LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGo60424\
Data File : BG@61486.D

Acqg On : 5 Jun 2024 14:30
Operator : MA/JU

Sample : PB161224BL

Misc :

ALS vial : 3  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-BG052124.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO61486.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.071 9 14 21 rW3 20425 30060 3.60% 0.366%
2 3.330 54 58 64 rVB4 6258 8388 1.00% 0.102%
3  3.577 98 100 103 rBV2 718 880 0.11% 0.011%
4 3.600 103 104 110 rvB3 1232 1687 0.20% 0.021%
5 3.735 122 127 138 rBV 89764 154820 18.55%  1.885%
6 4.076 180 185 190 rVB3 1660 2646 0.32% 0.032%
7 4.346 228 231 234 rVB 879 1207 0.14% 0.015%
8 4.975 335 338 341 rVB 746 1019 0.12% 0.012%
9 7.067 685 694 705 rBvV 115961 202247 24.23% 2.463%
10 7.202 710 717 726 rBV 79058 127207 15.24% 1.549%
11 7.413 746 753 763 rBV 116090 197385 23.65% 2.404%
12 7.877 825 832 838 rBvV 108144 183605 22.00% 2.236%
13 8.594 948 954 963 rBvV2 147135 260337 31.19% 3.171%
14  9.035 1021 1029 1036 rBV 123555 217480 26.05% 2.649%
15 9.752 1143 1151 1160 rVB2 94562 169008 20.25% 2.058%

16 10.310 1236 1246 1259 rBV 126199 234350 28.08%
17 10.668 1298 1307 1319 rBB 136357 235182 28.18%
18 10.809 1324 1331 1338 rBV 128823 233636 27.99%
19 12.261 1573 1578 1582 rVB4 1385 2353  0.28%
20 13.917 1854 1860 1866 rBV 243856 336769 40.35%

AONMNNN
0
i
Ul
R

21 13.964 1866 1868 1873 rVB 1600 1626 0.19%
22 14.205 1902 1909 1917 rBV2 252239 397820 47.66%
23 14.511 1954 1961 1971 rBV 218515 333139 39.91%
24 14.758 1998 2003 2016 rBV 55748 119277 14.29%
25 14.875 2021 2023 2025 rVB2 956 870 0.10%
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26 15.510 2124 2131 2142 rBV 338449 500469 59.96%
27 15.657 2150 2156 2165 rBV 72203 119656 14.33%
28 15.745 2168 2171 2177 rVB2 1887 1834 0.22%
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29 17.261 2423 2429 2437 rBV 313085 471387 56.47% 741%
30 17.360 2440 2446 2454 rBV 438058 636677 76.27% 754%
31 17.966 2547 2549 2553 rVB 1096 1133 0.14% 0.014%
32 18.160 2579 2582 2584 rBV 864 1138 0.14% 0.014%
33 18.230 2587 2594 2595 rBvV2 1189 1483 0.18% 0.018%
34 18.776 2683 2687 2690 rVB3 755 1240 0.15% 0.015%
35 18.882 2700 2705 2707 rVB3 745 1217 0.15% 0.015%
36 19.105 2738 2743 2744 rBV2 719 881 0.11% 0.011%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGo60424\
Data File : BG@61486.D

Acqg On : 5 Jun 2024 14:30
Operator : MA/JU

Sample : PB161224BL

Misc :

ALS vial : 3  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-BG052124.MA.M
Title : SVOA CALIBRATION
37 19.152 2748 2751 2752 rBV2 953 991 0.12% 0.012%
38 19.223 2755 2763 2768 rBv2 6263 9205 1.10% 0.112%
39 19.294 2771 2775 2781 rVB 5864 7388 0.89% 0.090%
40 19.435 2795 2799 2801 rVB4 1436 1793 0.21% 0.022%
41 19.452 2801 2802 2805 rBV3 1351 1556 ©0.19% 0.019%
42 19.482 2805 2807 2809 rBv2 1120 1056 0.13% 0.013%
43 19.540 2815 2817 2819 rVB3 1205 952 0.11% 0.012%
44 19.576 2819 2823 2828 rBV6 2152 3946 0.47% 0.048%
45 19.658 2829 2837 2847 rBV 525908 734033 87.94%  8.940%
46 19.728 2847 2849 2851 rWv2 2151 2268 0.27% 0.028%
47 19.764 2853 2855 2858 rVB3 1625 1353 0.16% 0.016%
48 19.787 2858 2859 2861 rBvV2 1671 1195 ©0.14% 0.015%
49 19.828 2864 2866 2869 rVB3 2233 1675 0.20% 0.020%
50 19.852 2869 2870 2872 rBV 2294 1593 0.19% 0.019%
51 19.875 2872 2874 2876 rVB 1190 906 0.11% 0.011%
52 19.910 2878 2880 2883 rBv4 1822 2447 0.29% 0.030%
53 19.993 2892 2894 2895 rBV2 1340 925 0.11% 0.011%
54 20.034 2899 2901 2903 rVvB3 1790 1151 0.14% 0.014%
55 20.093 2908 2911 2912 rBV3 2013 1989 0.24% 0.024%
56 20.145 2919 2920 2923 rVB3 2022 1386 0.17% 0.017%
57 20.181 2923 2926 2927 rBV3 2033 1678 0.20% 0.020%
58 20.239 2934 2936 2939 rBvV3 2039 2044 0.24% 0.025%
59 20.281 2942 2943 2946 rVB3 2207 1686 0.20% 0.021%
60 20.304 2946 2947 2949 rBV2 1994 1605 0.19% 0.020%
61 20.351 2953 2955 2958 rBV4 1936 2358 0.28% 0.029%
62 20.433 2968 2969 2971 rBV2 2064 1902 0.23% 0.023%
63 20.474 2974 2976 2978 rVV3 1731 1392 0.17% 0.017%
64 20.574 2991 2993 2995 rBV3 2781 2018 0.24% 0.025%
65 20.768 3024 3026 3027 rVB2 2842 1242 0.15% 0.015%
66 20.851 3039 3040 3042 rBV2 2980 2336 0.28% 0.028%
67 20.886 3044 3046 3047 rBV2 2417 1746 0.21% 0.021%
68 21.315 3117 3119 3121 rBV3 3216 3518 0.42% 0.043%
69 21.373 3127 3129 3130 rBV2 3830 2163 0.26% 0.026%
70 21.415 3133 3136 3138 rBV3 3996 5194 0.62% 0.063%
71 21.456 3142 3143 3147 rBV4 5458 7351 ©0.88% 0.090%
72 21.520 3147 3154 3162 rBV2 365967 592885 71.03% 7.221%
73 21.785 3197 3199 3201 rBV3 4356 3437 0.41% 0.042%
74 22.678 3350 3351 3352 rVB 5407 1906 0.23% 0.023%
75 22.948 3394 3397 3401 rVB4 10849 16722 2.00% 0.204%
76 23.277 3452 3453 3456 rVB3 6455 4445 0.53% 0.054%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGo60424\
Data File : BG@61486.D

Acqg On : 5 Jun 2024 14:30
Operator : MA/JU

Sample : PB161224BL

Misc :

ALS vial : 3  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-BG052124.MA.M
Title : SVOA CALIBRATION

77 23.342 3462 3464 3465 rBV2 4086 3040 0.36% 0.037%
78 23.712 3522 3527 3533 rVB7 13773 30137 3.61% 0.367%

79 24.405 3635 3645 3664 rBV 300459 834717 100.00% 10.166%
80 24.617 3671 3681 3695 rBV2 210979 604130 72.38% 7.357%

81 25.498 3829 3831 3832 rBV2 4987 2950 0.35% 0.036%
82 25.686 3854 3863 3866 rBVS5 17022 45350 5.43% 0.552%
83 26.068 3926 3928 3931 rBV4 3589 2417 0.29% 0.029%
84 26.532 4005 4007 4009 rBV3 3964 4103 0.49% 0.050%
85 26.967 4076 4081 4082 rBVS5 8927 15431 1.85% 0.188%
86 27.337 4142 4144 4146 rBV3 5879 6410 0.77% 0.078%
87 27.361 4146 4148 4150 rvVvV3 3586 2791 0.33% 0.034%
88 27.619 4191 4192 4193 rBV 4306 1829 0.22% 0.022%
89 28.494 4337 4341 4342 rBvV4 7934 9427 1.13% 0.115%
990 29.558 4520 4522 4524 rVB3 4287 2117 0.25% 0.026%
91 29.722 4548 4550 4551 rBV2 4588 3338 0.40% 0.041%
92 29.905 4579 4581 4584 rBV4 4625 4806 0.58% 0.059%
93 30.140 4619 4621 4622 rBV2 3597 2090 0.25% 0.025%
94 30.580 4694 4696 4697 rBvV2 3506 2438 0.29% 0.030%
95 30.721 4718 4720 4721 rBV2 3499 2189 0.26% 0.027%
96 31.526 4855 4857 4861 rBvV4 3988 4419 0.53% 0.054%
97 32.472 5016 5018 5019 rBV2 3450 1434 0.17% 0.017%
Sum of corrected areas: 8211112
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: MA/JU
: PB161224BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060424\
BG061486.D
5 Jun 2024 14:30

: 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG052124.MA.M

Quant Title

TIC Library

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

0

Abundance TIC: BG061486.D\data.ms
500000
400000
300000
200000
8.594
7.0677.413 7 g77 9.035 10.31416%09
100000 3.735 20 ' 9.752
07,
0w?““4‘.0/z£§\4.‘6\\\4\.9‘7\5\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘]_\2\.g§1‘\\\
Time--> 3.00 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BG061486.D\data.ms
500000 19.658
17.360
400000 21.520
15.510
17.261
300000
13.934-205
14.511
200000
100000 L
4.758 15.657
.785 22.6%
0 13.96 14.875 15,745 | 17.088P80 1a5REHA%AR B
R e I B e e T L o B e B B R mm EEEESS e A o e e
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: BG061486.D\data.ms
500000
400000
24.405
300000
200000
100000

25428596 06826 5370 Yo w610 28494 29ZRRPIVGLAGEGEDL 31526 3247

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\BGO60424\
Data File : BGO61486.D

Acqg On : 5 Jun 2024 14:30
Operator : MA/JU

Sample : PB161224BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG052124.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.
3.071 3.27 ng/ul 30060 1,4-Dichlorobenzene-d4 7.877

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 50
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
4 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 23
5 (R)-3-Pyrrolidinol 87 C4H9NO 002799-21-5 9
Abundance  Scan 14 (3.071 min): BG061486.D\data.ms (-9) (-) m/z 73.00 100.00%
73.0
5000 430
87.1
AR A e
| sro 3.103.203.303.403.50
H’H\\‘\\H‘l\\\“H\MU\“H\\“\1\\‘H\HHH‘HH‘\H\‘\\H‘H\\ m/z 43.05 59.1100
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 T T[T [T [T T[T T T
55.0 3.103.203.303.403.50
’0 87.0 m/z 55.10  41.14%
H’H\m“}\H“‘H\\‘\H\‘\H\H\1\\‘HH‘HH‘HH‘\H\‘\\H‘H\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0 \
LS | AN -
3.103.203.303.403.50
5000 m/z 87.10 26.35%
43.0 87.0
,90,,
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol A Ra aRaRaREREIEEE
73.0 3.103.203.303.403.50
87.0 m/z 39.00 16.48%
5000 41.0 55.0
27.0
i ‘ 112.0 129.0
‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w‘u‘_‘u‘u‘w‘u‘_‘H‘H“ A ARARRAREREIEEAEIE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 3.103.203.303.403.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe60424\
Data File : BG@61486.D

Acqg On : 5 Jun 2024 14:30
Operator : MA/JU

Sample : PB161224BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG052124.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... 3.071 3.3 ng/ul 30060 1 7.877 183605 20.90
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