LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM053117\
Data File : BM010342.D

Acq On : 31 May 2017 21:20

Operator : SJ/MA

Sample - 13369-04

Misc :

ALS Vial : 15 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 5.052 329 334 343 rBvY 98820 153758 1.59% 0.143%
2 7.105 677 683 693 rBvY 1388722 2357877 24.44% 2.191%
3 7.263 705 710 720 rvVB 995755 1555189 16.12% 1.445%
4 7.458 737 743 752 rBV 1607735 2620704 27.16% 2.436%
5 7.922 815 822 833 rBV 1594983 2610142 27.05% 2.426%
6 8.028 833 840 845 rvB2 71837 124261 1.29% 0.115%
7 8.646 938 945 958 rBVY 1589542 2633005 27.29% 2.447%
8 9.110 1016 1024 1031 rBV 1382873 2380004 24.66% 2.212%
9 9.175 1031 1035 1044 rVB4 52494 101933 1.06% 0.095%
10 9.816 1137 1144 1163 rVB 1298807 2215838 22.96% 2.059%

11 10.352 1226 1235 1246 rBV 2050353 3520168 36.48% 3.272%
12 10.728 1290 1299 1308 rBV 1965721 3418807 35.43% 3.177%
13 10.893 1319 1327 1338 rBV 1451877 2590015 26.84% 2.407%
14 13.969 1843 1850 1855 rBV 3832774 5270108 54.61% 4._.898%
15 14.016 1855 1858 1867 rVB 956527 1195136 12.39% 1.111%

16 14.257 1891 1899 1908 rBV 3855295 5761356 59.71% 5.355%
17 14.557 1943 1950 1960 rVB2 3065001 4574613 47 .41% 4._.252%
18 14.792 1982 1990 2007 rBV 1162436 2084545 21.60% 1.937%
19 14.939 2011 2015 2021 rVB7 61910 103365 1.07% 0.096%
20 15.334 2079 2082 2087 rBV2 88719 103505 1.07% 0.096%

21 15.545 2109 2118 2125 rBV 5109242 7247513 75.11% 6.736%
22 15.669 2133 2139 2145 rBV 1558899 2073368 21.49% 1.927%
23 15.781 2154 2158 2163 rVB4 80705 118609 1.23% 0.110%
24 16.198 2225 2229 2236 rBV2 114534 181973 1.89% 0.169%
25 17.157 2388 2392 2397 rBV7 69444 101163 1.05% 0.094%

26 17.304 2409 2417 2422 rBV 3817909 5386002 55.82% 5.006%
27 17.398 2427 2433 2442 rVB 5174828 7417871 76.87% 6.894%
28 18.033 2536 2541 2545 rBVS 84671 142447 1.48% 0.132%
29 18.151 2556 2561 2571 rBV 1010617 1508961 15.64% 1.402%
30 18.239 2572 2576 2580 rVB 186965 230761 2.39% 0.214%

31 18.539 2622 2627 2632 rBV2 81079 181565 1.88% 0.169%
32 18.810 2670 2673 2679 rBVS8 49797 102635 1.06% 0.095%
33 19.316 2756 2759 2762 rBV2 110869 175178 1.82% 0.163%
34 19.345 2762 2764 2768 rVB 175931 219159 2.27% 0.204%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM053117\
Data File : BM010342.D

Acq On : 31 May 2017 21:20

Operator : SJ/MA

Sample - 13369-04

Misc :

ALS Vial : 15 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
Title

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

35 19.416 2772 2776 2791 rBV3 546818 951098 9.86% 0.884%

36 19.686 2816 2822 2830 rBV 7293383 9649571 100.00% 8.968%
37 20.586 2972 2975 2978 rBV 443169 477675 4._95% 0.444%
38 21.333 3099 3102 3104 rBvV 315757 337938 3.50% 0.314%
39 21.463 3119 3124 3129 rBV 5001722 6356683 65.88% 5.908%
40 22.045 3219 3223 3229 rVB 3037077 3822167 39.61% 3.552%

41 23.662 3492 3498 3508 rVB2 5000013 9590076 99.38% 8.913%
42 23.815 3517 3524 3531 rBV2 2989592 5949761 61.66% 5.530%

Sum of corrected areas: 107596503
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM053117\
Data File : BM010342.D

Acq On : 31 May 2017 21:20

Operator : SJ/MA

Sample - 13369-04

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM053117\
Data File : BM010342.D

Acq On : 31 May 2017 21:20

Operator : SJ/MA

Sample - 13369-04

Misc :

ALS Vial : 15 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 Tetradecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.15 5.60 ng/ul 1508960 Phenanthrene-d10 17.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 93
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 62
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58
Abundance Scan 2561 (18.151 min): BM010342.D (-2556) (-) m/z 73.10 100.00%
73
157185 R N i e e
ﬂmmmmmmm
ol 304 356386415 512 549 m/z 60.05 63.50%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #84452: Tetradecanoic acid
73
43
5000 129
185 17.80 18.00 18.20 18.40
298 m/z 55.10 53.46%
0‘15 \\H}lﬁh‘ ’157............|........|....|....|.
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
60
17.80 18.00 18.20 18.40
5000 129 m/z 41.05 51.02%
157185213 256
O B B At e L B B
m/z--> 6 55 160 1éo 200 250 300 3%0 400 4%0 560 séo
Abundance #72648: Tridecanoic acid
73 17.80 18.00 18.20 18.40
m/z 43.05 48.52%
43
5000
129 -
214
Ol}ﬁsﬂ”l, ﬁf‘?ll .\ [ I
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 : BM010342.D

Acq On : 31 May 2017 21:20

Operator : SJ/MA

Sample - 13369-04

Misc :

ALS Vial : 15 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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

19.42 2.99 ng/ul 951098 Chrysene-di12 21.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 Octadecanoic acid 284 C18H3602 000057-11-4 60
3 Tridecanoic acid 214 C13H2602 000638-53-9 60
4 Octadecanoic acid 284 C18H3602 000057-11-4 53
5 Octadecanoic acid 284 C18H3602 000057-11-4 53

Abundance Scan 2777 (19.422 min): BM010342.D (-2772) (-) m/z 73.10 100.00%

73

5000

19.20 19.40 19.60 19.80
m/z 60.10 70.26%

o 489 536

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #131262: Octadecanoic acid
73

5000
19.20 19.40 19.60 19.80

m/z 43.15 60.18%

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43 73
I =
19.20 19.40 19.60 19.80
5000 m/z 55.05 60.05%
129 284
185 o4
ol 15 101 157 | 213
L i S A ma e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #72648: Tridecanoic acid R R amune e
73 19.20 19.40 19.60 19.80
m/z 241.30 57.58%
43
5000
129
171 214
ERLN 1 O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 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 : BM010342.D

Acq On : 31 May 2017 21:20

Operator : SJ/MA

Sample - 13369-04

Misc :

ALS Vial : 15 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 1-Methyl-2,6-diphenyl-4,4-p... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
22.04 12.03 ng/ul 3822170 Chrysene-di12 21.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Methyl-2,6-diphenyl-4,4-pentam... 365 C25H23N3 083078-31-3 72
2 Phenol, 2-(2H-benzotriazol-2-yl)... 351 C22H29N30 025973-55-1 56
3 1H-Indole, 3-Phenyl-2-(3"-methyl... 322 C23H18N2 164936-86-1 50
4 Condyfolan-16-carboxylic acid, 2... 322 C20H22N202 004939-81-5 50
5 Pyrazole-4-carboxylic acid, 3-(1... 322 C20H22N202 1000272-86-5 50
Abundance Scan 3222 (22.039 min): BM010342.D (-3219) (-) m/z 322.30 100.00%
22
5000
13 131 252 351 21,80 22.00 22.20 22.40
B .ml,l.vn A0 1982207 P 1| 401 454 503838 | 757333 05  22.81%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #193824: 1-Methyl-2,6-diphenyl-4,4-pentamethylene-1,4-dihy ...
322
5000 L UL SRR UL B
21.80 22.00 22.20 22.40
m/z 92.05 10.74%

Abundance

27 \‘ 118 165 203 240 284 | | 3%
e
miz--> 50 100 150 200 250 300 350 400 450 500
322

21.80 22. 00 22. 20 22.40

5000 m/z 91.05 9.91%
43 147 a0l
o 9211977174 224252 294
L B B B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #163012: 1H-Indole, 3-Phenyl-2-(3-methyl-1H-indol-2"-yl)- R Sl e ot
322 21. 80 22. 00 22. 20 22. 40

m/z 105.10 9.15%

5000
153
0l29 57 84111 || 204 245 593

T A B L B WA s e O B B A

m/z--> 50 100 150 200 250 300 350 400 450 500 21. 80 22. 00 22. 20 22. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM053117\
Data File : BM010342.D

Acq On : 31 May 2017 21:20

Operator : SJ/MA

Sample - 13369-04

Misc :

ALS Vial : 15 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]
Tetradecanoic acid 18.15 5.6 ng/ul 1508960 4 17.30 5386000 20.0
Octadecanoic acid 19.42 3.0 ng/ul 951098 5 21.46 6356680 20.0
1-Methyl-2,6-diph... 22.04 12.0 ng/ul 3822170 5 21.46 6356680 20.0
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