LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM101417\
Data File : BM012192.D

Aca On : 15 Oct 2017 04:20

Operator : SJ/JU

Sample : 15548-13 5X

Misc :

ALS Vial : 24 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-BM101217 .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 6.987 657 663 677 rVB2 49368 120554 3.96% 0.608%
2 7.145 685 690 700 rBV2 42417 74084 2.43% 0.373%
3 7.345 719 724 734 rBV3 71402 124971 4_.10% 0.630%
4 7.810 796 803 816 rBV 501877 880692 28.90% 4._.440%
5 8.534 920 926 937 rBV2 56474 128648 4.22% 0.649%
6 8.986 995 1003 1012 rBV2 54920 114461 3.76% 0.577%
7 9.710 1119 1126 1133 rBV 52381 100026 3.28% 0.504%
8 10.257 1212 1219 1234 rBV2 58829 155422 5.10% 0.784%
9 10.616 1272 1280 1292 rBV 747139 1312693 43.07% 6.617%
10 10.780 1301 1308 1318 rBv2 17812 48164 1.58% 0.243%

11 13.868 1827 1833 1838 rBV 212587 316787 10.39% 1.597%
12 13.916 1838 1841 1850 rVB 86566 132749 4_36% 0.669%
13 14.157 1876 1882 1889 rBV 227339 359786 11.81% 1.814%
14 14.410 1919 1925 1929 rBV 170365 237804 7.80% 1.199%
15 14.463 1929 1934 1941 rVB2 1258631 1929786 63.32% 9.728%

16 14.704 1971 1975 1979 rBV3 29557 48569 1.59% 0.245%
17 15.457 2096 2103 2111 rBV 321441 483363 15.86% 2.437%
18 17.092 2377 2381 2385 rBV3 29664 41082 1.35% 0.207%

19 17.209 2395 2401 2406 rBV 1904227 2598608 85.27% 13.100%
20 17.251 2406 2408 2413 rVV 85844 111629 3.66% 0.563%

21 17.309 2413 2418 2431 rVB 352955 569979 18.70% 2.873%
22 18.027 2536 2540 2545 rBV2 75757 110783 3.64% 0.558%
23 18.086 2545 2550 2557 rBV 253030 356983 11.71% 1.800%
24 18.639 2640 2644 2650 rBV7 26967 47296 1.55% 0.238%
25 19.268 2746 2751 2758 rVB 427898 605981 19.88% 3.055%

26 19.362 2764 2767 2771 rBV2 109131 146146 4._.80% 0.737%
27 19.509 2788 2792 2796 rBV2 148208 170030 5.58% 0.857%
28 19.603 2803 2808 2811 rBV 522567 803916 26.38% 4._.053%
29 19.633 2811 2813 2819 rVB 326049 372315 12.22% 1.877%
30 20.550 2966 2969 2974 rBV 194277 233302 7.66% 1.176%

31 20.933 3030 3034 3041 rBV 1295834 1507014 49.45% 7.597%
32 21.280 3090 3093 3098 rBV 512567 567763 18.63% 2.862%
33 21.391 3106 3112 3116 rBV 2138738 3047619 100.00% 15.363%
34 23.697 3499 3504 3510 rVB2 1057319 1977773 64.90% 9.970%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM101417\
Data File : BM012192.D

Aca On : 15 Oct 2017 04:20

Operator : SJ/JU

Sample : 15548-13 5X

Misc :

ALS Vial : 24 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

Method
Title

Z:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM101217 .M
SVOA CALIBRATION

Sum of corrected areas: 19836778
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM101417\
Data File : BM012192.D

Aca On : 15 Oct 2017 04:20

Operator : SJ/JU

Sample : 15548-13 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM101217 .M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM012192.D
2500000
2000000
1500000

1000000
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Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM012192.D
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2000000 17.21

1500000
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Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM012192.D
21439
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM101417\
Data File : BM012192.D

Aca On : 15 Oct 2017 04:20

Operator : SJ/JU

Sample : 15548-13 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM101217 .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 _beta.-copaene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

14._.41 2.46 ng/ul 237804 Acenaphthene-d10 14.46

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 _beta.-copaene 204 C15H24 1000374-18-9 95

2 (H)-epi-Bicvclosesauiphellandrene 204 C15H24 054274-73-6 93

3 1H-Cvclopentall.31cvclopropall.2... 204 C15H24 013744-15-5 93

4 Bicvclol4.4.01dec-1-ene. 2-isopr... 204 C15H24 150320-52-8 91

5 1H-Cyclopenta[l,3]cyclopropa[l,2... 204 C15H24 013744-15-5 91
Abundance Scan 1925 (14.410 min): BM012192.D (-1919) (-) m/z 161.10 100.00%

161.1
91.0
5000
204.1 50 g 14.00 14.20 14.40 14.60 14.80

(o]

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

Abundance #64281: .beta.-copaene
161.0
105.0
5000 41.0
79.0
133.0 204,
ol 187.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
161.0
5000
105.0
41.0 81.0 204.0
65.0 133.0 187.0
O B o B LA e i o o B o B e

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

Abundance #64586: 1H-Cyclopenta[1,3]cyclopropa[1,2]benzene, octahydr...
161.0
5000
410 105.0
" . 81-0‘ ‘133.0 204.0
P NN T N P M
m/z--> 20 40 60 80 100 120 140 160 180 200 220

m/z 91.00 65.52%

14.00 14.20 14.40 14.60 14.80

m/z 105.10 58.57%

14.00 14.20 14.40 14.60 14.80

m/z 119.10 37.77%

14.00 14.20 14.40 14.60 14.80

m/z 79.00 37 .73%

14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM101417\
Data File : BM012192.D

Aca On : 15 Oct 2017 04:20

Operator : SJ/JU

Sample : 15548-13 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM101217 .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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.09 2.75 ng/ul 356983 Phenanthrene-d10 17.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 76
5 Octadecanoic acid 284 C18H3602 000057-11-4 76
Abundance Scan 2551 (18.092 min): BM012192.D (-2545) (-) m/z 73.00 100.00%
431 730
5000 129.1
213.1
256.2 R IR ELULR L B U
97.1 157.1 185. 2811 397.0 17.|80 18.|00 18.|20 18.|40
0 - m/z 43.10 82.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 LRI BN BN BULILN B
17.80 18.00 18.20 18.40
TL 157.0 1950 2130 256.0 m/z 60.00 79.06%
0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance
43.0 73.0
I ARRA R s L s
17.80 18.00 18.20 18.40
5000 256.0 m/z 41.10 73.76%
129.0
97.0 213.0
157.0 185.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #72647: Tridecanoic acid A s e
73.0 17.80 18.00 18.20 18.40
43.0 m/z 55.05 67.44%
5000 129.0
171.0
97.0 214.0
ol e Attt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM101417\
Data File : BM012192.D

Aca On : 15 Oct 2017 04:20

Operator : SJ/JU

Sample : 15548-13 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM101217 .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 1,3-Phenylene, bis(3-phenyl... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.93 9.89 ng/ul 1507010 Chrysene-d12 21.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Phenvlene. bis(3-phenvlprope... 370 C24H1804 1000259-62-4 60
2 2.2-Dimethvl-1-(2-vinviphenvD)pr... 188 C13H160 1000210-99-9 47
3 Cinnamovlalvcine. methvl ester 219 C12H13NO3 040778-04-9 47
4 N-(p-VinvlbenzovD)-l-alanine 219 C12H13NO3 139184-60-4 47
5 trans-1-Cinnamoylimidazole 198 C12H10N20 001138-15-4 47
Abundance Scan 3034 (20.933 min): BM012192.D (-3030) (-) m/z 131.00 100.00%
1310
5000
77.0
| a 20180 20,80 21,00 2120
173.1 : : : :
Ok L h AL, 73T ] 2641 3131 36204031 462150635483 777115 00  41.93%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #197166: 1,3-Phenylene, bis(3-phenylpropenoate)
131.0
5000 77.0 ULV
20.60 20.80 21.00 21.20
m/z 117.10 35.22%
0 34@k1m‘ | 1780 2400283032603700
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
131.0
20.60 20.80 21.00 21.20
5000 m/z 103.00 34.80%
77.0
2.0 188.0
o -
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #76403: Cinnamoylglycine, methyl ester e e B RARREEE R
131.0 20.60 20.80 21.00 21.20
m/z 77.00 31.01%
5000
77.0
J 218.0
- A RARRARRSESES S EEES
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20,60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM101417\
Data File : BM012192.D

Acq On : 15 Oct 2017 04:20

Operator : SJ/JU

Sample - 15548-13 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101217 .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]
-beta.-copaene 14.41 2.5 ng/ul 237804 3 14.46 1929790 20.0
n-Hexadecanoic acid 18.09 2.8 ng/ul 356983 4 17.21 2598610 20.0
1,3-Phenylene, bi... 20.93 9.9 ng/ul 1507010 5 21.39 3047620 20.0
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