LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51520.D

Acqg On : 15 Dec 2021 2:06
Operator : CG/JU

Sample : M4943-04

Misc :

ALS Vvial : 18 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-BG121421.M
Title : SVOA CALIBRATION

Signal : TIC: BGO51520.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.607 16 20 26 rvB3 6340 10351 1.03% 0.117%
2 3.854 58 62 66 rVB4 1123 1762 0.18% 0.020%
3 3.971 78 82 84 rBV2 1870 2094 0.21% 0.024%
4  4.042 89 94 101 rW 32608 55905 5.56% 0.630%
5 4.095 101 103 104 rvwVv 3131 1954 0.19% 0.022%
6 4.218 120 124 129 rBvV2 4086 6233 0.62% 0.070%
7 4.288 132 136 138 rBV3 1483 1896 0.19% 0.021%
8 4.388 150 153 158 rBV3 2553 3954 0.39% 0.045%
9 4.835 227 229 232 rVB2 1308 1578 0.16% 0.018%
10 5.164 279 285 288 rVB2 957 1721 0.17% 0.019%
11 5.328 304 313 320 rBV2 12974 22491 2.24%  0.254%
12 5.593 351 358 363 rVB2 827 2289 0.23% 0.026%
13 6.256 468 471 474 rBV2 1250 1591 0.16% 0.018%
14 7.408 661 667 676 rVB 43103 80149 7.97% 0.904%
15 7.584 691 697 706 rBV 87044 148181 14.73% 1.671%
16 7.801 726 734 744 rW 101562 177864 17.68% 2.006%
17 8.277 808 815 821 rBV 98808 165884 16.49% 1.871%
18 8.330 821 824 830 rvB5 3910 6161 ©0.61% 0.069%
19 8.970 926 933 941 rVB 100166 169449 16.84% 1.911%
20 9.100 952 955 962 rvVB4 2146 4252 0.42% 0.048%
21  9.446 1006 1014 1023 rBV 120799 213178 21.19% 2.404%
22 9.523 1023 1027 1033 rBV4 1825 3433 0.34% 0.039%
23 9.881 1083 1088 1092 rVB3 2273 3606 0.36% 0.041%
24 10.180 1130 1139 1148 rVV 96803 175968 17.49%  1.984%
25 10.286 1153 1157 1159 rBV 3551 3903 0.39% 0.044%
26 10.721 1222 1231 1239 rVV2 145078 258841 25.73% 2.919%
27 11.115 1291 1298 1305 rVV 127981 238494 23.71% 2.689%
28 11.167 1305 1307 1312 rVB2 5569 6851 ©0.68% 0.077%
29 11.238 1312 1319 1327 rBV 127242 237693 23.63% 2.680%
30 11.872 1421 1427 1430 rBV4 1596 3012 0.30% 0.034%
31 12.513 1532 1536 1541 rBV4 4182 6627 0.66% 0.075%
32 12.689 1560 1566 1569 rBv2 2858 4493 0.45% 0.051%
33 12.759 1572 1578 1584 rVV4 2461 4168 0.41% 0.047%
34 12.971 1610 1614 1617 rBvV3 1283 1903 0.19% 0.021%
35 13.135 1637 1642 1646 rBvV2 1415 2313  0.23% 0.026%
36 13.312 1670 1672 1677 rVB2 2204 2428 0.24% 0.027%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51520.D

Acqg On : 15 Dec 2021 2:06
Operator : CG/JU

Sample : M4943-04

Misc :

ALS Vvial : 18 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-BG121421.M
Title : SVOA CALIBRATION

37 13.523 1705 1708 1710 rBvV2 1322 1688 0.17% 0.019%
38 13.735 1739 1744 1749 rBV4 8459 11228 1.12% 0.127%
39 13.811 1755 1757 1764 rVB4 1860 3523 0.35% 0.040%
40 14.052 1793 1798 1803 rBv2 1086 1734 0.17% 0.020%
41 14.304 1835 1841 1847 rBV 325693 456523 45.38% 5.148%
42 14.345 1847 1848 1853 rVB2 5049 5476 0.54% 0.062%
43 14.428 1858 1862 1865 rBV2 983 1567 ©0.16% ©0.018%
44 14.533 1876 1880 1882 rBV3 2230 2732 0.27% 0.031%
45 14.551 1882 1883 1886 rVVv2 2107 2022 0.20% 0.023%
46 14.610 1886 1893 1902 rVB 336331 525133 52.20% 5.921%
47 14.798 1921 1925 1931 rVB2 4061 5177 ©.51% ©0.058%
48 14.909 1938 1944 1951 rBV 223001 360971 35.88% 4.070%
49 15.062 1965 1970 1977 rVB2 54024 86010 8.55% 0.970%
50 15.303 2007 2011 2015 rVB4 2776 3725 0.37% 0.042%
51 15.702 2075 2079 2082 rBvV3 4532 5866 ©0.58% 0.066%
52 15.744 2084 2086 2089 rVB3 2710 2370 0.24% 0.027%
53 15.902 2106 2113 2120 rVV 432726 681714 67.77% 7.687%
54 15.996 2124 2129 2137 rVV 150621 221247 21.99%  2.495%
55 16.143 2150 2154 2156 rBvV3 1806 2703 0.27% 0.030%
56 16.490 2210 2213 2216 rVV3 1230 1832 0.18% 0.021%
57 16.531 2219 2220 2224 rVV4 1713 1819 0.18% 0.021%
58 16.578 2224 2228 2231 rvv3 2002 3151 0.31% 0.036%
59 16.607 2231 2233 2236 rVVv2 2684 2638 0.26% 0.030%
60 16.631 2236 2237 2242 rVB5 2166 2377 0.24% 0.027%
61 16.678 2242 2245 2249 rBV3 1218 1697 0.17% 0.019%
62 16.783 2261 2263 2266 rVB3 2602 2523 0.25% 0.028%
63 16.830 2269 2271 2274 rBV2 1539 2225 0.22% 0.025%
64 16.936 2287 2289 2292 rBV2 1447 2163 0.22% 0.024%
65 17.036 2304 2306 2312 rVB4 1067 1757 0.17% 0.020%
66 17.118 2318 2320 2324 rVB2 1509 2034 0.20% 0.023%
67 17.189 2331 2332 2337 rBv4 1456 17065 0.17% 0.019%
68 17.394 2365 2367 2371 rBV4 2433 3057 0.30% 0.034%
69 17.441 2374 2375 2380 rVB5 2400 3756 0.37% 0.042%
70 17.559 2393 2395 2401 rVB5 3922 4371 0.43% 0.049%
71 17.659 2406 2412 2419 rBV 321444 491789 48.89% 5.545%
72 17.758 2422 2429 2436 rVB 549981 831332 82.64% 9.374%
73 17.847 2442 2444 2446 rBV3 1893 1890 0.19% 0.021%
74 17.929 2456 2458 2461 rVVv2 1891 2447 0.24% 0.028%
75 18.070 2480 2482 2486 rBV3 1647 2166 ©0.22% 0.024%
76 18.134 2491 2493 2497 rBV3 1794 2620 0.26% 0.030%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51520.D

Acqg On : 15 Dec 2021 2:06
Operator : CG/JU

Sample : M4943-04

Misc :

ALS Vvial : 18 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-BG121421.M
Title : SVOA CALIBRATION

77 18.223 2506 2508 2511 rVV3 2129 1849 0.18% 0.021%
78 18.293 2518 2520 2521 rBV2 1899 1583 0.16% ©0.018%
79 18.317 2522 2524 2525 rVB 2685 1578 0.16% 0.018%
80 18.452 2545 2547 2549 rBV2 2369 1750 0.17% 0.020%
81 18.499 2552 2555 2556 rBV3 2774 2249 0.22% 0.025%
82 18.522 2556 2559 2564 rBV4 9686 15125 1.50% 0.171%
83 18.610 2572 2574 2575 rVB2 4034 1918 0.19% 0.022%
84 18.722 2591 2593 2595 rBV3 1813 1747 0.17% 0.020%
85 18.751 2597 2598 2601 rBV3 2207 1969 0.20% 0.022%
86 18.828 2609 2611 2614 rBV4 2584 2890 0.29% 0.033%
87 18.939 2628 2630 2631 rBV2 2559 2423 0.24% 0.027%
88 19.068 2650 2652 2656 rVB5 2767 3980 0.40% 0.045%
89 19.280 2686 2688 2690 rBV3 2520 2416 0.24% 0.027%
90 19.392 2704 2707 2710 rBV5 5659 8804 0.88% 0.099%
91 19.574 2736 2738 2739 rBV2 4113 2146 0.21% 0.024%
92 19.603 2739 2743 2746 rBV5 8899 14940 1.49% 0.168%
93 19.668 2751 2754 2757 rBV3 9190 11157 1.11% 0.126%
94 19.726 2762 2764 2765 rBV2 3547 2101 0.21% 0.024%
95 20.032 2809 2816 2823 rBV 704378 1005984 100.00% 11.343%
96 20.296 2859 2861 2863 rBV2 4856 3576 0.36% 0.040%
97 21.589 3077 3081 3090 rVB9 30259 54206 5.39% 0.611%
98 21.976 3141 3147 3156 rVB 306000 535109 53.19% 6.034%

99 25.231 3692 3701 3712 rVB2 308681 898209 89.29% 10.128%
100 25.477 3733 3743 3754 rVB2 166737 507258 50.42% 5.720%

Sum of corrected areas: 8868395
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51520.D

Acqg On : 15 Dec 2021 2:06
Operator : CG/JU

Sample : M4943-04

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG051520.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51520.D

Acqg On : 15 Dec 2021 2:06
Operator : CG/JU

Sample : M4943-04

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.328 2.71 ng/ul 22491 1,4-Dichlorobenzene-d4 8.277

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Butanoic acid, 3-hydroxy-3-methy... 132 C6H1203 006149-45-7 38
3 3-Octanol 130 C8H180 000589-98-0 33
4 Propane, 1-ethoxy-2-methyl- 102 C6H140 000627-02-1 12
5 N-(n-Propyl)acetamide 101 C5H11INO 005331-48-6 9
Abundance Scan 313 (5.328 min): BG051520.D\data.ms (-304) (-) m/z 43.15 100.00%
3.1
5000
101.1
‘ ‘ 5.00 5.20 5.40 5.60
e 2044 A28 )y 59015 58.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L B I B B R
5.00 5.20 5.40 5.60
101.0 m/z 101.05 20.40%
“
m/z--> 50 100 150 200 250 300 350 400
Abundance #16435: Butanoic acid, 3-hydroxy-3-methyl-, methyl ester
43.0
R AR RRE R
5.00 5.20 5.40 5.60
5000 m/z 58.15 16.04%
117.0
m/z--> 50 100 150 200 250 300 350 400 n A
Abundance #15648: 3-Octanol ““H‘N‘H‘,‘H“‘H‘,
59.0 5.00 5.20 5.40 5.60
m/z 41.15 9.37%
5000
PHIRC
m/z--> 50 100 150 200 250 300 350 400 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BG@51520.D

Acqg On : 15 Dec 2021 2:06
Operator : CG/JU

Sample : M4943-04

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Behenic alcohol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.589 2.03 ng/ul 54206  Chrysene-di12 21.976
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 93
2 Cyclopentadecane 210 C15H30 000295-48-7 87
3 n-Nonadecanol-1 284 C19H400 001454-84-8 87
4 1-Heneicosanol 312 C21H440 015594-90-8 87
5 1-Tetracosene 336 C24H48 010192-32-2 87

Abundance Scan 3081 (21.589 min): BG051520.D\data.ms (-3077) (- m/z 57.10 100.00%
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192.9 WT% ‘ WA
‘ ‘ % ‘ % 342. 21.50
T JMJHJ‘ﬂ“J‘W“‘ h\w\ “““M m/z 83.15  98.29%
miz--> 50 100 150 200 250 300
Abundance #232316: Behenic alcoho
83.0
43.0
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21.50
25.0 m/z 43.15 91.08%
T \“\‘ ‘\“““\ ‘\‘ \‘ \“‘ ‘1 \“\ ‘h “‘639‘2190 T \2\8\0.\0‘ T
miz--> 50 100 150 200 250 300
Abundance #87654: Cyclopentadecane
55.0 MW%WMMM
e
21.50
5000 97.0 m/z 97.10  79.53%
\M Ll ‘ 90 2P0
h
e At
miz--> 50 100 150 200 250 300 m
Abundance #179253: n-Nonadecanol-1 ”MAMWWMNW% ‘ Wm‘ ‘A
83.0 21.50
43.0 m/z 55.10 78.52%
5000
25.0
, ‘\h \“\‘\‘\‘ “‘ “ ‘\L‘ \M\ ‘\‘L‘ \H ‘Z“I.‘G‘E‘i(‘)‘ - ‘2‘3§‘0‘ T 'MPWW\ , Mwﬁ
m/z--> 50 100 150 200 250 300 2150

SFAM-EPA-BG121421.M Thu Dec 23 ©01:55:16 2021

Page:



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121421\
Data File : BGO51520.D

Acqg On : 15 Dec 2021 2:06
Operator : CG/JU

Sample : M4943-04

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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|
2-Pentanone, 4-... 5.328 2.7 ng/ul 22491 1 8.277 165884 20.0
Behenic alcohol 21.589 2.0 ng/ul 54206 5 21.976 535109 20.0
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