LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060917\
Data File : BM010464.D

Acq On : 09 Jun 2017 21:28

Operator : SJ/MA

Sample : 13520-04

Misc :

ALS Vial : 19 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 6.545 582 588 594 rBv4 45327 80731 1.52% 0.123%
2 7.087 672 680 691 rBVY 464242 888751 16.78% 1.351%
3 7.245 702 707 715 rBV 309530 485530 9.16% 0.738%
4 7.439 734 740 750 rvVB 528361 852739 16.10% 1.296%
5 7.904 811 819 827 rBV 1229092 1997995 37.71% 3.037%
6 8.181 859 866 872 rBv3 120158 193352 3.65% 0.294%
7 8.628 934 942 950 rBV 476952 816989 15.42% 1.242%
8 9.086 1010 1020 1028 rBV 456628 775746 14.64% 1.179%
9 9.798 1135 1141 1150 rBV2 416949 712537 13.45% 1.083%
10 9.963 1162 1169 1174 rBV6 24497 55840 1.05% 0.085%

11 10.333 1224 1232 1245 rBV 664136 1197237 22.60% 1.820%
12 10.469 1248 1255 1264 rBV3 37091 72155 1.36% 0.110%
13 10.704 1287 1295 1305 rBV 1554828 2642519 49.88% 4.017%
14 10.875 1318 1324 1333 rBV2 164759 320723 6.05% 0.488%
15 12.451 1586 1592 1599 rBvV2 186770 352221 6.65% 0.535%

16 13.951 1841 1847 1852 rBV 1315457 1785489 33.70% 2.714%
17 13.998 1852 1855 1861 rVB 387700 519645 9.81% 0.790%
18 14.239 1887 1896 1903 rBV 1241203 1895697 35.78% 2.882%
19 14.339 1908 1913 1917 rBvV4 33496 61406 1.16% 0.093%
20 14.539 1940 1947 1958 rBV2 2455915 3718867 70.19% 5.654%

21 14.780 1978 1988 2001 rBV3 301353 640277 12.09% 0.973%
22 15.527 2106 2115 2122 rBV 1804804 2588069 48.85% 3.935%
23 15.657 2131 2137 2144 rBV 473232 756918 14.29% 1.151%
24 16.233 2230 2235 2237 rVB2 49179 60488 1.14% 0.092%
25 16.968 2353 2360 2364 rBV5 121682 190146 3.59% 0.289%

26 17.286 2407 2414 2424 rVB2 3327491 4720713 89.10% 7.177%
27 17.386 2424 2431 2440 rBV 1942842 2775467 52.39% 4._.219%
28 18.027 2536 2540 2544 rBV7 39524 61799 1.17% 0.094%
29 18.133 2554 2558 2567 rBV 440225 596363 11.26% 0.907%
30 19.268 2747 2751 2752 rBV4 112446 133836 2.53% 0.203%

31 19.292 2752 2755 2766 rVB10 180815 400477 7.56% 0.609%
32 19.403 2770 2774 2784 rBV 497511 756537 14.28% 1.150%
33 19.556 2796 2800 2804 rBV6 68773 132002 2.49% 0.201%
34 19.674 2814 2820 2828 rBV 2366125 3142256 59.31% 4.777%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060917\
Data File : BM010464.D

Acq On : 09 Jun 2017 21:28

Operator : SJ/MA

Sample : 13520-04

Misc :

ALS Vial : 19 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

35 20.139 2896 2899 2903 rVB5 99797 125169 2.36% 0.190%

36 20.209 2905 2911 2914 rBV6 269590 465487 8.79% 0.708%
37 20.580 2968 2974 2979 rBV5 353197 611045 11.53% 0.929%
38 21.109 3059 3064 3068 rBVS5 410477 861971 16.27% 1.310%
39 21.450 3117 3122 3129 rVB 4471032 5298014 100.00% 8.054%
40 21.968 3207 3210 3213 rBV3 370209 470681 8.88% 0.716%

41 22.009 3213 3217 3226 rVB2 1146064 2091272 39.47% 3.179%
42 22.956 3373 3378 3384 rVB 2042490 2865748 54.09% 4_357%
43 23.033 3387 3391 3401 rVB5 570917 1286198 24.28% 1.955%
44 23.533 3472 3476 3482 rVB 812441 1368219 25.83% 2.080%
45 23.638 3489 3494 3501 rVB2 1406005 2558751 48.30% 3.890%

46 23.791 3514 3520 3528 rVB2 2446056 4583773 86.52% 6.969%
47 24.197 3583 3589 3598 rVB2 2764231 5123005 96.70% 7.788%
48 24.956 3714 3718 3728 rVB2 781908 1687420 31.85% 2.565%

Sum of corrected areas: 65778270

SOM-EPA-BM052717 .M Mon Jun 12 17:55:39 2017 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060917\
Data File : BM010464.D

Acq On : 09 Jun 2017 21:28

Operator : SJ/MA

Sample : 13520-04

Misc :

ALS Vial : 19 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

Abundance TIC: BM010464.D
5000000

4000000
3000000

2000000
10.70

7.90

1000000 10.33

7. 2g-44 8.63 9.09 9.80 L
i 8.18 0.87

Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM010464.D

5000000

4000000
17.29

3000000

19.67

14.54

2000000 15.53

13.994.24
1000000

14.00 5.66
14.78
12.45 43 LL 16.23 16.97

R T e e s B e L R e et

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: BM010464.D

5000000 21145

24.20
4000000 23.79

3000000

2000000

1000000

T

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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060917\
Data File : BM010464.D

Acq On : 09 Jun 2017 21:28

Operator : SJ/MA

Sample : 13520-04

Misc :

ALS Vial : 19 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 unknown-01 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.45 2.67 ng/ul 352221 Naphthalene-d8 10.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Quinoline, 5,6,7,8-tetrahydro- 133 C9H11N 010500-57-9 25
2 Cyclopropanamine, 2-phenyl-, tra... 133 C9H11N 003721-28-6 22
3 Tranylcypromine 133 C9H11N 000155-09-9 22
4 Benzeneacetonitrile, 4-hydroxy- 133 C8H7NO 014191-95-8 22
5 5,6,7,8-Tetrahydroisoquinoline 133 C9H11N 1000379-32-5 22
Abundance Scan 1592 (12.451 min): BM010464.D (-1586) (-) m/z 77.10 100.00%
7
105138
5000
5
12.20 12.40 12.60 12.80
- L LU aes o msorsat a5 a0 535 et e T ey
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14778: Quinoline, 5,6,7,8-tetrahydro-
132
5000
105 12.20 12.40 12.60 12.80
m/z 105.10 60.52%
39 78 “
o \IdMu\ | e
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
132
56 1220 12.40 12,60 12.80
5000 28 m/z 79.10 58.15%
91
L S L L W B L B WL AL W
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14763: Tranylcypromine
132 12.20 12.40 12.60 12.80

m/z 132.10 53.72%

5000{ 28

(=)
-
== a
| — o]
=

(o]

iy

m/z--> 0 50 100 150 200 250 300 350 400 450 500 12. 20 12. 40 12. 60 12. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060917\
Data File : BM010464.D

Acq On : 09 Jun 2017 21:28

Operator : SJ/MA

Sample : 13520-04

Misc :

ALS Vial : 19 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 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.13 2.53 ng/ul 596363 Phenanthrene-d10 17.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
2 Tridecanoic acid 214 C13H2602 000638-53-9 64
3 Dodecanoic acid 200 C12H2402 000143-07-7 50
4 Dodecanoic acid 200 C12H2402 000143-07-7 38
5 Tetradecanoic acid 228 C14H2802 000544-63-8 35

Abundance Scan 2558 (18.133 min): BM010464.D (-2554) (-) m/z 73.05 100.00%

B
213
5000

17.80 18.00 18.20 18.40

341 385417

284

469 503 543

0< m/z 60.05 66.74%
m/z--> 100 150 200 250 300 350 400 450 500
Abundance #107549: n-Hexadecanoic acid
5000 129
17.80 18.00 18.20 18.40
0
15755213 256 m/z 213.20 62.01%
04
m/z--> 100 150 200 250 300 350 400 450 500
Abundance
73
TS T ey
43 17.80 18.00 18.20 18.40
5000 m/z 55.10 54.15%
129
171 214
15 101
0,.”.,..”,..”,..” IR e o e e IR e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #61120: Dodecanoic acid S P ]
17.80 18.00 18.20 18.40
m/z 41.05 49.11%
5000 129
157
7
200
0 P T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 17. 80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060917\
Data File : BM010464.D

Acq On : 09 Jun 2017 21:28

Operator : SJ/MA

Sample : 13520-04

Misc :

ALS Vial : 19 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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.40 2.86 ng/ul 756537 Chrysene-di12 21.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 89
2 Pentadecanoic acid 242 C15H3002 001002-84-2 64
3 Octadecanoic acid 284 C18H3602 000057-11-4 64
4 n-Decanoic acid 172 C10H2002 000334-48-5 55
5 Undecanoic acid 186 C11H2202 000112-37-8 45

Abundance Scan 2773 (19.398 min): BM010464.D (-2770) (-) m/z 73.10 100.00%

129
5000

19.00 19.20 19.40 19.60 19.80
m/z 60.10 73.44%

328356

0 416 456 489516 549

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #131262: Octadecanoic acid

5000
19.00 19.20 19.40 19.60 19.80

m/z 55.10 67 .64%

0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43 73
R B e
19.00 19.20 19.40 19.60 19.80
5000 129 m/z 69.10 63.75%
199 242
101, 157
o iR e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #131261: Octadecanoic acid e e R R et
43 19.00 19.20 19.40 19.60 19.80
m/z 43.10 59.76%
5000
241 284
0—A 4 Lt s
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19. 00 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060917\
Data File : BM010464.D

Acq On : 09 Jun 2017 21:28

Operator : SJ/MA

Sample : 13520-04

Misc :

ALS Vial : 19 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 4 Ferruginol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.58 2.31 ng/ul 611045 Chrysene-di12 21.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ferruginol 286 C20H300 000514-62-5 87
2 5-Androstene, 4,4-dimethyl- 286 C21H34 1000194-15-4 43
3 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 286 C20H300 000511-15-9 30
4 Pyrrolidine, 1-[5-(1,3-benzodiox... 271 C16H17NO3 025924-78-1 30
5 5_beta.-Pregn-11-ene 286 C21H34 006673-73-0 25
Abundance Scan 2974 (20.580 min): BM010464.D (-2968) (-) m/z 271.30 100.00%
189 271
5000
41l o9 115147
20.20 20.40 20.60 20.80
387 430
o 311340 489518545 /7 189 15 84 350
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #133173: Ferruginol
286
69 189
5000 NSRS
20.20 20.40 20.60 20.80
41 125 159 ‘ 229 m/z 201.10 77.15%
o ““H‘-------.--------.----.----.-
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
271
20.20 20.40 20.60 20.80
5000 m/z 187.20 70.97%
55 95 175
135 203
27 243
O r e e T e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #133179: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro-4b,...
271 20.20 20.40 20.60 20.80
m/z 286.30 70.24%
175
5000
0‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060917\
Data File : BM010464.D

Acq On : 09 Jun 2017 21:28

Operator : SJ/MA

Sample : 13520-04

Misc :

ALS Vial : 19 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 5 (DEL) Alkane: Cyclic21.11 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.11 3.25 ng/ul 861971 Chrysene-di12 21.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,2-dimethyl-3-pent... 224 C16H32 062376-17-4 83
2 1-Octadecene 252 C18H36 000112-88-9 83
3 9-Nonadecene 266 C19H38 031035-07-1 83
4 1-Docosene 308 C22H44 001599-67-3 83
5 Cyclododecane 168 C12H24 000294-62-2 68
Abundance Scan 3064 (21.109 min): BM010464.D (-3059) (-) m/z 97.20 100.00%
9|97
>0 JMA
207 SN BN B
252281 327355 401 140461 20.80 21.00 21.20 21.40
o a3z, S0re38 m/z 69.10 96.35%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #81267: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propy!-
69 97
so00] 4 UM AR AR BAREE
153 20.80 21.00 21.20 21.40
‘ m/z 83.10 95 .95%
ol .J‘.L,n‘l.‘“‘.‘,uﬂ.zﬁ,h..l?? e —
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
83 SN BN B
20.80 21.00 21.20 21.40
5000 m/z 55.05 70.75%
111
0 140168196224252
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115903: 9-Nonadecene B
55 20.80 21.00 21.20 21.40
83 m/z 57.20 67 .64%
5000
11
2 l 266
ol 1 139167 238"
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060917\
Data File : BM010464.D

Acq On : 09 Jun 2017 21:28

Operator : SJ/MA

Sample : 13520-04

Misc :

ALS Vial : 19 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 6 Behenic alcohol Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
22.01 7.89 ng/ul 2091270 Chrysene-di12 21.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Behenic alcohol 326 C22H460 000661-19-8 90
2 9-Eicosene, (E)- 280 C20H40 074685-29-3 90
3 Octacosanol 410 C28H580 000557-61-9 89
4 Heptacosyl acetate 438 C29H5802 1000351-78-2 76

5 1-Docosene 308 C22H44 001599-67-3 70
Abundance Scan 3217 (22.009 min): BM010464.D (-3213) (-) m/z 69.10 100.00%
69,97
5000{ 4
25
153 27 21.60 21.80 22.00 22.20 22.40
283 357387417 489
ob AL LT, ] 1238 283 326357367417 460489 544 | < Tg3770  93.69%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #166292: Behenic alcohol
55 83
11

5000

J PM }67196224252280308

_r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_
21.60 21.80 22.00 22.20 22.40

m/z 97.10 91.45%

mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
_rl_l_l_l—rl_l_l_l—l_l_l_l_l—rl_l_l_l—rl_l_
97 21.60 21.80 22.00 22.20 22.40
5000 m/z 55.10 75.17%
29
125
o 153181209 252280
e R
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215904: Octacosanol o o
57 2160 21.80 22.00 2220 22.40
97 m/z 57.10 71.98%
5000
25
29 53
153181209238 292322 364392

e R

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

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\BM060917\
Data File : BM010464.D

Acq On : 09 Jun 2017 21:28

Operator : SJ/MA

Sample : 13520-04

Misc :

ALS Vial : 19 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 7 Hexadecane, l-iodo- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22 .96 12.50 ng/ul 2865750 Perylene-d12 23.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane, l-iodo- 352 C16H33l1 000544-77-4 96
2 2-methyloctacosane 408 C29H60 1000376-72-8 90
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 3379 (22.962 min): BM010464.D (-3373) (-) m/z 71.15 100.00%

7n
5000

207 22. 60 22. 80 23. 00 23 20
3 f 169 539 281
ob R Ly 17,1239 200 323356 417 d6ldg2 849 m/z 57.10 91.69%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #184946: Hexadecane, 1-iodo-
57
5000 LI L L L L L L L L LB

22.60 22.80 23.00 23.20
m/z 85.20 66 .93%

141 225
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
R e S man e
22. 60 22. 80 23.00 23.20
5000 m/z 43.10 55.40%
99
ol 26 141 183 225 267 309 365
A s e e AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane R e B S
517 22. 60 22. 80 23. 00 23 20

m/z 69.15 28.97%

5000
97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L A S I SR e L R

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 22. 60 22. 80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060917\
Data File : BM010464.D

Acq On : 09 Jun 2017 21:28

Operator : SJ/MA

Sample : 13520-04

Misc :

ALS Vial : 19 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 8 (DEL) Alkane: Cyclic23.03 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.03 5.61 ng/ul 1286200 Perylene-d12 23.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 92
2 1-Docosanethiol 342 C22H46S 007773-83-3 87
3 E-15-Heptadecenal 252 C17H320 1000130-97-9 86
4 4-n-Hexylthiane, S,S-dioxide 218 C11H2202S 070928-52-8 74
5 Tetracosyl trifluoroacetate 450 C26H49F302 1000351-76-4 64
Abundance Scan 3391 (23.033 min): BM010464.D (-3387) (-) m/z 69.10 100.00%
60 o
5000
4
265 323355 429 475 22.80 23.00 23.20 23.40
ol Ll 231 389 20349 "m/z 83.10 89.31%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #174180: Cyclotetracosane
55 83
5000 111 336 RN UL UL BRI A
22.80 23.00 23.20 23.40
130, m/z 97.10 79.66%
o ‘.“,‘.“.‘..‘,‘l“.““‘.‘l‘ el il
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43 97
' 22.80 23.00 23.20 23.40
5000 m/z 55.10 63.11%
oy | s 308 342
. 153 195293252280
mz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104157: E-15-Heptadecenal T T T T T T
43 22.80 23.00 23.20 23.40
83 m/z 71.10 58.71%
5000
111
o J [139168196224252

m/z--> 50 100 150 200 250 300 350 400 450 500 550 22. 80 23. 00 23 20 23. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060917\
Data File : BM010464.D

Acq On : 09 Jun 2017 21:28

Operator : SJ/MA

Sample : 13520-04

Misc :

ALS Vial : 19 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 9 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.53 5.97 ng/ul 1368220 Perylene-di12 23.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
2 Eicosane 282 C20H42 000112-95-8 91
3 2-methyloctacosane 408 C29H60 1000376-72-8 90
4 Tetratetracontane 619 C44H90 007098-22-8 90
5 2-methylhexacosane 380 C27H56 1000376-72-7 87
Abundance Scan 3476 (23.533 min): BM010464.D (-3472) (-) m/z 71.10 100.00%
7
43
5000
99
27 169 509 282 38 23.20 23.40 23.60 23.80
oA, ,J.|1=‘.4, Apr o 20 T 530 869399420461492 549 | n7 57.10  93.02%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85 AR AR AU
23120 23.40 23.60 23.80
m/z 85.20 73.99%
ol ‘ﬂ‘ 941}69197 239267294323352
m/z--> 55 100 150 200 250 300 350 400 450 500 550
Abundance
57
—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—v—r
85 23.20 23.40 23.60 23.80
5000 m/z 43.10 59.37%
13
. 29 141169197225253282
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane e o e St
23.20 23.40 23.60 23.80
m/z 55.10 28.96%
- \Wj\/\m»/u
‘ 141169197225 267295 365393
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.20 23.40 23.60 23.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060917\
Data File : BM010464.D

Acq On : 09 Jun 2017 21:28

Operator : SJ/MA

Sample : 13520-04

Misc :

ALS Vial : 19 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 10 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
24 .20 22 .35 ng/ul 5123010 Perylene-d12 23.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane, 11-butyl- 366 C26H54 013475-76-8 93
2 Hexacosane 366 C26H54 000630-01-3 90
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 2-methyloctacosane 408 C29H60 1000376-72-8 90
5 Hentriacontane 437 C31H64 000630-04-6 90
Abundance Scan 3589 (24.197 min): BM010464.D (-3583) (-) m/z 71.10 100.00%

13
sh{ || [ 155 197 230 281 23:80 24.00 24.20 24.40 24.60
ob SRR L LIS 100 230 281 341378 417452480 549 m/z 57.15  86.44%

7n
5000 l

I T

T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194500: Docosane, 11-butyl-
57
5000

23.80 24.00 24.20 24.40 24.60
m/z 85.10 67.98%

99
dd 141 179210 253 309 346

oL - Lanrar - A ... N,
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550 600
Abundance
57
LB L B B
23.80 24.00 24.20 24.40 24.60
5000 m/z 43.10 46.97%
99
o 141 183 225 267 309 367
L I B B I L B
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane N LD L B O
57 23.80 24.00 24.20 24.40 24.60

m/z 69.10 26 .98%

5000
97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L A S I SR e L e T

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 23. 80 24. OO 24 20 24. 40 24 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060917\
Data File : BM010464.D

Acq On : 09 Jun 2017 21:28

Operator : SJ/MA

Sample : 13520-04

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\Methods\SOM-EPA-BM052717 .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 11 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

2496 7.36 ng/ul 1687420 Perylene-d12 23.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane, 1l1-decyl- 479 C34H70 055429-84-0 86
2 Hexacosane 366 C26H54 000630-01-3 83
3 Hentriacontane 437 C31H64 000630-04-6 83
4 Hentriacontane 437 C31H64 000630-04-6 83
5 Hexatriacontane 507 C36H74 000630-06-8 81

Abundance Scan 3719 (24.962 min): BM010464.D (-3714) (-) m/z 71.10 100.00%

71
5000{ 43
99
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rr

“ 127155 207 559 281 24,60 24.80 25.00 25.20
40 461
ol b A L 0 4 238, 77308340 303425 461 503 850 | /o 57.10 | 86.32%
miz--> 50 100 150 200 250 300 350 400 450 500 580
Abundance #232379: Tetracosane, 11-decyl-
57
5000 85 LA L L L L L B

24.60 24.80 25.00 25.20
m/z 85.10 74.44%

0 1 ‘ ’1:‘1‘3‘141‘169197225253 295 337364393420
"w"' e Lo e
m/z--> 50 lOO 150 200 250 300 350 400 450 500 550
Abundance
57
_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_r
24.60 24.80 25.00 25.20
5000 85 m/z 43.10 42 .13%
29
. 113141 169107005253 205323 367
e R B e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #223852: Hentriacontane B e R S R
57 24.60 24.80 25.00 25.20
m/z 69.10 27 .91%
5000 85
13141169
o | [ 100107225253261300337365 a7
e L e e e A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.60 24.80 25.00 25.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060917\
Data File : BM010464.D

Acq On : 09 Jun 2017 21:28

Operator : SJ/MA

Sample : 13520-04

Misc :

ALS Vial : 19 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]
unknown-01 12.45 2.7 ng/ul 352221 2 10.70 2642520 20.0
n-Hexadecanoic acid 18.13 2.5 ng/ul 596363 4 17.29 4720710 20.0
Octadecanoic acid 19.40 2.9 ng/ul 756537 5 21.45 5298010 20.0
Ferruginol 20.58 2.3 ng/ul 611045 5 21.45 5298010 20.0
(DEL) Alkane: Cyc... 21.11 3.3 ng/ul 861971 5 21.45 5298010 20.0
Behenic alcohol 22.01 7.9 ng/ul 2091270 5 21.45 5298010 20.0
Hexadecane, 1-iodo- 22.96 12.5 ng/ul 2865750 6 23.79 4583770 20.0
(DEL) Alkane: Cyc... 23.03 5.6 ng/ul 1286200 6 23.79 4583770 20.0
(DEL) Alkane: Str... 23.53 6.0 ng/ul 1368220 6 23.79 4583770 20.0
(DEL) Alkane: Str... 24.20 22.4 ng/ul 5123010 6 23.79 4583770 20.0
(DEL) Alkane: Str... 24.96 7.4 ng/ul 1687420 6 23.79 4583770 20.0
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