LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021742.D

Acqg On : 30 Aug 2024 05:45
Operator : RC/JU

Sample : P3711-17

Misc :

ALS Vvial : 30 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_ P\Methods\SFAM-EPA-BP082324.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@21742.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.017 3 5 28 rVB 16175204 19944167 100.00% 12.320%
2 3.275 45 49 59 rVB 123459 172850 0.87% 0.107%
3 3.693 115 120 134 rBV 600887 863515 4.33% 0.533%
4 4.017 171 175 180 rVB 39762 51528 0.26% 0.032%
5 4.375 231 236 242 rVB4 27772 45222 0.23% 0.028%
6 4.805 306 309 319 rVw4 23356 42540 0.21% ©0.026%
7 4.928 323 330 337 rVB2 34419 57445 0.29% 0.035%
8 5.269 384 388 394 rBvV2 10214 20447 0.10% 0.013%
9 5.658 449 454 459 rVB 18142 26667 0.13% 0.016%
10 5.852 482 487 500 rVB2 74132 143324 ©.72% 0.089%
11 6.064 517 523 529 rVB2 60280 90845 0.46% 0.056%
12 6.452 585 589 595 rBv6 14223 22913 0.11% 0.014%
13 6.816 643 651 657 rBV 115901 201015 1.01% 0.124%
14 6.964 668 676 687 rVB 969672 1541148 7.73% 0.952%
15 7.122 689 703 715 rBV 2059812 3307583 16.58% 2.043%
16 7.328 731 738 749 rBV 2322563 3605201 18.08% @ 2.227%
17 7.422 749 754 759 rVB7 12164 23288 0.12% 0.014%
18 7.793 809 817 822 rBV 1683019 2828655 14.18% 1.747%
19 7.858 822 828 844 rVB 1149723 1871599 9.38% 1.156%
20 8.034 852 858 864 rBV7 14801 30763 0.15% 0.019%
21 8.158 873 879 885 rVB3 23865 39911 0.20% 0.025%
22 8.275 895 899 904 rBV8 12603 21315 0.11% 0.013%
23 8.369 908 915 926 rBv4 31115 75930 0.38% 0.047%
24  8.493 928 936 944 rBV 2529510 4094173 20.53% 2.529%
25 8.605 949 955 961 rVB 128912 222547 1.12% 0.137%
26 8.875 995 1001 1005 rBV3 70803 131107 ©0.66% ©0.081%
27 8.934 1005 1011 1021 rVB 2159631 3898547 19.55% 2.408%
28 9.075 1030 1035 1038 rBV 36930 56326 0.28% 0.035%
29 9.110 1038 1041 1049 rVB5 18899 28869 0.14% 0.018%
30 9.505 1104 1108 1113 rVBS8 12590 24140 0.12% 0.015%
31 9.658 1125 1134 1148 rBV 1863986 3301628 16.55% 2.040%
32 9.816 1154 1161 1168 rBV2 34473 69629 0.35% 0.043%
33 9.899 1171 1175 1183 rVB4 26404 47930 0.24% 0.030%
34 10.199 1216 1226 1234 rBV 2705249 4900783 24.57% 3.027%
35 10.363 1249 1254 1260 rVB3 38877 75478 0.38% 0.047%

36 10.481 1267 1274 1282 rVB3 130718 248054 1.24% 0.153%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021742.D

Acqg On : 30 Aug 2024 05:45
Operator : RC/JU

Sample : P3711-17

Misc :

ALS Vvial : 30 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_ P\Methods\SFAM-EPA-BP082324.MA.M
Title : SVOA CALIBRATION
37 10.575 1282 1290 1298 rBV 2230103 4172924 20.92% 2.578%
38 10.705 1305 1312 1332 rVB 2544678 4482649 22.48% 2.769%
39 11.222 1395 1400 1408 rVB 38526 77767 0.39% 0.048%
40 11.375 1419 1426 1433 rBvV3 31940 64022 0.32% 0.040%
41 12.169 1554 1561 1576 rBV 60410 124734 0.63% 0.077%
42 12.610 1631 1636 1641 rBV5 14090 26878 0.13% 0.017%
43 12.799 1661 1668 1673 rBV5 17914 40319 0.20% 0.025%
44 12.875 1676 1681 1686 rVB 18543 35445 0.18% 0.022%
45 13.040 1704 1709 1718 rVB2 35835 63864 0.32% 0.039%
46 13.269 1743 1748 1754 rVB 122002 178408 0.89% 0.110%
47 13.334 1754 1759 1765 rBV3 85549 150229 ©.75% 0.093%
48 13.404 1765 1771 1780 rVB7 15754 39822 0.20% 0.025%
49 13.840 1838 1845 1851 rBV 4826724 6954856 34.87% 4.296%
50 14.128 1883 1894 1913 rBV2 5549856 8601567 43.13% 5.314%
51 14.440 1938 1947 1956 rBV 3491479 5672805 28.44% 3.504%
52 14.522 1956 1961 1970 rVB 70068 109443 0.55% 0.068%
53 14.651 1975 1983 1999 rBV 476190 1115061 5.59% 0.689%
54 14.863 2014 2019 2026 rBV4 83933 140343 ©.70% 0.087%
55 15.134 2060 2065 2071 rVB2 58508 101705 ©0.51% 0.063%
56 15.269 2082 2088 2099 rVB2 71416 136969 ©0.69% 0.085%
57 15.451 2111 2119 2131 rBV 6754695 10704999 53.67% 6.613%
58 15.557 2131 2137 2154 rVV 1738219 2657326 13.32% 1.642%
59 15.687 2155 2159 2166 rvV 33358 64977 0.33% 0.040%
60 15.763 2169 2172 2177 rVVé6 17608 27785 0.14% 0.017%

61 15.822 2177 2182 2192 rVB 102563 175364 0.88% 0.108%

62 16.040 2212 2219 2224 rBVi1e 15248 38997 0.20% 0.024%
63 16.639 2317 2321 2331 rVB10 12145 25829 0.13% 0.016%
64 16.745 2336 2339 2344 rVB7 21170 33092 0.17% 0.020%
65 16.834 2349 2354 2357 rBV 25714 42870 0.21% 0.026%
66 17.239 2415 2423 2432 rBV 4209055 6651112 33.35% 4.109%
67 17.345 2433 2441 2454 rVV2 7298470 12098822 60.66% 7.474%
68 17.510 2464 2469 2471 rBV5 31034 52669 ©.26% ©.033%
69 17.545 2472 2475 2481 rVB 61590 85544 0.43% 0.053%
70 17.939 2537 2542 2552 rVB 1352926 1863811 9.35% 1.151%
71 18.128 2570 2574 2578 rBV7 22110 39432  0.20% 0.024%
72 18.181 2578 2583 2591 rVvv2 175535 340542 1.71% ©0.210%
73 18.251 2591 2595 2598 rVwV 95577 139294 0.70% 0.086%
74 18.310 2601 2605 2611 rVB2 144788 227396 1.14% ©.140%
75 18.404 2618 2621 2624 rBV3 28933 38182 ©.19% 0.024%

76 18.510 2634 2639 2643 rBV5 65823 124332 0.62% 0.077%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021742.D

Acqg On ¢ 30 Aug 2024 05:45
Operator : RC/JU

Sample : P3711-17

Misc

ALS Vvial : 30 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_ P\Methods\SFAM-EPA-BP082324.MA.M
Title : SVOA CALIBRATION

77 19.251 2761 2765 2770 rVB2 105434 161793 0.81% 0.100%
78 19.333 2775 2779 2784 rVB 86658 144909 0.73% 0.090%
79 19.504 2804 2808 2817 rBV3 130111 249982  1.25%  0.154%
80 19.716 2837 2844 2853 rBV 8593125 13999895 70.20%  8.648%
81 21.680 3172 3178 3187 rBV2 3718201 6660409 33.40% 4.114%
82 24.863 3708 3719 3735 rVB2 4914501 13738983 68.89% 8.487%

83 25.080 3747 3756 3769 rVB 2573073 7074055 35.47% 4.370%

Sum of corrected areas: 161879293
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021742.D

Acqg On : 30 Aug 2024 05:45
Operator : RC/JU

Sample ¢ P3711-17

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP021742.D\data.ms
1.6e+07417

1.4e+07
1.2e+07
le+07
8000000
6000000

4000000
10. 19&)

$28 8.493 8 934 L8705
2000000 7.13 . 658 L

53693 6.96 85
3.275 7 172.0174.375 4.80R8.2695. 65852646, 4526. 81ﬁ 422 Aﬁa 9 50 B389 11122375  12.16912 B2

O\A\\‘\\\\‘\\\\‘\\\\‘\\\\ L B \\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\‘\\\\\\\\‘\\\\‘\\\

Time--> 3.00 3.50 4.00 4.50 5.00 550 600 650 700 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BP021742.D\data.ms
1.6e+07

1.4e+07
1.2e+07

le+07
19.716

8000000 17.345
15.451

6000000
17.239 21.680

4000000 14.440
2000000 17.939
3.08635304 éﬁ’sﬁams BEBDA0 1665834 | W55 wﬂl

Time--> 13.00 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: BP021742.D\data.ms
1.6e+07

o

1.4e+07
1.2e+07
le+07
8000000
6000000 24.863
4000000 5.080

2000000

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\ T

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021742.D

Acqg On : 30 Aug 2024 05:45
Operator : RC/JU

Sample ¢ P3711-17

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.MA.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.017 141.01 ng/ul 19944200 1,4-Dichlorobenzene-d4 7.793
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
4 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
Abundance Scan 5 (3.017 min): BP021742.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 /\¥
R ARRREaEESE

’ 3.103.203.303.40
0brbid| 1329 207.02650 3540414647215289 ., 43.10  31.82%

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

Abundance #5060: Butane, 2-methoxy-2-methyl-

73.0
5000
3.103.203.303.40
m/z 87.10 30.65%
O\\“\lu“l”\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
R R Ra R
3.103.203.303.40
5000 m/z 55.10 25.26%
0"\J,,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol R ARARRRREEE S
73.0 3.103.203.303.40
m/z 71.10 11.15%
5000
O\H““
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021742.D

Acqg On : 30 Aug 2024 05:45
Operator : RC/JU

Sample ¢ P3711-17

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.MA.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-Hexanol, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.858 13.23 ng/ul 1871600 1,4-Dichlorobenzene-d4 7.793

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 74
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 56
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 50
Abundance Scan 828 (7.858 min): BP021742.D\data.ms (-822) (-) m/z 57.10 100.00%
57.1
5000 /\\
o RARENEERRE S
H 7.60 7.80 8.00 8.20
20.9 206.8 282.1 365.6 469.0527.4 o
ol 44111209 2068 282.1 3656 46905274 /7 41.e5  30.82%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000 L R BB B R R
7.60 7.80 8.00 8.20
m/z 43.05 26.22%
O‘\\”\H\‘\J[\“\J‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
R o REEERR R
7.60 7.80 8.00 8.20
5000 m/z 55.05 25.29%
o_‘JH‘JHU‘mH_HWHww_m‘w_wwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15691: 1-Hexanol, 2-ethyl- R R RN T
57.0 7.60 7.80 8.00 8.20
m/z 70.05 21.96%
5000 /\\
0 WIJHJ\

m/z--> 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP@21742.D

Acqg On : 30 Aug 2024 05:45

Operator : RC/JU

Sample ¢ P3711-17

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324 .MA.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 3 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
17.939 5.60 ng/ul 1863810  Phenanthrene-d10 17.240
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 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 55
4 1-(3-Amino-4,6-dimethylthieno[2,... 220 C11H12N20S 052505-42-7 45
5 (Z)-((2-Benzylideneheptyl)oxy)tr... 276 C17H280Si 1000495-65-9 44

Abundance Scan 2542 (17.939 min): BP021742.D\data.ms (-2537) (- m/z 57.10 100.00%
57.1 205.1
5000
15.1 F =
L L N Mi 276.1 3551416.6 490.1548.! 18.00
0 w‘ b0 R FoTre | m/z 205.85  95.73%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #168692: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0
205.0
5000 T
18.00
‘ m/z 217.15 62.07%
O TTTT ’l‘Wmf Ath\LmM‘f‘MlH" ‘!\ "\\ H \i\ ‘2\7\6\\0‘\ TTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #168693: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene
57.0
o
18.00
5000 ITI/Z 175.20 54.90%
205.0
0 WHH W“mMuﬂum Wl M A
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #168694: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene P
205.0 18.00
m/z 55.00 53.17%
57.0
5000
135.0
276.0
0, T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP082924\
Data File : BP021742.D

Acqg On : 30 Aug 2024 05:45
Operator : RC/JU

Sample ¢ P3711-17

Misc

ALS Vvial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP082324.MA.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|
Butane, 2-metho... 3.017 141.0 ng/ul 19944200 1 7.793 2828660 20.0
1-Hexanol, 2-et... 7.858 13.2 ng/ul 1871600 1 7.793 2828660 20.0
7,9-Di-tert-but... 17.939 5.6 ng/ul 1863810 4 17.240 6651110 20.0
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