LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM013118\
Data File : BM014041.D

Aca On : 31 Jan 2018 19:18

Operator : SJ/JU

Sample : J1317-01

Misc :

ALS Vial : 8 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-BM013118.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 3.122 20 23 29 rvB3 29688 38667 1.07% 0.117%
2 6.751 633 640 655 rBV 423308 797408 22.02% 2.409%
3 6.910 661 667 677 rBV 345985 541135 14.94% 1.635%
4 7.098 693 699 712 rBV 510691 843482 23.29% 2.548%
5 7.563 770 778 789 rBV 309192 545538 15.06% 1.648%
6 8.275 889 899 914 rBV 543191 1015961 28.05% 3.069%
7 8.722 964 975 987 rBV 495063 900678 24.87% 2.721%
8 9.433 1087 1096 1106 rBVvV2 412647 779992 21.54% 2.356%
9 9.969 1180 1187 1198 rBV 537035 1059491 29.25% 3.200%
10 10.333 1241 1249 1260 rBvV 424877 718660 19.84% 2.171%

11 10.492 1269 1276 1294 rBV 353196 810676 22.38% 2.449%
12 13.639 1804 1811 1815 rBV 1014395 1462743 40.39% 4.418%
13 13.686 1815 1819 1826 rVB 189074 316516 8.74% 0.956%
14 13.904 1847 1856 1869 rBV 1334444 2011353 55.53% 6.076%
15 14.121 1887 1893 1899 rBV3 42519 64448 1.78% 0.195%

16 14.216 1902 1909 1920 rVB2 643233 991008 27.36% 2.994%
17 14.457 1945 1950 1967 rBV 242332 635305 17.54% 1.919%
18 15.080 2052 2056 2061 rBV 63086 72251 1.99% 0.218%
19 15.215 2073 2079 2095 rBV 1638903 2474332 68.32% 7.474%
20 15.362 2099 2104 2117 rBV 340732 623730 17.22% 1.884%

21 15.462 2117 2121 2130 rVBS8 23844 54211 1.50% 0.164%
22 15.945 2199 2203 2210 rBV3 47956 71681 1.98% 0.217%
23 16.974 2372 2378 2386 rBV2 867877 1242361 34.30% 3.753%
24 17.074 2386 2395 2405 rBV2 1812422 2777330 76.68% 8.389%
25 17.880 2527 2532 2546 rBV 344310 591128 16.32% 1.786%

26 19.021 2721 2726 2729 rBV5 58840 86567 2.39% 0.261%
27 19.174 2747 2752 2763 rBV3 236525 398367 11.00% 1.203%
28 19.380 2780 2787 2794 rBV 2421585 3343323 92.31% 10.099%%
29 19.439 2794 2797 2801 rVB4 37488 48744 1.35% 0.147%
30 20.321 2942 2947 2952 rBV9 19908 40861 1.13% 0.123%

31 20.897 3041 3045 3059 rBV2 344370 589250 16.27% 1.780%
32 21.180 3088 3093 3102 rBV 1156933 1654362 45.68% 4._.997%
33 22.333 3285 3289 3293 rVB 288192 340924 9.41% 1.030%
34 23.227 3434 3441 3451 rVB2 2013594 3621823 100.00% 10.940%

SOM-EPA-BM013118.M Thu Feb 01 16:20:35 2018 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM013118\
Data File : BM014041.D

Aca On : 31 Jan 2018 19:18

Operator : SJ/JU

Sample : J1317-01

Misc :

ALS Vial : 8 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

Method
Title

Z:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM013118.M
SVOA CALIBRATION

35 23.362 3458 3464 3474 rVB 808617 1540835 42.54% 4.654%

Sum of corrected areas: 33105141
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM013118\
Data File : BM014041.D

Aca On : 31 Jan 2018 19:18

Operator : SJ/JU

Sample : J1317-01

Misc :

ALS Vvial : 8 Sample Multiplier: 1

Z:\HPCHEMI\BNA M\METHODS\SOM-EPA-BM013118.M
SVOA CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BM014041.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM013118\
Data File : BM014041.D

Aca On : 31 Jan 2018 19:18

Operator : SJ/JU

Sample : J1317-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM013118_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.

17.88 9.52 ng/ul 591128 Phenanthrene-d10 16.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 n-Decanoic acid 172 C10H2002 000334-48-5 86
4 Pentadecanoic acid 242 C15H3002 001002-84-2 72
5 Tetradecanoic acid 228 C14H2802 000544-63-8 70

Abundance Scan 2532 (17.880 min): BM014041.D (-2527) (-) m/z 73.05 100.00%

7B
5000 129

17.60 17.80 18.00 18.20
m/z 43.10 96.39%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 60
5000 129 LA L L L L LB L
17.60 17.80 18.00 18.20
J m/z 41.10 87.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
17.60 17.80 18.00 18.20
5000 256 m/z 60.00 85.07%
129
27 97 157 213
58 113 185 228
mﬁmﬁmﬁmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39469: n-Decanoic acid T T R
60 17.60 17.80 18.00 18.20
m/z 55.10 82.18%
5000 41
129
87
112 172
T e
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\BM013118\
Data File : BM014041.D

Aca On : 31 Jan 2018 19:18

Operator : SJ/JU

Sample : J1317-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM013118_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.
19.17 4.82 ng/ul 398367 Chrysene-di12 21.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Octadecanoic acid 284 C18H3602 000057-11-4 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 n-Decanoic acid 172 C10H2002 000334-48-5 86
Abundance Scan 2751 (19.168 min): BM014041.D (-2747) (-) m/z 40.95 100.00%
L 73
5000
18.80 19.00 19.20 19.40
m/z 43.10 92.61%
m/z--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid
8 7
5000 129
18.80 19.00 19.20 19.40
‘ 97 185 a1 m/z 73.00 83.60%
|15| “. \I‘\ I gl ‘M. u ‘.‘ 15“7) .“. \|2|13| L .‘ 2|6|5 .“. ———
m/z--> 50 100 150 200 250 300 350
Abundance
43 78
18.80 19.00 19.20 19.40
5000 129 m/z 60.00 76.66%
97 199 242
15 157 180 223
m/z--> §o 160 1éo 200 2%0 300 3%0
Abundance #131260: Octadecanoic acid  EEAE & e AR N
4 73 18.80 19.00 19.20 19.40
m/z 55.05 75.08%
5000
129 284
H 97 \ 185 . 241
. IL ‘:“l“u I\Jlll\l\. IJI‘\IhI I\ 157J I‘I ‘l |‘|‘| I‘ I{?GIGI\I —
m/z--> 50 100 150 200 250 300 350 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM013118\
Data File : BM014041.D

Aca On : 31 Jan 2018 19:18

Operator : SJ/JU

Sample : J1317-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM013118_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.
20.90 7.12 ng/ul 589250 Chrysene-di12 21.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 n-Tetracosanol- 354 C24H500 000506-51-4 91
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 91
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91

Abundance Scan 3045 (20.897 min): BM014041.D (-3041) (-) m/z 55.10 100.00%
55
83

5000

207 20.60 20.80 21.00 21.20

m/z 43.10 95.59%

267 20p 356 401 429

m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
55
5000
20.60 20.80 21.00 21.20
29 m/z 57.05 83.07%
e \‘ H ‘H‘ | 50167 196 238 266 204
] T ,. N B L N e o o o o o o
m/z--> 50 O 250 300 350 400
Abundance
57 83
20.60 20.80 21.00 21.20
5000 11 m/z 83.05 80.92%
29 139
167 195 222 250 280 308 336
LA e e e o e o L e AR N e o o o
m/z--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcohol
556 83 20.60 20.80 21.00 21.20
m/z 97.10 78.98%
5000 1l
29 139
| L | ,167 196 224 252 280 308

Ill‘lIIII‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII

m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM013118\
Data File : BM014041.D

Aca On : 31 Jan 2018 19:18

Operator : SJ/JU

Sample : J1317-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM013118_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 4 Squalene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

22.33 4.43 ng/ul 340924 Perylene-di12 23.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 81
2 4-Methvl-1.5-Heptadiene 110 C8H14 000998-94-7 72
3 1.5-Heptadiene. 3.3.6-trimethvl- 138 C10H18 035387-63-4 72
4 Supraene 410 C30H50 007683-64-9 72
5 Squalene 410 C30H50 000111-02-4 72

Abundance Scan 3289 (22.333 min): BM014041.D (-3285) (-) m/z 69.10 100.00%

9

5000

_—

41

22.00 22.20 22.40 22.60

S° 121149175 207 s 281

3M3gg 415 417 m/z 81.10 43.92%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #215930: Squalene
69
5000 4l IUNNBSUNNLAR ISR
22.00 22.20 22.40 22.60
m/z 41.05 26.35%
95 137
CL Ly ) 161191217 273299 341367 410
T

m/z--> 0 50 100 150 200 250 300 350 400 450

-

Abundance
69
41 22.00 22.20 22.40 22.60
5000 m/z 68.00 13.52%
95
15
T T T T T e e T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #16931: 1,5-Heptadiene, 3,3,6-trimethyl-
69 22.00 22.20 22.40 22.60
m/z 95.10 11.86%
41
5000
! 9? 123
1 Il i |
e e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 22.00 22.20 22.40 22.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM013118\
Data File : BM014041.D

Acq On : 31 Jan 2018 19:18

Operator : SJ/JU

Sample - J1317-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM013118_.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 17.88 9.5 ng/ul 591128 4 16.97 1242360 20.0
Octadecanoic acid 19.17 4.8 ng/ul 398367 5 21.18 1654360 20.0
1-Heneicosanol 20.90 7.1 ng/ul 589250 5 21.18 1654360 20.0
Squalene 22.33 4.4 ng/ul 340924 6 23.36 1540840 20.0
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