LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082621\
Data File : BG@50008.D

Acqg On : 27 Aug 2021 22:27
Operator : CG/JU

Sample : M3487-01 10X

Misc :

ALS vial : 9 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-BG081921.M
Title : SVOA CALIBRATION

Signal : TIC: BGO50009.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.361 52 55 61 rBv 27934 43081 5.24% 0.541%
2 3.772 122 125 129 rBvV2 12347 25418 3.09% 0.319%
3 3.972 157 159 161 rBV3 2007 2092 0.25% 0.026%
4 4.060 171 174 176 rBV3 1931 2133  0.26% 0.027%
5 4.113 181 183 185 rBvV2 1387 1279 0.16% 0.016%
6 4.424 233 236 241 rBV5 2670 3837 0.47% 0.048%
7 4.542 250 256 264 rBV 40855 70201 8.54% 0.881%
8 4.600 264 266 272 rVB4 4734 6780 ©0.82% 0.085%
9 5.000 330 334 343 rBV 27783 43160 5.25% 0.542%
106 5.270 378 380 383 rVB3 1776 1789 0.22% 0.022%
11 5.482 409 416 419 rVB4 1299 2495 0.30% 0.031%
12 5.517 419 422 424 rBV3 1263 1282 0.16% 0.016%
13 6.098 518 521 525 rBV2 899 1352 0.16% 0.017%
14  6.222 537 542 544 rBV2 1192 2158 0.26% 0.027%
15 7.062 684 685 688 rBv 1252 1169 0.14% 0.015%
16 7.103 690 692 693 rBv2 1583 1313 0.16% 0.016%
17 7.138 693 698 707 rVB 25758 44755 5.44% 0.562%
18 7.285 717 723 733 rBV 81788 141100 17.16% 1.771%
19 7.497 752 759 769 rBV 87026 160336 19.50% 2.012%
20 7.902 825 828 831 rBvV2 959 1159 0.14% 0.015%
21 7.966 832 839 846 rVW 98547 170874 20.78% 2.144%
22 8.025 846 849 854 rVB4 6377 8627 1.05% 0.108%
23 8.096 859 861 864 rVB 1492 1399 0.17% ©0.018%
24 8.548 937 938 943 rVB 1462 1379 0.17% 0.017%
25 8.689 956 962 971 rBV 72009 129383 15.73% 1.624%
26 8.754 971 973 976 rW 2005 1655 0.20% 0.021%
27 8.795 976 980 982 rVv2 2819 3466 0.42% 0.043%
28 8.812 982 983 988 rVB 1241 1352 0.16% 0.017%
29 9.030 1017 1020 1023 rVB2 887 1194 0.15% 0.015%
30 9.135 1031 1038 1048 rBv2 119997 217497 26.45% 2.729%
31  9.617 1119 1120 1123 rBV 1045 1194 0.15% 015%

32 9.864 1155 1162 1173 rVB 107229 192543 23.41%
33 10.416 1249 1256 1269 rBV2 128015 242565 29.49%
34 10.786 1312 1319 1328 rBV 130222 241599 29.38%
35 10.927 1336 1343 1355 rBV 122319 228402 27.77%
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36 12.131 1547 1548 1554 rBV 1424 1650 0.20% 0.021%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082621\
Data File : BG@50008.D

Acqg On : 27 Aug 2021 22:27
Operator : CG/JU

Sample : M3487-01 10X

Misc :

ALS vial : 9 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-BG081921.M
Title : SVOA CALIBRATION
37 12.361 1584 1587 1588 rBV2 1580 1482 0.18% 0.019%
38 12.378 1588 1590 1596 rVB3 3096 4508 ©.55% 0.057%
39 14.023 1864 1870 1877 rBV 291603 432285 52.56% 5.424%
40 14.323 1914 1921 1929 rBV = 312138 497895 60.54% 6.248%
41 14.622 1966 1972 1980 rVB 225992 356469 43.34% 4.473%
42 14.863 2008 2013 2025 rBv4 12494 30402 3.70% 0.381%
43 14.986 2032 2034 2039 rVB 1004 1393 0.17% 0.017%
44 15.403 2103 2105 2112 rBv4 2259 4260 ©.52% ©0.053%
45 15.621 2135 2142 2150 rBV 417483 625649 76.08%  7.851%
46 15.756 2160 2165 2172 rBV 112408 182487 22.19%  2.290%
47 15.856 2180 2182 2187 rVB 3118 3862 ©0.47% 0.048%
48 16.520 2292 2295 2297 rVB 1217 1281 0.16% 0.016%
49 16.948 2365 2368 2372 rBV 1312 1374 0.17% 0.017%
50 17.136 2397 2400 2401 rBV 1461 1213 0.15% 0.015%
51 17.166 2404 2405 2410 rVB 2980 2272 0.28% 0.029%
52 17.242 2415 2418 2421 rBV2 1021 1561 0.19% 0.020%
53 17.330 2431 2433 2434 rBV2 1889 1256 0.15% 0.016%
54 17.377 2435 2441 2449 rVWW 292870 449341 54.64% 5.638%
55 17.477 2451 2458 2466 rVV 464774 712213 86.60%  8.937%
56 17.577 2473 2475 2477 rBV2 2209 2116 0.26% 0.027%
57 17.753 2502 2505 2506 rBV2 1756 1696 0.21% 0.021%
58 17.777 2506 2509 2511 rVwv2 1560 1850 0.22% 0.023%
59 17.830 2516 2518 2519 rBV 1494 1326 0.16% 0.017%
60 17.853 2521 2522 2525 rVB3 1858 1284 0.16% 0.016%
61 17.888 2525 2528 2530 rBV3 1145 1145 0.14% 0.014%
62 18.035 2549 2553 2558 rVB4 3349 5011 0.61% 0.063%
63 18.153 2571 2573 2576 rVB 1556 1203 0.15% 0.015%
64 18.294 2595 2597 2600 rBV 1269 1488 0.18% 0.019%
65 18.329 2600 2603 2608 rvVv 4059 5572 0.68% 0.070%
66 18.458 2623 2625 2628 rVB 1043 1168 0.14% 0.015%
67 18.511 2632 2634 2637 rBV 1115 1396 0.17% 0.018%
68 18.540 2637 2639 2642 rBV 1179 1189 0.14% 0.015%
69 18.629 2651 2654 2655 rVB 1691 1539 0.19% 0.019%
70 18.764 2675 2677 2682 rBV2 2250 3340 0.41% 0.042%
71 19.328 2769 2773 2778 rVB4 6142 8794 1.07% 0.110%
72 19.363 2778 2779 2781 rBV2 1768 1434 0.17% 0.018%
73 19.404 2783 2786 2790 rVB4 5336 7652 0.93% 0.096%
74 19.533 2806 2808 2810 rBV 1870 1814 0.22% 0.023%
75 19.768 2842 2848 2854 rBV 595993 822404 100.00% 10.320%
76 19.856 2861 2863 2866 rVB3 2551 2655 0.32% 0.033%

SFAM-EPA-BGO81921.M Mon Aug 30 17:26:56 2021 2



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082621\
Data File : BG@50008.D

Acqg On : 27 Aug 2021 22:27
Operator : CG/JU

Sample : M3487-01 10X

Misc :

ALS vial : 9 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-BG081921.M
Title : SVOA CALIBRATION

77 19.886 2866 2868 2869 rBvV2 2083 1767 0.21% 0.022%
78 20.003 2887 2888 2891 rVB3 2568 1594 0.19% 0.020%
79 20.032 2891 2893 2896 rVB3 3091 3437 0.42% 0.043%
80 20.056 2896 2897 2899 rBV2 1834 1724 0.21% 0.022%
81 20.244 2927 2929 2931 rVB2 4054 2776 0.34% 0.035%
82 20.538 2977 2979 2981 rVB3 2769 1703 0.21% 0.021%
83 20.555 2981 2982 2984 rBV2 3666 2408 0.29% 0.030%
84 21.648 3162 3168 3175 rBV2 290189 488822 59.44% 6.134%
85 24.656 3670 3680 3691 rVB2 279049 790027 96.06% 9.914%
86 24.873 3708 3717 3728 rVB2 173837 479675 58.33% 6.019%
87 27.511 4164 4166 4167 rBV2 4904 4697 0.57% 0.059%
88 29.320 4472 4474 4475 rVB2 4302 1606 0.20% 0.020%

Sum of corrected areas: 7969183
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082621\
Data File : BG@50008.D

Acqg On : 27 Aug 2021 22:27
Operator : CG/JU

Sample : M3487-01 10X

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

Abun6d0 000 TIC: BG050009.D\data.ms

500000
400000
300000

200000

10.41
. 9.135 9.864 501 4887

100000 7.285197 8.689
3.361 4.542 g g0 7.13
3-74%upre. 41600 | 5. 28T 60902 7 86 8.5 9.617 12. 121368
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Time--> 350 4.00 450 5.00 550 600 6,50 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance .
600000 TIC: BG050009.D\data.ms

19.768
500000 17.477

15.621
400000

323
300000 14.023 17.377 21.648

14.622
200000
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5.756
100000
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L o I L B 80t iz S R R —
Time—> 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 2050 21.00 2150 22.00 22.50

Abun(icload1()cc)eo TIC: BG050009.D\data.ms

500000

400000

300000 24.656

200000 4.873

100000

27.511 29.320
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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\BG082621\
Data File : BG@50008.D

Acqg On : 27 Aug 2021 22:27
Operator : CG/JU

Sample : M3487-01 10X

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.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 1 Propanoic acid, propyl ester Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.542 8.22 ng/ul 70201 1,4-Dichlorobenzene-d4 7.966

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 78
2 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 72
3 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 64
4 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 64
5 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 56
Abundance Scan 256 (4.542 min): BG050008.D\data.ms (-250) (-) m/z 57.15 100.00%
57.1
5000
A ARA RS
87.2 4.20 4.40 4.60 4.80
! | 207.4 5
o+ttt m/z 75.15 43.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9263: Propanoic acid, propyl ester
57.0
5000 U L L R
29.0 4.20 4.40 4.60 4.80
m/z 43.25  23.22%
‘ ‘ 87.0
O \\\‘\‘“\\“H\\\H“\\\‘\‘\‘\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9262: Propanoic acid, propyl ester
57.0
4.20 4.40 4.60 4.80
5000 m/z 41.25 20.28%
29.0
‘ 87.0
0 \H‘\‘HH‘HHm“‘Hm‘\‘\H‘\\H‘\m,uu,uu,uu,uu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9256: Propanoic acid, propyl ester
57.0 4.20 4.40 4.60 4.80
m/z 42.15 10.45%
29.0
5000
87.0
ou\\‘\llso T N A TR
m/z--> 20 40 60 80 100 120 140 160 180 200 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082621\
Data File : BG@50008.D

Acqg On : 27 Aug 2021 22:27
Operator : CG/JU

Sample : M3487-01 10X

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.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 2 TIsopropyl butyrate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.000 5.05 ng/ul 43160 1,4-Dichlorobenzene-d4 7.966

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Isopropyl butyrate 130 C7H1402 000638-11-9 83
2 Isopropyl butyrate 130 C7H1402 000638-11-9 83
3 Isopropyl butyrate 130 C7H1402 000638-11-9 78
4 Isopropyl butyrate 130 C7H1402 000638-11-9 64
5 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 59
Abundance Scan 334 (5.000 min): BG050008.D\data.ms (-330) (-) m/z 43.20 100.00%
71.2
5000
89.2
4.60 4.80 5.00 5.20 5.40
115.3 157.3
om‘,m;“ e MBS SIS, 7115 66.40%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15400: Isopropyl butyrate
43.0
71.0
5000 DL B NLALEL B N
4.60 4.80 5.00 5.20 5.40
89.0 m/z 41.25 35.90%
O\\\\’Z\G‘.\O\\“M‘\\\H\\i‘\‘\1‘\\,‘\%%?‘?\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #15396: Isopropyl butyrate
43.0
71.0
4.60 4.80 5.00 5.20 5.40
5000 m/z 89.15 24.92%
89.0
I T O
miz--> 20 40 60 80 100 120 140 160
Abundance #15399: Isopropyl butyrate .
43.0 71.0 4.60 4.80 5.00 5.20 5.40
m/z 39.15 20.72%
5000 890
115.0
o220 M L LT N L
m/z--> 20 40 60 80 100 120 140 160 4.60 4.80 5.00 5.20 5.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082621\
Data File : BG@50008.D

Acqg On : 27 Aug 2021 22:27
Operator : CG/JU

Sample : M3487-01 10X

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.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|
Propanoic acid,... 4,542 8.2 ng/ul 70201 1 7.966 170874 20.0
Isopropyl butyrate 5.000 5.0 ng/ul 43160 1 7.966 170874 20.0
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