LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ G\Data\BG120921\
Data File : BG051445.D

Acq On : 10 Dec 2021 00:12
Operator : CG/JU

Sample : M4938-05 10X

Misc

ALS Vial : 21  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 - O Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\svoasrv\HPCHEMI\BNA_ G\Methods\SFAM-EPA-BG120821_M
Title : SVOA CALIBRATION
Signal : TIC: BGO51445.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 3.561 3 12 21 rvB 53333 89708 8.78% 1.012%
2 4.002 83 87 97 rBv2 11645 22887 2.24% 0.258%
3 4.120 105 107 110 rBv4 1081 1422 0.14% 0.016%
4 4.190 114 119 124 rVvB2 3554 5789 0.57% 0.065%
5 4.548 178 180 187 rVB3 2710 4616 0.45% 0.052%
6 4.631 189 194 203 rVB8 4123 8013 0.78% 0.090%
7 4.742 208 213 221 rBV 62064 94360 9.24%  1.065%
8 4.807 221 224 228 rBV 5536 8917 0.87% 0.101%
9 5.201 286 291 296 rWwW2 35277 52902 5.18% 0.597%
10 6.135 448 450 452 rBvV3 974 1033 0.10% 0.012%
11 7.375 655 661 671 rBv2 22891 55259 5.41% 0.624%
12 7.504 676 683 693 rBV 102166 183836 18.00% 2.075%
13 7.727 714 721 731 rBV 90389 177843 17.41% 2.007%
14 8.185 793 799 807 rBv 87601 156294 15.30% 1.764%
15 8.238 807 808 812 rVvB3 3112 3076 0.30% 0.035%
16 8.914 917 923 938 rBv 67789 147011 14.39% 1.659%
17 9.037 938 944 0951 rvB4 3712 7455 0.73% 0.084%
18 9.366 993 1000 1010 rWwW 133309 246080 24.09% 2.777%
19 9.566 1028 1034 1035 rBV3 2501 2943 0.29% 0.033%
20 9.695 1053 1056 1062 r\Ww4 1609 2668 0.26% 0.030%
21 10.095 1117 1124 1137 rBV 102605 203412 19.91% 2.296%
22 10.653 1212 1219 1237 rBV 102473 251710 24.64% 2.841%
23 11.011 1270 1280 1288 rBvV 127457 239253 23.42%  2.700%
24 11.164 1300 1306 1329 rBV 88152 211790 20.73%  2.390%
25 11.540 1366 1370 1371 rBv2 732 1036 0.10% 0.012%
26 12.604 1547 1551 1555 rBV3 1849 3091 0.30% 0.035%
27 12.686 1562 1565 1567 rBv2 905 1098 0.11% 0.012%
28 13.180 1643 1649 1654 rVB2 1014 2156 0.21% 0.024%
29 13.409 1685 1688 1691 rBV3 1785 2127 0.21% 0.024%
30 13.603 1717 1721 1727 rW2 3039 4175 0.41% 0.047%
31 13.673 1729 1733 1734 rW3 1509 1643 0.16% 0.019%
32 13.691 1734 1736 1740 rVB2 981 1042 0.10% 0.012%
33 14.214 1817 1825 1838 rBvV 320142 497068 48.66% 5.610%
34 14.443 1860 1864 1866 rBv4 1969 2583 0.25% 0.029%
35 14.460 1866 1867 1870 r\W3 2237 2545 0.25% 0.029%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ G\Data\BG120921\
Data File : BG051445.D

Acq On : 10 Dec 2021 00:12
Operator : CG/JU

Sample : M4938-05 10X

Misc

ALS Vial : 21  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 - O Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\svoasrv\HPCHEMI\BNA_ G\Methods\SFAM-EPA-BG120821_M
Title : SVOA CALIBRATION
36 14.513 1870 1876 1890 rVB 351616 575612 56.35% 6.497%
37 14.672 1899 1903 1905 rBv4 1770 2218 0.22% 0.025%
38 14.819 1921 1928 1936 rBvV 215510 343672 33.64%  3.87%M%
39 14.889 1938 1940 1944 rVB2 984 1144 0.11% 0.013%
40 15.136 1977 1982 1985 rBV2 5731 9584 0.94% 0.108%
41 15.477 2036 2040 2045 rvB2 984 1233 0.12% 0.014%
42 15.571 2051 2056 2060 rBvV2 3971 5614 0.55% 0.063%
43 15.612 2060 2063 2070 rVB3 3197 4377 0.43% 0.049%
44 15.677 2070 2074 2077 rBV3 1213 2135 0.21% 0.024%
45 15.812 2090 2097 2112 rVB 455131 741923 72.63%  8.374%
46 15.953 2115 2121 2137 rBV 110297 226099 22.13% 2.552%
47 16.158 2155 2156 2164 rVB4 1848 3137 0.31% 0.035%
48 16.476 2203 2210 2219 rBV7 2193 6760 0.66% 0.076%
49 16.675 2239 2244 2250 rBV5 3712 5707 0.56% 0.064%
50 17.016 2300 2302 2305 rVB3 1250 1291  0.13% 0.015%
51 17.057 2305 2309 2310 rBV3 1194 1470 0.14% 0.017%
52 17.269 2341 2345 2348 rVB4 2840 3264 0.32% 0.037%
53 17.316 2350 2353 2357 rBv2 1697 2266 0.22% 0.026%
54 17.433 2369 2373 2377 rBV3 6263 8567 0.84% 0.097%
55 17.569 2389 2396 2402 rBvV 284498 431301 42.22%  4.868%
56 17.610 2402 2403 2407 rW 10265 10213 1.00% 0.115%
57 17.668 2407 2413 2425 rVB 552055 880776 86.23% 9.941%
58 17.815 2435 2438 2439 rBV3 1485 1292 0.13% 0.015%
59 17.997 2464 2469 2470 rBV3 1471 1827 0.18% 0.021%
60 18.015 2470 2472 2476 rVB4 1690 2460 0.24% 0.028%
61 18.080 2481 2483 2486 rVB4 896 1117 0.11% 0.013%
62 18.191 2498 2502 2507 rBv4 3079 5454 0.53% 0.062%
63 18.285 2515 2518 2520 rBV3 1393 1335 0.13% 0.015%
64 18.403 2534 2538 2541 rVB5 1865 2273 0.22% 0.026%
65 18.450 2543 2546 2547 r\W3 1628 1247 0.12% 0.014%
66 18.503 2551 2555 2561 rBV6 3341 7685 0.75% 0.087%
67 18.655 2577 2581 2584 rBv4 2164 3292 0.32% 0.037%
68 18.697 2584 2588 2590 rBv4 2254 2164 0.21% 0.024%
69 19.149 2662 2665 2666 rBv3 1634 1733  0.17% 0.020%
70 19.173 2666 2669 2673 rVB4 2788 3930 0.38% 0.044%
71 19.255 2679 2683 2686 rBV5 4541 4772  0.47%  0.054%
72 19.319 2692 2694 2698 rBv4 1978 2782 0.27% 0.031%
73 19.513 2723 2727 2733 rBV7 7422 13521 1.32% 0.153%
74 19.590 2735 2740 2743 rW 8669 14138 1.38% 0.160%
75 19.619 2743 2745 2750 rVB 6214 7084 0.69% 0.080%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_ G\Data\BG120921\
Data File : BG051445.D

Acq On : 10 Dec 2021 00:12
Operator : CG/JU

Sample : M4938-05 10X

Misc

ALS Vial : 21  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 - O Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\svoasrv\HPCHEMI\BNA_G\Methods\SFAM-EPA-BG120821 .M
Title - SVOA CALIBRATION

76 19.801 2773 2776 2777 rBV3 3365 3723 0.36% 0.042%
77 19.866 2783 2787 2788 rBv4 2687 3187 0.31% 0.036%
78 19.948 2795 2801 2813 rVB2 665013 1021469 100.00% 11.529%
79 20.201 2842 2844 2845 rBvV2 1507 1042 0.10% 0.012%
80 20.295 2858 2860 2861 rBvV2 2474 1302 0.13% 0.015%
81 20.430 2880 2883 2884 rBV3 2346 1984 0.19%  0.022%
82 21.470 3054 3060 3068 rBv3 11192 32204 3.15% 0.363%
83 21.705 3096 3100 3102 rBV5 5871 8250 0.81% 0.093%
84 21.869 3122 3128 3140 rVB 228923 433738 42.46%  4.895%
85 25.030 3655 3666 3682 rBv2 298584 909620 89.05% 10.266%

86 25.271 3697 3707 3722 rVB2 125576 400504 39.21% 4.520%

Sum of corrected areas: 8860333
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG120921\
Data File : BG051445.D

Acg On : 10 Dec 2021 00:12

Operator : CG/JU

Sample : M4938-05 10X

Misc :

ALS Vial : 21  Sample Multiplier: 1

Quant Method
Quant Title

Z:\svoasrv\HPCHEMI\BNA_G\Methods\SFAM-EPA-BG120821 .M
SVOA CALIBRATION

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

Abundance TIC: BG051445.D\data.ms
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Abundance TIC: BG051445.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG120921\
Data File : BG051445.D

Acg On : 10 Dec 2021 00:12

Operator : CG/JU

Sample : M4938-05 10X

Misc :

ALS Vial : 21  Sample Multiplier: 1

Quant Method
Quant Title

Z:\svoasrv\HPCHEMI\BNA_G\Methods\SFAM-EPA-BG120821 .M
SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 1 Propanoic acid, propyl ester Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
4.742 12.07 ng/ul 94360 1,4-Dichlorobenzene-d4 8.185
Hit# of 5 Tentative ID MW MolForm CAS#H 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 78
5 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 64
Abundance  Scan 213 (4.742 min): BG051445.D\data.ms (-208) (-) m/z 57.00 100.00%
57.0
5000 750
430 T T T T[T T[T [TrTT Tl
‘ ‘ 87.0 4.40 4.60 4.80 5.00
G\\‘\\\\‘\\\\‘\\\\“!\\\‘\\‘}N‘\\\\‘\}‘\\‘\\\‘\‘\\\\ m/Z 75.00 37-09[y
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #9264: Propanoic acid, propy! ester
57.0
5000 75.0 \‘\\\\‘\\\\‘\\H‘\\\\‘\
4.40 4.60 4.80 5.00
29.0 43.0 m/z 43.05 20.36%
‘ ‘ 87.0
G\\‘\]-\579‘\\}‘{“\\\\“‘1\\\‘\\\“‘\\\\‘\}\\‘\\\‘\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
57.0
\‘\\\\‘\\\\‘\\H‘\\\\‘\
4.40 4.60 4.80 5.00
5000 75.0 m/z 41.00 14 .19%
29.0 '
43.0
87.0
15.0
G\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #9263: Propanoic acid, propy! ester
57.0 4.40 4.60 4.80 5.00
m/z 42.10 9.43%
5000 9.0 75.0
43.0
87.0
Gls.o \‘\A\\A\‘ﬂ\\\\@\\\\‘\\/\\\‘\
miz--> 10 20 30 40 50 60 70 80 90 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG120921\
Data File : BG051445.D

Acg On : 10 Dec 2021 00:12

Operator : CG/JU

Sample : M4938-05 10X

Misc :

ALS Vial : 21  Sample Multiplier: 1

Quant Method
Quant Title

Z:\svoasrv\HPCHEMI\BNA_G\Methods\SFAM-EPA-BG120821 .M
SVOA CALIBRATION

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

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 2 Isopropyl butyrate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.201 6.77 ng/ul 52902 1,4-Dichlorobenzene-d4 8.185

Hit# of 5 Tentative ID MW MolForm CAS#H Qual
1 Isopropyl butyrate 130 C7H1402 000638-11-9 83
2 Butancic acid, 1-methylpropyl ester 144 C8H1602 000819-97-6 56
3 Isopropyl butyrate 130 C7H1402 000638-11-9 53
4 Butanoic acid, pentyl ester 158 C9H1802 000540-18-1 50
5 Butancic acid, butyl ester 144 C8H1602 000109-21-7 50
Abundance  Scan 291 (5.201 min): BG051445.D\data.ms (-286) (-) m/z 43.05 100.00%
43.0
71.0
5000
89'0 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
‘ ‘ H | | 115.1 4.80 5.00 5.20 5.40 5.60
GH‘HH‘\H\‘H\\i\“\\‘H‘H‘HH‘\‘\H‘HH‘HHH\H‘H‘H‘HH‘H\\‘ m/Z 71-00 74-84(y
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15400: Isopropyl butyrate
43.0
71.0
5000 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
4.80 5.00 5.20 5.40 5.60
89.0 m/z 41.00 30.35%
ol 20 || - 115.0
H‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘\H\‘HH‘HH‘HH‘\H\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
71.0
\‘/\\)\\/\\\‘\\\A\‘\A\\\‘\\\\‘\\
4.80 5.00 5.20 5.40 5.60
m/z 89.00 24.02%
5000 43.0
57.0 89.0
29.0
o 115.0129.0
H‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘\H\‘HH‘HH‘HH‘\H\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15396: ISOprOpyI bUtyrate BERRABERRRRARER RN R
43.0 4.80 5.00 5.20 5.40 5.60
71.0 m/z 39.00 15.15Y%
5000
89.0
27.0
GH‘HH‘\H‘\‘HH“M}‘H‘?\7\"9\\\‘H\H‘\H!‘HHH\\\]‘-\]-\?;‘0\\]-\3\9.9\‘ “\\\\\‘\\\\‘\A\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 4.80 5.00 5.20 5.40 5.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEMI\BNA G\Data\BG120921\
Data File : BG051445.D

Acg On : 10 Dec 2021 00:12
Operator : CG/JU

Sample : M4938-05 10X

Misc :

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEMI\BNA G\Methods\SFAM-EPA-BG120821.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,... 4.742 12.1 ng/ul 94360 1 8.185 156294 20.0
Isopropyl butyrate 5.201 6.8 ng/ul 52902 1 8.185 156294 20.0
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