : CG/JU

Sample : N4984-06

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.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 2-Adamantanone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.880 4.59 ng/ul 457920  Acenaphthene-d10 14.633
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Adamantanone 150 C10H140 000700-58-3 96
2 2-Adamantanone 150 C10H140 000700-58-3 96
3 Tetrahydrophthalimide 151 C8HINO2 027813-21-4 59
4 Tricyclo[4.2.1.0(2,5)]nonane 122 C9H14 1000195-06-2 53
5 1,4-Cyclohexadiene 80 C6H8 000628-41-1 53
Abundance Scan 1682 (12. 880 mln) BN022089.D\data.ms (-1675) (- m/z 79.10 100.00%
150.1
5000
39.0 117 0 ‘ : ‘ ‘ :
H H | 12.50 13.00
(IR b u‘m e 2980 m/z 150,05  87.22%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27443 2-Adamantanone
79.
150.0
5000 LS IS
39.0 12.50 13.00
1170 m/z 80.00 79.99%
0150 \H‘\‘\‘1‘\\‘\H‘\‘H‘H‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27448: 2-Adamantanone
150.0
79.0
— ——
12.50 13.00
5000 m/z 81.10 45.96%
117.0
m/z--> 20 40 60 80 lOO 120 140 160 180 200
Abundance #28775: Tetrahydrophthalimide — e
79.0 12.50 13.00
m/z 39.05 27.08%
5000 151.0
39.0
‘ ‘ 123.0
0“W‘HMWMMWJ‘M H“NNHHLH‘_‘M“H‘_“W‘H‘ = e
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101422\
Data File : BN@22089.D
Acqg On : 13 Oct 2022 15:37
Operator : CG/JU
Sample : N4984-06
Misc
ALS vial : 7 Sample Multiplier: 1
Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.M
Quant Title : SVOA CALIBRATION
TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 7 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.057 6.19 ng/ul 732570  Phenanthrene-di10 17.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 99
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 83
4 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 68
5 (1R, 3aR,5aR,9aS)-1,4,4,7-Tetrame... 220 C15H240 104188-25-2 60
Abundance Scan 2562 (18.057 min): BN022089.D\data.ms (-2557) (- | m/z 57.05 100.00%
57.0
205.1
5000 175.1
91.0
RN T
3 1 18.00
owHJ“J h““uh“w“” hw‘h‘1“”‘““““““\“1“‘:‘“H:MN\mmw‘“m F‘ tpn m/z 205.18  81.33%
m/z--> 40 60 80 100120140160180200220240260280
Abundance #168692: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0
205.0
5000 i :
175.0 18.00
m/z 55.00 54.01%
' 5.0 ‘ ‘ ‘P 261.0
04 I ‘\M\‘ W‘ ‘H‘H‘M‘ “\HH \‘““\\‘ WH} }HW “H“l”‘\‘ ‘\\H;\‘ L ‘h‘ \‘\‘H‘\ “h o ‘H‘\Hsﬁ.‘(‘)‘ - “‘ an
m/z--> 40 60 80 100120140160180200220240260280
Abundance #168693: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene
57.0
R [
18.00
5000 m/z 217.20 50.66%
205.0
91.0 175.0
5
ool b JEEOZED.
m/z--> 40 60 80 100120140160180200220240260280
Abundance #114071: 2,5-Cyclohexadien-1-one, 2,6-bis(1,1-dimethyle et |
217.0 18.00
175.0 m/z 175.10  49.56%
5000
57.0
‘ ‘ 91.0 ‘
A I TN I N
m/z--> 40 60 80 100120140160 180200220240 260280 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN101422\
Data File : BN©22089.D

Acqg On : 13 Oct 2022 15:37
Operator : CG/JU

Sample : N4984-06

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN101222.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|
Toluene 4.034 3.4 ng/ul 135451 1 7.957 795008 20.0
2-Pentanone, 4-... 5.010 3.5 ng/ul 138932 1 7.957 795008 20.0
1-Hexanol, 2-et... 8.022 7.0 ng/ul 280240 1 7.957 795008 20.0
Phenol, 2-methoxy- 9.075 2.6 ng/ul 104610 1 7.957 795008 20.0
unknown-01 12.322 2.0 ng/ul 134681 2 10.786 1324780 20.0
2-Adamantanone 12.880 4.6 ng/ul 457920 3 14.633 1994990 20.0
7,9-Di-tert-but... 18.057 6.2 ng/ul 732570 4 17.386 2368740 20.0
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