LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062416\
Data File : BM0O05974.D

Acq On : 24 Jun 2016 20:14

Operator : UM/SJ

Sample - H3612-05

Misc :

ALS Vial : 10 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\SOMO2.2-EPA-BM062216 .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 6.357 637 641 648 rVB 53881 82350 1.45% 0.115%
2 6.834 713 722 738 rBV 1203968 2006030 35.37% 2.798%
3 6.998 744 750 762 rBV 913485 1501483 26.47% 2.094%
4 7.192 777 783 794 rBV 1201696 1968532 34.71% 2.746%
5 7.663 854 863 872 rBV 1049956 1726385 30.44% 2.408%
6 8.363 973 982 994 rBV 1251542 2067731 36.46% 2.884%
7 8.481 996 1002 1008 rVB 54226 90714 1.60% 0.127%
8 8.810 1051 1058 1071 rBV 1132661 1892527 33.37% 2.640%
9 9.528 1168 1180 1194 rBV 891722 1549976 27.33% 2.162%
10 10.063 1264 1271 1285 rBV 1353772 2340702 41.27% 3.265%

11 10.439 1328 1335 1346 rBV 1347224 2407987 42.45% 3.359%
12 10.580 1351 1359 1374 rBV 1089328 1923391 33.91% 2.683%
13 13.721 1886 1893 1897 rBV 2076216 3024090 53.32% 4.218%
14 13.768 1897 1901 1917 rVB 697820 1102467 19.44% 1.538%
15 13.998 1929 1940 1950 rBV 2457698 3838343 67.67% 5.354%

16 14.310 1985 1993 2001 rBV2 1746274 2839096 50.06% 3.960%
17 14.504 2020 2026 2042 rBV 876650 1300515 22.93% 1.814%
18 15.304 2154 2162 2170 rBV 3038811 4511783 79.55% 6.293%
19 15.421 2176 2182 2192 rBV 702541 996840 17.58% 1.390%
20 17.056 2453 2460 2465 rBV2 2176010 3228154 56.91% 4._.503%

21 17.151 2470 2476 2489 rVB2 2986806 4558893 80.38% 6.359%
22 17.956 2609 2613 2621 rVB4 59055 92856 1.64% 0.130%
23 19.086 2800 2805 2806 rBV 50407 60276 1.06% 0.084%
24 19.115 2806 2810 2815 rVB 151480 204353 3.60% 0.285%
25 19.450 2861 2867 2876 rBV 4000812 5671917 100.00% 7.911%

26 20.292 3004 3010 3016 rBV 122553 183871 3.24% 0.256%
27 20.662 3068 3073 3077 rBV7 69241 114706 2.02% 0.160%
28 20.803 3093 3097 3103 rBvV 396584 478973 8.44% 0.668%
29 20.856 3103 3106 3109 rVvv2 76314 93176 1.64% 0.130%
30 20.897 3110 3113 3122 rVV5 68906 115515 2.04% 0.161%

31 20.974 3122 3126 3127 rVV3 103340 142254 2.51% 0.198%
32 20.997 3127 3130 3134 rVB2 275245 354173 6.24% 0.494%
33 21.103 3144 3148 3154 rBV2 102598 147147 2.59% 0.205%
34 21.168 3154 3159 3163 rBV2 145746 246208 4_.34% 0.343%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062416\
Data File : BM0O05974.D

Acq On : 24 Jun 2016 20:14

Operator : UM/SJ

Sample - H3612-05

Misc :

ALS Vial : 10 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\SOMO02.2-EPA-BM062216 .M
SVOA CALIBRATION

35 21.244 3166 3172 3177 rBV 3107054 4011961 70.73% 5.596%

36 21.850 3270 3275 3278 rBV2 159932 298301 5.26% 0.416%
37 22.009 3296 3302 3308 rBV 1451069 1988620 35.06% 2.774%
38 22.303 3349 3352 3358 rVB 89010 115010 2.03% 0.160%
39 22.803 3432 3437 3441 rBV2 398102 643359 11.34% 0.897%
40 23.321 3518 3525 3531 rBV2 2831250 5376227 94.79% 7.499%

41 23.462 3542 3549 3566 rVB 2051203 4020320 70.88% 5.608%
42 24.003 3635 3641 3649 rBVY 463416 905360 15.96% 1.263%

43 24.732 3761 3765 3779 rVB 224563 504368 8.89% 0.704%
44 27.026 4150 4155 4173 rVB6 306833 966578 17.04% 1.348%

Sum of corrected areas: 71693518
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062416\
Data File : BM0O05974.D

Acq On : 24 Jun 2016 20:14

Operator : UM/SJ

Sample - H3612-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM062216_M
Quant Title SVOA CALIBRATION

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance : .
O000GE TIC: BM005974.D
3000000
2000000
10.06 10.44
8.36
6.83 7.19 - 66 8.81 058
1000000 7.00 9.53
6.36 48
O O L o e e o o o B LA A e s s e o LA o o o o
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00
Abundance TIC: BM005974.D
4000000 1d.45
15.30
3000000 1715
14.00
13.72 17.96
2000000 14.31
1000000 14.50
18.77 5.42
17.96 19d¢ 20.29
[ o o o o e B e ML B I e e ....‘477J\.... T
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 1850 19.00 19.50 20.00
Abundance : .
O000GE TIC: BM005974.D
21.24 23.32
3000000
03.46
2000000
1000000
27.03
47 21.8 2.30
O B o o e o o e L o I L B e i e e o L B o o o o L e o e e ISLANA A
Time--> 20.50 21.00 21.50 22.00 22.50 23.00 2350 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\BM062416\
Data File : BM0O05974.D

Acq On : 24 Jun 2016 20:14

Operator : UM/SJ

Sample - H3612-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM062216_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 Cinnamyl cinnamate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.80 2.39 ng/ul 478973 Chrysene-di12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cinnamyl cinnamate 264 C18H1602 000122-69-0 86
2 2-Propenal, 3-(4-methylphenyl)- 146 C10H100 001504-75-2 50
3 2,2-Dimethyl-1-(2-vinylphenyl)pr... 188 C13H160 1000210-99-9 47
4 p-Vinylbenzohydrazide 162 C9H10N20 1000244-74-9 47
5 2-Propenamide, N,N-diethyl-3-phe... 203 C13H17NO 003680-04-4 47
Abundance Scan 3096 (20.797 min): BM005974.D (-3093) (-) m/z 131.00 100.00%
131
5000
-, 103
51 \ 219 20.40 20.60 20.80 21.00 21.20
b LA L assirsa0e | aaezeazer  sss RS g 6o
m/z--> 50 100 150 200 250 300 350
Abundance #114231: Cinnamy| cinnamate
131
5000 |""|""|""|""|f'\T
103 20.40 20.60 20.80 21.00 21.20
0
o 77 ‘ 19 - m/z 117.05 37 .30%
‘ RN 173192 | 236
m/z--> 50 100 150 200 250 300 350
Abundance
131
20.40 20.60 20.80 21.00 21.20
5000 o1 m/z 103.00 34 .33%
39 65
109, | 148
m/z--> 50 100 150 200 250 300 350 L
Abundance #51728: 2,2-Dimethyl-1-(2-vinylphenyl)propan-1-one T PR T
131 20.40 20.60 20.80 21.00 21.20
m/z 77.00 27 .71%
5000
27 103
a1 \ ‘ 188
"Lk‘#a? L U — }57' UL UL ALY SRS UL S
m/z--> 50 100 150 200 250 300 350 20.40 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062416\
Data File : BM0O05974.D

Acq On : 24 Jun 2016 20:14

Operator : UM/SJ

Sample - H3612-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM062216_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 1,1°-Biphenyl, 5,27,3",4"-t... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
22.01 9.91 ng/ul 1988620 Chrysene-d12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,1"-Biphenyl, 5,2",3",4"-tetram... 274 C16H1804 119101-30-3 56
2 Naphtho[1,2-b]furan-2(3H)-one, 5... 274 C19H1402 077573-41-2 55
3 1H-Cyclopenta[l]phenanthrene, 2,... 218 C17H14 000723-98-8 49
4 Naphthalene, 2-(phenylmethyl)- 218 C17H14 000613-59-2 46
5 Pyrrolo[2,3-b]indol-5-0l, 1,2,3,... 218 C13H18N20 000469-22-7 43
Abundance Scan 3302 (22.009 min): BM005974.D (-3296) (-) m/z 218.10 100.00%
218
274
5000
101 189J 239 21.60 21.80 22.00 22.20 22.40
_ A 7o M0i01g0 165 17 | 239\ | 295 327 355 L7 570750 56, 26%
m/z--> 50 100 150 200 250 300 350
Abundance #122729: 1,1'-Biphenyl, 5,2',3',4'-tetramethoxy-
274
5000 UL AU R B

21 60 21.80 22.00 22.20 22.40
m/z 202.10 26 .39%

145 228
53 76 102 1277 171 201 ™" 250 |

m/z--> 50 100 150 200 250 300 350
Abundance
231 274
R e R Rma
21.60 21.80 22.00 22.20 22.40
5000 202 m/z 219.10 22.32%
51 101
7
27 139
121 165 255
e B B I M e N
m/z--> 50 100 150 200 250 300 350
Abundance #75995: 1H-Cyclopenta[l|phenanthrene, 2,3-dihydro- REaaE R e S
218 21.60 21.80 22.00 22.20 22.40
m/z 203.10 15.76%
5000

39 65 89108 141 165 159

m/z--> 50 100 150 200 250 300 350 21 60 21. 80 22. 00 22. 20 22. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062416\
Data File : BM0O05974.D

Acq On : 24 Jun 2016 20:14

Operator : UM/SJ

Sample - H3612-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM062216_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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.80 3.20 ng/ul 643359 Perylene-di12 23.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Eicosane 282 C20H42 000112-95-8 76
3 Octacosane 394 C28H58 000630-02-4 74
4 Hentriacontane 437 C31H64 000630-04-6 74
5 Hexatriacontane 507 C36H74 000630-06-8 74
Abundance Scan 3436 (22.797 min): BM005974.D (-3432) (-) m/z 57.05 100.00%
57
5000 85 252 \
LRI IR SRS SUNIA B
141 169 207 22.40 22.60 22.80 23.00 23.20
A ,J.-.-J J 'I O e L AL 325 385 A4S 71,100 62.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #83023: Hexadecane
57
5000 RN
85 2240 22.60 22.80 23.00 23.20
29 m/z 43.10 57 .98%
1 ‘L ‘\ | u‘ ]\-3 141 169 197 226
m/z--> 50 100 1éo 200 250 300 350 400
Abundance
57
22.40 22.60 22.80 23.00 23.20
5000 m/z 85.05 46.67%
85
29
113 141 169 107 225 253 282
m/z--> 50 100 150 200 250 300 350 400 \
Abundance #209566: Octacosane R R e e e S R
57 22.40 22.60 22.80 23.00 23.20
m/z 252.10 39.70%
5000 85
29
| L | (113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 1&'30 200 250 300 350 400 22.40 22.60 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062416\
Data File : BM0O05974.D

Acq On : 24 Jun 2016 20:14

Operator : UM/SJ

Sample - H3612-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM062216_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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

24.00 4_.50 ng/ul 905360 Perylene-d12 23.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Tetracosane 338 C24H50 000646-31-1 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 87

Abundance Scan 3640 (23.997 min): BM005974.D (-3635) (-) m/z 57.10 100.00%

57
5000 85

113 23. 60 23. 80 24 00 24. 20 24 40
141 169 197
. LU 169107 225 267 205 3m 401 430 | 707770 69. 5%

m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85

5000 L LR ma
23. 60 23. 80 24 00 24. 20 24 40

m/z 43.10 62.21%

29
R e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57

23. 60 23. 80 24 00 24. 20 24.40

85

5000 m/z 85.05 49.60%
29
113 141 169 197 5 253 338
L B I
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane P TP T
57 23.60 23.80 24.00 24.20 24.40

m/z 55.10 23.19%

85
5000
29 ] J 113 J\\J\M‘A/v

| | 141 169 197 225 253 296

m/z--> 50 100 150 200 250 300 350 400 23. 60 23. 80 24 00 24. 20 24 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062416\
Data File : BM0O05974.D

Acq On : 24 Jun 2016 20:14

Operator : UM/SJ

Sample - H3612-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM062216_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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24.73 2.51 ng/ul 504368 Perylene-di12 23.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 94
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 89
3 Tetracosane 338 C24H50 000646-31-1 87
4 2-methyloctacosane 408 C29H60 1000376-72-8 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 3765 (24.732 min): BM005974.D (-3761) (-) m/z 57.10 100.00%
g7
5000
LALLM SRR
113 145 183 221 24.40 24.60 24.80 25.00
o] UL 188 22laes 279 328 430 LTI 00 65, 16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 AUV
24,40 24.60 24.80 25.00
13 m/z 43.10 55.37%
4l h “\ h h‘ H‘ \ \1\169 197 225 253 296
m/z--> 100 150 200 250 300 350 400
Abundance
57
2440 24.60 24.80 25.00
5000 85 m/z 85.10 52.50%
U3 141 183 11 239 267 296
m/z--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane o EEE EEEE e
57 24.40 24.60 24.80 25.00
m/z 55.00 24 _.34%
h T “vawfv*ﬂwwAj\\*MNAWMNWJA\
29
| L | /M3 141 169 197 225 253 281 309 338
m/z--> 50 100 1&1;0 200 250 300 350 400 24,40 24.60 24.80 25.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062416\
Data File : BM0O05974.D

Acq On : 24 Jun 2016 20:14

Operator : UM/SJ

Sample - H3612-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM062216_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 6 1H-3a,7-Methanoazulene, oct... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
27 .03 4.81 ng/ul 966578 Perylene-d12 23.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-3a,7-Methanoazulene, octahydr... 204 C15H24 000508-55-4 70
2 1,2,4,8-Tetramethylbicyclo[6.3.0... 204 C15H24 137235-51-9 70
3 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1000140-07-7 64
4 Naphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24 004630-07-3 53
5 1H-3a,7-Methanoazulene, 2,3,6,7,... 204 C15H24 000560-32-7 50
Abundance Scan 4156 (27.032 min): BM005974.D (-4150) (-) m/z 204.20 100.00%
204
107
5000
26.80 27.00 27.20 27.40
m/z 107.10 70.36%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #64519: 1H-3a,7-Methanoazulene, octahydro-1,9,9-trimethyl-...
204
91 121 161
41
5000 67 LB SR UL BRI B
26.80 27.00 27.20 27.40
m/z 135.10 54 _.32%
'WJJ'“'"'I"'W""I"'W""I"'W
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
204
108 26,80 27.00 27.20 27.40
0
5000 133161 m/z 55.10 53.30%
a g
mz-> 50 100 150 200 250 300 350 400 450
Abundance #64424: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10...  AmE BE o
204 26.80 27.00 27.20 27.40
m/z 69.05 51.30%
5000
161
‘H‘ IW“W“ h L A . B e B T T
m/z--> 50 200 250 300 350 400 450 26.80 27.00 27.20 27.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM062416\
Data File : BM0O05974.D

Acq On : 24 Jun 2016 20:14

Operator : UM/SJ

Sample - H3612-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM062216_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]
Cinnamyl cinnamate 20.80 2.4 ng/ul 478973 5 21.24 4011960 20.0
1,1"-Biphenyl, 5,... 22.01 9.9 ng/ul 1988620 5 21.24 4011960 20.0
(DEL) Alkane: Str... 22.80 3.2 ng/ul 643359 6 23.46 4020320 20.0
(DEL) Alkane: Str... 24.00 4.5 ng/ul 905360 6 23.46 4020320 20.0
(DEL) Alkane: Str... 24.73 2.5 ng/ul 504368 6 23.46 4020320 20.0
1H-3a,7-Methanoaz... 27.03 4.8 ng/ul 966578 6 23.46 4020320 20.0
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