LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM011918\
Data File : BM013662.D

Aca On : 19 Jan 2018 13:40

Operator : SJ/JU

Sample : J1141-07

Misc :

ALS Vial : 5 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-BM011018.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 3.163 27 30 35 rvB2 27847 37043 1.29% 0.112%
2 6.792 641 647 663 rBVY2 500390 942783 32.92% 2.860%
3 6.957 669 675 684 rVB 389123 583458 20.38% 1.770%
4 7.145 700 707 722 rBV 525784 852965 29.79% 2.587%
5 7.610 780 786 795 rBV 501971 818818 28.59% 2.484%
6 8.322 899 907 925 rBV 635282 1058510 36.97% 3.211%
7 8.769 976 983 994 rBV 514404 868087 30.32% 2.633%
8 9.486 1098 1105 1119 rVB 410291 725366 25.33% 2.200%
9 10.022 1189 1196 1209 rBV 608078 1090665 38.09% 3.308%
10 10.392 1252 1259 1265 rBvV 642598 1076167 37.58% 3.264%

11 10.539 1277 1284 1299 rBV 530477 999514 34 .90% 3.032%
12 11.727 1480 1486 1497 rBV5 14340 34969 1.22% 0.106%
13 13.680 1812 1818 1823 rBV 1066995 1520183 53.09% 4.611%
14 13.727 1823 1826 1833 rVB 311601 424877 14.84% 1.289%
15 13.957 1855 1865 1871 rBV 1195102 1826414 63.78% 5.540%

16 14.168 1893 1901 1908 rBV6 40394 61824 2.16% 0.188%
17 14.263 1911 1917 1930 rVB2 869698 1336704 46.68% 4 _055%
18 14.492 1948 1956 1971 rBV 299180 597710 20.87% 1.813%
19 15.127 2058 2064 2069 rVB5 44262 62715 2.19% 0.190%
20 15.262 2081 2087 2101 rVB 1487527 2172795 75.88% 6.591%

21 15.398 2104 2110 2123 rVB 355619 553395 19.33% 1.679%

22 15.504 2125 2128 2137 rVB7 19349 40602 1.42% 0.123%
23 15.639 2144 2151 2155 rBV 165019 238531 8.33% 0.724%
24 15.992 2206 2211 2218 rBV4 37627 75019 2.62% 0.228%
25 16.445 2284 2288 2293 rBVS 14109 34101 1.19% 0.103%
26 16.786 2342 2346 2349 rBvV4 21717 31841 1.11% 0.097%

27 17.015 2377 2385 2394 rBV2 1101817 1542460 53.87% 4.679%
28 17.115 2396 2402 2411 rVV 1637388 2256885 78.81% 6.846%
29 17.921 2535 2539 2550 rBV2 187517 282864 9.88% 0.858%

30 18.639 2656 2661 2666 rBV6 19750 30034 1.05% 0.091%
31 19.056 2728 2732 2736 rBV2 35437 52475 1.83% 0.159%
32 19.139 2743 2746 2752 rVB5 29899 40222 1.40% 0.122%

33 19.209 2752 2758 2765 rBV5 104435 172855 6.04% 0.524%
34 19.415 2787 2793 2800 rBV 1898811 2622307 91.58% 7.954%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM011918\
Data File : BM013662.D

Aca On : 19 Jan 2018 13:40

Operator : SJ/JU

Sample : J1141-07

Misc :

ALS Vial : 5 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

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018.M
SVOA CALIBRATION

Method
Title

35 19.868 2866 2870 2877 rBV2 188046 240402 8.40% 0.729%
36 20.939 3048 3052 3059 rVB4 271442 366043 12.78% 1.110%
37 21.215 3094 3099 3106 rBV 1479182 1895916 66.21% 5.751%
38 21.827 3198 3203 3211 rVB2 279445 442172 15.44% 1.341%
39 22.797 3365 3368 3375 rVB3 168145 280155 9.78% 0.850%
40 23.280 3443 3450 3461 rVB 1578697 2863534 100.00% 8.686%

41 23.415 3467 3473 3480 rVB 963723 1813900 63.34% 5.502%

Sum of corrected areas: 32967280
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM011918\
Data File : BM013662.D

Aca On : 19 Jan 2018 13:40

Operator : SJ/JU

Sample : J1141-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library - C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM013662.D
1500000
1000000
8.32 10.02 10.39
6.79 7.15 761 8.77 0.54
500000 6.96 9.49
3,16 ) 117

O B e e L A B B oo o B e e
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM013662.D

1942
17.12
1500000 15.26
13.96
1000000
14.26
500000
13 14.49 i 19.87
17.92 .
] 1983]

o IS | W o 0 OO €, W S 2 2 | GOSN | G -2 LSS ey
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: BM013662.D

23.28
21.22
1500000
P3.41
1000000
21.83
500000 54 g4 22.80

r¥——F——7 e e

Time--> 21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 25.00 25.50 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\BM011918\
Data File : BM013662.D

Aca On : 19 Jan 2018 13:40

Operator : SJ/JU

Sample : J1141-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.64 3.09 ng/ul 238531 Phenanthrene-d10 17.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 95
2 Benzophenone 182 C13H100 000119-61-9 95
3 Benzophenone 182 C13H100 000119-61-9 93
4 Benzophenone 182 C13H100 000119-61-9 91
5 Benzophenone 182 C13H100 000119-61-9 91
Abundance Scan 2151 (15.639 min): BM013662.D (-2144) (-) m/z 105.10 100.00%
77 105
182
5000 51
39 152 15.40 15.60 15.80 16.00
e O3 (89 4126 r 27 Tmzz 77.10  80.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47243: Benzophenone
105
n 182
5000
15.40 15.60 15.80 16.00
o1 m/z 182.00 64.85%
27 39 63 126 152 I
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
77 105
51 ' 15.40 15.60 15.80 16.00
5000 m/z 51.00 36.89%
182
15 2739 63 89 126 139 152 165
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47246: Benzophenone
105 15.40 15.60 15.80 16.00
m/z 50.10 12.43%
77 182
5000
51
| 63 | 8 | 126139152165 |
m/z--> 20 40 60 80 100 120 140 160 180 200 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM011918\
Data File : BM013662.D

Aca On : 19 Jan 2018 13:40

Operator : SJ/JU

Sample : J1141-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_M
SVOA CALIBRATION

Quant Method
Quant Title

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 2 n-Decanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.92 3.67 ng/ul 282864 Phenanthrene-d10 17.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 91
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 n-Decanoic acid 172 C10H2002 000334-48-5 86
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Tridecanoic acid 214 C13H2602 000638-53-9 58

Abundance Scan 2539 (17.921 min): BM013662.D (-2535) (-) m/z 73.05 100.00%

B
5000 129
213

185 LA B B i e o o o B
143157171 199 | 227 256 17.60 17.80 18.00 18.20

m/z 43.10 95.51%

281

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39474: n-Decanoic acid
73
129
5000 LA L L L L L B LB |
43 5 17.60 17.80 18.00 18.20
87 m/z 55.10 89.20%
‘\ i %91w‘ W am
P.”,””,”.,”...nq.n.w.”..” R R e R R S RARRR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43 T T T
57 17.60 17.80 18.00 18.20
5000 12 m/z 41.05 79.68%
29 185 228

87
115
101 143157171 199213

Tﬁmﬁmmwwﬁwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

%

Abundance #39472: n-Decanoic acid S e e
60 17.60 17.80 18.00 18.20
a1 m/z 59.95 68.86%
5000 129
2
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\BM011918\
Data File : BM013662.D

Aca On : 19 Jan 2018 13:40

Operator : SJ/JU

Sample : J1141-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_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 Retene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.87 2.54 ng/ul 240402 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Retene 234 C18H18 000483-65-8 98
2 Retene 234 C18H18 000483-65-8 95
3 2-Isopropvl-10-methvlphenanthrene 234 C18H18 066552-97-4 93
4 Retene 234 C18H18 000483-65-8 78
5 Phenanthrene, 2,4,5,7-tetramethyl- 234 C18H18 007396-38-5 68
Abundance Scan 2870 (19.868 min): BM013662.D (-2866) (-) m/z 219.05 100.00%
219
5000
T 15765 19180 20100 2020
102 165 . . . .
76 139 249 283 355 429 n/z 234.20 55 430
m/z--> 50 100 150 200 250 300 350 400
Abundance #89260: Retene
219
5000 AR AR AR
19.60 19.80 20.00 20.20
189 m/z 204 .05 28.07%
|2751 7‘?““”“: |‘|“|“ “\“\H\ T T
m/z--> 50 100 150 250 300 350 400
Abundance
219
19.60 19.80 20.00 20.20
5000 m/z 202.10 23.42%
102 189
77 139 165
m/z--> 55 160 1%0 260 250 360 3%0 460
Abundance #89274: 2-1sopropyl-10-methylphenanthrene
219 19.60 19.80 20.00 20.20
m/z 203.10 23.10%
5000
39 76102 139165'%]
m/z--> 55 160 1éo 260 250 360 3%0 460 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM011918\
Data File : BM013662.D

Aca On : 19 Jan 2018 13:40

Operator : SJ/JU

Sample : J1141-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_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 1-Heneicosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.94 3.86 ng/ul 366043 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 1-Heptacosanol 396 C27H560 002004-39-9 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 91
5 n-Nonadecanol-1 284 C19H400 001454-84-8 91
Abundance Scan 3052 (20.939 min): BM013662.D (-3048) (-) m/z 55.05 100.00%
g5
5000
20.60 20.80 21.00 21.20
1 801429 "m/z 83.10 94.96%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
55
5000
20.60 20.80 21.00 21.20
2 m/z 57.10  90.83%
e \‘ H ‘H‘ |0 er 19 __ 238 266 294
m/z--> 56 ' o 2éo 360 3%0 460
Abundance
57 97
20.60 20.80 21.00 21.20
5000 m/z 69.10 88.97%
125
29 153 181 209 236 264 292 320 350 378
m/z--> 55 160 1%0 260 250 360 3%0 460
Abundance #186968: n-Tetracosanol-1
3 20.60 20.80 21.00 21.20
m/z 43.05 86.99Y%
5000
167 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350 400 mmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM011918\
Data File : BM013662.D

Aca On : 19 Jan 2018 13:40

Operator : SJ/JU

Sample : J1141-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_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 5 Trifluoroacetic acid, penta... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

21.83 4.66 ng/ul 442172 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
2 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 94
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91

Abundance Scan 3204 (21.833 min): BM013662.D (-3198) (-) m/z 55.10 100.00%

851 97
5000

21.60 21.80 22.00 22.20
m/z 97.10 98 .95%

460 491

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #164113: Trifluoroacetic acid, pentadecyl ester
57
83
5000
21.60 21.80 22.00 22.20
- m/z 69.05 96.63%
140
L M ol S
mz--> 0 50 20 250 300 350 400 450
Abundance
57
97
21.60 21.80 22.00 22.20
5000 m/z 43.10 94.61%
29 125

154 196224 269 320

m/z--> 0 5|O 1CI)O 15|0 2CI)O 25|O 300 350 4CI)O 4é0 I

Abundance #199127: Pentafluoropropionic acid, pentadecyl ester R B i e s e
21.60 21.80 22.00 22.20

m/z 83.10 93.91%

5000

m/z--> 0 50 100 150 200 250 300 350 400 450 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM011918\
Data File : BM013662.D

Aca On : 19 Jan 2018 13:40

Operator : SJ/JU

Sample : J1141-07

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_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 6 (DEL) Alkane: Cyclic22.80 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.80 3.09 ng/ul 280155 Perylene-d12 23.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Methvl-E-9-octadecene 266 C19H38 1000130-87-1 93
2 1-Nonadecene 266 C19H38 018435-45-5 93
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 1-Docosanethiol 342 C22H46S 007773-83-3 90
Abundance Scan 3368 (22.797 min): BM013662.D (-3365) (-) m/z 57.10 100.00%
47 83
e MJ\A\—VA//
281 LRI R AL SUNIA B
341 369 401 430 22.40 22.60 22.80 23.00 23.20
e m/z 55.10 99.10%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115911: 4-Methyl-E-9-octadecene
43
69
5000 o7 266 LRI SRR DAL SUNIA B
22.40 22.60 22.80 23.00 23.20
‘ 125 - m/z 83.05 98.67%
— le\ -4 \I“HI‘H\I \l‘\ IL\I Jﬁlﬁéw}gll‘lz::-o‘l‘l ‘: | I\LI T
m/z--> 50 100 150 200 250 300 350 400
Abundance
43 97
69
22.40 22.60 22.80 23.00 23.20
5000 m/z 43.05 94 _71%
125
15 154 182 210 238 266
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester I I e e o
57 22.40 22.60 22.80 23.00 23.20
83 m/z 97.10 79 .64%
5000 111
29
LAl d ]2 182210 55 356
m/z--> 50 100 150 200 250 300 350 400 22.40 22.60 22.80 23.00 23.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM011918\
Data File : BM013662.D

Acq On : 19 Jan 2018 13:40

Operator : SJ/JU

Sample - J1141-07

Misc :

ALS Vial : 5 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]
Benzophenone 15.64 3.1 ng/ul 238531 4 17.02 1542460 20.0
n-Decanoic acid 17.92 3.7 ng/ul 282864 4 17.02 1542460 20.0
Retene 19.87 2.5 ng/ul 240402 5 21.22 1895920 20.0
1-Heneicosanol 20.94 3.9 ng/ul 366043 5 21.22 1895920 20.0
Trifluoroacetic a... 21.83 4.7 ng/ul 442172 5 21.22 1895920 20.0
(DEL) Alkane: Cyc... 22.80 3.1 ng/ul 280155 6 23.41 1813900 20.0
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