LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN101720\
Data File : BN012308.D

Aca On : 18 Oct 2020 00:58

Operator : CG/JU

Sample : L4235-13

Misc :

ALS Vial : 23 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\HPCHEMI\BNA_ N\METHODS\SOM-EPA-BN101720.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 3.140 23 26 34 rvVB 78088 106704 1.45% 0.134%
2 3.416 69 73 82 rBv 35332 63723 0.87% 0.080%
3 3.857 145 148 153 rVB3 15111 21518 0.29% 0.027%
4 4.775 301 304 310 rVB5 6986 11846 0.16% 0.015%
5 6.610 611 616 621 rBV5 9661 15977 0.22% 0.020%
6 6.781 635 645 657 rBY 1419102 2262717 30.74% 2.851%
7 6.945 666 673 681 rBY 1080460 1617482 21.97% 2.038%
8 7.134 699 705 715 rBVY 1465581 2287726 31.08% 2.883%
9 7.216 715 719 733 rVV2 162021 288293 3.92% 0.363%
10 7.598 778 784 792 rVB 986780 1495665 20.32% 1.885%
11 7.663 792 795 800 rvB4 11532 15582 0.21% 0.020%

12 8.304 897 904 922 rBV 1724644 2701885 36.71% 3.405%
13 8.751 973 980 991 rBV 1366634 2136940 29.03% 2.693%

14 8.863 996 999 1005 rvv4 10230 17017 0.23% 0.021%
15 8.922 1005 1009 1015 rVB6 8152 16304 0.22% 0.021%
16 9.175 1045 1052 1058 rVB6 7856 13288 0.18% 0.017%
17 9.463 1094 1101 1111 rBV 1198019 1905509 25.89% 2.401%
18 9.710 1138 1143 1146 rBV5 6571 10841 0.15% 0.014%
19 9.998 1184 1192 1201 rBV 1751873 2790924 37.92% 3.517%
20 10.186 1220 1224 1229 rBvV4 8287 17592 0.24% 0.022%

21 10.375 1247 1256 1266 rVB 1277530 2106707 28.62% 2.655%
22 10.510 1270 1279 1297 rBV 1575171 2715318 36.89% 3.422%

23 11.969 1521 1527 1533 rBV2 22243 39460 0.54% 0.050%
24 13.139 1720 1726 1732 rBV3 44252 72489 0.98% 0.091%
25 13.210 1732 1738 1743 rVB5 5556 11701 0.16% 0.015%

26 13.657 1808 1814 1818 rBV 2920728 3928620 53.37% 4_.951%
27 13.704 1818 1822 1831 rVB 1139652 1483969 20.16% 1.870%
28 13.933 1853 1861 1872 rBV 3264678 4800748 65.22% 6.050%
29 14.151 1895 1898 1904 rVB5 7144 11844 0.16% 0.015%
30 14.245 1907 1914 1926 rBV 1869556 2814318 38.23% 3.547%

31 14.451 1942 1949 1962 rBV 1274133 1871894 25.43% 2.359%
32 14.674 1983 1987 1992 rVB4 34374 45398 0.62% 0.057%
33 14.786 2001 2006 2014 rVB 17053 31680 0.43% 0.040%
34 15.239 2077 2083 2090 rBV 4154798 5742546 78.02% 7.237%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN101720\
Data File : BN012308.D

Aca On : 18 Oct 2020 00:58

Operator : CG/JU

Sample : L4235-13

Misc :

ALS Vial : 23 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
Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101720.M
SVOA CALIBRATION

35 15.363 2098 2104 2119 rBV 1427926 1936275 26.31% 2.440%

36 15.480 2119 2124 2129 rVB 44881 64745 0.88% 0.082%
37 15.810 2174 2180 2186 rBVS8 8671 18815 0.26% 0.024%
38 15.921 2194 2199 2203 rBVS8 6092 11637 0.16% 0.015%
39 15.974 2205 2208 2210 rVv4 6392 7811 0.11% 0.010%
40 16.027 2210 2217 2221 rVB6 18367 30599 0.42% 0.039%
41 16.133 2232 2235 2240 rBV6 5621 8583 0.12% 0.011%
42 16.404 2278 2281 2286 rBV6 10091 12452 0.17% 0.016%
43 16.768 2339 2343 2350 rBV5 9708 17065 0.23% 0.022%

44 16.986 2374 2380 2387 rBV 2296022 3191245 43.36% 4.021%
45 17.086 2391 2397 2410 rVV2 4334251 6005789 81.59% 7.568%

46 17.386 2438 2448 2454 rBV2 12098 37317 0.51% 0.047%
47 17.780 2509 2515 2521 rBV2 8640 22955 0.31% 0.029%
48 17.898 2530 2535 2545 rBV 632850 867273 11.78% 1.093%
49 18.704 2670 2672 2676 rVB5 9929 8425 0.11% 0.011%
50 18.833 2692 2694 2699 rVB6 13402 17555 0.24% 0.022%
51 19.021 2722 2726 2730 rBV3 49282 75821 1.03% 0.096%
52 19.186 2750 2754 2762 rBV 180173 239491 3.25% 0.302%
53 19.280 2765 2770 2775 rVB2 44574 72458 0.98% 0.091%

54 19.392 2783 2789 2795 rBV 5200252 6940734 94.30% 8.746%
55 19.445 2795 2798 2808 rVB 187866 279200 3.79% 0.352%

56 20.327 2946 2948 2951 rBV4 32545 30918 0.42% 0.039%
57 20.909 3043 3047 3054 rBV2 1069870 1419106 19.28% 1.788%
58 20.974 3055 3058 3063 rvB2 100969 154285 2.10% 0.194%
59 21.186 3089 3094 3099 rBV 2881985 3518616 47.80% 4._434%
60 23.227 3434 3441 3456 rVB 4013692 7360582 100.00% 9.276%

61 23.362 3458 3464 3472 rVB2 1934661 3530750 47.97% 4._.449%

Sum of corrected areas: 79354727
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN101720\
Data File : BN012308.D

Aca On : 18 Oct 2020 00:58

Operator : CG/JU

Sample : L4235-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101720_.M
SVOA CALIBRATION

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BN012308.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN101720\
Data File : BN012308.D

Aca On : 18 Oct 2020 00:58

Operator : CG/JU

Sample : L4235-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101720_.M
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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

7.22 3.86 ng/ul 288293 1,4-Dichlorobenzene-d4 7.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 83
2 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 83
3 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 78
4 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 53
5 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 40

Abundance Scan 720 (7.222 min): BN012308.D (-715) (-) m/z 44.95 100.00%
45
5000 59 /\L\—
" 6.80 7.00 7.20 7.40 7.60

o

...,....,|...I...|'.,....,....,....,.... S — m/z 59.10 37.88%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15099: Ethanol, 2-(2-ethoxyethoxy)-
45
5000

31 | 59 6.80 7.00 7.20 7.40 7.60
m/z 72.10 24 .78%

3
ol b e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
45
6.80 7.00 7.20 7.40 7.60
5000 m/z 43.00 15.55%
31 59
73
NES 89104 135
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15097: Ethanol, 2-(2-ethoxyethoxy)- PP
45 6.80 7.00 7.20 7.40 7.60

m/z 73.05 15.52%

5000
31 59

3

15 M Il

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.80 7.00 7.20 7.40 7.60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN101720\
Data File : BN012308.D

Aca On : 18 Oct 2020 00:58

Operator : CG/JU

Sample : L4235-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101720_.M
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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.90 5.44 ng/ul 867273 Phenanthrene-d10 16.99
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 97
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Tridecanoic acid 214 C13H2602 000638-53-9 81
Abundance Scan 2535 (17.898 min): BN012308.D (-2530) (-) m/z 73.00 100.00%
43 78
5000 v\—-__~__-JLva~N¢W*-VN
129
97 213
15 | 5137171185 0077, 256 082 1760 17,80 18,00 1820
0 m/z 43.10 85.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 80
5000 129 R LR RS B IR
ﬂmﬂmmmmm
m/z 60.00 85.78%
1JJ 143157171185199213
0‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

43 73
57 S £ S —
17.60 17.80 18.00 18.20

5000{ 29 256 m/z 41.05 71.20%

129
97 213
115
143157171185 169 297,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107547: n-Hexadecanoic acid

43 17.60 17.80 18.00 18.20
5 m/z 55.05 71.03%
50001 29
o Ll | 143157171185199° 227
N S e amaes
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN101720\
Data File : BN012308.D

Aca On : 18 Oct 2020 00:58

Operator : CG/JU

Sample : L4235-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101720_.M
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 n-Tetracosanol-1 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.91 8.07 ng/ul 1419110 Chrysene-di12 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
Abundance Scan 3047 (20.909 min): BN012308.D (-3043) (-) m/z 57.05 100.00%
57 83
5000
20.60 20.80 21.00 21.20
A 167 196 224 265 308 343369 401 431 m/z 55.05 94 _51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1
57 83
5000
20.60 20.80 21.00 21.20
m/z 43.10 93.13%

29
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R
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57 83
—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—[

20.60 20.80 21.00 21.20

5000 111 m/z 83.05 87.43%
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— T T T T T
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Abundance #227401: Heptadecy! heptafluorobutyrate T T
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m/z 69.05 79.01%

83
5000
111
29 J J
139 169 238
R o G-

NS W N 1 N e S Y - — R a=aans

T I I T
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101720\
Data File : BN012308.D

Acq On : 18 Oct 2020 00:58

Operator : CG/JU

Sample - L4235-13

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN101720.M
= 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]
Ethanol, 2-(2-eth... 7.22 3.9 ng/ul 288293 1 7.60 1495670 20.0
n-Hexadecanoic acid 17.90 5.4 ng/ul 867273 4 16.99 3191250 20.0
n-Tetracosanol-1 20.91 8.1 ng/ul 1419110 5 21.19 3518620 20.0
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