LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM081316\
Data File : BM0O07092.D

Acq On : 14 Aug 2016 06:11

Operator : UM/SJ

Sample - H4314-21

Misc :

ALS Vial : 58 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-BM081116.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 2.669 11 14 28 rvB6 44305 103318 2.13% 0.187%
2 6.510 661 667 672 rvB2 41936 67693 1.40% 0.122%
3 6.969 738 745 753 rBV 484910 786205 16.21% 1.421%
4 7.145 766 775 785 rBVY 387235 619687 12.77% 1.120%
5 7.339 801 808 818 rVvB 492223 798415 16.46% 1.443%
6 7.810 881 888 895 rBvY 953833 1536664 31.68% 2.778%
7 8.504 998 1006 1015 rBVY 586959 969715 19.99% 1.753%
8 8.963 1075 1084 1093 rBVY 487681 837192 17.26% 1.513%
9 9.681 1199 1206 1213 rBV 400301 668196 13.77% 1.208%
10 10.210 1290 1296 1308 rVB 653216 1117030 23.03% 2.019%

11 10.592 1354 1361 1369 rBV 1223607 2063207 42.53% 3.730%
12 10.727 1376 1384 1397 rBV 465856 823125 16.97% 1.488%
13 13.845 1908 1914 1918 rBV 1151050 1633659 33.68% 2.953%
14 13.892 1918 1922 1933 rVB 1039713 1485197 30.62% 2.685%
15 14.127 1952 1962 1972 rBV 1295743 2019726 41.64% 3.651%

16 14.439 2002 2015 2022 rBV2 1748024 2661327 54.86% 4.811%
17 14.627 2040 2047 2056 rBV 404578 630855 13.00% 1.140%
18 15.433 2177 2184 2190 rBV 1810312 2638659 54.39% 4_770%
19 15.545 2197 2203 2212 rBV 336558 485999 10.02% 0.879%
20 17.180 2475 2481 2486 rBV 2334067 3259380 67.19% 5.892%

21 17.221 2486 2488 2492 rVV 148883 178854 3.69% 0.323%
22 17.280 2492 2498 2509 rVB 2064614 2973999 61.31% 5.376%
23 18.074 2626 2633 2643 rBV3 156110 259074 5.34% 0.468%
24 18.251 2657 2663 2667 rBV2 35047 63480 1.31% 0.115%
25 18.803 2752 2757 2762 rBV 182150 232188 4._.79% 0.420%

26 19.009 2789 2792 2796 rVvVv4 44265 53098 1.09% 0.096%
27 19.233 2822 2830 2836 rBV 391736 608452 12.54% 1.100%
28 19.356 2847 2851 2860 rVV3 80359 117214 2.42% 0.212%
29 19.486 2870 2873 2881 rVB3 60800 100603 2.07% 0.182%
30 19.568 2881 2887 2902 rBV2 2669552 4386652 90.43% 7.930%

31 19.921 2943 2947 2955 rBV5 24506 60660 1.25% 0.110%
32 20.097 2973 2977 2980 rBV2 57993 96518 1.99% 0.174%
33 20.197 2990 2994 2997 rVB 51847 63911 1.32% 0.116%
34 20.262 2999 3005 3009 rVVve 43917 84124 1.73% 0.152%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM081316\
Data File : BM0O07092.D

Acq On : 14 Aug 2016 06:11

Operator : UM/SJ

Sample - H4314-21

Misc :

ALS Vial : 58 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:\HPCHEM1I\BNA_M\METHODS\SOMO02.2-EPA-BM081116.M
Title = SVOA CALIBRATION

35 20.762 3087 3090 3094 rBV5 43338 54509 1.12% 0.099%

36 21.080 3140 3144 3151 rBV2 255278 358399 7.39% 0.648%
37 21.356 3185 3191 3196 rBV 3378251 4850938 100.00% 8.769%
38 21.397 3196 3198 3205 rVB 222988 257151 5.30% 0.465%
39 21.962 3290 3294 3305 rBV 551838 827955 17.07% 1.497%
40 22.950 3456 3462 3467 rBV 1536311 2531325 52.18% 4_.576%

41 23.485 3547 3553 3559 rBV2 2087501 3933395 81.09% 7.110%
42 23.633 3571 3578 3587 rBV 2369109 4522579 93.23% 8.175%
43 24.191 3667 3673 3681 rBVY 679122 1360957 28.06% 2.460%
44 24.274 3682 3687 3700 rVB 302841 642462 13.24% 1.161%
45 24.956 3800 3803 3812 rVB2 197615 393301 8.11% 0.711%

46 25.850 3950 3955 3963 rBV2 204288 453552 9.35% 0.820%
47 27.168 4172 4179 4187 rVB3 229300 649406 13.39% 1.174%

Sum of corrected areas: 55320005
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM081316\
Data File : BM0O07092.D

Acq On : 14 Aug 2016 06:11

Operator : UM/SJ

Sample - H4314-21

Misc :

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116.M
= SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM007092.D
3500000

3000000
2500000
2000000

1500000
10.59

1000000 7.81

500000 6.97 1£.34 | 8% 9.68 J\ 0.73

2.67 6.51

0 L e o e o L AL o e e o e, e L. o e

Time--> 300 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00

Abundance TIC: BM007092.D
3500000

3000000
19.57

2500000 17.18

17.28

2000000
14.44 15.43

1500000 14.13

1000000

500000 14.63 s e 19.23
1t z2 13'\%,25 1889 oaforeso 103

O e e e T e T T T T T T T T e T R T T T [ T [ T 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 18.50 19.00 19.50 20.00

Abundance TIC: BM007092.D
3500000 21136

3000000
23.63
2500000 23.49
2000000 22 95

1500000

1000000

500000 21.082.

20.76

e

Time--> 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 25.00 2550 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\BM081316\
Data File : BM0O07092.D

Acq On : 14 Aug 2016 06:11

Operator : UM/SJ

Sample - H4314-21

Misc :

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.96 3.41 ng/ul 827955 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Hexadecane 226 C16H34 000544-76-3 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Octacosane 394 C28H58 000630-02-4 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 3294 (21.962 min): BM007092.D (-3290) (-) m/z 57.10 100.00%
57
85
5000
11 0 212 2100 2180 22,00 2220
—_— .l, L “ W19 197 0% 281 322 331 pr 7110 74.00%
m/z--> 50 150 200 250 300 350
Abundance #94346: Heptadecane
57
85
5000
21.60 21.80 22.00 22.20
m/z 43.10 59.11%
m/z--> 50 100 1éo 200 250 300 350
Abundance
57
2160 21.80 22.00 22.20
5000 85 m/z 85.10 54.47%
29 113 941 169 197 226
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57 21.60 21.80 22.00 22.20
m/z 55.10 24 _.97%
5000 85
29 13 1
| 1| | 169 197 225 253 281 309 337 380

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

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM081316\
Data File : BM0O07092.D

Acq On : 14 Aug 2016 06:11

Operator : UM/SJ

Sample - H4314-21

Misc :

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
24.19 6.02 ng/ul 1360960 Perylene-d12 23.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 92
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methyloctacosane 408 C29H60 1000376-72-8 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 91
Abundance Scan 3673 (24.191 min): BM007092.D (-3667) (-) m/z 57.10 100.00%

57
85
5000

141 169 197 205 23.80 24.00 24.20 24.40 24.60
AR “ g (520 293 281 309332855 416 | sz 71.10  75.65%

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

5000 PP T T T T T T
23. 80 24 00 24. 20 24 40 24. 60

‘ m/z 43.10 59.77%
| |

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

23. 80 24 00 24. 20 24 40 24.60

85

5000 m/z 85.10 55.87%
29 113
141 169 197 225 253 296
T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane RERESEEREEE S Sy
57 23.80 24.00 24.20 24.40 24.60

m/z 55.05 24 .52%

113
29 ] | 77,141 169 197 225 267 295 365 393

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

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM081316\
Data File : BM0O07092.D

Acq On : 14 Aug 2016 06:11

Operator : UM/SJ

Sample - H4314-21

Misc :

ALS Vial : 58 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116.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: Cyclic24.27 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
2427 2.84 ng/ul 642462 Perylene-d12 23.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclotetradecane, 1,7,11-trimeth... 280 C20H40 001786-12-5 93
2 9-Eicosene, (E)- 280 C20H40 074685-29-3 86
3 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 49
4 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 49
5 Octadecane, 1-(ethenyloxy)- 296 C20H400 000930-02-9 47
Abundance Scan 3686 (24.268 min): BM007092.D (-3682) (-) m/z 83.10 100.00%
57
5000
111
j 1 24,00 24,20 24.40 24.60
208 236 265 297 : : . :
AL l....,..2.3.6,.l...l,‘...3‘.‘}....,.?‘?9,....,.... m/z 97.05 77.68%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #127779: Cyclotetradecane, 1,7,11-trimethyl-4-(1-methylethyl)
55
97
5000 L B B B S
24.00 24.20 24.40 24.60
29 236 m/z 57.10 74 _55%
T ‘H“H\ “hh‘ ‘\ \ ‘|‘|||||| ||28|O| s L B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57
LN AR A B
o7 24.00 24.20 24.40 24.60
5000 m/z 69.10 58.16%
29
125
153181209 252280
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #239098: Tetracosy! heptafluorobutyrate A B B
57 24.00 24.20 24.40 24.60
m/z 55.10 53.42%
97
5000
25
29 ‘ l | 169195222250278 308336 381 532
m/z--> 5'0 100 1&1;0 200 250 300 3&'30 400 450 500 24.00 24.20 24.40 2460
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM081316\
Data File : BM0O07092.D

Acq On : 14 Aug 2016 06:11

Operator : UM/SJ

Sample - H4314-21

Misc :

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
25.85 2.01 ng/ul 453552 Perylene-di12 23.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 94
2 Heptadecane 240 C17H36 000629-78-7 93
3 2-methyloctacosane 408 C29H60 1000376-72-8 91
4 Eilcosane 282 C20H42 000112-95-8 91
5 Hexadecane 226 C16H34 000544-76-3 91
Abundance Scan 3955 (25.850 min): BM007092.D (-3950) (-) m/z 57.10 100.00%
g7
1 A\UJ\J\N
5000
113 ' 25.60 25.80 26,00 26.20
141169 197 : : : :
kA J|, L i n(222 295 289 823 360 402 489 | ny7 71,10  75.14%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #105885: Octadecane
57
5000 85 R N SR SR I
25.60 25.80 26.00 26.20
29 m/z 43.05 55.93%
[ ‘ bt ‘1]\-3\1“"1‘169 197 225 254

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance

57

-

25.60 25.80 26.00 26.20
5000 85 m/z 85.10 53.09%

29
113141 169 197 240

m/z--> 0 50 100 150 200 250 300 350 400 450

-

Abundance #215181: 2-methyloctacosane S AREL S SRR A e
57 25.60 25.80 26.00 26.20
m/z 55.05 25.37%
- ] /\V\MV/\\/\M
113
200 | ||| 77141169197 225 267295 365393
B B N I e s B et S
m/z--> 0 50 100 150 200 250 300 350 400 450 25.60 25.80 26.00 26.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM081316\
Data File : BM0O07092.D

Acq On : 14 Aug 2016 06:11

Operator : UM/SJ

Sample - H4314-21

Misc :

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .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 4,4,6a,6b,8a,11,12,14b-0Octa... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
27.17 2.87 ng/ul 649406 Perylene-d12 23.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
14,4,6a,6b,8a,11,12,14b-0Octamethy... 424 C30H480 1000194-64-2 64
2 8-Amino-6,7-dimethoxy-4-methylqu... 218 C12H14N202 1000213-07-2 58
3 4,4,6a,6b,8a,11,11,14b-Octamethy... 424 C30H480 1000194-62-4 56
4 4-Allyl-5-pyridin-3-yl-2,4-dihyd... 218 C10H10N4S 1000300-40-5 52
5 (1S,6R,95)-5,5,9,10-Tetramethylt. .. 218 C16H26 1000298-97-8 52
Abundance Scan 4179 (27.168 min): BM007092.D (-4172) (-) m/z 218.20 100.00%
218

5000

26.80 27.00 27.20 27.40
m/z 203.10 69.12%

257 290312 355 401424

m/z--> 50 100 150 200 250 300 350 400
Abundance #220503: 4,4,6a,6b,8a,11,12,14b-Octamethyl-1,4,4a,5,6,6a,6...
218
5000
26.80 27.00 27.20 27.40
424 m/z 95.10 22.82%
" 55 95 135 161 189
2 .“‘- g | .“‘- 257 285 313 341367 395 |
m/z--> 50 100 150 200 250 300 350 400
Abundance
218
o o
26.80 27.00 27.20 27.40
5000 m/z 69.10 20.74%
160
104 132
51 77 187
e B T e T oo e e R B H '
m/z--> 50 100 150 200 250 300 350 400
Abundance #220502: 4,4,6a,6b,8a,11,11,14b-Octamethyl-1,4,4a,5,6,6a,6... e o e B
218 26.80 27.00 27.20 27.40
m/z 189.05 19.78%
5000
243 273 299 327 353 381 424
o
m/z--> 50 100 150 200 250 300 350 400 26.80 27.00 27.20 27.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM081316\
Data File : BM0O07092.D

Acq On : 14 Aug 2016 06:11

Operator : UM/SJ

Sample - H4314-21

Misc :

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .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]
(DEL) Alkane: Str... 21.96 3.4 ng/ul 827955 5 21.36 4850940 20.0
(DEL) Alkane: Str... 24.19 6.0 ng/ul 1360960 6 23.63 4522580 20.0
(DEL) Alkane: Cyc... 24.27 2.8 ng/ul 642462 6 23.63 4522580 20.0
(DEL) Alkane: Str... 25.85 2.0 ng/ul 453552 6 23.63 4522580 20.0
4,4,6a,6b,8a,11,1... 27.17 2.9 ng/ul 649406 6 23.63 4522580 20.0
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