LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120817\
Data File : BM013287.D

Aca On : 09 Dec 2017 02:21

Operator : SJ/JU

Sample : 16759-15

Misc :

ALS Vial : 25 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-BM113017.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 6.869 634 643 656 rVB2 1198939 2216497 24.13% 2.485%
2 7.034 662 671 679 rBV 900607 1357608 14.78% 1.522%
3 7.228 698 704 714 rVB 1240973 1924649 20.95% 2.158%
4 7.692 776 783 791 rVB 767984 1218019 13.26% 1.366%
5 8.398 896 903 912 rBVY 1604792 2530102 27 .54% 2.836%
6 8.845 971 979 987 rBV 1246205 2036034 22.16% 2.283%
7 9.563 1092 1101 1109 rBVY 1071344 1797666 19.57% 2.015%
8 10.098 1182 1192 1205 rBVY 1623784 2729922 29.72% 3.061%
9 10.469 1248 1255 1261 rBY 1063674 1840451 20.04% 2.063%
10 10.522 1261 1264 1270 rVB 130795 193818 2.11% 0.217%

11 10.610 1270 1279 1290 rBV 1499127 2566812 27.94% 2.878%
12 13.163 1706 1713 1723 rBV3 63978 104482 1.14% 0.117%
13 13.751 1807 1813 1817 rBV 3056860 4135652 45.02% 4._.636%
14 13.792 1817 1820 1828 rVB 477553 661191 7.20% 0.741%
15 14.027 1849 1860 1871 rBV 3416945 5073401 55.23% 5.688%

16 14.239 1891 1896 1900 rVB2 114864 149098 1.62% 0.167%
17 14.333 1903 1912 1918 rBV2 1692495 2596585 28.27% 2.911%
18 14.398 1918 1923 1931 rVB2 125955 201669 2.20% 0.226%
19 14.545 1938 1948 1958 rBV 1561961 2334270 25.41% 2.617%
20 14.733 1976 1980 1988 rVB 136022 226193 2.46% 0.254%

21 15.145 2044 2050 2055 rBV 84956 140718 1.53% 0.158%
22 15.192 2055 2058 2064 rVB 140081 179757 1.96% 0.202%
23 15.333 2072 2082 2087 rBV 4053453 5891134 64.13% 6.605%
24 15.386 2087 2091 2096 rVB 137296 187753 2.04% 0.210%
25 15.457 2096 2103 2115 rBV 1281801 1931102 21.02% 2.165%

26 16.057 2201 2205 2219 rBV 155379 264257 2.88% 0.296%
27 16.733 2314 2320 2330 rBV 1637808 2274215 24.76% 2 .550%
28 16.851 2335 2340 2344 rVVv2 125196 193390 2.11% 0.217%
29 16.898 2344 2348 2354 rVB 91289 137343 1.50% 0.154%
30 17.080 2373 2379 2383 rBV2 2202752 3225340 35.11% 3.616%

31 17.121 2383 2386 2391 rVB 635322 816334 8.89% 0.915%
32 17.180 2391 2396 2401 rBV2 4630431 6659454 72 ._.50% 7.466%
33 17.492 2445 2449 2454 rVB 56650 98992 1.08% 0.111%
34 17.592 2460 2466 2472 rBV2 104872 157252 1.71% 0.176%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120817\
Data File : BM013287.D

Aca On : 09 Dec 2017 02:21

Operator : SJ/JU

Sample : 16759-15

Misc :

ALS Vial : 25 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

Z:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM113017 .M
SVOA CALIBRATION

Method
Title

35 17.986 2529 2533 2548 rVV 924253 1405648 15.30% 1.576%

36 18.151 2556 2561 2565 rBV2 121223 185445 2.02% 0.208%
37 18.280 2579 2583 2592 rBV3 97657 161039 1.75% 0.181%
38 19.021 2704 2709 2717 rBV3 45129 104473 1.14% 0.117%
39 19.139 2721 2729 2737 rVV 921902 1428291 15.55% 1.601%
40 19.274 2747 2752 2760 rBVY 529874 758101 8.25% 0.850%

41 19.362 2765 2767 2774 rVB3 78541 123190 1.34% 0.138%
42 19.480 2781 2787 2801 rBV2 5929340 9186008 100.00% 10.298%
43 20.515 2961 2963 2969 rBV6 61691 120693 1.31% 0.135%
44 20.992 3040 3044 3050 rBV2 423475 5567211 6.07% 0.625%
45 21.192 3075 3078 3082 rVB 122181 129233 1.41% 0.145%

46 21.268 3085 3091 3095 rVV 3225946 4262429 46.40% 4._779%
47 21.303 3095 3097 3103 rVB 195438 245337 2.67% 0.275%
48 22.450 3289 3292 3299 rVB 177647 242520 2.64% 0.272%
49 22.827 3352 3356 3362 rBVY 226493 391884 4.27% 0.439%
50 23.362 3440 3447 3461 rVB2 4237583 8073559 87.89% 9.051%

51 23.497 3464 3470 3483 rVB 2022283 3771993 41.06% 4.229%

Sum of corrected areas: 89198214
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120817\
Data File : BM013287.D

Aca On : 09 Dec 2017 02:21

Operator : SJ/JU

Sample : 16759-15

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.M
SVOA CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Time--> 12.00 12.50 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: BM013287.D

6000000

5000000 23.36

4000000

21.27
3000000
3.50
2000000
1000000 2p.99 22.83
—'ﬂ 0 22.45

0

Time-->
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120817\
Data File : BM013287.D

Aca On : 09 Dec 2017 02:21

Operator : SJ/JU

Sample : 16759-15

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.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.

17.99 8.72 ng/ul 1405650 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 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Octadecanoic acid 284 C18H3602 000057-11-4 81
Abundance Scan 2534 (17.992 min): BM013287.D (-2529) (-) m/z 73.00 100.00%

43.0 73.0
5000 129.1
213.2
101.0, ﬁfﬁzl %? 356.0 1760 17.80 18.00 18.20 18.40

e R e m/z 43.05 95.96%

m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60.0

17.60 17.80 18.00 18.20 18.40
97.0 256.0 m/z 41.05 85.40%

H 157 018s. 02130 .
—— 'MIH‘ h H“ M u\ u ‘ .‘. . .‘ . I“' ———
m/z--> 50 100 150 200 250 300 350
Abundance

43.0 73.0

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
17.60 17.80 18.00 18.20 18.40

5000 256.0 m/z 60.00 80.82%
129.0
213.0
101.0 157.0185.0
m/z--> 5I0 l(I)O léO 200 25I0 3(I)O 35IO
Abundance #72648: Tridecanoic acid R EARE RS e
73.0 17.60 17.80 18.00 18.20 18.40

m/z 55.10 77.02%

| J&_’J[\\\d\——‘
5000
129.0
171.0 5140
1 {'Jl‘ f JI‘ J‘Pq} \l O H J‘ ‘

| T
m/z--> 50 150 200 250 300 350 17. 60 17. 80 18. OO 18 20 18. 40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120817\
Data File : BM013287.D

Aca On : 09 Dec 2017 02:21

Operator : SJ/JU

Sample : 16759-15

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.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 2
R.T. EstConc Area Relative to ISTD R.T.
19.27 3.56 ng/ul 758101 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 98
4 Octadecanoic acid 284 C18H3602 000057-11-4 96
5 Octadecanoic acid 284 C18H3602 000057-11-4 94
Abundance Scan 2751 (19.268 min): BM013287.D (-2747) (-) m/z 73.00 100.00%
5000 ﬁﬂwMuMMAMA_~A\WWM”AM,,WVV
UV A B
19.00 19.20 19.40 19.60
49 4151 "n/z 43.05 97.28%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #131258: Octadecanoic acid
43.0
5000 129.0 sscodimtiiines USRS A
mmmmwmmm
‘ 1850 saro 2240 m/z 41.10 91.28%
..“.‘.“l h“u“u‘h\ M\H \ b \ ‘.‘l.‘.‘. A
miz--> 0 50 1 50 200 250 300 350 400
Abundance
73.0
oo 10100 19,20 1040 19560
5000 410 284.0 m/z 55.10 86.08%
185.0 241.0
mz-> 0 50 100 150 200 250 300 350 400
Abundance #131259: Octadecanoic acid R B B
43.0 19.00 19.20 19.40 19.60
m/z 60.00 83.80%
5000
20 129.0
‘ M ‘ 1850 410 20
||‘|‘|||||{|£||“|l|"::lulu‘luu‘uul|||‘||||||||||||||
miz--> 0 50 100 150 200 250 300 350 400 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120817\
Data File : BM013287.D

Aca On : 09 Dec 2017 02:21

Operator : SJ/JU

Sample : 16759-15

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.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 n-Tetracosanol-1 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.99 2.61 ng/ul 557211 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 93
2 Octacosanol 410 C28H580 000557-61-9 93
3 1-Heneicosanol 312 C21H440 015594-90-8 92
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 89
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 89
Abundance Scan 3044 (20.992 min): BM013287.D (-3040) (-) m/z 57.10 100.00%
57.1
97.1
5000 226.1
LN AU SR B
39.0 20.60 20.80 21.00 21.20 21.40
180.1 281.1 .
—_ j .Aw.l. g AN NPT 302 4200 77 43.10 96 36Y%
m/z--> 50 100 150 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1
57.0 (97.0
5000 BV R R B
mmmmmmmmmm
m/z 83.10 95.44Y
19.0 | | d‘ | i P i 181.0 222.0 264.0 308.0
m/z--> 55 100 150 260 250 300 3éo 460
Abundance
57.0
or.0 LN AU SR B
20.60 20.80 21.00 21.20 21.40
5000 m/z 55.10 93.21%
1390 1910 222.0 292.0 334.0 392.0 ﬂww“AﬂwﬂwWMkawmﬂwvmﬂwmw
m/z--> 55 160 1%0 260 250 360 3%0 460
Abundance #155046: 1-Heneicosanol BT
5580 oo g 20.60 20.80 21.00 21.20 21.40
: m/z 97.10 72.92%
190 | | ‘ | 11390 1650 240 2660
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3&1;0 4(')0 20 60 20. 80 21. oo 21 20 21. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM120817\
Data File : BM013287.D

Acq On : 09 Dec 2017 02:21

Operator : SJ/JU

Sample - 16759-15

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM113017 .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 8.7 ng/ul 1405650 4 17.08 3225340 20.0
Octadecanoic acid 19.27 3.6 ng/ul 758101 5 21.27 4262430 20.0
n-Tetracosanol-1 20.99 2.6 ng/ul 557211 5 21.27 4262430 20.0
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