LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM053117\
Data File : BM010338.D

Acq On : 31 May 2017 18:56

Operator : SJ/MA

Sample - 13369-05

Misc :

ALS Vial : 11 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-BM052717 .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 5.052 331 334 341 rBV2 54798 86396 1.23% 0.114%
2 7.110 677 684 697 rBY 738638 1290383 18.37% 1.698%
3 7.263 705 710 724 rBVY 507732 805193 11.46% 1.059%
4 7.463 736 744 751 rBV 814899 1353246 19.27% 1.780%
5 7.922 814 822 833 rBvV 1358154 2189719 31.17% 2.881%
6 8.645 934 945 956 rBVY 937951 1576092 22.44% 2.073%
7 9.110 1017 1024 1035 rBVY 685022 1173083 16.70% 1.543%
8 9.822 1134 1145 1152 rBV 626109 1069400 15.22% 1.407%
9 10.134 1193 1198 1204 rVB5 42746 79942 1.14% 0.105%
10 10.351 1227 1235 1245 rBV 1060083 1862248 26.51% 2.450%

11 10.728 1292 1299 1309 rBV 1590967 2673787 38.06% 3.518%
12 10.892 1320 1327 1337 rBV 575620 1080389 15.38% 1.421%
13 13.969 1843 1850 1855 rBV 2227637 3059778 43.56% 4.025%
14 14.016 1855 1858 1869 rVB 410779 538553 7.67% 0.708%
15 14.257 1891 1899 1909 rBV 2148241 3160732 45.00% 4.158%

16 14.557 1943 1950 1957 rBV2 2371173 3579704 50.96% 4_.709%
17 14.798 1984 1991 2003 rBV 628762 1196533 17.03% 1.574%
18 15.545 2109 2118 2125 rBV 2962151 4249746 60.50% 5.591%
19 15.668 2133 2139 2145 rBV 905764 1254961 17.87% 1.651%
20 16.198 2225 2229 2234 rBV3 51483 90909 1.29% 0.120%

21 17.015 2360 2368 2378 rBV2 313211 466023 6.63% 0.613%
22 17.304 2410 2417 2422 rBV 3193903 4419557 62.92% 5.814%
23 17.345 2422 2424 2428 rVV 137032 157743 2.25% 0.208%
24 17.404 2428 2434 2447 rVB2 3221216 4780060 68.05% 6.288%
25 18.151 2556 2561 2570 rBV 623470 983558 14.00% 1.294%

26 19.280 2750 2753 2755 rBv4 130178 170787 2.43% 0.225%
27 19.309 2755 2758 2760 rvv4 178500 249000 3.54% 0.328%
28 19.351 2761 2765 2771 rVB 383663 535499 7.62% 0.704%
29 19.421 2772 2777 2783 rBV 433841 649578 9.25% 0.855%
30 19.686 2817 2822 2832 rBV 4767034 6846261 97.46% 9.007%

31 21.109 3062 3064 3065 rBV2 139324 114947 1.64% 0.151%
32 21.462 3119 3124 3129 rBV 5186239 6450199 91.83% 8.486%
33 22.045 3219 3223 3231 rBV 2440569 3175287 45.20% 4._.177%
34 23.662 3492 3498 3505 rBV2 3946292 7024362 100.00% 9.241%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM053117\
Data File : BM010338.D

Acq On : 31 May 2017 18:56

Operator : SJ/MA

Sample - 13369-05

Misc :

ALS Vial : 11 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-BM052717 .M
SVOA CALIBRATION

35 23.815 3518 3524 3533 rVB 3451472 6448749 91.81% 8.484%

36 24.221 3590 3593 3599 rVB3 694245 1171210 16.67% 1.541%

Sum of corrected areas: 76013614
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_M\DATA\BMO053117\

BM010338.D

31 May 2017 18:56

SJ/MA

13369-05

11 Sample Multiplier: 1

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM052717 .M
SVOA CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM053117\
Data File : BM010338.D

Acq On : 31 May 2017 18:56

Operator : SJ/MA

Sample - 13369-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM052717 .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 unknown-01 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.02 2.11 ng/ul 466023 Phenanthrene-d10 17.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Methyl-1H-pyrrolo[3,4-c]pyridi... 164 C8H8N202 089159-34-2 46
2 2-Benzothiazolamine, N-methyl- 164 C8H8N2S 016954-69-1 45
3 Dibenzothiophene, 1,2,3,4,6,7,8,... 192 C12H16S 015869-74-6 43
4 2H-1-Benzopyran-2-one, 3,4-dihyd... 164 C9H803 002669-94-5 38
5 4,7(1H,8H)-Pteridinedione 164 C6H4N402 033669-70-4 38

Abundance Scan 2369 (17.021 min): BM010338.D (-2360) (-) m/z 164.10 100.00%

4

5000
16.80 17.00 17.20 17.40
341 400 447 480505
0 m/z 79.05 55.96%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #34160: 6-Methyl-1H-pyrrolo[3,4-c]pyridine-3,4(2H,5H)-dione
164
42 109
5000
66 16.80 17.00 17.20 17.40
m/z 136.10 41 .20%
L
O.J»WMWWﬂw%WEJ...“...,..”,....,”..,...w....,”
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
164
135 16.80 17.00 17.20 17.40
5000 m/z 65.10 34.70%
108
30
69
O B T LA LA e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #54550: Dibenzothiophene, 1,2,3,4,6,7,8,9-octahydro-
164 16.80 17.00 17.20 17.40
m/z 66.10 32.74%
192
5000
136
51 91
0...,“.‘.“..{,.L.‘.‘.‘%.\...‘,....,....,....,....,....,....,..
m/z--> 50 100 150 200 250 300 350 400 450 500 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM053117\
Data File : BM010338.D

Acq On : 31 May 2017 18:56

Operator : SJ/MA

Sample - 13369-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM052717 .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 2 Tridecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.15 4.45 ng/ul 983558 Phenanthrene-d10 17.30
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 92
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 78
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 62
Abundance Scan 2561 (18.151 min): BM010338.D (-2556) (-) m/z 73.10 100.00%
78
41
5000
17.80 18.00 18.20 18.40
0 342 399429458 490 529 n/z 60.10 61 51%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #72643: Tridecanoic acid
43|73
5000 129 LR SURRA SN B
17.80 18.00 18.20 18.40
n m/z 55.10 55.01%
1 214
ol 15
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
73
43 17.80 18.00 18.20 18.40
5000 129 m/z 41.15 52 .59%
171
214
101
Oy e e e e e e
m/z--> 6 55 160 1éo 200 250 300 3%0 400 4%0 560 séo
Abundance #72646: Tridecanoic acid
43| 17.80 18.00 18.20 18.40
m/z 69.05 47 .01%
5000
J 129 171 214
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM053117\
Data File : BM010338.D

Acq On : 31 May 2017 18:56

Operator : SJ/MA

Sample - 13369-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM052717 .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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

19.42 2.01 ng/ul 649578 Chrysene-di12 21.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Octadecanoic acid 284 C18H3602 000057-11-4 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 70
4 Tetradecanoic acid 228 C14H2802 000544-63-8 60
5 Pentadecanoic acid 242 C15H3002 001002-84-2 53

Abundance Scan 2777 (19.421 min): BM010338.D (-2772) (-) m/z 73.10 100.00%

7B
5000, 41 129 241

19.20 19.40 19.60 19.80
m/z 60.10 55.46%

o 340369 417 516546

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131262: Octadecanoic acid

5000
19.20 19.40 19.60 19.80

m/z 129.10 53.26%

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43,73
19.20 19.40 19.60 19.80
5000 129 m/z 241.30 48.86%
185 241 284
o 101 157 213
o o LI e e o o e o R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95851: Pentadecanoic acid

19.20 19.40 19.60 19.80
m/z 55.10  48.25%

5000

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM053117\
Data File : BM010338.D

Acq On : 31 May 2017 18:56

Operator : SJ/MA

Sample - 13369-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM052717 .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 Benzenamine, 4-octyl-N-(4-o... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
22.04 9.85 ng/ul 3175290 Chrysene-d12 21.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenamine, 4-octyl-N-(4-octylp... 393 C28H43N 000101-67-7 56
2 Condyfolan-16-carboxylic acid, 2... 322 C20H22N202 004939-81-5 50
3 Phenol, 2-(2H-benzotriazol-2-yl)... 351 C22H29N30 025973-55-1 43
4 Pyrazole-4-carboxylic acid, 3-(1... 322 C20H22N202 1000272-86-5 39
5 1-Diisopropyloctylsilyloxy-4-nit... 365 C20H35N0O3Si 1000307-85-3 12
Abundance Scan 3222 (22.039 min): BM010338.D (-3219) (-) m/z 322.30 100.00%
5000
43 120147 1an208 252 351 21.80 22.00 22.20 22.40
Ol g .l,h L[ 180208 U 24 || 38E415M3ATS803535 | nsn 303 25 24.00%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209041: Benzenamine, 4-octyl-N-(4-octylphenyl)-
3‘.
5000 RN SN BN RN A
21.80 22.00 22.20 22.40
250 m/z 92.10 10.16%
57 393
0ol29, | 97 132 180209 | 204
m/z--> 55 160 1éo 200 250 300 350 460 450 500 550
Abundance
121 257 322
42 U SN SRR SR B
21.80 22.00 22.20 22.40
5000 m/z 91.05 9.54%
77 167 220
280
e L L S L L WAL UL UL LIS WL
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #184669: Phenol, 2-(2H-benzotriazol-2-yl)-4,6-bis(1,1-dime... RREEE LE e e e
322 21.80 22.00 22.20 22.40
m/z 351.25 9.49%
5000
43 147 st
oL Y 1 224282 294 |
m/z--> 55 100 150 200 250 300 350 400 450 500 550 21.80 22.00 22.20 22.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM053117\
Data File : BM010338.D

Acq On : 31 May 2017 18:56

Operator : SJ/MA

Sample - 13369-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM052717 .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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

24 .22 3.63 ng/ul 1171210 Perylene-d12 23.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Hexatriacontane 507 C36H74 000630-06-8 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Tetracosane 338 C24H50 000646-31-1 83
5 Hexacosane 366 C26H54 000630-01-3 83

Abundance Scan 3593 (24.221 min): BM010338.D (-3590) (-) m/z 71.10 100.00%

5000 43

281
127155 193 535 313 353 402 446475505 549 24.00 24.20 24.40 24.60

Oty m/z 57.10 94 .04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129491: Eicosane
57
5000 85 LA L L L L L L LB
29 24, OO 24 20 24 40 24. 60
m/z 85.20 81.82%
oL L Mt emgranses2e?
B L A B L B B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
R AREEEES o s e
24.00 24.20 24.40 24.60
5000 g5 m/z 43.10 46.63%
29 113
0 141169197225253281309337 379 421449477506
T [ T T T T T e T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129490: Eicosane o o B m e SR
57 24.00 24.20 24.40 24.60

m/z 69.10 26.75%

5000

%

13
29 fi (141169197225 53282

o= e R EEREE e R

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24. OO 24 20 24 40 24. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM053117\
Data File : BM010338.D

Acq On : 31 May 2017 18:56

Operator : SJ/MA

Sample - 13369-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM052717 .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]
unknown-01 17.02 2.1 ng/ul 466023 4 17.30 4419560 20.0
Tridecanoic acid 18.15 4.5 ng/ul 983558 4 17.30 4419560 20.0
Octadecanoic acid 19.42 2.0 ng/ul 649578 5 21.46 6450200 20.0
Benzenamine, 4-oc... 22.04 9.8 ng/ul 3175290 5 21.46 6450200 20.0
(DEL) Alkane: Str... 24.22 3.6 ng/ul 1171210 6 23.82 6448750 20.0
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