LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042717\
Data File : BM009762.D

Acq On : 28 Apr 2017 04:17

Operator : SJ/MA

Sample - 12806-07

Misc :

ALS Vial : 32 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-BM042517 .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 6.987 656 663 676 rBY 1035853 1682530 25.41% 2.445%
2 7.157 686 692 703 rBVY 789653 1197973 18.09% 1.741%
3 7.351 716 725 738 rBV 974228 1571709 23.74% 2.284%
4 7.822 799 805 811 rBVY 677635 1042862 15.75% 1.516%
5 8.528 917 925 937 rBV 1243430 2020450 30.51% 2.936%
6 8.986 995 1003 1014 rBV 1032928 1740328 26.28% 2.529%
7 9.704 1118 1125 1134 rBV 914127 1523412 23.01% 2.214%
8 10.239 1209 1216 1227 rBV 1239028 2105446 31.80% 3.060%
9 10.616 1274 1280 1287 rVB 942864 1609992 24.31% 2.340%
10 10.763 1297 1305 1321 rBVY 955294 1743065 26.32% 2.533%

11 13.880 1828 1835 1839 rBV 2236352 3162008 47.75% 4 _.596%
12 13.921 1839 1842 1853 rVB 491565 644476 9.73% 0.937%
13 14.163 1876 1883 1895 rBV 2573090 3804695 57.46% 5.530%
14 14.339 1907 1913 1919 rBV2 52306 71846 1.09% 0.104%
15 14.468 1928 1935 1944 rBV2 1494951 2319619 35.03% 3.371%

16 14.674 1963 1970 1984 rBV 1351463 2063733 31.17% 2.999%
17 15.292 2071 2075 2081 rVB 126039 162408 2.45% 0.236%
18 15.462 2097 2104 2114 rBV 3402727 4815530 72.72% 6.999%
19 15.592 2119 2126 2136 rBV 1329699 1810834 27.35% 2.632%
20 15.698 2136 2144 2149 rBV6 69245 133270 2.01% 0.194%

21 16.157 2218 2222 2230 rBV 166317 266133 4.02% 0.387%
22 16.951 2352 2357 2360 rBV 104091 132021 1.99% 0.192%
23 17.215 2396 2402 2410 rBV 1989878 2909607 43.94% 4._.229%
24 17.315 2412 2419 2426 rBV 3837724 5482909 82.80% 7.969%
25 17.962 2524 2529 2536 rBVS8 35422 74666 1.13% 0.109%

26 18.092 2546 2551 2563 rBV2 519481 741282 11.19% 1.077%
27 19.245 2740 2747 2755 rBv4 81104 179930 2.72% 0.262%
28 19.368 2764 2768 2780 rBV2 183117 309006 4.67% 0.449%
29 19.615 2803 2810 2817 rBV 5039663 6621576 100.00% 9.624%
30 21.086 3055 3060 3066 rBV 967890 1200757 18.13% 1.745%

31 21.397 3108 3113 3120 rBV 3139735 3908854 59.03% 5.681%
32 21.986 3210 3213 3232 rVB3 669511 1340747 20.25% 1.949%
33 22.568 3308 3312 3318 rVB 286221 381268 5.76% 0.554%
34 22.950 3374 3377 3382 rVB 228626 317023 4._.79% 0.461%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042717\
Data File : BM009762.D

Acq On : 28 Apr 2017 04:17

Operator : SJ/MA

Sample - 12806-07

Misc :

ALS Vial : 32 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-BM042517 .M
SVOA CALIBRATION

35 23.562 3473 3481 3490 rVB2 3079814 6021131 90.93% 8.751%
36 23.709 3500 3506 3516 rVB 1721527 3273383 49.44% 4._.757%
37 24.203 3586 3590 3596 rvB2 233539 419315 6.33% 0.609%

Sum of corrected areas: 68805794
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042717\
Data File : BM009762.D

Acq On : 28 Apr 2017 04:17

Operator : SJ/MA

Sample - 12806-07

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM009762.D
5000000

4000000
3000000

2000000

606 858 10.24
1000000 716 ' 9.70 1018276
hkﬂ I A A AK
R e e e R ..,....,..ﬂ.,....,....,.... e e
Time--> 350 400 450 500 550 600 650 7.00 7.50 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BM009762.D
5000000 19,62

4000000 17.32
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3000000
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13.88

2000000 173
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1000000
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14, 1%2% 570 1616 16.95 1T§E, 1919437
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Time--> 12.00 12.50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance TIC: BM009762.D
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Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

22.57 22.95
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042717\
Data File : BM009762.D

Acq On : 28 Apr 2017 04:17

Operator : SJ/MA

Sample - 12806-07

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.09 5.10 ng/ul 741282 Phenanthrene-d10 17.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
5 Pentadecanoic acid 242 C15H3002 001002-84-2 72
Abundance Scan 2551 (18.092 min): BM009762.D (-2546) (-) m/z 73.10 100.00%
78
-
5000
97 129 e M
115 143157171185199213227 256 g, 17.80 18.00 18.20 18.40
m/z 43.10 94 .40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 60
5000 129
83 17.80 18.00 18.20 18.40
157 213 m/z 60.00 91.48%
143 171185199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
5 R AR SO SO B
17.80 18.00 18.20 18.40
5000 29 256 m/z 41.10 85.45%
129

7 115 157171185 213
143 199 | 227549
WWWW’WWWWWW

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

Abundance #95851: Pentadecanoic acid

3 | 78 17.80 18.00 18.20 18.40

5 m/z 55.00 72.10%

5000 129

29
s LA

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.80 18.00 18.20 18.40

143 99 242

1
157171185
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042717\
Data File : BM009762.D

Acq On : 28 Apr 2017 04:17

Operator : SJ/MA

Sample - 12806-07

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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: Cyclic21.09 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.09 6.14 ng/ul 1200760 Chrysene-di12 21.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 94
2 1-Docosene 308 C22H44 001599-67-3 93
3 1-Hexadecanol 242 C16H340 036653-82-4 93
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 91
Abundance Scan 3061 (21.092 min): BM009762.D (-3055) (-) m/z 57.05 100.00%
S [
5000
—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—v—
20.80 21.00 21.20 21.40
140 191
3 A4 168191 217239 280 327 355 401 n/z B5.10 97 80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #81246: Cyclohexadecane
55
5000 R AR AR UL R
29 nl 20,80 21.00 21.20 21.40
m/z 43.10 94 .98%
il \H ‘\ \ ‘1?9 ”167 196 24
m/z--> 50 200 250 300 350 400
Abundance
55
A remar N\
97 20,80 21.00 21.20 21.40
5000 m/z 69.10 82 .32%
29
125
153 181 308
m/z--> 50 100 150 200 250 300 350 400
Abundance #95980: 1-Hexadecanol T T T T
55 20.80 21.00 21.20 21.40
83 m/z 83.05 79 .25%
5000
31 111
LLLLE L a0 30 0 2
m/z--> 50 100 150 200 250 300 350 400 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042717\
Data File : BM009762.D

Acq On : 28 Apr 2017 04:17

Operator : SJ/MA

Sample - 12806-07

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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 Fumaric acid, 2-chloropropy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.99 6.86 ng/ul 1340750 Chrysene-di2 21.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fumaric acid, 2-chloropropyl tri... 374 C20H35CI04 1000348-57-1 91
2 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 90
3 17-Pentatriacontene 491 C35H70 006971-40-0 90
4 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 90
5 Cyclopentane, decyl- 210 C15H30 001795-21-7 90
Abundance Scan 3214 (21.991 min): BM009762.D (-3210) (-) m/z 55.10 100.00%
55 83
200 Jvdwfw-w~wwvjl“\v\~vﬂ~¢hdhw
LN AR SR B
147 177 207 281 21.60 21.80 22.00 22.20 22.40
A 250 281308 342 401429 n/z 83.10 85 500;
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #199267: Fumaric acid, 2-chloropropyl tridecy! ester
55|83
117
5000 LN AR SR B
193 21.60 21.80 22.00 22.20 22.40
29 ]53‘ 281 m/z 43.10 80.74%
1 1 | | ,HU fd 4 L, bl 29 | e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
43 g3
21.60 21.80 22.00 22.20 22.40
5000 m/z 69.10 79.71%
111
141 182208 55
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #234187: 17-Pentatriacontene R R R AR B
43 21.60 21.80 22.00 22.20 22.40
m/z 97.10 65.23%
5000 83
111
| L 139167 196224 267292 321 462490
m/z--> 50 100 150 200 250 300 350 400 450 500 21.60 21.80 22.00 22.20 22.40
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\HPCHEM1I\BNA_M\DATA\BMO042717\
BMO09762.D

28 Apr 2017 04:17

SJ/MA

12806-07

32 Sample Multiplier: 1

SVOA CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .M

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

R.T. Est
22.57 2.
Hit# of 5

2 4-Methyl-1
3 Squalene

4 7,11-Dimethyldodeca-2,6,10-...

Concentration Rank 5

Conc Area Relative to ISTD R.T.
33 ng/ul 381268 Perylene-d12 23.71
Tentative ID MW  MolForm CAS# Qual
17,11- Dimethyldodeca 2,6,10-trien... 208 C14H240 125529-10-4 72
5-Heptadiene 110 C8H14 000998-94-7 72
410 C30H50 000111-02-4 64
410 C30H50 007683-64-9 64

4 Supraene

5 2,3,5-Trimethyl-2,3,5-hexanetric... 203 C12H17N3

003974-79-6 64

Abundance Scan 3312 (22.568 min): BM009762.D (-3308) (-) m/z 69.10 100.00%
69
o W\—A“AAA
41 T T T T
95
137 207 ) 067 2220 2240 2260 22.80
Ohrrrprbab a3y 1071 287 207 209328 389 429 4TS m/z 81.10  39.46%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol
69
5000 LA L L L L L L I
41 22.20 22.40 22.60 22.80
95 m/z 41.05 22.87%
137
L YRes
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
69
a R BE T
22.20 22.40 22.60 22.80
5000 m/z 67.10 10.95%
95
15
B B LA B o B e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #215929: Squalene A e o
69 22.20 22.40 22.60 22.80
m/z 95.05 10.95%
5000
41
o5 137
o b b,y | 161191217244 273299 341367 410
I B L e e e R w R BE L o
m/z--> 0 50 100 150 200 250 300 350 400 450 22 20 22. 40 22 60 22.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042717\
Data File : BM009762.D

Acq On : 28 Apr 2017 04:17

Operator : SJ/MA

Sample - 12806-07

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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 4
R.T. EstConc Area Relative to ISTD R.T.
24.20 2.56 ng/ul 419315 Perylene-di12 23.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 87
2 2-methyltetracosane 352 C25H52 1000376-72-6 86
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 86
4 Tetratetracontane 619 C44H90 007098-22-8 68
5 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 64
Abundance Scan 3589 (24.197 min): BM009762.D (-3586) (-) m/z 57.10 100.00%
sl
5000
LRI B BAUMLIRN ML B
113 281
141447191 223 23.80 24.00 24.20 24.40 24.60
b b 8T TT49, | 300339 399 489 “n/z 43.10  66.03%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #117638: Nonadecane ‘W\M}\\A&W
57
5000 85 LRI B BRI ML B
23.80 24.00 24.20 24.40 24.60
m/z 71.10 54 _00%
29 113
\‘ Al h “\ L u‘ I ‘\14\.1w169 197 225 2§8
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance
57
23.80 24.00 24.20 24.40 24.60
5000 85 m/z 85.10 52.22%
29 113
141169 197 225253 309 337
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #141431: Eicosane, 10-methyl- b B e I S
57 23.80 24.00 24.20 24.40 24.60
m/z 55.10 26.54%
b I wrwwwanwAme/\N/\WW«wnw«Aw
‘ i ‘ 1%3ﬂ 1?4@83211239 281
m/z--> 50 100 150 200 250 300 350 400 450 ' 23.80 24.00 24.20 24.40 24.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM042717\
Data File : BM009762.D

Acq On : 28 Apr 2017 04:17

Operator : SJ/MA

Sample - 12806-07

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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]
n-Hexadecanoic acid 18.09 5.1 ng/ul 741282 4 17.22 2909610 20.0
(DEL) Alkane: Cyc... 21.09 6.1 ng/ul 1200760 5 21.40 3908850 20.0
Fumaric acid, 2-c... 21.99 6.9 ng/ul 1340750 5 21.40 3908850 20.0
7,11-Dimethyldode... 22.57 2.3 ng/ul 381268 6 23.71 3273380 20.0
(DEL) Alkane: Str... 24.20 2.6 ng/ul 419315 6 23.71 3273380 20.0
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