LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080724\
Data File : BG@62308.D

Acqg On : 7 Aug 2024 18:50
Operator : MA/JU

Sample : P3359-12

Misc :

ALS Vvial : 14 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-BG080524.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO62308.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.423 19 23 30 rvB3 12154 20471 0.83% 0.094%
2 3.829 88 92 99 rBvV 40048 64045 2.58% 0.294%
3 4.052 128 130 135 rVB5S 2576 3398 0.14% 0.016%
4 4.164 146 149 152 rBV4 2665 3903 0.16% 0.018%
5 4.522 206 210 218 rVB4 16584 22780 0.92% 0.104%
6 4.663 231 234 241 rVB4 1887 3782 0.15% 0.017%
7 5.456 366 369 373 rBV5S 3254 5684 ©.23% 0.026%
8 5.503 373 377 382 rVB2 3126 5260 0.21% 0.024%
9 5.814 425 430 433 rBv4 2308 3427 0.14% 0.016%
10 6.020 461 465 468 rBV6 2026 3490 0.14% 0.016%
11 6.942 614 622 628 rBv 11039 19275 ©0.78% ©0.088%
12 7.054 638 641 643 rBV3 2424 2999 0.12% 0.014%
13  7.112 645 651 660 rVB 75690 134723 5.44% 0.618%
14 7.289 674 681 697 rVB 215613 358577 14.47% 1.644%
15 7.488 708 715 725 rVB 247181 410937 16.58% 1.884%
16 7.594 728 733 738 rW4 2251 3747 0.15% 0.017%
17 7.653 738 743 749 rVB3 1820 3067 0.12% 0.014%
18 7.958 788 795 801 rBV 207283 336269 13.57% 1.542%
19 8.023 801 806 815 rVB 149402 227184 9.17% 1.042%
20 8.199 831 836 841 rVB5 2210 4207 0.17% 0.019%
21 8.558 893 897 903 rVB4 3565 6528 0.26% 0.030%
22 8.652 905 913 925 rBV 226583 386602 15.60% 1.773%
23 8.775 928 934 942 rVB 13273 22633 0.91% 0.104%
24 9.051 975 981 984 rBV2 6301 10634 0.43% 0.049%
25 9.110 984 991 999 rVB 287832 494312 19.95% 2.267%
26 9.280 1016 1020 1026 rVB3 4103 5762 ©.23% 0.026%
27 9.832 1106 1114 1120 rBV 226977 403145 16.27% 1.849%
28 9.879 1120 1122 1128 rVB3 4161 5739 0.23% 0.026%
29 9.991 1139 1141 1148 rVVe6 2193 3609 0.15% 0.017%
30 10.056 1148 1152 1159 rVB2 4260 7164 0.29% 0.033%
31 10.279 1186 1190 1196 rvVvB3 1831 3232 0.13% 0.015%
32 10.367 1196 1205 1215 rBV 395582 700684 28.27% 3.213%
33 10.531 1227 1233 1242 rVB2 6622 13033 0.53% 0.060%
34 10.614 1242 1247 1248 rBV2 2415 3541 0.14% 0.016%
35 10.661 1248 1255 1261 rVV3 16636 29413 1.19% 0.135%

36 10.755 1263 1271 1278 rVV 313555 560979 22.64% 2.572%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080724\
Data File : BG@62308.D

Acqg On : 7 Aug 2024 18:50
Operator : MA/JU

Sample : P3359-12

Misc :

ALS Vvial : 14 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-BG080524.MA.M
Title : SVOA CALIBRATION
37 10.807 1278 1280 1284 rvv3 4559 6264 0.25% 0.029%
38 10.878 1284 1292 1302 rVB 132891 233339  9.42% 1.070%
39 11.289 1357 1362 1367 rBv2 3015 5018 0.20% 0.023%
40 11.354 1367 1373 1375 rVv2 2880 4370 0.18% 0.020%
41 11.395 1375 1380 1383 rVB4 4378 7102 0.29% 0.033%
42 11.536 1398 1404 1411 rBvV3 2718 5953 0.24% 0.027%
43 12.335 1534 1540 1548 rVB4 6599 12216 0.49% 0.056%
44 12.946 1638 1644 1650 rBvV2 31173 47081 1.90% 0.216%
45 13.028 1655 1658 1664 rVB4 2681 4198 0.17% 0.019%
46 13.192 1680 1686 1693 rVB 69135 101828 4.11% 0.467%
47 13.416 1720 1724 1729 rBV4 3145 5368 ©.22% 0.025%
48 13.486 1729 1736 1741 rVV3 18274 28436 1.15% 0.130%
49 13.551 1741 1747 1750 rVB4 1728 3491 0.14% 0.016%
50 13.821 1789 1793 1796 rBV2 3784 4676 0.19% 0.021%
51 13.986 1814 1821 1827 rBV 769311 1105883 44.62% 5.071%
52 14.226 1857 1862 1863 rBv2 2484 3081 0.12% 0.014%
53 14.267 1863 1869 1877 rVB 856937 1353529 54.62% 6.207%
54 14.579 1914 1922 1930 rVB 631115 985661 39.77% 4.520%
55 14.661 1930 1936 1941 rBV4 6788 10028 0.40% 0.046%
56 14.749 1944 1951 1957 rBV 76893 125839 5.08% 0.577%
57 14.984 1986 1991 1996 rVB4 6865 8630 0.35% 0.040%
58 15.254 2032 2037 2043 rVwV 14794 24173 0.98% 0.111%
59 15.389 2054 2060 2066 rVB2 14314 21677 0.87% 0.099%
60 15.566 2083 2090 2098 rBV 1148723 1758929 70.98% 8.066%
61 15.671 2102 2108 2120 rBV 281357 403499 16.28% 1.850%
62 15.807 2126 2131 2136 rVB3 5148 7429 0.30% 0.034%
63 15.871 2136 2142 2147 rBV5S 3678 6880 0.28% 0.032%
64 15.930 2147 2152 2157 rVB 20125 25332 1.02% 0.116%
65 16.171 2190 2193 2197 rVB3 3207 3924 0.16% 0.018%
66 16.347 2218 2223 2230 rBv4 2752 4016 0.16% 0.018%
67 16.917 2316 2320 2325 rBV3 5108 5504 ©.22% 0.025%
68 17.316 2381 2388 2398 rVB 756542 1128911 45.55% 5.177%
69 17.416 2398 2405 2414 rVB 1285530 1883777 76.01% 8.638%
70 17.604 2433 2437 2442 rBV 9021 11302 0.46% 0.052%
71 17.992 2497 2503 2508 rBvV2 191681 243762  9.84% 1.118%
72 18.215 2536 2541 2548 rBV3 16818 28973 1.17% 0.133%
73 18.286 2548 2553 2559 rVB 10641 17352 0.70% ©0.080%
74 18.462 2580 2583 2586 rBV2 4773 6003 0.24% 0.028%
75 19.073 2682 2687 2689 rBV3 3647 4977 0.20% 0.023%
76 19.261 2713 2719 2726 rVB2 18153 27608 1.11% 0.127%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080724\
Data File : BG@62308.D

Acqg On : 7 Aug 2024 18:50
Operator : MA/JU

Sample : P3359-12

Misc :

ALS Vvial : 14 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-BG080524.MA.M
Title : SVOA CALIBRATION
77 19.331 2726 2731 2736 rBV2 17009 25818 1.04% ©0.118%
78 19.408 2741 2744 2748 rVB4 2470 4357 0.18% 0.020%
79 19.490 2753 2758 2764 rBV5 10850 16380 0.66% 0.075%
80 19.643 2780 2784 2786 rBV4 6137 6530 0.26% 0.030%
81 19.695 2786 2793 2802 rVV 1626049 2300815 92.84% 10.550%
82 19.760 2802 2804 2808 rVV5 2827 3289 0.13% 0.015%
83 19.831 2811 2816 2819 rBVe6 1948 3088 0.12% 0.014%
84 20.624 2949 2951 2956 rVB6 2822 3330 0.13% 0.015%
85 20.682 2959 2961 2966 rVB4 4190 5191 0.21% ©0.024%
86 20.900 2994 2998 2999 rBV4 2643 3369 0.14% 0.015%
87 21.323 3068 3070 3073 rVB4 3159 3262 0.13% 0.015%
88 21.558 3103 3110 3118 rVVv2 798171 1293216 52.18% 5.930%
89 22.386 3246 3251 3253 rBV5 7033 11999 0.48% 0.055%
90 22.721 3306 3308 3315 rVB7 5386 11174 ©.45% ©.051%
91 23.056 3360 3365 3369 rvVB6 9436 16631 ©.67% 0.076%
92 23.831 3492 3497 3505 rBVe6 15468 35619 1.44% 0.163%
93 24.436 3588 3600 3615 rVV 928313 2478211 100.00% 11.364%
94 24.648 3625 3636 3646 rBV2 515264 1401765 56.56% 6.428%
95 24.753 3649 3654 3662 rVB4 20585 48320 1.95% 0.222%
96 25.852 3832 3841 3850 rBV3 21498 59871 2.42% 0.275%
97 27.162 4057 4064 4066 rBV5 17191 35569 1.44% 0.163%
98 27.573 4132 4134 4137 rBV4 3193 3062 0.12% 0.014%
99 28.748 4325 4334 4344 rVB7 13910 51098 2.06% 0.234%
100 30.657 4652 4659 4662 rvv7 6022 15537 ©0.63% 0.071%
Sum of corrected areas: 21807755
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80724\
Data File : BG@62308.D

Acqg On 7 Aug 2024 18:50
Operator : MA/JU

Sample : P3359-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG080524.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG062308.D\data.ms
1600000

1400000
1200000
1000000
800000
600000
400000

200000
7.11

3.4233899ap1.92863  S54HK5.86020 69484 1998 5 8775 12.335 125%6
0 T ‘ T T T ‘ T T 17T ‘ T 1T ‘ T 17T ‘ T 1 17T ‘ T ‘ L \/\r 7 [ \"_" 1 T\

Time--> 350 4.00 450 500 550 6.00 6.50 7.00 750 800 850 9.00 950 10 00 10. 50 11 00 11 50 12.00 12.50

Abundance TIC: BG062308.D\data.ms
1600000 19.695

7.28488 7958 8652 ' 9.832
1280

1400000
17.416

1200000 15.566

1000000
14.267
800000 13.986 17.316

14.579

21.558

600000

400000
15.671

zooooo 17.992
0 /I,‘L 4.226L 6@11 93515538 347 16.917 ||[7.604 |18%0H462 191983400480 220628200(21.323 22.388.72

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: BG062308.D\data.ms
1600000

=

1400000
1200000
1000000 24.436
800000
600000 4.648
400000

200000

3.056  23.831 24,753 25.852 27.16%7 573 28.748 30.657

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_G\Data\BG@80724\
Data File : BG@62308.D

Acqg On 7 Aug 2024 18:50

Operator : MA/JU

Sample : P3359-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG080524 .MA.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 1 1-Hexanol, 2-ethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
8.023 13.51 ng/ul 227184 1,4-Dichlorobenzene-d4 7.958
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 74
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
3 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 64
4 Heptane, 2,3,6-trimethyl- 142 C1eH22 004032-93-3 64
5 1-Isobutoxy-2-ethylhexane 186 C12H260 1000139-90-3 64
Abundance Scan 806 (8.023 min): BG062308.D\data.ms (-801) (-) m/z 57.15 100.00%

57.1
5000

SUMSESIPY | NSNS
39 “ﬂ ‘ 83.2

7.80 8.00 8.20 8.40

Ol bl e 122 s a1 s 35, 30%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
5000 L B I L B I L B
7.80 8.00 8.20 8.40
290 63.0 m/z 43.15  32.97%
| “ﬂ ‘ | | 1120
O\\\‘\\‘\\“‘\\\ ‘\\\\“\\\‘\\}\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 100 120 140 160
Abundance #15692.1—Hexan0L2—eﬂwL
57.0
R R RAREREEESE SRS
7.80 8.00 8.20 8.40
5000 m/z 55.15 25.77%
29.0 83.0
m ‘ ‘ 112.0
0 H““““H S N M
miz--> 60 80 100 120 140 160
Abundance #92373: Heptane, 1,1'-oxybis- P e e
57.0 7.80 8.00 8.20 8.40
m/z 56.15 20.32%
5000
97.0
0 1790 " 1170 171.0
P

miz--> 20 40 60 80

7.80 8.00 8.20 8.40

100 120 140 160
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80724\
Data File : BG@62308.D

Acqg On 7 Aug 2024 18:50
Operator : MA/JU

Sample : P3359-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG080524.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 Propanoic acid, 2-methyl-, ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.193 2.07 ng/ul 101828  Acenaphthene-di10 14.579
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl-, 2-eth... 216 C12H2403 074367-31-0 83
2 Propanoic acid, 2-methyl-, 2-eth... 216 C12H2403 074367-31-0 78
3 Propanoic acid, 2-methyl-, 3-hyd... 216 C12H2403 000077-68-9 78
4 Butanoic acid, butyl ester 144 C8H1602 000109-21-7 72
5 Propanoic acid, 2-methyl-, 4-met... 172 C10H2002 035852-44-9 64

Abundance Scan 1686 (13.192 min): BG062308.D\data.ms (-1680) (- | m/z 43.10 100.00%

431 | 712
5000 M
A

‘ 97.0 143.3 173.3 13 00 13. 50
Ob bl b R8T  m/z 56.15  95.27%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #94127: Propanoic acid, 2-methyl-, 2-ethyl-3-hydroxyhex
89.0
56.0 /\
5000 Ao, R
13.00 13.50
270 m/z 71.15 94.22%
143.0
O ‘ T H‘\ T T \‘ ‘ T \‘ “ T ‘ \‘ \‘\ T “]_\]T()\ \()‘ T T ‘ ‘\ TTT ‘ \]-\7\:3\ ?\ TTT ‘ T

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #94128: Propanoic acid, 2-methyl-, 2-ethyl-3-hydroxyhex

71.0
- —
43.0 13.00 13.50
5000 m/z 89.15 56.29%
0 11990 12101430 17401950
T T ‘ \ T T ‘ L ‘ T T ‘ \ T T ‘ L ‘ L ‘ T
miz—> 20 40 60 80 100 120 140 160 180 |

Abundance #94133: Propanoic acid, 2-methyl-, 3-hydroxy-2,2,4-trime e —
71.0 13.00 13.50

m/z 41.10 34.12%

s000 430
173.0
143.0
B O 7 S

m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80724\
Data File : BG@62308.D

Acqg On 7 Aug 2024 18:50
Operator : MA/JU

Sample : P3359-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG080524.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 3 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.992 4.32 ng/ul 243762  Phenanthrene-di10 17.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 96
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 93
4 (1R,3aR,5aR,9asS)-1,4,4,7-Tetrame... 220 C15H240 104188-25-2 50
5 1-(3-Amino-4,6-dimethylthieno[2,... 220 C11H12N20S 052505-42-7 45
Abundance Scan 2503 (17.992 min): BG062308.D\data.ms (-2497) (- | m/z 57.15 100.00%
57.1 205.2
5000 175.3
91.2 N
S
L I T s
Obrrr “‘ “ “W fd ‘Mu M Ji ‘MW ‘MHM‘w”:‘wn“‘ ‘J‘ i, m”‘ AL P m/z 205.15  92.76%
m/z--> 20 40 60 80 100 120140160 180 200 220240260280
Abundance #168694: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
205.0
57.0
5000 175.0 e
18.00
91.0 4359 261.0 m/z 217.25 62.93%
ok ‘2“7‘ 0 “ , “‘ ‘ “H\‘ ‘H“\‘ “‘H}\ \}H“H‘
m/z--> 20 40 60 80 100 120140160180200220240260280
Abundance #168692: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene
57.0
e
205.0 18.00
5000 ' ITI/Z 55.15 51.54%
175.0
91.0
o] P ‘\“ 1\‘ W‘ ‘HH‘\ ' “\HH \‘““\\‘ MH} MH}\ ; H“l”‘\‘ ‘\“H}\‘ L “h . ‘LH\‘ \‘\ H‘h‘ . !\‘ o “"‘ e
m/z--> 20 40 60 80 100 120140160 180 200 220 240260280
Abundance #168693: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene e i
57.0 18.00
m/z 41.10 50.59%
5000
205.0
91.0 175.0
35.0
ool b e b 2550 | JU P
m/z--> 20 40 60 80 100120140160180200220240260280 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080724\
Data File : BG@62308.D

Acqg On 7 Aug 2024 18:50
Operator : MA/JU

Sample : P3359-12

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG080524.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|

1-Hexanol, 2-et... 8.023 13.5 ng/ul 227184 1 7.958 336269 20.0
Propanoic acid,... 13.193 2.1 ng/ul 101828 3 14.579 985661 20.0
7,9-Di-tert-but... 17.992 4.3 ng/ul 243762 4 17.316 1128910 20.0
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