LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN101720\
Data File : BN012327.D

Aca On : 18 Oct 2020 12:58

Operator : CG/JU

Sample : L4424-01

Misc :

ALS Vial : 42 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

3.140 23 26 33 rvB 70981 87185 1.24% 0.132%
3.852 144 147 154 rVB3 18083 26911 0.38% 0.041%
rBv5 7068 7849 0.11% 0.012%
6.775 638 644 656 rvB 244948 402916 5.73% 0.610%
6.940 666 672 684 rBvV 782364 1202051 17.09%% 1.819%
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7.134 696 705 716 rBV 929232 1450188 20.61% 2.195%
7.599 776 784 793 rBV 934099 1468413 20.87% 2.222%

(@R {cNec R NNe))
\l
(o))
()}
©
\l
©
w
\]
©
(0}
(e}
o
N

rvB5 7733 11710 0.17% 0.018%

8.299 896 903 914 rBvV 697223 1128380 16.04% 1.708%

1 8.416 918 923 928 rVB3 12936 20113 0.29% 0.030%
11 8.746 972 979 994 rVB 1075417 1711533 24.33% 2.590%
12 9.169 1047 1051 1054 rBV3 5996 8849 0.13% 0.013%
13 9.463 1092 1101 1114 rBV 928148 1535758 21.83% 2.324%
14 9.716 1139 1144 1149 rBV6 3935 7118 0.10% 0.011%
15 9.893 1167 1174 1179 rBV7 8460 17605 0.25% 0.027%

16 9.993 1184 1191 1206 rBV 1379959 2269465 32.26% 3.434%
17 10.369 1247 1255 1266 rVB 1288520 2108579 29.97% 3.191%
18 10.510 1272 1279 1290 rBV 103301 196218 2.79% 0.297%

19 11.169 1387 1391 1397 rBV7 5825 9886 0.14% 0.015%
20 11.887 1509 1513 1518 rBV3 4094 7249 0.10% 0.011%
21 11.963 1521 1526 1534 rBV2 17111 30929 0.44% 0.047%
22 12.845 1672 1676 1681 rVB6 6176 9956 0.14% 0.015%
23 13.075 1710 1715 1720 rBV5 5884 11978 0.17% 0.018%
24 13.145 1720 1727 1729 rVB6 7489 12414 0.18% 0.019%
25 13.204 1735 1737 1742 rBV5 5317 7850 0.11% 0.012%

26 13.657 1807 1814 1819 rBV 2588908 3622378 51.49% 5.482%
27 13.698 1819 1821 1831 rVB 171632 227832 3.24% 0.345%
28 13.928 1853 1860 1872 rBV 3022125 4201702 59.72% 6.358%
29 14.239 1906 1913 1920 rBV 1999010 2846662 40.46% 4._.308%
30 14.451 1943 1949 1960 rBV 196965 352408 5.01% 0.533%

31 14.669 1980 1986 1992 rBV5 24009 34688 0.49% 0.052%
32 14.851 2011 2017 2019 rBv4 3748 7197 0.10% 0.011%
33 14.992 2037 2041 2047 rVB2 63025 84833 1.21% 0.128%

34 15.081 2047 2056 2064 rBV 680891 895144 12.72% 1.355%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN101720\
Data File : BN012327.D

Aca On : 18 Oct 2020 12:58

Operator : CG/JU

Sample : L4424-01

Misc :

ALS Vial : 42 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 15.239 2076 2083 2095 rVB 3564057 5164305 73.40% 7.815%

36 15.363 2097 2104 2114 rBV 1457136 1926014 27.37% 2.915%

37 15.475 2119 2123 2128 rBV2 42557 59353 0.84% 0.090%
38 15.610 2142 2146 2148 rBV3 5493 7973 0.11% 0.012%
39 15.722 2161 2165 2171 rBV6 3640 7590 0.11% 0.011%
40 15.804 2174 2179 2180 rBV5 6911 11044 0.16% 0.017%
41 15.898 2192 2195 2203 rVV6 31012 45618 0.65% 0.069%
42 15.969 2203 2207 2210 rVB6 7089 9175 0.13% 0.014%
43 16.022 2210 2216 2223 rBV4 16925 28077 0.40% 0.042%
44 16.663 2322 2325 2331 rBV7 5780 10207 0.15% 0.015%
45 16.716 2331 2334 2339 rVV5 8056 12433 0.18% 0.019%
46 16.769 2339 2343 2354 rVB7 12496 28934 0.41% 0.044%

47 16.986 2372 2380 2387 rBV 2413675 3282405 46.65% 4._.967%
48 17.086 2390 2397 2405 rBV2 4109566 5759846 81.87% 8.716%

49 17.286 2426 2431 2434 rBV6 777 10419 0.15% 0.016%
50 17.486 2463 2465 2471 rVB7 7303 10775 0.15% 0.016%
51 17.663 2491 2495 2497 rBV5 6048 8792 0.12% 0.013%

52 17.892 2528 2534 2543 rBV 317636 464715 6.61% 0.703%
53 17.975 2543 2548 2554 rVB2 68245 109350 1.55% 0.165%

54 18.645 2659 2662 2668 rVB6 15122 23884 0.34% 0.036%
55 18.833 2690 2694 2697 rBV5 8800 13193 0.19% 0.020%
56 18.951 2711 2714 2717 rBV5 12120 17043 0.24% 0.026%
57 19.022 2722 2726 2731 rVV2 53275 77712 1.10% 0.118%
58 19.180 2749 2753 2759 rBV2 130641 178700 2.54% 0.270%
59 19.275 2765 2769 2773 rVB 43083 66118 0.94% 0.100%
60 19.339 2776 2780 2782 rBvV4 20750 27844 0.40% 0.042%
61 19.386 2782 2788 2796 rBV 4806519 6602060 93.84% 9.991%
62 19.451 2796 2799 2803 rVB5 40992 57461 0.82% 0.087%
63 19.657 2831 2834 2841 rBV2 71641 96139 1.37% 0.145%
64 19.922 2876 2879 2882 rBV5 27881 44996 0.64% 0.068%
65 19.951 2882 2884 2888 rVB3 49704 52390 0.74% 0.079%
66 20.451 2965 2969 2973 rVB2 84193 95233 1.35% 0.144%
67 20.910 3043 3047 3054 rBvV 712031 910359 12.94% 1.378%
68 21.004 3061 3063 3068 rVB2 88614 94043 1.34% 0.142%

69 21.186 3089 3094 3102 rBV 2813451 3637046 51.69% 5.504%
70 21.351 3119 3122 3126 rBV4 145731 151534 2.15% 0.229%

71 21.774 3191 3194 3201 rBV3 140063 231721 3.29% 0.351%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN101720\
Data File : BN012327.D

Aca On : 18 Oct 2020 12:58

Operator : CG/JU

Sample : L4424-01

Misc :

ALS Vial : 42 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 - 0 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

72 23.227 3434 3441 3451 rVB 3892813 7035697 100.00% 10.647%
73 23.363 3458 3464 3473 rVB 1999678 3686412 52.40% 5.579%

Sum of corrected areas: 66080557
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN101720\
Data File : BN012327.D

Aca On : 18 Oct 2020 12:58

Operator : CG/JU

Sample : L4424-01

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN101720\
Data File : BN012327.D

Aca On : 18 Oct 2020 12:58

Operator : CG/JU

Sample : L4424-01

Misc :

ALS Vial : 42 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 [I-Isoleucine, N-propoxycarb... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.08 6.29 ng/ul 895144 Acenaphthene-d10 14.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 I-Isoleucine. N-propoxvcarbonvl-_.. 245 C12H23N04 1000313-56-1 50
2 l-Isoleucine. N-propoxvcarbonvl-... 329 C18H35N04 1000313-56-9 40
3 I-Isoleucine. N-propoxvcarbonvl-... 273 C14H27NO4 1000313-56-4 40
4 1-1soleucine. N-propoxvcarbonvl-... 287 C15H29N04 1000313-56-5 40
5 I-Isoleucine, N-propoxycarbonyl-... 301 C16H31NO4 1000313-56-6 40
Abundance Scan 2056 (15.081 min): BN012327.D (-2047) (-) m/z 130.10 100.00%
130
84 172
5000 43
7 100 116 || 144 200 14.80 15.00 15.20 15.40
o . “'..-? .-...,....,..|..,!..1.5,8..|.1?.‘3..,..2]1.5.... et "m/z  84.05  71.58%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #97956: I-Isoleucine, N-propoxycarbonyl-, ethyl ester
172
130
5000
14.80 15.00 15.20 15.40
m/z 172.10 66 .64%
o 188
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
172
14.80 15.00 15.20 15.40
m/ 43 .05 48.16%
5000 130 z (
43 86
o 27 57 71 °P 101116 157 | 186200 218 242 272
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #121738: I-Isoleucine, N-propoxycarbonyl-, butyl ester T T
172 14.80 15.00 15.20 15.40
m/z 86.05 38.02%
130
5000
86
o 2 \\ 9 | 100126 | 144158 | 186200 216
mz-> 20 45 60 éo 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN101720\
Data File : BN012327.D

Aca On : 18 Oct 2020 12:58

Operator : CG/JU

Sample : L4424-01

Misc :

ALS Vial : 42 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 3
R.T. EstConc Area Relative to ISTD R.T.
17.89 2.83 ng/ul 464715 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 98
3 Tetradecanoic acid 228 C14H2802 000544-63-8 95
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
5 Pentadecanoic acid 242 C15H3002 001002-84-2 90
Abundance Scan 2534 (17.892 min): BN012327.D (-2528) (-) m/z 73.00 100.00%
4 7B
5000
129
97
115 213 LR B S SR SULRE
u“ 1437117118507 286 17.60 17.80 18.00 18.20
0 m/z 43.10 91.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 90
5000 129
83 17.60 17.80 18.00 18.20
. 213 m/z 60.00 89.71%
143 171185199
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
51 L SRR SR PN SRR
17.60 17.80 18.00 18.20
5000 29 256 m/z 55.10 78 .49%
129
97 213
) 1S 43157171185 o 227041
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid
78 17.60 17.80 18.00 18.20
43 m/z 57.10 73.62%
5000
0‘
m/z--> 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 : BN012327.D

Aca On : 18 Oct 2020 12:58

Operator : CG/JU

Sample : L4424-01

Misc :

ALS Vial : 42 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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.91 5.01 ng/ul 910359 Chrysene-di12 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 96
2 Cvclotridecane 182 C13H26 000295-02-3 95
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 93
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
Abundance Scan 3047 (20.910 min): BN012327.D (-3043) (-) m/z 57.10 100.00%
57
83
5000
111
139 208 20.60 20.80 21.00 21.20
Ob b AL ST 008, 21 230265 327355 402429 489 | 7, 43.05  93.60%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #115906: 1-Nonadecene
43 o7
69
5000 N UV N IR
20.60 20.80 21.00 21.20
125 m/z 55.05 84.81%
0 15] | | l l,;§4182210238266
m/z-> 0 50 100 150 200 250 300 350 400 450 '
Abundance
41
—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—[
69 20.60 20.80 21.00 21.20
5000 97 m/z 83.10 71.04%
125,182
L L L U L UL WL B UL L
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #227401: Heptadecy! heptafluorobutyrate
57 20.60 20.80 21.00 21.20
83 m/z 69.00 64 .86%
5000
111
29
m/z-> 0 50 100 150 200 250 300 350 400 450 ' 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN101720\
Data File : BN012327.D

Acq On : 18 Oct 2020 12:58

Operator : CG/JU

Sample - L4424-01

Misc :

ALS Vial : 42 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]
I-Isoleucine, N-p... 15.08 6.3 ng/ul 895144 3 14.24 2846660 20.0
n-Hexadecanoic acid 17.89 2.8 ng/ul 464715 4 16.99 3282410 20.0
(DEL) Alkane: Str... 20.91 5.0 ng/ul 910359 5 21.19 3637050 20.0
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