LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012518\
Data File : BM013815.D

Aca On : 25 Jan 2018 20:48

Operator : SJ/JU

Sample : J1243-18

Misc :

ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 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:\HPCHEM1\BNA M\Methods\SOM-EPA-BM011018.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 3.146 24 27 32 rvB2 27071 31229 1.28% 0.105%
2 6.781 639 645 658 rBVY2 428804 818658 33.43% 2.743%
3 6.940 666 672 680 rBV 353343 545979 22.30% 1.829%
4 7.128 698 704 715 rVB 508768 800384 32.69% 2.681%
5 7.592 776 783 793 rVB 451694 742847 30.34% 2.489%
6 7.957 840 845 851 rBV2 24302 39851 1.63% 0.134%
7 8.310 898 905 920 rBV2 533056 949406 38.77% 3.181%
8 8.745 971 979 991 rBV 451158 804240 32.84% 2.694%
9 9.145 1041 1047 1052 rBV3 18152 24911 1.02% 0.083%
10 9.463 1095 1101 1110 rBV 416819 704027 28.75% 2.358%

11 10.004 1184 1193 1210 rBV 560500 1019792 41.65% 3.416%
12 10.369 1244 1255 1260 rBV 548170 961947 39.28% 3.223%
13 10.416 1260 1263 1268 rVvB2 103887 159294 6.51% 0.534%
14 10.516 1273 1280 1298 rVB 454848 924068 37.74% 3.096%

15 11.704 1476 1482 1488 rBV3 16283 30557 1.25% 0.102%
16 12.045 1535 1540 1545 rVB3 34308 57004 2.33% 0.191%
17 12.269 1570 1578 1584 rVB3 19479 36115 1.47% 0.121%

18 13.663 1809 1815 1820 rBV 1052525 1445799 59.04% 4.843%
19 13.710 1820 1823 1830 rVB 290118 408243 16.67% 1.368%
20 13.933 1855 1861 1871 rBV 1167992 1691057 69.06% 5.665%

21 14.245 1908 1914 1921 rBV2 779432 1189915 48.59% 3.986%

22 14.304 1921 1924 1931 rVB2 28261 43425 1.77% 0.145%
23 14.486 1950 1955 1974 rBV2 229953 555149 22.67% 1.860%
24 14.657 1980 1984 1988 rBV2 20100 24801 1.01% 0.083%

25 15.245 2078 2084 2090 rBV 1430204 1977390 80.75% 6.624%

26 15.298 2090 2093 2102 rVB4 20473 34859 1.42% 0.117%
27 15.386 2102 2108 2120 rBV2 350919 549436 22.44% 1.841%
28 15.615 2141 2147 2152 rBV 66798 102263 4.18% 0.343%
29 16.998 2376 2382 2387 rBV2 1004243 1425559 58.22% 4._.776%
30 17.039 2387 2389 2393 rVV 59351 70593 2.88% 0.236%

31 17.098 2393 2399 2410 rVB2 1480969 2152582 87.91% 7.211%
32 17.904 2530 2536 2544 rBV 311442 464794 18.98% 1.557%
33 19.045 2725 2730 2732 rBV3 39600 65605 2.68% 0.220%
34 19.068 2732 2734 2741 rVB5 42899 69226 2.83% 0.232%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012518\
Data File : BM013815.D

Aca On : 25 Jan 2018 20:48

Operator : SJ/JU

Sample : J1243-18

Misc :

ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 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

Z:\HPCHEM1\BNA M\Methods\SOM-EPA-BM011018.M
SVOA CALIBRATION

Method
Title

35 19.192 2751 2755 2760 rBV2 150055 218589 8.93% 0.732%
36 19.398 2785 2790 2798 rBV2 1771342 2437809 99.56% 8.167%
37 19.462 2798 2801 2805 rVB5 23358 31649 1.29% 0.106%
38 20.915 3044 3048 3055 rvB2 400334 483506 19.75% 1.620%
39 21.197 3091 3096 3105 rBV 1268950 1742488 71.16% 5.837%
40 23.250 3439 3445 3454 rVB2 1304712 2448672 100.00% 8.203%

41 23.391 3463 3469 3478 rVB 823983 1566952 63.99% 5.249%

Sum of corrected areas: 29850670
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA M\DATA\BMO012518\
BMO13815.D

25 Jan 2018 20:48

SJ/JU

J1243-18

15 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_M
SVOA CALIBRATION

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

Abundance TIC: BM013815.D
1500000
1000000
713 8.31 10.00 10.37
500000 6.78 7.59 8.75 9.46 0.52
6.94
10.
0:3}5 7.96 9.15 11.7
D B i e o e e B LA LA I o e e e s L e
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BM013815.D
19.40
1500000 15.04 17.10
13.93
13.66
1000000 17.q0
14.24
500000
1871 15.39 17.90
14.49 19.19
12.08 27 .3014.66 301562 1104 190 1846 ™
O L O R A e T L o L e o et —
Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM013815.D
23.25
21.20
1500000
P3.39
1000000
20.92
500000
O L o o o L B o e T L B o e o o L I B e o e o NN A o e o o o o
Time--> 21.00 21.50 22.00 2250 23.00 23,50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012518\
Data File : BM013815.D

Aca On : 25 Jan 2018 20:48

Operator : SJ/JU

Sample : J1243-18

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_M
SVOA CALIBRATION

Quant Method
Quant Title

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 1
R.T. EstConc Area Relative to ISTD R.T.
17.90 6.52 ng/ul 464794 Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
5 Pentadecanoic acid 242 C15H3002 001002-84-2 74
Abundance Scan 2535 (17.898 min): BM013815.D (-2530) (-) m/z 73.00 100.00%
55 8
129
5000

17.60 17.80 18.00 18.20

0 m/z 41.10 93.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 0
5000 129 a L L L B B

17.60 17.80 18.00 18.20
m/z 43.05 90.58%

213
143 157171185199

iy

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

Abundance
73
17.60 17.80 18.00 18.20
5000 29 129 m/z 60.10 87.97%
87 15 oh 214
101 143157 | 185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72646: Tridecanoic acid T A
43 73 17.60 17.80 18.00 18.20
m/z 55.10 83.78%
57
5000
29
129
7 115 171 214
Uy ‘ ‘\ m vl 143157 | 185
MU R 8 P NN S v S N N —
m/z--> 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:\HPCHEM1\BNA M\DATA\BM012518\
Data File : BM013815.D

Aca On : 25 Jan 2018 20:48

Operator : SJ/JU

Sample : J1243-18

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_M
SVOA CALIBRATION

Quant Method
Quant Title

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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.19 2.51 ng/ul 218589 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 78
2 Octadecanoic acid 284 C18H3602 000057-11-4 70
3 Octadecanoic acid 284 C18H3602 000057-11-4 50
4 n-Decanoic acid 172 C10H2002 000334-48-5 43
5 n-Decanoic acid 172 C10H2002 000334-48-5 38
Abundance Scan 2755 (19.192 min): BM013815.D (-2751) (-) m/z 43.10 100.00%
60
5000
18:80 19.00 19,20 19.40 19.60
(o} m/z 41.05 90.89%
m/z--> 50 100 150 200 250 300
Abundance #131262: Octadecanoic acid
73
43
129
5000 284
97 185 241 18.80 19.00 19.20 19.40 19.60
‘ m/z 55.00 78.08%
0! 2 LJI ‘,.\.. o ?'?7 .“ o \Iz}% [l |"26'7 .‘. S
m/z--> 50 100 150 200 250 300
Abundance
43 | 73
18.80 19.00 19.20 19.40 19.60
5000 129 m/z 60.10 75.53%
o1 185
157 007 241 284
e UL e L WL L S
m/z--> 50 100 150 200 250 300
Abundance #131258: Octadecanoic acid
43 7 18.80 19.00 19.20 19.40 19.60
m/z 73.10 71.39%
5000 129
97
‘ 185 241
0..2%‘.‘“ ‘.‘ilt‘k‘”h.“. 5\3'57'\'“'{2}3'“ i .26.7..|....| e
m/z--> 50 100 150 200 250 300 18.80 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM012518\
Data File : BM013815.D

Aca On : 25 Jan 2018 20:48

Operator : SJ/JU

Sample : J1243-18

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_M
SVOA CALIBRATION

Quant Method
Quant Title

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 1-Heneicosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.92 5.55 ng/ul 483506 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 n-Nonadecanol-1 284 C19H400 001454-84-8 93
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 93
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 93
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 92
Abundance Scan 3049 (20.921 min): BM013815.D (-3044) (-) m/z 55.10 100.00%
5000
20.60 20.80 21.00 21.20
Of Al m/z 43.10 96.07%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #155046: 1-Heneicosanol
55 83
5000 111
20.60 20.80 21.00 21.20
29 m/z 83.10 92 .48%
139
ok \‘ [ || 59016710536 266 20
miz--> 0 §o 160 1%0 260 2%0 360 3éo 460 4éo
Abundance
55 83
20.60 20.80 21.00 21.20
5000 111 m/z 57.10 90.51%
29
o 139 168 196 238 266
miz--> 0 §0 160 1%0 260 2%0 360 3éo 460 4éo
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester
57 20.60 20.80 21.00 21.20
97 m/z 97.10 87 .33%
5000
29 125
0 L) 154182210238 283 384
miz--> 0 §0 160 1%0 260 2%0 360 3éo 460 4éo 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012518\
Data File : BM013815.D

Acq On : 25 Jan 2018 20:48

Operator : SJ/JU

Sample - J1243-18

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_.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]
n-Hexadecanoic acid 17.90 6.5 ng/ul 464794 4 17.00 1425560 20.0
Octadecanoic acid 19.19 2.5 ng/ul 218589 5 21.20 1742490 20.0
1-Heneicosanol 20.92 5.5 ng/ul 483506 5 21.20 1742490 20.0
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