LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BGO50158.D

Acqg On : 4 Sep 2021 10:02
Operator : CG/JU

Sample : M3552-01 10X

Misc :

ALS Vvial : 60 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: BGO50158.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 61 rVB 29457 46031 4.88% 0.524%
2 3.755 117 122 124 rBV 21950 32945 3.49% 0.375%
3  3.972 154 159 160 rBV3 3345 4545 0.48% 0.052%
4 4.413 230 234 238 rBV3 4718 6428 0.68% 0.073%
5 4.518 248 252 259 rwv 43676 67052 7.10% 0.763%
6 4.589 261 264 268 rVB3 4608 6632 0.70% 0.076%
7 4.695 278 282 284 rBV3 1188 1305 0.14% 0.015%
8 4.982 325 331 338 rBvV2 27842 45286 4.80% ©.516%
9 5.358 392 395 396 rBV3 1195 1356 0.14% 0.015%
106 5.570 428 431 433 rBV 1228 1436 0.15% 0.016%
11 5.623 437 440 443 rVB2 1668 1866 ©0.20% 0.021%
12 5.811 469 472 474 rVB3 1094 1327 0.14% 0.015%
13 5.864 478 481 485 rBV3 1900 2219 0.24% 0.025%
14 5.946 494 495 498 rVB 1618 1519 0.16% 0.017%
15 6.604 605 607 612 rVB2 1206 1780 0.19% 0.020%
16 6.762 633 634 637 rBv 1575 1522 0.16% 0.017%
17 7.068 683 686 688 rVB 1451 1437 0.15% 0.016%
18 7.127 691 696 705 rVB2 29551 55315 5.86% 0.630%
19 7.268 714 720 731 rBV 89733 156750 16.60% 1.785%
20 7.479 750 756 766 rBV 101258 183382 19.43% 2.088%
21 7.949 830 836 843 rBV 115821 196945 20.86%  2.242%
22 8.008 843 846 849 rBV3 2030 2817 0.30% 0.032%
23 8.672 953 959 969 rvB 87007 154939 16.41% 1.764%
24 8.777 974 977 983 rVB4 3722 6187 0.66% 0.070%
25 9.118 1029 1035 1044 rBV 131675 236925 25.10% 2.698%
26 9.658 1122 1127 1129 rBvV3 1038 1425 0.15% 016%

27 9.846 1152 1159 1172 rVB 113610 206943 21.92%
28 10.399 1246 1253 1264 rBV 144395 270509 28.65%
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29 10.769 1309 1316 1326 rVB 163450 279877 29.65% 187%
30 10.910 1332 1340 1351 rBV2 121519 234002 24.79% 664%
31 11.068 1365 1367 1374 rVB 678 1340 0.14% 0.015%
32 12.361 1583 1587 1593 rVB4 2287 4413 0.47%  0.050%
33 12.502 1610 1611 1615 rVB 1684 1450 0.15% 0.017%
34 12.537 1615 1617 1620 rBV2 1177 1323 0.14% ©0.015%
35 14.011 1861 1868 1883 rVB 317347 470567 49.85% 5.358%

36 14.305 1911 1918 1925 rBV 338434 526439 55.76%  5.994%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BGO50158.D

Acqg On : 4 Sep 2021 10:02
Operator : CG/JU

Sample : M3552-01 10X

Misc :

ALS Vvial : 60 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 14.611 1964 1970 1976 rBV2 248175 385799 40.87% 4.393%
38 14.822 2000 2006 2008 rBV3 1838 2279 0.24% 0.026%
39 14.863 2008 2013 2023 rVVv2 15034 31317 3.32% 0.357%
40 15.410 2102 2106 2109 rBv3 2278 2920 0.31% 0.033%
41 15.603 2132 2139 2147 rBV 445366 680701 72.11% 7.751%
42 15.744 2158 2163 2175 rBV 124886 196445 20.81% 2.237%
43 15.844 2177 2180 2185 rVB3 3093 4493 0.48% 0.051%
44 17.366 2432 2439 2445 rBV 316487 474542 50.27% 5.403%
45 17.466 2449 2456 2466 rVB 524884 793434 84.05% 9.034%
46 17.795 2510 2512 2516 rVB 1029 1308 0.14% 0.015%
47 18.024 2547 2551 2553 rVB 2096 2650 0.28% 0.030%
48 18.811 2681 2685 2686 rVB 1391 1431 0.15% 0.016%
49 18.928 2702 2705 2707 rBV2 1389 1297 0.14% 0.015%
50 19.316 2768 2771 2775 rBv2 6921 9205 0.98% 0.105%
51 19.392 2780 2784 2789 rVWW 6328 8783 0.93% 0.100%
52 19.457 2794 2795 2800 rBV3 1903 2519 0.27% 0.029%
53 19.598 2816 2819 2823 rBV 1508 2166 0.23% 0.025%
54 19.757 2839 2846 2856 rBV 678970 944041 100.00% 10.749%
55 19.992 2885 2886 2889 rVB 1587 1362 0.14% 0.016%
56 20.268 2929 2933 2934 rBv2 1605 1682 0.18% 0.019%
57 20.368 2948 2950 2951 rBV2 1776 1373 0.15% 0.016%
58 20.673 3000 3002 3003 rBvV2 2677 1729 0.18% 0.020%
59 20.849 3030 3032 3034 rVB3 3312 2114 0.22% 0.024%
60 20.931 3043 3046 3047 rBV3 2692 2641 0.28% 0.030%
61 21.072 3068 3070 3071 rVB2 2832 1305 0.14% 0.015%
62 21.219 3092 3095 3097 rBV3 3341 4959 0.53% 0.056%
63 21.636 3159 3166 3173 rVB2 337435 533099 56.47% 6.070%
64 21.912 3211 3213 3214 rBV2 3667 1899 0.20% 0.022%
65 24.391 3634 3635 3637 rBvV2 5137 3051 0.32% 0.035%
66 24.632 3666 3676 3688 rVB2 328906 903739 95.73% 10.290%
67 24.850 3703 3713 3725 rVB2 183396 545649 57.80% 6.213%
68 24.932 3725 3727 3730 rBvV4 3771 3985 0.42% 0.045%
69 26.101 3924 3926 3929 rBV4 3236 3580 0.38% 0.041%
70 27.834 4219 4221 4222 rBV2 3561 1803 0.19% 0.021%
71 28.028 4252 4254 4257 rBV3 3719 3346 0.35% 0.038%
72 32.240 4969 4971 4973 rBV2 4317 3762 0.40% 0.043%
Sum of corrected areas: 8782636
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50158.D

Acqg On : 4 Sep 2021 10:02
Operator : CG/JU

Sample : M3552-01 10X

Misc :

ALS vial : 60 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: BG050158.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@90221\
Data File : BG@50158.D

Acqg On : 4 Sep 2021 10:02
Operator : CG/JU

Sample : M3552-01 10X

Misc :

ALS vial : 60 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
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Peak Number 1 Propanoic acid, propyl ester Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.518 6.81 ng/ul 67052 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 83
2 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 83
3 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 83
4 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 74
5 Propanoic acid, butyl ester 130 C7H1402 000590-01-2 56
Abundance Scan 252 (4.518 min): BG050158.D\data.ms (-248) (-) m/z 57.15 100.00%
57.1
5000 75.2
433 SRV B S —
| ‘ 4.20 4.40 4.60 4.80
Obrrperrrrrrreprrrdiher el et e 2 S e M/z 75.15 42.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9262: Propanoic acid, propyl ester
57.0
5000 L L L I B L B
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m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9256: Propanoic acid, propyl ester
57.0
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5000 5.0 m/z 41.25 14.67%
43.0
0., 150 “m I sho  so
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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 42.15 8.28%
5000 290 75.0
43.0
O A A IS B NN R AS—
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@50158.D

Acqg On : 4 Sep 2021 10:02
Operator : CG/JU

Sample : M3552-01 10X

Misc :

ALS vial : 60 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
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Peak Number 2 TIsopropyl butyrate Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
4.982 4.60 ng/ul 45286 1,4-Dichlorobenzene-d4 7.949
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl butyrate 130 C7H1402 000638-11-9 78
2 Isopropyl butyrate 130 C7H1402 000638-11-9 59
3 Isopropyl butyrate 130 C7H1402 000638-11-9 59
4 Butanoic acid, 1-methylpropyl ester 144 C8H1602 000819-97-6 56
5 Isopropyl butyrate 130 C7H1402 000638-11-9 53
Abundance Scan 331 (4.982 min): BG050158.D\data.ms (-325) (-) m/z 43.25 100.00%
43.3 712
5000
4,60 4.50 5.00 5.20 5.40
S 2z 4S04S0 54
Ob v bl m/z 71.15 95.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15399: Isopropyl butyrate
43.0 710
5000 B B LU B I
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m/z 41.25 30.18%
I
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m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15396: Isopropyl butyrate
43.0
71.0 f\wH,A‘Amﬂ”_ww
4.60 4.80 5.00 5.20 5.40
5000 m/z 89.15 23.27%
0 15.0 “ \hu H | ‘ 115 0
et
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15398: Isopropy! butyrate R e R RRRE R
43.0 4.60 4.80 5.00 5.20 5.40
m/z 42.15 16.14%
71.0
5000
L mso
0! b e e e R R e m W
m/z--> 20 40 60 80 100 120 140 160 180 200 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 : BG050158.D

Acqg On : 4 Sep 2021 10:02
Operator : CG/JU

Sample : M3552-01 10X

Misc

ALS Vvial : 60 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 6.8 ng/ul 67052 1 7.949 196945 20.0
Isopropyl butyrate 4.982 4.6 ng/ul 45286 1 7.949 196945 20.0
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