LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM112719\
Data File : BM023956.D

Aca On : 28 Nov 2019 17:15

Operator :© JU

Sample - K5915-16

Misc :

ALS Vial : 40 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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

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

Method > Z:\SVOASRV\HPCHEM1I\BNA_ M\METHODS\SOM-EPA-BM112719MA.M
Title - SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.034 22 25 35 rvB 86528 120574 1.09% 0.108%
2 3.657 126 131 136 rvVB 65843 107810 0.97% 0.096%
3 3.740 142 145 149 rvVB2 22213 27959 0.25% 0.025%
4 4.646 295 299 303 rBV 55440 82382 0.74% 0.074%
5 6.675 637 644 661 rBVY 1445157 2476513 22.37% 2.210%
6 6.834 665 671 688 rVB 1227144 1959348 17.70% 1.748%
7 7.022 696 703 715 rBVY 1619689 2611728 23.59% 2.330%
8 7.487 775 782 792 rBVY 1570633 2510694 22.68% 2.240%
9 7.569 792 796 801 rVB5 14436 25242 0.23% 0.023%
10 8.204 897 904 917 rBVY 1783022 2997979 27.08% 2.675%

11 8.316 919 923 933 rVvB2 67760 127784 1.15% 0.114%
12 8.639 970 978 994 rBV 1379838 2375204 21.45% 2.119%
13 8.816 1005 1008 1011 rBVS5 7859 11843 0.11% 0.011%
14 9.081 1049 1053 1059 rVvB 21815 33982 0.31% 0.030%
15 9.351 1091 1099 1113 rBV 1144258 1964380 17.74% 1.753%

16 9.892 1183 1191 1207 rBV 1808960 3179640 28.72% 2.837%
17 10.257 1245 1253 1265 rBV 2184154 3607749 32.59% 3.219%
18 10.404 1270 1278 1300 rBV 1446524 2775856 25.07% 2.477%

19 11.863 1522 1526 1533 rVB3 25702 43326 0.39% 0.039%
20 12.539 1637 1641 1646 rVB6 10947 15028 0.14% 0.013%
21 12.757 1673 1678 1686 rBV2 12590 23268 0.21% 0.021%

22 13.568 1810 1816 1820 rBV 3481932 4740281 42.82% 4_230%
23 13.616 1820 1824 1835 rVB 1354908 1852451 16.73% 1.653%
24 13.833 1854 1861 1875 rBV 4108914 6001413 54.21% 5.355%
25 14.145 1907 1914 1929 rBV 3387588 4967189 44.87% 4._.432%

26 14.374 1947 1953 1974 rBV 756367 1527934 13.80% 1.363%
27 14.598 1983 1991 2003 rBV3 142954 284292 2.57% 0.254%
28 14.974 2049 2055 2062 rBV2 21233 52677 0.48% 0.047%
29 15.033 2062 2065 2069 rVB4 10801 13487 0.12% 0.012%
30 15.145 2077 2084 2097 rBV 5474692 7614893 68.78% 6.795%

31 15.286 2103 2108 2121 rBV 1053921 1566060 14.15% 1.397%

32 15.386 2121 2125 2129 rVB 61812 87400 0.79% 0.078%
33 15.551 2147 2153 2156 rBV7 17288 31458 0.28% 0.028%
34 15.592 2156 2160 2165 rVB5 15150 18244 0.16% 0.016%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM112719\
Data File : BM023956.D

Aca On : 28 Nov 2019 17:15

Operator :© JU

Sample - K5915-16

Misc :

ALS Vial : 40 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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

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

Method = Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA_M
Title = SVOA CALIBRATION

35 15.727 2175 2183 2185 rBV7 7080 12734 0.12% 0.011%
36 15.786 2188 2193 2197 rVV2 60660 82667 0.75% 0.074%
37 15.892 2208 2211 2215 rVV6 10511 17216 0.16% 0.015%
38 15.933 2215 2218 2222 rVB3 22161 30645 0.28% 0.027%
39 16.062 2235 2240 2245 rBV4 13477 20261 0.18% 0.018%
40 16.345 2284 2288 2293 rBV6 9120 17156 0.15% 0.015%
41 16.462 2304 2308 2311 rVB6 7737 11593 0.10% 0.010%
42 16.580 2322 2328 2331 rBV6 11974 16105 0.15% 0.014%
43 16.686 2343 2346 2351 rBVY 22959 30293 0.27% 0.027%

44 16.898 2376 2382 2392 rBV 4213683 5856616 52.90% 5.226%
45 16.998 2393 2399 2412 rVV 5867092 8180599 73.89% 7.300%

46 17.115 2413 2419 2424 rVB5 73346 112094 1.01% 0.100%

47 17.315 2449 2453 2460 rBV4 40017 73921 0.67% 0.066%
48 17.603 2497 2502 2507 rVB6 16207 24781 0.22% 0.022%
49 17.698 2514 2518 2525 rVB10 16007 30072 0.27% 0.027%
50 17.821 2534 2539 2547 rBV 478974 743257 6.71% 0.663%
51 18.192 2599 2602 2606 rBV6 14774 18835 0.17% 0.017%
52 18.256 2610 2613 2616 rVB4 28966 32191 0.29% 0.029%
53 18.621 2671 2675 2680 rBv4 12782 23285 0.21% 0.021%
54 18.750 2695 2697 2698 rBV2 13312 13420 0.12% 0.012%
55 18.939 2725 2729 2732 rBV 66789 87405 0.79% 0.078%
56 19.115 2755 2759 2767 rBV2 126546 240908 2.18% 0.215%
57 19.192 2768 2772 2776 rVB 63672 94003 0.85% 0.084%
58 19.303 2785 2791 2802 rBV 7290960 9921946 89.62% 8.853%
59 19.886 2888 2890 2894 rVB4 42814 45288 0.41% 0.040%

60 20.850 3049 3054 3060 rBV 641760 932911 8.43% 0.832%

61 21.103 3092 3097 3108 rBV 5125784 6825673 61.65% 6.091%
62 21.286 3126 3128 3132 rBV 105676 110755 1.00% 0.099%
63 21.709 3197 3200 3208 rVB 429646 525436 4._75% 0.469%
64 22.150 3272 3275 3279 rBV 285685 353948 3.20% 0.316%
65 22.268 3292 3295 3301 rVB 495875 633693 5.72% 0.565%

66 22.633 3354 3357 3362 rVB 439281 549734 4_.97% 0.491%

67 23.115 3432 3439 3445 rBV 6365985 11071005 100.00% 9.879%

68 23.250 3456 3462 3478 rVB 4212253 7543670 68.14% 6.731%

69 26.485 4006 4012 4022 rVB2 734691 1948037 17.60% 1.738%
Sum of corrected areas: 112068221
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM112719\
Data File : BM023956.D

Aca On : 28 Nov 2019 17:15

Operator :© JU

Sample - K5915-16

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA_M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM112719\
Data File : BM023956.D

Aca On : 28 Nov 2019 17:15

Operator :© JU

Sample - K5915-16

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA_M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.82 2.54 ng/ul 743257 Phenanthrene-d10 16.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
4 Octadecanoic acid 284 C18H3602 000057-11-4 93
5 Tridecanoic acid 214 C13H2602 000638-53-9 74

Abundance Scan 2539 (17.821 min): BM023956.D (-2534) (-) m/z 73.05 100.00%

5000

17.60 17.80 18.00 18.20

0 m/z 60.00 72.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #107549: n-Hexadecanoic acid
43
5000 ||||||||||||||||||/\||
17.60 17.80 18.00 18.20
0
157 1gs 213 256 m/z 43.10 70.73%
Olrprrrrihr
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #107548: n-Hexadecanoic acid

43 e

17.60 17.80 18.00 18.20
5000 256 m/z 57.10 66 .16%

Tl

213

157 185

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #107547: n-Hexadecanoic acid
43 73 17.60 17.80 18.00 18.20
m/z 55.05 56.25%
5000
2 g7 129 sz 256
ob Ll I 157 185 239
RAREARATRS S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM112719\
Data File : BM023956.D

Aca On : 28 Nov 2019 17:15

Operator :© JU

Sample - K5915-16

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA_M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 (DEL) Alkane: Cyclic20.85 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.85 2.73 ng/ul 932911 Chrysene-di12 21.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 98
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 97
3 Methoxvacetic acid. heptadecvl e... 328 C20H4003 1000282-99-1 91
4 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
5 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 91
Abundance Scan 3054 (20.850 min): BM023956.D (-3049) (-) m/z 57.10 100.00%
57

83

5000
139 281 20.60 20.80 21.00 21.20
163 187209
O - | 187209 239 308 385 m/z 71.10 72.94%
m/z--> 50 100 150 200 250 300 350 400
Abundance #81246: Cyclohexadecane

56 83

5000
20.60 20.80 21.00 21.20

m/z 43.10 69.09%

139 224
ok, l l ..l.. P L
m/z--> 50 100 150 200 250 300 350 400
Abundance #127771: 3-Eicosene, (E)-
57
83

20 60 20.80 21.00 21.20

5000 m/z 83.10 62.59%
29 111
gl U e sz
m/z--> 50 100 150 200 250 300 350 400
Abundance #167790: Methoxyacetic acid, heptadecy! ester AR RAR RS e A
57 o1 20.60 20.80 21.00 21.20
m/z 55.10 60.01%
5000
283
125 238
21 | 154 180 210 7 328
NIRRT T I . R
m/z--> 50 100 150 200 250 300 350 400 20 60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM112719\
Data File : BM023956.D

Aca On : 28 Nov 2019 17:15

Operator :© JU

Sample - K5915-16

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA_M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 2H-1-Benzopyran-2-one, 6-ac... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
26.49 5.16 ng/ul 1948040 Perylene-di12 23.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-1-Benzopvran-2-one. 6-acetvl-... 260 C14H1205 129812-31-3 50
2 4.4.6a.6b.8a.11.11.14b-Octamethv... 424 C30H480 1000194-62-4 50
3 2(1H)Naphthalenone. 3.5.6.7.8.8a... 218 C15H220 1000188-66-5 47
4 Benzolblnaphthol2.3-d1furan 218 C16H100 000243-42-5 46
5 _beta.-Amyrin 426 C30H500 000559-70-6 46
Abundance Scan 4013 (26.491 min): BM023956.D (-4006) (-) m/z 218.20 100.00%
218
5000
55 135 189
62 281 24 26.20 26.40 26.60 26.80
o .ﬂlz'.l.~l A0 S2Tess se 9 Tm/z 203.20 74.86%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #110555: 2H-1- Beng)opyran 2-one, 6-acetyl-7-(acetyloxy)-4-m...
203
43
5000
26.20 26.40 26.60 26.80
175 m/z 205.20 29.08%
o o1 119147 J | 260
mz> G 100 180 200 250 %0 0 4% 4% 500 550
Abundance #220502: 4,4,6a,6b,8a,11,11,14b-Octamethyl-1,4,4a,5,6,6a,6...
26,20 26.40 26.60 26.80
5000 m/z 95.10 25.64%

45273 315 353381

%

04
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #75937: 2(1H)Naphthalenone, 3,5,6,7,8,8a-hexahydro-4,8a-di... T
218 26.20 26.40 26.60 26.80
m/z 69.10 22 .23%
41 91 133
- | ,A/\J\/N\/\
O R REEEEmEm e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 26. 20 26. 40 26. 60 26. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM112719\
Data File : BM023956.D

Acq On : 28 Nov 2019 17:15

Operator : JU

Sample - K5915-16

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM112719MA_M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
n-Hexadecanoic acid 17.82 2.5 ng/ul 743257 4 16.90 5856620 20.0
(DEL) Alkane: Cyc... 20.85 2.7 ng/ul 932911 5 21.10 6825670 20.0
2H-1-Benzopyran-2... 26.49 5.2 ng/ul 1948040 6 23.25 7543670 20.0
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