LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BGO50161.D

Acqg On : 4 Sep 2021 12:04
Operator : CG/JU

Sample : M3552-04 10X

Misc :

ALS Vvial : 63 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: BGO50161.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.311 44 46 48 rBV 2908 2279 0.21% 0.025%
2 3.346 48 52 59 rvB 27270 41889 3.78% 0.467%
3 3.746 118 120 124 rBV 21887 36982 3.34% 0.412%
4 4.410 228 233 237 rBV6 3938 5406 0.49% 0.060%
5 4.521 245 252 259 rBV2 45465 77669 7.00% 0.866%
6 4.592 259 264 268 rBV5 5171 7730 0.70% 0.086%
7 4.985 325 331 339 rVB 30844 49153 4.43% 0.548%
8 5.361 394 395 400 rVB3 1871 1919 0.17% 0.021%
9 5.455 409 411 414 rBV2 1506 2115 0.19% 0.024%
10 5.579 429 432 436 rBV3 1118 2124 0.19% 0.024%
11 5.866 478 481 483 rBV2 2061 1981 0.18% 0.022%
12 6.113 517 523 525 rBV3 1638 2872 0.26% 0.032%
13 6.342 558 562 564 rBv2 1434 2101 0.19% 0.023%
14 7.124 689 695 704 rBV2 32735 63437 5.72% ©.707%
15 7.270 714 720 728 rBV 114520 189925 17.13% 2.117%
16 7.482 749 756 767 rVB 118866 213746 19.28% 2.383%
17 7.558 767 769 775 rBV2 1818 2690 0.24% 0.030%
18 7.946 829 835 843 rBV 69954 116822 10.54% 1.302%
19 8.005 843 845 849 rVB4 2194 2212 0.20% 0.025%
20 8.340 898 902 905 rVB3 1244 1584 0.14% 0.018%
21 8.674 952 959 968 rBV 96972 173733 15.67% 1.937%
22 8.780 975 977 978 rBv2 1780 1831 0.17% 0.020%
23 9.121 1028 1035 1045 rVB2 153589 282311 25.46% 3.147%
24 9.661 1125 1127 1132 rVB 1997 2854 0.26% ©0.032%
25 9.849 1152 1159 1167 rBV 134018 241994 21.82%  2.698%

26 10.401 1246 1253 1264 rBV 175330 326634 29.46%
27 10.542 1273 1277 1280 rBV5 5290 7608  0.69%
28 10.766 1306 1315 1323 rBV 90594 165071 14.89%

ONROW
o
N
®
R

29 10.907 1332 1339 1349 rBV 133741 258745 23.34% 884%
30 11.012 1356 1357 1360 rVB2 1610 1511 0.14% 017%
31 11.300 1404 1406 1411 rVB3 1813 1934 0.17% 0.022%
32 11.359 1411 1416 1419 rBV2 2000 3311 0.30% 0.037%
33 12.358 1583 1586 1594 rBv4 3794 6073 0.55% ©0.068%
34 13.521 1781 1784 1788 rBV 1203 1744 0.16% 0.019%
35 14.014 1861 1868 1880 rVB 379575 556710 50.21% 6.206%

36 14.308 1911 1918 1928 rVB 397420 623173 56.20% 6.947%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BGO50161.D

Acqg On : 4 Sep 2021 12:04
Operator : CG/JU

Sample : M3552-04 10X

Misc :

ALS Vvial : 63 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 14.543 1952 1958 1963 rBvV2 4476 7523 0.68% 0.084%
38 14.613 1964 1970 1977 rVB 145502 231834 20.91% 2.584%
39 14.860 2008 2012 2020 rBV3 14966 35159 3.17% 0.392%
40 15.606 2132 2139 2151 rVB 539143 817478 73.73% 9.113%
41 15.747 2158 2163 2176 rBV 149026 239746 21.62% 2.673%
42 15.841 2177 2179 2186 rVB2 3502 5541 0.50% 0.062%
43 16.358 2263 2267 2268 rBV 2060 1773 0.16% 0.020%
44 17.368 2433 2439 2445 rVB 175694 280382 25.29% 3.126%
45 17.468 2448 2456 2464 rBV2 631142 971214 87.59% 10.826%
46 18.021 2546 2550 2553 rBvV2 3258 3783 0.34% 0.042%
47 18.308 2597 2599 2604 rBV 1381 1669 0.15% 0.019%
48 18.537 2635 2638 2643 rVB4 2202 2096 0.19% 0.023%
49 19.295 2761 2767 2768 rBV 1400 2513 0.23% 0.028%
50 19.319 2768 2771 2778 rVWW2 8009 12002 1.08% 0.134%
51 19.395 2778 2784 2790 rVB2 7006 11375 1.03% 0.127%
52 19.460 2792 2795 2797 rBV3 1460 1566 0.14% 0.017%
53 19.507 2800 2803 2805 rBV3 2194 2581 0.23% 0.029%
54 19.759 2839 2846 2852 rBV 775020 1108819 100.00% 12.360%
55 19.818 2854 2856 2859 rvv2 1605 1611 0.15% 0.018%
56 20.006 2885 2888 2890 rBV3 2913 2795 0.25% 0.031%
57 20.159 2913 2914 2917 rVB3 2202 1580 0.14% 0.018%
58 20.259 2930 2931 2937 rVB4 2652 4212 0.38% 0.047%
59 20.582 2984 2986 2987 rBV 1973 1529 0.14% 0.017%
60 20.764 3014 3017 3020 rBV4 3149 4044 0.36% 0.045%
61 20.922 3042 3044 3046 rBV3 2717 1520 0.14% 0.017%
62 21.222 3093 3095 3097 rBV3 2808 2710 0.24% 0.030%
63 21.269 3100 3103 3104 rBV2 6138 5540 0.50% 0.062%
64 21.639 3160 3166 3175 rVB 186111 307747 27.75% 3.431%
65 22.109 3244 3246 3247 rBV2 3139 1855 0.17% 0.021%
66 22.779 3358 3360 3363 rBV3 3494 4872 0.44% 0.054%
67 23.284 3442 3446 3451 rBV7 5647 10269 0.93% 0.114%
68 24.512 3653 3655 3657 rBvV2 4910 3745 0.34% 0.042%
69 24.635 3666 3676 3686 rVB 393503 1060589 95.65% 11.823%
70 24.852 3702 3713 3725 rBv2 111889 328610 29.64% 3.663%
71 26.039 3913 3915 3918 rBvV4 3499 4771 0.43% 0.053%
72 27.179 4107 4109 4110 rBV2 3067 1859 0.17% 0.021%
73 27.707 4197 4199 4200 rBV2 3288 2367 0.21% 0.026%
74 31.978 4924 4926 4927 rBvV2 3522 1589 0.14% 0.018%
Sum of corrected areas: 8970741
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50161.D

Acqg On : 4 Sep 2021 12:04
Operator : CG/JU

Sample : M3552-04 10X

Misc :

ALS vial : 63 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 TIC: BG050161.D\data.ms
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Abundance TIC: BG050161.D\data.ms
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SFAM-EPA-BGO81921.M Tue Sep 07 04:33:12 2021 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50161.D

Acqg On : 4 Sep 2021 12:04
Operator : CG/JU

Sample : M3552-04 10X

Misc :

ALS vial : 63 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.
4.521 13.30 ng/ul 77669  1,4-Dichlorobenzene-d4 7.946

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 83
2 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 83
3 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 78
4 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 78
5 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 78
Abundance Scan 252 (4.521 min): BG050161.D\data.ms (-245) (-) m/z 57.15 100.00%
57.1
5000 753
43.3 A SR RERRES
‘ ‘ 4.20 4.40 4.60 4.80
Ol et e m/z 75,25 39.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9264: Propanoic acid, propyl ester
57.0
5000 L L R I B B
720 4.20 4.40 4.60 4.80
29.0 43.0 m/z 43.25 20.91%
OH‘\\H‘\H‘\“HH“‘\“H\‘\H\‘H\\‘\}H’\H\‘HH‘HH’\H\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9256: Propanoic acid, propyl ester
57.0
29.0 4.20 4.40 4.60 4.80
5000 5.0 m/z 41.25 15.17%
43.0
0., 150 “m Il 880 1150
e e et e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9263: Propanoic acid, propyl ester
57.0 4.20 4.40 4.60 4.80
m/z 87.15 9.86%
5000 290 75.0
43.0
0150,, SN | E—
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 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@50161.D

Acqg On : 4 Sep 2021 12:04
Operator : CG/JU

Sample : M3552-04 10X

Misc :

ALS vial : 63 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.
4.985 8.42 ng/ul 49153 1,4-Dichlorobenzene-d4 7.946

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 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 64
5 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 53
Abundance Scan 331 (4.985 min): BG050161.D\data.ms (-325) (-) m/z 43.15 100.00%
43.1 71.2
5000
89.3
A
4.60 4.80 5.00 5.20 5.40
1 115.3 3
O b e e e e e e e m/z 71.15 84.01%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15400: Isopropyl butyrate
43.0
71.0
5000 I L L B
4.60 4.80 5.00 5.20 5.40
89.0 m/z 41.15 30.61%
OH\‘\\\\‘37\.?\H‘M}‘H‘HHW\H\“\‘H\‘\\\1“HH“HH]‘_\I\ﬁ;‘OHH‘H\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15396: Isopropyl butyrate
43.0
71.0 W £ W
4.60 4.80 5.00 5.20 5.40
5000 m/z 89.25 26.90%
89.0
27.0
O S0, L 1803300
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15399: Isopropy! butyrate h\““\“‘w““\“‘w“
43.0 71.0 4.60 4.80 5.00 5.20 5.40
m/z 59.25 19.71%
5000 890
27.0
115.0
o230 L s7o L TTao0 Ll
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 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 : BGO50161.D

Acqg On : 4 Sep 2021 12:04
Operator : CG/JU

Sample : M3552-04 10X

Misc

ALS Vvial : 63 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,... 4,521 13.3 ng/ul 77669 1 7.946 116822 20.0
Isopropyl butyrate 4.985 8.4 ng/ul 49153 1 7.946 116822 20.0
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