LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BGO@50159.D

Acqg On : 4 Sep 2021 10:42
Operator : CG/JU

Sample : M3552-02 10X

Misc :

ALS Vvial : 61 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: BGO50159.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.343 48 52 60 rVB 27191 41900 4.28% 0.456%
2 3.749 118 121 125 rBvV2 20719 37019 3.78% 0.403%
3 3.960 155 157 163 rVB2 3098 4273  0.44% 0.047%
4 4,178 190 194 197 rBV3 1812 2916 ©0.30% 0.032%
5 4.318 215 218 219 rBV 1543 1516 ©.15% 0.017%
6 4.407 229 233 239 rBV6 4441 7461 0.76% 0.081%
7 4.518 247 252 259 rBV 48900 74730 7.63% 0.813%
8 4.589 260 264 269 rVB4 3250 4441 0.45% 0.048%
9 4.982 326 331 337 rBV2 27671 43399 4.43% 0.472%
106 5.564 426 430 432 rBv4 1022 1366 0.14% 0.015%
11 5.793 466 469 472 rBV3 882 1458 0.15% 0.016%
12 5.922 488 491 493 rBV3 1393 1415 0.14% 0.015%
13 6.181 530 535 536 rBv3 1552 2231 0.23% 0.024%
14 6.451 579 581 584 rBV3 1244 1556 0.16% 0.017%
15 6.938 662 664 666 rBvV2 1478 1447 0.15% 0.016%
16 7.126 690 696 706 rVB 34417 58246 5.95% 0.634%
17 7.267 714 720 731 rVB 103204 178691 18.25%  1.945%
18 7.479 750 756 767 rVB 114557 204970 20.93% 2.231%
19 7.549 767 768 773 rBvV2 1128 1546 0.16% 0.017%
20 7.949 830 836 844 rW 115443 187991 19.20% 2.046%
21 8.013 844 847 849 rVB 1826 1752 0.18% 0.019%
22 8.671 953 959 971 rVB 89289 162333 16.58% 1.767%
23 8.783 974 978 983 rBV3 4703 7316 0.75% 0.080%
24  9.065 1023 1026 1029 rBV 1449 1378 0.14% 0.015%
25 9.124 1029 1036 1044 rVV 149972 272279 27.81%  2.964%
26 9.347 1072 1074 1079 rVB4 2576 2539 0.26% 028%

27 9.846 1152 1159 1168 rBV 131811 237213 24.22%
28 10.398 1247 1253 1264 rBV 163608 313291 31.99%
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29 10.769 1309 1316 1326 rVB 153274 269435 27.51% 933%
30 10.910 1333 1340 1351 rBV2 132622 243764 24.89% 653%
31 11.362 1414 1417 1423 rVB3 2024 3348 0.34% 036%
32 12.361 1585 1587 1592 rBV3 2849 4795 0.49% 052%

33 14.011 1862 1868 1877 rBV 348464 512100 52.30%
34 14.305 1911 1918 1924 rBV 383355 592868 60.54%
35 14.610 1963 1970 1980 rVB 243646 375607 38.36%

rOUVIOO®
Ul
N
N
3R

36 14.775 1994 1998 2003 rVB2 943 1498 0.15% 0.016%

SFAM-EPA-BGO81921.M Tue Sep @7 04:32:39 2021 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BGO@50159.D

Acqg On : 4 Sep 2021 10:42
Operator : CG/JU

Sample : M3552-02 10X

Misc :

ALS Vvial : 61 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 14.863 2003 2013 2023 rBv4 15155 33818 3.45% ©.368%
38 15.609 2133 2140 2148 rBV 482627 741115 75.68% 8.067%
39 15.744 2158 2163 2175 rBV 125754 201879 20.62%  2.197%
40 15.844 2177 2180 2187 rVB5 4015 6907 0.71% 0.075%
41 17.154 2400 2403 2408 rVB2 1421 2001 0.20% 0.022%
42 17.366 2433 2439 2446 rBV 318909 466866 47.68% 5.082%
43 17.465 2450 2456 2466 rBV 561287 834509 85.22% 9.083%
44 17.653 2484 2488 2491 rVB2 1277 1650 0.17% 0.018%
45 17.747 2500 2504 2505 rBV 1474 1915 0.20% 0.021%
46 17.877 2521 2526 2529 rBV 837 1382 0.14% 0.015%
47 18.023 2547 2551 2556 rBV3 1972 3629 0.37% 0.040%
48 18.464 2623 2626 2628 rVB 1407 1382 0.14% 0.015%
49 19.251 2756 2760 2761 rBV 2039 1835 0.19% 0.020%
50 19.322 2766 2772 2775 rVW4 6626 9509 0.97% 0.104%
51 19.392 2781 2784 2788 rVB3 6918 8418 0.86% 0.092%
52 19.574 2812 2815 2818 rVB2 1254 1421 0.15% 0.015%
53 19.709 2836 2838 2840 rBV2 1730 1519 0.16% 0.017%
54 19.756 2840 2846 2853 rBV 706297 979232 100.00% 10.659%
55 20.009 2884 2889 2892 rVB2 3423 4918 0.50% 0.054%
56 20.203 2921 2922 2924 rBV2 2270 1356 0.14% 0.015%
57 20.373 2949 2951 2952 rBV2 2109 1391 0.14% ©0.015%
58 20.614 2991 2992 2994 rBV2 2722 2044  0.21% 0.022%
59 20.696 3004 3006 3008 rBV2 1995 1996 0.20% 0.022%
60 21.237 3097 3098 3100 rBV2 2817 2200 0.22% 0.024%
61 21.636 3160 3166 3175 rBV 326906 524925 53.61% 5.714%

62 24.632 3666 3676 3691 rVB3 346129 941681 96.17% 10.250%

63 24.855 3704 3714 3725 rVB2 182134 528029 53.92% 5.747%
64 25.742 3864 3865 3866 rBV 4718 1923 0.20% 0.021%
65 25.854 3882 3884 3886 rBV3 3808 3446 0.35% 0.038%
66 26.929 4065 4067 4068 rBV 3564 1684 0.17% 0.018%
67 27.258 4121 4123 4124 rBV2 4861 4092 0.42% 0.045%
68 29.473 4498 4500 4501 rBV 4329 2326 0.24% 0.025%
69 30.783 4721 4723 4724 rBV2 3906 1530 0.16% 0.017%
70 31.952 4920 4922 4923 rBV2 4643 2579 0.26% 0.028%
71 31.969 4923 4925 4926 rBV 3535 1938 0.20% 0.021%
Sum of corrected areas: 9187127
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: CG/JU
: M3552-02 10X

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG090221\
BG050159.D
4 Sep 2021 10:42

: 61  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

Abundance
700000

600000

500000

400000

300000

200000

100000

0
Time-->

Abundance
700000

600000

500000

400000

300000

200000

100000

TIC: BG050159.D\data.ms

9.124
9.846 10
7.26479 7.949 8.671
4518
43 . 2
b 3. 7§%ammd@89 /\ 5 S6BIE1E 451 693&& J\sw BA@B Aws 347 JL 11.362 12.361

350 4.00 4.50 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 1100 11.50 12.00 12.50
TIC: BG050159.D\data.ms

19.y56

17.465

15.609

14.305

14.011
17.366 21.636

14.610

15.744

4983 15,844 17.154| 11 AFE8702318.464 109983987700 POZDZPEEAEA6 21.237

= O

Time-->
Abundance
700000

600000

500000

400000

300000

200000

100000

Time-->

L L L L L L L T L L LB B

3.00 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
TIC: BG050159.D\data.ms

24.632

4.855

2234854 26.929.258 29.473 30.783 31952

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

SFAM-EPA-BGO81921.M Tue Sep 07 04:32:39 2021 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50159.D

Acqg On : 4 Sep 2021 10:42
Operator : CG/JU

Sample : M3552-02 10X

Misc :

ALS vial : 61 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.
4.518 7.95 ng/ul 74730  1,4-Dichlorobenzene-d4 7.949

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 78
3 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 78
4 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 74
5 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 64
Abundance Scan 252 (4.518 min): BG050159.D\data.ms (-247) (-) m/z 57.15 100.00%
57.1
5000
AEEmmEEREEE
M ros. 4.20 4.40 4.60 4.80
obr e b b 28 7 75015 38.98%
miz--> 50 100 150 200 250
Abundance #9262: Propanoic acid, propyl ester
57.0
5000 L L L B B
4.20 4.40 4.60 4.80
m/z 43.25 22.81%
O \z\q‘\‘o‘\“‘ ‘ “‘\ \‘8\$\.0‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #9256: Propanoic acid, propyl ester
57.0
4.20 4.40 4.60 4.80
5000 m/z 41.15 15.71%
0240 I L
m/z--> 50 100 150 200 250
Abundance #9263: Propanoic acid, propyl ester
57.0 4.20 4.40 4.60 4.80
m/z 87.25 9.75%
5000
0 240 A B e A e e
m/z--> 50 100 150 200 250 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50159.D

Acqg On : 4 Sep 2021 10:42
Operator : CG/JU

Sample : M3552-02 10X

Misc :

ALS vial : 61 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.
4.982 4.62 ng/ul 43399 1,4-Dichlorobenzene-d4 7.949

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl butyrate 130 C7H1402 000638-11-9 90
2 Isopropyl butyrate 130 C7H1402 000638-11-9 90
3 Isopropyl butyrate 130 C7H1402 000638-11-9 83
4 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 64
5 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 64
Abundance Scan 331 (4.982 min): BG050159.D\data.ms (-326) (-) m/z 43.25 100.00%
71.2
5000
T S
h‘u ‘ 115.2 ppz  4604:80500520540
oyl L e 22 sz 71015 73.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #15400: Isopropyl butyrate
43.0
71.0
5000 RN RN R
4.60 4.80 5.00 5.20 5.40
m/z 89.15 26.83%
! h\ H | ‘ 115'0
OHH’\H\’\‘H\‘HM‘H\\“HH‘\\H‘HH‘\H\‘HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #15396: Isopropyl butyrate
43.0
71'0 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
4.60 4.80 5.00 5.20 5.40
5000 m/z 41.25 25.56%
0 15.0 “ \‘u I ‘ \11\50
L A L B o R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #15399: Isopropy! butyrate QN“‘,MM“M“W“W“‘
43.0 71.0 4.60 4.80 5.00 5.20 5.40
m/z 42.25 15.36%
5000
115.0
NN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 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\BG@90221\
Data File : BG050159.D

Acqg On : 4 Sep 2021 10:42
Operator : CG/JU

Sample : M3552-02 10X

Misc

ALS Vvial : 61 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,... 4,518 8.0 ng/ul 74730 1 7.949 187991 20.0
Isopropyl butyrate 4.982 4.6 ng/ul 43399 1 7.949 187991 20.0
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