LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011518\
Data File : BM013587.D

Acq On : 15 Jan 2018 16:21

Operator : SJ/JU

Sample - J1079-10

Misc :

ALS Vial : 12 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-BM011018_-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 3.163 28 30 37 rvB 50809 59071 1.72% 0.136%
2 6.804 642 649 660 rBv2 679581 1285366 37.43% 2.960%
3 6.963 670 676 685 rvB 520261 803922 23.41% 1.851%
4 7.157 702 709 718 rVB 732032 1118885 32.58% 2.577%
5 7.622 782 788 796 rvVB 548167 869359 25.31% 2.002%
6 8.334 902 909 918 rBVY 810310 1358105 39.55% 3.128%
7 8.775 977 984 991 rBVY 678305 1110783 32.34% 2.558%
8 9.492 1099 1106 1115 rBV 571641 935205 27.23% 2.154%
9 10.028 1190 1197 1207 rBV 825868 1403273 40.86% 3.232%
10 10.398 1253 1260 1266 rBV 704915 1157953 33.72% 2.667%
11 10.451 1266 1269 1275 rVB3 30160 40690 1.18% 0.094%
12 10.545 1278 1285 1295 rBV 695423 1225929 35.70% 2.823%
13 13.092 1713 1718 1723 rBV4 29857 44092 1.28% 0.102%

14 13.686 1813 1819 1824 rBV 1372461 1950267 56.79% 4.491%
15 13.733 1824 1827 1834 rVB 507849 705990 20.56% 1.626%

16 13.963 1856 1866 1877 rBV 1655855 2411580 70.22% 5.554%
17 14.180 1897 1903 1907 rBV 71965 95346 2.78% 0.220%
18 14.268 1910 1918 1927 rBvV2 918928 1469066 42.78% 3.383%
19 14.492 1951 1956 1970 rBV 485396 862924 25.13% 1.987%
20 15.086 2052 2057 2060 rBVZ2 31034 42245 1.23% 0.097%

21 15.133 2061 2065 2070 rVB2 80427 96946 2.82% 0.223%
22 15.268 2082 2088 2095 rBV 1943932 2713130 79.00% 6.248%
23 15.404 2105 2111 2121 rBV 541728 789333 22.98% 1.818%
24 15.510 2125 2129 2132 rBV4 26947 37353 1.09% 0.086%
25 15.998 2208 2212 2219 rBV2 69406 104219 3.03% 0.240%

26 16.792 2340 2347 2351 rBv4 43249 57468 1.67% 0.132%
27 16.845 2352 2356 2361 rVB6 21750 38031 1.11% 0.088%
28 17.021 2380 2386 2392 rBV2 1249098 1716074 49.97% 3.952%
29 17.121 2396 2403 2411 rBV2 1996942 2858039 83.22% 6.582%

30 17.533 2468 2473 2476 rVB3 34148 39646 1.15% 0.091%
31 17.927 2535 2540 2550 rBV 312852 490105 14.27% 1.129%
32 18.221 2585 2590 2597 rVB6 31984 53578 1.56% 0.123%
33 18.309 2602 2605 2610 rVB5 37232 52071 1.52% 0.120%
34 18.498 2627 2637 2642 rBV9 36141 64296 1.87% 0.148%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011518\
Data File : BM013587.D

Acq On : 15 Jan 2018 16:21

Operator : SJ/JU

Sample - J1079-10

Misc :

ALS Vial : 12 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-BM011018.M
Title = SVOA CALIBRATION
35 19.062 2728 2733 2736 rBv4 42977 68999 2.01% 0.159%

36 19.215 2753 2759 2764 rBV2 178188 263501 7.67% 0.607%
37 19.421 2788 2794 2801 rBV 2460089 3274453 95.35% 7.541%
38 19.480 2801 2804 2809 rVB6 32753 46956 1.37% 0.108%
39 19.950 2880 2884 2887 rBV5 22632 37572 1.09% 0.087%
40 20.362 2947 2954 2959 rBV3 202970 287486 8.37% 0.662%

41 20.939 3048 3052 3062 rVB 573228 731536 21.30% 1.685%
42 21.145 3082 3087 3093 rBV 2669813 2968104 86.43% 6.835%
43 21.221 3094 3100 3106 rVV 1557747 2027685 59.04% 4._.670%
44 21.827 3199 3203 3213 rBV6 194626 329155 9.58% 0.758%
45 23.280 3444 3450 3463 rVB2 1859338 3434180 100.00% 7.909%

46 23.421 3467 3474 3482 rBV2 990005 1893547 55.14% 4_.361%

Sum of corrected areas: 43423514
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011518\
Data File : BM013587.D

Acq On : 15 Jan 2018 16:21

Operator : SJ/JU

Sample : J1079-10

Misc :

ALS Vial : 12 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

Abundance TIC: BM013587.D

2500000
2000000
1500000
1000000 833 0.03

1
6.80 716 8.77 104055
6.96| 7.62 9.49
500000
3.16
R, V.

O e e T T T T T e e e e P e 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: BM013587.D

2500000 19.42
2000000 15.27 17.12

13.96

1500000 13.69
17.42

1000000 14.27

15.40
500000 1p73 14.49

17.93
19.2 20.36

13.09 14. 124 551 16.00 79| 1753 J_{a@zm.so 19.04 19.48 19.95

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: BM013587.D
21.14

2500000
23.28
2000000
.22

1500000
P3.42

1000000
20.94

500000 21.83
Ao, g Ao

AY

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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011518\
Data File : BM013587.D

Acq On : 15 Jan 2018 16:21

Operator : SJ/JU

Sample : J1079-10

Misc :

ALS Vial : 12 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

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.
17.93 5.71 ng/ul 490105 Phenanthrene-d10 17.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Octadecanoic acid 284 C18H3602 000057-11-4 87
5 Undecanoic acid 186 C11H2202 000112-37-8 83
Abundance Scan 2540 (17.927 min): BM013587.D (-2535) (-) m/z 73.00 100.00%
4
5000 129
213
o i ‘ 256 17.60 17.80 18.00 18.20
9 ) ) ) )
ol O O 2 O T O Bl To e
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
43 60
5000 129
83 17.60 17.80 18.00 18.20
0
H o 157 1g5 213 256 m/z 41.05 86.21%
o I hl‘\ .H““ﬂhl“ ﬁ‘”“. ul I\ ‘. .‘ .‘. ‘I .‘ ; \|23|9| “. —— ———
m/z--> 50 100 150 200 250 300 350
Abundance
43 73
17.60 17.80 18.00 18.20
5000 256 m/z 60.00 79.77%
129
97 157 213
oL26 185 239
m/z--> 55 160 1%0 200 2%0 300 3%0
Abundance #72647: Tridecanoic acid TR ey
73 17.60 17.80 18.00 18.20
43 m/z 55.05 78.99Y%
5000 129
171
‘ ‘ 97 ‘ 214
AETHIRT R N
m/z--> 50 100 150 200 250 300 350 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011518\
Data File : BM013587.D

Acq On : 15 Jan 2018 16:21

Operator : SJ/JU

Sample : J1079-10

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018.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 5
R.T. EstConc Area Relative to ISTD R.T.
19.22 2.60 ng/ul 263501 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Octadecanoic acid 284 C18H3602 000057-11-4 97
3 Octadecanoic acid 284 C18H3602 000057-11-4 95
4 Octadecanoic acid 284 C18H3602 000057-11-4 94
5 Octadecanoic acid 284 C18H3602 000057-11-4 93
Abundance Scan 2760 (19.221 min): BM013587.D (-2753) (-) m/z 73.05 100.00%
5000
"' 10.00 19.20 19.40 19.60
0! m/z 55.10 86.91%
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid
73
43
129
5000 284 LRI SULRILE UL RO R
185 241 19.00 19.20 19.40 19.60
H ‘ m/z 43.05 85.34Y%
0 .“.‘ \;‘Hlﬂ‘ul Ii H“ MMH ‘u‘\ bl 157‘ L, ‘213 — \2|6|5 .‘. ————
m/z--> 50 100 150 200 250 300 350
Abundance
43 73
"' 10.00 19.20 19.40 19.60
5000 129 m/z 41.05 84 .46%
97
185 oa1 284
0 15 157 213 265
m/z--> L 'éol - 160" ' 150" "200" "250" "300" ' 550
Abundance #131259: Octadecanoic acid AR R RREEs ma R
ile] 19.00 19.20 19.40 19.60
m/z 57.10 71.22%
5000
129
284
“ } 185 241
0 I]'IS‘IUM‘ “ JI\H\I I\ . L|‘|‘|2|13|‘| |{|2|6|5|‘||||||
m/z--> 200 250 300 350 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\BM011518\
Data File : BM013587.D

Acq On : 15 Jan 2018 16:21

Operator : SJ/JU

Sample : J1079-10

Misc :

ALS Vial : 12 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

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 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

20.36 2.84 ng/ul 287486 Chrysene-d12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 72
2 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 72
3 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 72
4 1,1-Dimethyl-1-silacyclobutane 100 C5H12Si 002295-12-7 64
5 13-Docosenamide, (2)- 337 C22H43NO 000112-84-5 59

Abundance Scan 2954 (20.362 min): BM013587.D (-2947) (-) m/z 59.00 100.00%

59
5000

20. 00 20 20 20. 40 20 60

238264 295 327 355

0 m/z 72.10 78.44%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #128447: 9-Octadecenamide, (2)-
59
5000 |||||||||||||||||||

20.00 20.20 20.40 20.60
126 m/z 41.05 57.43%

\‘ U ), 154 184207 238 281
0‘ HHMHM“""lll-lll‘lu‘llll-llllullllullll:.
z--> 50 100 150 200 250 300 350 400 450
Abundance

59

20. 00 20 20 20. 40 20.60

5000 m/z 55.05 52._70%
83 126
154 184207 238 281
ol s
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #128445: 9-Octadecenamide, (2)- T B e S e o
20.00 20.20 20.40 20.60
m/z 43.05  47.65%
5000

154 184210238 281
R R e REREEmEE
m/z--> 50 100 150 200 250 300 350 400 450 20. 00 20 20 20. 40 20.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011518\
Data File : BM013587.D

Acq On : 15 Jan 2018 16:21

Operator : SJ/JU

Sample : J1079-10

Misc :

ALS Vial : 12 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

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 n-Tetracosanol-1 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

20.94 7.22 ng/ul 731536 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 l1-Heneicosanol 312 C21H440 015594-90-8 94
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 1-Heptacosanol 396 C27H560 002004-39-9 93

Abundance Scan 3052 (20.939 min): BM013587.D (-3048) (-) m/z 55.10 100.00%

56 83
5000 111

139 20 60 20. 80 21. OO 21 20
l 182 221 265295
O AR f P2 207 SO02%> SH 40140 3 Tm/z 43.05 98.83%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #186968: n-Tetracosanol-1
57 |97

5000 Tl i T[T rrjrrroprorrrg
|

O

2 20.60 20.80 21.00 21.20
125 m/z 69.05 89.66%

29
ok “w ﬂ 181210238266 308336
e REE T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55 83
20.60 20.80 21.00 21.20
5000 111 m/z 57.05 88.65%
o 139167196 238266204
R B e e i B e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 }L
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester R RS
57 20.60 20.80 21.00 21.20
97 m/z 83.05 87.90%
5000
29 125 169 .0
0,..4.,.t..,..h1,uk.n RN, .- SN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011518\
Data File : BM013587.D

Acq On : 15 Jan 2018 16:21

Operator : SJ/JU

Sample : J1079-10

Misc :

ALS Vial : 12 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

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 5 1-Heptacosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.83 3.25 ng/ul 329155 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 92
2 n-Tetracosanol-1 354 C24H500 000506-51-4 92
3 Octacosanol 410 C28H580 000557-61-9 90
4 Heptacosyl acetate 438 C29H5802 1000351-78-2 90
5 Behenic alcohol 326 C22H460 000661-19-8 87
Abundance Scan 3204 (21.833 min): BM013587.D (-3199) (-) m/z 207.00 100.00%
55
5000
2160 21.80 22.00 22.20
o} m/z 83.05 97 .53%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #210517: 1-Heptacosanol
57 97
5000 I SR LN BRI SURS
125 2160 21.80 22.00 22.20
m/z 69.10 95.06%
L2 \“ Ll s 181 209 236 264 292 320 30 378
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57 83
2160 21.80 22.00 22.20
5000 11 m/z 97.05 93.97%
29 139
o 167 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215904: Octacosanol
57 21.60 21.80 22.00 22.20
97 m/z 55.10 83.10%
5000
125
0 29 | ‘ | L (153 181 209 236 264 292 322 364 392
m/z--> 5'0 100 150 200 250 300 350 400 450 21.60 21.80 22.00 22.20

SOM-EPA-BM011018.M Tue Jan 16 17:08:22 2018 Page: 8



Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM011518\
Data File : BM013587.D

Acq On : 15 Jan 2018 16:21

Operator : SJ/JU

Sample : J1079-10

Misc :

ALS Vial : 12 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 17.93 5.7 ng/ul 490105 4 17.02 1716070 20.0
Octadecanoic acid 19.22 2.6 ng/ul 263501 5 21.22 2027690 20.0
9-Octadecenamide, ... 20.36 2.8 ng/ul 287486 5 21.22 2027690 20.0
n-Tetracosanol-1 20.94 7.2 ng/ul 731536 5 21.22 2027690 20.0
1-Heptacosanol 21.83 3.3 ng/ul 329155 5 21.22 2027690 20.0
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