LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BNO72318\
Data File : BN002108.D

Acq On : 23 Jul 2018 16:14

Operator : JU/SJ

Sample - J4038-20

Misc :

ALS Vial : 8 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO71318MA_M
Title : SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 3.258 42 46 52 rvB 74162 102323 1.13% 0.108%
2 6.881 654 662 677 rBvV2 1486690 2783646 30.82% 2.930%
3 7.040 679 689 700 rvB 1258832 1902885 21.07% 2.003%
4 7.234 716 722 736 rVB 1515477 2458954 27.22% 2.588%
5 7.699 794 801 809 rBV 1012695 1597702 17.69% 1.682%
6 8.405 914 921 938 rVB 1920536 3119782 34.54% 3.284%
7 8.846 989 996 1008 rBV 1552366 2593759 28.71% 2.730%
8 9.563 1110 1118 1130 rBV 1299354 2158991 23.90% 2.273%
9 10.099 1202 1209 1226 rBV 1977148 3319895 36.75% 3.495%
10 10.475 1265 1273 1281 rVB 1456046 2513380 27.82% 2.646%

11 10.610 1288 1296 1314 rBV 1881566 3174955 35.15% 3.342%
12 13.745 1822 1829 1833 rBV 3639466 5077650 56.21% 5.345%
13 13.787 1833 1836 1844 rVB 401744 557201 6.17% 0.587%
14 14.022 1869 1876 1887 rBV 4140508 6177738 68.39% 6.503%
15 14.334 1921 1929 1939 rVB2 2189641 3444533 38.13% 3.626%

16 14.540 1957 1964 1982 rBV 1291108 2222467 24.60% 2.340%
17 15.328 2091 2098 2108 rBV 5311209 7553026 83.61% 7.951%
18 15.451 2113 2119 2131 rVV 1555954 2136993 23.66% 2.250%
19 15.569 2134 2139 2150 rVB 64056 107906 1.19% 0.114%
20 17.081 2389 2396 2403 rBV2 2816238 4129782 45.72% 4._.347%

21 17.181 2406 2413 2423 rVB 5588330 8003193 88.60% 8.425%
22 17.986 2545 2550 2559 rBV 394365 598790 6.63% 0.630%
23 19.110 2736 2741 2746 rBV 67963 104836 1.16% 0.110%
24 19.480 2797 2804 2811 rBV 6650299 9033333 100.00% 9.509%
25 20.539 2978 2984 2987 rBV2 131396 158861 1.76% 0.167%

26 21.004 3059 3063 3066 rBvV 171777 183776 2.03% 0.193%
27 21.069 3066 3074 3075 rBv4 175100 372988 4._.13% 0.393%
28 21.280 3104 3110 3115 rBV 3441758 4532697 50.18% 4.771%
29 21.439 3134 3137 3144 rVB 206315 233478 2.58% 0.246%
30 21.874 3207 3211 3216 rBV 235474 303430 3.36% 0.319%

31 22.339 3286 3290 3299 rVB 284436 378150 4._.19% 0.398%
32 22.845 3371 3376 3382 rBV 359376 522035 5.78% 0.550%
33 23.374 3457 3466 3478 rBV 4202831 8273990 91.59% 8.710%
34 23.510 3482 3489 3498 rVB 2057941 3889967 43.06% 4_.095%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BNO72318\
Data File : BN002108.D

Acq On : 23 Jul 2018 16:14

Operator : JU/SJ

Sample - J4038-20

Misc :

ALS Vial : 8 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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

Method
Title

Z :\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO71318MA_M
SVOA CALIBRATION

35 24.051 3575 3581 3589 rVB 319689 577766 6.40% 0.608%
36 24.792 3701 3707 3715 rVB2 197594 405850 4._.49% 0.427%
37 25.657 3849 3854 3863 rVvB2 117614 289098 3.20% 0.304%

Sum of corrected areas: 94995806
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BNO72318\
Data File : BN002108.D

Acq On : 23 Jul 2018 16:14

Operator : JU/SJ

Sample - J4038-20

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO71318MA_M
SVOA CALIBRATION

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

Abundance TIC: BN002108.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BNO72318\
Data File : BN002108.D

Acq On : 23 Jul 2018 16:14

Operator : JU/SJ

Sample - J4038-20

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO71318MA_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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.99 2.90 ng/ul 598790 Phenanthrene-d10 17.08
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 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 92
5 Pentadecanoic acid 242 C15H3002 001002-84-2 90
Abundance Scan 2551 (17.992 min): BN002108.D (-2545) (-) m/z 73.00 100.00%
3 60 7B
5000 129 jlk
it 115 157171 185 213 LR SRR SRR U BN
01 143771199 | 227 20 17.60 17.80 18.00 18.20 18.40
0! m/z 43.05 91.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129
17.60 17.80 18.00 18.20 18.40
m/z 60.00 90.88%
L M 143157171185199213
0”' — l..”.”.
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
17.60 17.80 18.00 18.20 18.40
5000 29 256 m/z 55.00 77.22%
129
97 213
. H5 43157171185 o 227540
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid R e e S ARE
60 73 17.60 17.80 18.00 18.20 18.40
43 m/z 41.00 76.51%
5000 129
29
GIEI-|5|I‘I‘II|IIH ‘l —rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.60 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BNO72318\
Data File : BN002108.D

Acq On : 23 Jul 2018 16:14

Operator : JU/SJ

Sample - J4038-20

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO71318MA_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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.85 2.68 ng/ul 522035 Perylene-di12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Octadecane 254 C18H38 000593-45-3 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 3377 (22.851 min): BN002108.D (-3371) (-) m/z 57.10 100.00%
57
5000 85
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—
113
141 169 20 22.60 22.80 23.00 23.20
I .UI, 0189 I 292 283 825 357 m/z 71.10 62.45%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
22.60 22.80 23.00 23.20
m/z 43.05 61.86%
29 13 4
oL Iw‘l ‘:‘lhu ‘l\ |‘h‘|h‘| Iu‘lw\l / |‘|16‘|9| :|I-9|7|2|2|5|2|53|| |2|9|6| —
m/z--> 50 100 150 200 250 300 350
Abundance
57
2260 22,80 23.00 23.20
5000 85 m/z 85.05 47 .42%
0 38 M3 141 160 197 239 267 204 323 352
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane EEE SRS L
57 22.60 22.80 23.00 23.20
m/z 55.00 22 .80%
5000 85
29 i 13 14
oL h AL T 109 107 25 253 | 295 sp3 | 367 | Moo e
m/z--> 50 100 150 200 250 300 350 22.60 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BNO72318\
Data File : BN002108.D

Acq On : 23 Jul 2018 16:14

Operator : JU/SJ

Sample - J4038-20

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO71318MA_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 1
R.T. EstConc Area Relative to ISTD R.T.
24 .05 2.97 ng/ul 577766 Perylene-di12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 93
2 Octacosane 394 C28H58 000630-02-4 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Docosane 310 C22H46 000629-97-0 90
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 3581 (24.051 min): BN002108.D (-3575) (-) m/z 57.05 100.00%
57
5000 85
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—
113 23.80 24.00 24.20 24.40
141 169
Ol L d L L7000, 207 230 281 323356 420 489 | 7, 71.10  65.21%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #194493: Hexacosane
57
5000 85
23.80 24.00 24.20 24.40
m/z 43.00 54 _71%
. 290 | 1 H M‘1§1;69197225253 295323 367
miz--> 0 éo oo 150 260 2%0 360 3éo 460 4éo '
Abundance
57
" 23.80 24.00 24.20 24.40
5000 a5 m/z 85.10 47 .26%
o 29 113 141 169 197 225 253 281 309 337 365 394
miz--> 0 éo 160 1éo 260 2%0 360 3éo 460 4éo
Abundance #141426: Heneicosane
57 23.80 24.00 24.20 24.40
m/z 55.00 24 .35%
85
5000
29 113
o | |17 141169197 205 253 296
miz--> 0 éo 160 1éo 260 2%0 360 3éo 460 4éo ' 2380 2400 2420 24%0
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BNO72318\
Data File : BN002108.D

Acq On : 23 Jul 2018 16:14

Operator : JU/SJ

Sample - J4038-20

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO71318MA_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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

24.79 2.09 ng/ul 405850 Perylene-d12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Octacosane 394 C28H58 000630-02-4 90

Abundance Scan 3707 (24.792 min): BN002108.D (-3701) (-) m/z 57.00 100.00%

5000

-

99 I e o e B L
207239 282 343 401 24.40 24.60 24.80 25.00 25.20

0 m/z 71.10 61.53%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129492: Eicosane
57

24.40 24.60 24.80 25.00 25.20
m/z 43.10 54 .46%

2 | h ]y \ , 141 183 225 282

(O e e e e I B e o e e S R e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
R e o e e A BE
24.40 24.60 24.80 25.00 25.20
5000 m/z 85.10 47.40%

97
26 141 183 225 267 309 351 393 435 491 535 574 617

-

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane
57 24.40 24.60 24.80 25.00 25.20
m/z 55.05 21.66%
5000
99
ob_26] I 1)) 141 183 225 296
e e e e e e e e e e e R e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 24.40 24.60 24.80 25.00 25.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BNO72318\
Data File : BN002108.D

Acq On : 23 Jul 2018 16:14

Operator : JU/SJ

Sample - J4038-20

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO71318MA_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 17.99 2.9 ng/ul 598790 4 17.08 4129780 20.0
(DEL) Alkane: Str... 22.85 2.7 ng/ul 522035 6 23.51 3889970 20.0
(DEL) Alkane: Str... 24.05 3.0 ng/ul 577766 6 23.51 3889970 20.0
(DEL) Alkane: Str... 24.79 2.1 ng/ul 405850 6 23.51 3889970 20.0
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