LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM013118\
Data File : BM014068.D

Acq On : 01 Feb 2018 11:49

Operator : SJ/JU

Sample - J1316-09

Misc :

ALS Vial : 34 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:\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 height area % max. total
1 3.128 20 24 28 rBv 25492 35854 1.25% 0.113%
2 6.745 633 639 652 rBY 389514 731289 25.59% 2.297%
3 6.904 658 666 679 rBY 312679 519016 18.16% 1.630%
4 7.092 691 698 715 rBV 471921 813575 28.47% 2.555%
5 7.557 771 777 789 rBV2 470665 796202 27.86% 2.501%
6 8.275 893 899 914 rBvV2 507414 940065 32.90% 2.952%
7 8.716 967 974 989 rBV 472235 829390 29.03% 2.605%
8 9.110 1037 1041 1048 rVB3 21301 35679 1.25% 0.112%
9 9.433 1089 1096 1109 rBV2 379055 719552 25.18% 2.260%
10 9.969 1180 1187 1200 rBV2 516237 1006225 35.21% 3.160%

11 10.327 1240 1248 1257 rBV 638918 1065181 37.28% 3.345%
12 10.486 1268 1275 1291 rBV 416429 878840 30.76% 2.760%
13 13.033 1703 1708 1717 rVB5 20263 34402 1.20% 0.108%
14 13.633 1802 1810 1815 rBV 1009082 1494301 52.30% 4.693%
15 13.680 1815 1818 1826 rVB 178560 288219 10.09% 0.905%

16 13.904 1845 1856 1870 rBV 1237468 1837634 64.31% 5.771%
17 14.121 1887 1893 1899 rBV2 61494 90455 3.17% 0.284%
18 14.210 1901 1908 1918 rBV2 866084 1404261 49.14% 4._.410%
19 14.462 1945 1951 1961 rBV3 168357 433484 15.17% 1.361%
20 15.074 2051 2055 2060 rBV 78125 94601 3.31% 0.297%

21 15.215 2072 2079 2087 rBV 1414116 2178735 76.25% 6.842%
22 15.362 2099 2104 2116 rBV 272817 500727 17.52% 1.573%

23 15.462 2116 2121 2129 rVB9 27499 65228 2.28% 0.205%
24 15.939 2198 2202 2211 rBV2 58807 97205 3.40% 0.305%
25 16.733 2332 2337 2340 rBv4 20582 32665 1.14% 0.103%

26 16.968 2371 2377 2386 rBV2 1244782 1691728 59.21% 5.313%
27 17.068 2386 2394 2410 rVV2 1602650 2380158 83.30% 7.475%
28 17.880 2525 2532 2544 rBV 206814 396606 13.88% 1.246%
29 19.015 2721 2725 2729 rBV5 31561 47194 1.65% 0.148%
30 19.168 2746 2751 2764 rBV3 149395 294979 10.32% 0.926%

31 19.374 2780 2786 2795 rBV 1959738 2756188 96.46% 8.656%
32 20.891 3039 3044 3054 rBvV 322684 541851 18.96% 1.702%
33 21.174 3087 3092 3100 rBV 1459754 2047806 71.67% 6.431%
34 23.215 3433 3439 3452 rVB2 1497542 2857391 100.00% 8.974%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM013118\
Data File : BM014068.D

Acq On : 01 Feb 2018 11:49

Operator : SJ/JU

Sample - J1316-09

Misc :

ALS Vial : 34 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:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM013118.M
SVOA CALIBRATION

35 23.356 3456 3463 3473 rBV 1006329 1904728 66.66% 5.982%

Sum of corrected areas: 31841414
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM013118\
Data File : BM014068.D

Acq On : 01 Feb 2018 11:49

Operator : SJ/JU

Sample - J1316-09

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM013118.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM014068.D
1500000
1000000
10.33
. 9.97
500000 7.09 756 827 872 10,49
6.75 9.43 :
6.90
o 3.13 9;\11
B e e e e e e A R e e e e e R B e
Time-> 3.00 350 4.00 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM014068.D
19,37
17.07
1500000 15.22
13.90 16.97
1000000 1363
14.21
500000
15.36
18.68 1446 17.88 19.17
o 13.03 14. | #5.46 15,94 16.73 ﬁg_ 19.0
e B R L L R e e B e A e
Time-> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM014068.D
23.21
21.17
1500000
03.36
1000000

500000 50 g9

e

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 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\BM013118\
Data File : BM014068.D

Acq On : 01 Feb 2018 11:49

Operator : SJ/JU

Sample - J1316-09

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM013118.M
Quant Title : 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 Tridecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.88 4.69 ng/ul 396606 Phenanthrene-d10 16.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 92
2 Tridecanoic acid 214 C13H2602 000638-53-9 83
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 76
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58
Abundance Scan 2532 (17.880 min): BM014068.D (-2525) (-) m/z 41.10 100.00%
55 73
5000 129
17.60 17.80 18.00 18.20
(o} m/z 73.00 95.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
60 73
43
5000 LR AR BN SRR B
29 17.60 17.80 18.00 18.20
T i 171 214 m/z 43.10  90.52%
L Bt e e
OIHIIHI\I‘I\”HIH 1Ll ‘,U..a‘,‘....,....,.... ....,.‘..1.98...‘. .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
17.60 17.80 18.00 18.20
5000 129 m/z 55.05 85.23%
29 87 115 171
185 214
L1 101 143157 108
m/z--> 25 Jo eb éo 160 150 150 160 1éo 200 220 250 2éo
Abundance #107549: n-Hexadecanoic acid
43 60 783 17.60 17.80 18.00 18.20
m/z 60.00 77 .49%
5000
143 157171185 199 213
(o} e T AP A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 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 : BM014068.D

Acq On : 01 Feb 2018 11:49

Operator : SJ/JU

Sample - J1316-09

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM013118.M
Quant Title : 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 Octadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
19.17  2.88 ng/ul 204979  Chrysene-di2 21.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 octadecanoic acid 284 C18H3602 000057-11-4 86

2 Octadecanoic
3 Octadecanoic
4 Octadecanoic

acid 284 C18H3602
acid, 2-(2-hydroxye... 372 C22H4404
acid 284 C18H3602

000057-11-4 64
000106-11-6 53
000057-11-4 53

5 Octadecanoic acid 284 C18H3602 000057-11-4 50
Abundance Scan 2751 (19.168 min): BM014068.D (-2746) (-) m/z 73.10 100.00%
5000
18.80 19.00 19.20 19.40
0 m/z 43.10 97.92%
m/z--> 0 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid
43 73
5000 129
9 18.80 19.00 19.20 19.40
! 185 o 284 m/z 55.10 92.18%
RECHE 1 N ST | I
m/z--> 0 50 100 150 200 250 300 350
Abundance
43 73
18.80 19.00 19.20 19.40
5000 m/z 60.00 89.29%
129
97 185 2
o 18 157 213 265
L B e e e e e e e B BELANLN B S e o o o o o o
m/z--> 0 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43 18.80 19.00 19.20 19.40
m/z 41.05 81.19%
73
5000 284
129
97
185 213 241
- Ml L PR s | s o
m/z--> 0 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 : BM014068.D

Acq On : 01 Feb 2018 11:49

Operator : SJ/JU

Sample - J1316-09

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM013118.M
Quant Title : 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 Heptadecyl trifluoroacetate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.89 5.29 ng/ul 541851 Chrysene-di12 21.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 94
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 93
4 n-Tetracosanol-1 354 C24H500 000506-51-4 93
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
Abundance Scan 3044 (20.891 min): BM014068.D (-3039) (-) m/z 55.05 100.00%
55
83
5000
207 EAUNUAAUVEVUASES
20.60 20.80 21.00 21.20
ol 230 209 325 %% m/z 57.10 85.79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185169: Heptadecyl! trifluoroacetate
57
97
5000
20.60 20.80 21.00 21.20
29 125 m/z 43.05 79.25%
0 ! \‘\ ! “ H‘ ‘\ \ ‘\ 1154 182 210 238 283 334
m/z--> 50 200 250 300 350 400
Abundance
55 83
20.60 20.80 21.00 21.20
5000 11 m/z 41.10 75.29%
29
0 139 167 196 224 252 280 308
m/z--> 50 100 150 200 250 300 350 400
Abundance #205392: Trichloroacetic acid, hexadecy! ester
4 20.60 20.80 21.00 21.20
69 m/z 69.05 73.10%
97
5000
125
0! 1L }L 15;.3 196 224
m/z--> 50 160 1éo 200 250 300 350 400 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM013118\
Data File : BM014068.D

Acq On : 01 Feb 2018 11:49

Operator : SJ/JU

Sample - J1316-09

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM013118.M
Quant Title : 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]
Tridecanoic acid 17.88 4.7 ng/ul 396606 4 16.97 1691730 20.0
Octadecanoic acid 19.17 2.9 ng/ul 294979 5 21.17 2047810 20.0
Heptadecyl triflu... 20.89 5.3 ng/ul 541851 5 21.17 2047810 20.0
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