LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010348.D

Acq On : 01 Jun 2017 10:49

Operator : SJ/MA

Sample - 13164-01

Misc :

ALS Vial : 3 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 6.563 583 591 597 rBvV2 65597 110729 1.13% 0.114%
2 7.105 676 683 694 rBY 641164 1219023 12.46% 1.257%
3 7.263 703 710 718 rBV 482928 769446 7.86% 0.793%
4 7.457 735 743 751 rBV 793743 1265717 12.94% 1.305%
5 7.922 815 822 834 rVvV 1171237 1931341 19.74% 1.992%
6 8.640 938 944 956 rBvY 782007 1332677 13.62% 1.374%
7 9.104 1017 1023 1032 rBVY 656510 1096848 11.21% 1.131%
8 9.816 1138 1144 1154 rBV 565234 958587 9.80% 0.988%
9 10.351 1228 1235 1244 rBV 917719 1592494 16.28% 1.642%
10 10.728 1290 1299 1308 rBV 1412389 2480921 25.35% 2.558%

11 13.969 1844 1850 1855 rBV 1712369 2370652 24.23% 2.445%
12 14.016 1855 1858 1863 rVB 288232 365096 3.73% 0.376%
13 14.251 1892 1898 1905 rBV 1685974 2476960 25.31% 2.554%
14 14.557 1944 1950 1960 rVvB2 2015853 3186641 32.57% 3.286%
15 14.804 1987 1992 1997 rBV2 141859 260880 2.67% 0.269%

16 15.298 2072 2076 2080 rBV 96785 140445 1.44% 0.145%
17 15.545 2108 2118 2125 rBV 2264650 3226365 32.97% 3.327%
18 15.669 2132 2139 2146 rBV 524132 790415 8.08% 0.815%
19 16.198 2225 2229 2237 rBV5 75268 131889 1.35% 0.136%
20 17.157 2387 2392 2399 rBV5 183754 328668 3.36% 0.339%

21 17.216 2399 2402 2407 rVVv7 71505 111620 1.14% 0.115%
22 17.304 2410 2417 2424 rVV 2605017 3800412 38.84% 3.919%
23 17.398 2427 2433 2443 rVV2 2419233 3476804 35.53% 3.585%
24 17.486 2443 2448 2453 rVB3 210012 305189 3.12% 0.315%
25 18.033 2536 2541 2545 rBVS 92020 136097 1.39% 0.140%

26 18.145 2556 2560 2568 rBV 593042 876808 8.96% 0.904%
27 18.457 2605 2613 2621 rBV4 339689 656925 6.71% 0.677%
28 18.774 2665 2667 2671 rVvv4 92228 126949 1.30% 0.131%
29 18.833 2674 2677 2682 rVB7 76469 117899 1.20% 0.122%
30 19.045 2710 2713 2716 rVv4 133933 170684 1.74% 0.176%

31 19.080 2716 2719 2723 rVV5 152090 198067 2.02% 0.204%
32 19.121 2723 2726 2730 rVB6 90627 120761 1.23% 0.125%
33 19.310 2750 2758 2759 rBV7 217286 421178 4_30% 0.434%
34 19.416 2772 2776 2780 rBV 333655 464463 4._.75% 0.479%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010348.D

Acq On : 01 Jun 2017 10:49

Operator : SJ/MA

Sample - 13164-01

Misc :

ALS Vial : 3 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\SOM-EPA-BM052717 .M
SVOA CALIBRATION

35 19.686 2817 2822 2831 rVB 3082161 4084789 41.75% 4.212%

36 20.151 2896 2901 2906 rBV 627766 906813 9.27% 0.935%
37 20.492 2955 2959 2965 rBV2 765164 1120937 11.46% 1.156%
38 20.627 2979 2982 2989 rBV2 294865 463124 4.73% 0.478%
39 20.833 3014 3017 3020 rBV5 252280 307411 3.14% 0.317%
40 21.110 3060 3064 3065 rBV 1416453 1537950 15.72% 1.586%

41 21.127 3065 3067 3076 rVB2 1958790 3261098 33.33% 3.363%
42 21.427 3114 3118 3120 rBV2 1361367 1627402 16.63% 1.678%
43 21.462 3120 3124 3130 rVB 4329423 5492031 56.13% 5.663%
44 21.739 3167 3171 3175 rBV2 889454 997611 10.20% 1.029%
45 21.986 3209 3213 3216 rBV 1704731 1987932 20.32% 2.050%

46 22.027 3216 3220 3229 rVV2 1565545 3319572 33.93% 3.423%
47 22.351 3272 3275 3285 rVB8 590595 994311 10.16% 1.025%
48 22.709 3331 3336 3345 rVB 1919936 2694859 27.54% 2.779%
49 22.974 3377 3381 3386 rVB 1279710 1810682 18.50% 1.867%
50 23.056 3390 3395 3405 rBV3 1166641 3125381 31.94% 3.223%

51 23.656 3491 3497 3505 rVB 2691349 5030336 51.41% 5.187%
52 23.809 3518 3523 3531 rVB2 2909653 5413721 55.33% 5.583%
53 24.221 3589 3593 3601 rVB3 836826 1579509 16.14% 1.629%
54 24.333 3607 3612 3630 rVB2 1445251 4416377 45.13% 4 _.554%
55 27.156 4084 4092 4103 rVB5 3170397 9784873 100.00% 10.090%

Sum of corrected areas: 96976369
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010348.D

Acq On : 01 Jun 2017 10:49

Operator : SJ/MA

Sample : 13164-01

Misc :

ALS Vial : 3 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: BM010348.D
5000000

4000000
3000000

2000000
10.73
7.92

1000000 7.46 8.64 10.35
71056 9.10 9.82

o LI |

e T e S et L T o T L L L e

Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM010348.D

5000000

4000000
19.69
3000000

15.55

14.56
2000000 13.924.25

1000000

5.67
14.80 15,30 16.20 et

Time--> 12.00 12,50 13.00 13.50 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: BM010348.D

21146
5000000 27.16

14.02

2381
23.66

4000000

3000000 21.13

21)11%%

2000000

10000001 20.83

e

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\BM060117\
Data File : BM010348.D

Acq On : 01 Jun 2017 10:49

Operator : SJ/MA

Sample : 13164-01

Misc :

ALS Vial : 3 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 Tetradecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.15 4.61 ng/ul 876808 Phenanthrene-d10 17.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 92
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 n-Decanoic acid 172 C10H2002 000334-48-5 83
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 78
Abundance Scan 2561 (18.151 min): BM010348.D (-2556) (-) m/z 73.10 100.00%
7B
5000
17.80 18.00 18.20 18.40
0 34 390415 478 m/z 60.10 57.83%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #84453: Tetradecanoic acid
73
43
5000
129 17.80 18.00 18.20 18.40
o7 185 228 m/z 55.05 49 .10%
0< Iu‘ul i Iuhhlnh‘l\ IML“\; |‘]|-$|7‘“|‘ I‘wl ‘l : I‘wl B LA o o e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43 B
17.I80 18.|00 18.|20 18.|40 '
5000 m/z 41.10 47 .67%
129
97 171 214
e L A L S U UL S UL SR
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #72647: Tridecanoic acid T e
78 17.80 18.00 18.20 18.40
43 m/z 43.05 41 .17%
5000 129
171
97 214
0! oot A A AL A,
m/z--> 50 100 150 200 250 300 350 400 450 1fso 18.00 18.20 18.40 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010348.D

Acq On : 01 Jun 2017 10:49

Operator : SJ/MA

Sample : 13164-01

Misc :

ALS Vial : 3 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 Neopentylidenecyclohexane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.46 3.46 ng/ul 656925 Phenanthrene-d10 17.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Neopentylidenecyclohexane 152 C11H20 039546-80-0 60
2 5,9,13-Pentadecatrien-2-one, 6,1... 262 C18H300 001117-52-8 50
3 4-Decyne 138 C10H18 002384-86-3 38
4 1-Methylbicyclo[3.2.1]octane 124 C9H16 119972-41-7 18
5 1-Cyclohexyl-2-cyclohexylidenethane 192 C14H24 059986-23-1 18
Abundance Scan 2614 (18.463 min): BM010348.D (-2605) (-) m/z 55.10 100.00%
g1 123
5000
341 216 18.20 18.40 18.60 18.80
ol 2 2 m/z 123.20  82.57%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #25430: Neopentylidenecyclohexane
69
so00] 109137
18.20 18.40 18.60 18.80
‘ m/z 81.10 79.02%
0 ?‘ﬂ”\lh‘u‘l\ Y
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
69
18.20 18.40 18.60 18.80
50000 41 m/z 67.10 77 .56%
95
135
o 178 219 262
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #168444Decyne LI L L L LB L
67 18.20 18.40 18.60 18.80
m/z 69.10 75.42%
5000 95
27
mz-> 0 5'0 1(')0 1&'30 200 250 300 350 400 450 500 18/20 1840 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010348.D

Acq On : 01 Jun 2017 10:49

Operator : SJ/MA

Sample : 13164-01

Misc :

ALS Vial : 3 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 (DEL) Alkane: Cyclicl9.31 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
19.31 2.22 ng/ul 421178 Phenanthrene-d10 17.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Cyclopentyleicosane 350 C25H50 1000357-25-6 64
2 5-Octadecene, (E)- 252 C18H36 007206-21-5 50
3 3-Octadecene, (E)- 252 C18H36 007206-19-1 45
4 Oleic Acid 282 C18H3402 000112-80-1 43
5 1-Hexadecanol 242 C16H340 036653-82-4 43
Abundance Scan 2758 (19.310 min): BM010348.D (-2750) (-) m/z 69.10 100.00%

212

97
5000

264
R AR RRAR
206 328 356 388415 456 490 19.00 19.20 19.40 19.60

0 m/z 55.20 86.19%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #184196: 1-Cyclopentyleicosane
69
43
5000 97 AU AR AR

19.00 19.20 19.40 19.60
m/z 83.10 63.41%

0 L \H\ \‘ \‘ \53181208236264 322350
T . e e e e

|
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
55
e
83 19.00 19.20 19.40 19.60
5000 m/z 212.20 60.99%
29 111
o 139168195224252
o L L T e e e e B o B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #104188: 3-Octadecene, (E)- T B e L R
69 19.00 19.20 19.40 19.60
m/z 97.05 60.19%
97
5000
125
o J \ ] J | 154182 224252
m/z--> 50 100 150 200 250 300 350 400 450 500 19. 00 19. 20 19. 40 19 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010348.D

Acq On : 01 Jun 2017 10:49

Operator : SJ/MA

Sample : 13164-01

Misc :

ALS Vial : 3 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 Sulfurous acid, 2-propyl te... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
20.15 3.30 ng/ul 906813 Chrysene-di2 21.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 87
2 1-Octadecene 252 C18H36 000112-88-9 86
3 Octadecane, 1-(ethenyloxy)- 296 C20H400 000930-02-9 83
4 Cyclononane, 1,1,4,4,7,7-hexamet... 210 C15H30 149331-19-1 81
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 76
Abundance Scan 2901 (20.151 min): BM010348.D (-2896) (-) m/z 71.05 100.00%
43
5000
141169 207 281 19.80 20.00 20.20 20.40
Ob ey 253 327355 398 433 486517 549 n/z 57.10 98 _95%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #161094: Sulfurous acid, 2-propy! tetradecyl ester
43
71
5000
19.80 20.00 20.20 20.40
m/z 43.10 76 .85%
ol 1. ‘ﬂ 227 168197231261
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
83 NSNS RN B
19.80 20.00 20.20 20.40
5000 m/z 85.05 68.51%
111
o 15 139168196224252
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141403: Octadecane, 1-(ethenyloxy)-
57 19.80 20.00 20.20 20.40
m/z 69.10 54 _67%
5000
97
29
0 {25154 194222 253281
mz-> 0 55 100 150 200 250 300 350 400 450 500 550 10.80 20.00 20.20 20.40 |

SOM-EPA-BM052717 .M Fri Jun 02 16:01:49 2017 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010348.D

Acq On : 01 Jun 2017 10:49

Operator : SJ/MA

Sample : 13164-01

Misc :

ALS Vial : 3 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 Eicosanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

20.49 4.08 ng/ul 1120940 Chrysene-di12 21.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid 312 C20H4002 000506-30-9 98
2 Eicosanoic acid 312 C20H4002 000506-30-9 94
3 Octadecanoic acid 284 C18H3602 000057-11-4 93
4 Heptadecanoic acid 270 C17H3402 000506-12-7 93
5 Heptadecanoic acid 270 C17H3402 000506-12-7 86

Abundance Scan 2959 (20.492 min): BM010348.D (-2955) (-) m/z 73.10 100.00%

43
5000

20.20 20.40 20.60 20.80

355386 431462488 539

0 m/z 60.05 66 .54%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #154907: Eicosanoic acid
43
73 312
5000

20.20 20.40 20.60 20.80
129 m/z 69.10 59.04%

obr oy | ger®Ba > |
m/z--> 50 lOO 150 200 250 300 350 400 450 500 550
Abundance
43 73
RS AR Eaaa SRS
20.20 20.40 20.60 20.80
5000 129 m/z 43.10 53.90%
312
101 157185213,,,269
Ot L e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #131260: Octadecanoic acid R Ea R Ean B
43 73 20.20 20.40 20.60 20.80
m/z 71.10 53.52%
5000
ol bk,
T T _'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'_'_
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\BM060117\
Data File : BM010348.D

Acq On : 01 Jun 2017 10:49

Operator : SJ/MA

Sample : 13164-01

Misc :

ALS Vial : 3 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 (DEL) Alkane: Straight-Chai... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
21.11 5.60 ng/ul 1537950 Chrysene-di12 21.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane, 1l1-decyl- 437 C31H64 055320-06-4 93
2 2-methylhexacosane 380 C27H56 1000376-72-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Hexatriacontane 507 C36H74 000630-06-8 91

Abundance Scan 3064 (21.110 min): BM010348.D (-3060) (-) m/z 71.05 100.00%
7
43
5000
99
27155 207 20.80 21.00 21.20 21.40
ol ARy i L Ly 299267295 328356 403432462491 535 | “rz7 5705 91.02%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #223853: Heneicosane, 11-decyl-
57
5000 85
20.80 21.00 21.20 21.40
29 295 m/z 85.10 68.83%
oL ‘ ﬂ” }41;69197225 266 “ 323 435
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
85 20.80 21.00 21.20 21.40
5000 m/z 43.10 63.49%
13149
o 29 169197225253281309337365
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493: Hexacosane R B T L L |
57 20.80 21.00 21.20 21.40
m/z 55.10 33.86%
5000 85
. 29 [M3141160197205053 205303 367
||||||||||||||||||||||||||||||||||||||||||||| —v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—[
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\BM060117\
Data File : BM010348.D

Acq On : 01 Jun 2017 10:49

Operator : SJ/MA

Sample : 13164-01

Misc :

ALS Vial : 3 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 Fumaric acid, 4-cyanophenyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

21.13 11.88 ng/ul 3261100 Chrysene-d12 21.46

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fumaric acid, 4-cyanophenyl dode... 385 C23H31NO4 1000344-82-0 72

2 Fumaric acid, 3,5-difluorophenyl... 396 C22H30F204 1000339-37-8 64

3 Cyclopentadecane 210 C15H30 000295-48-7 64

4 Fumaric acid, 2,4-dichlorophenyl... 428 C22H30CI1204 1000345-34-4 59
5 Fumaric acid, 2,5-dichlorophenyl... 428 C22H30C1204 1000345-32-5 59

Abundance Scan 3067 (21.127 min): BM010348.D (-3065) (-) m/z 83.10 100.00%
83
55
111
5000 239
20.80 21.00 21.20 21.40
OJII‘ A 326 357385 430 463490 533 m/z 69.10 92 _47%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #205176: Fumaric acid, 4-cyanopheny! dodecyl ester
69 97
267
5000{ 43
20.80 21.00 21.20 21.40
‘ - 218 m/z 97.10 77.52%
169
O.L.M..“%..,”..,”..”..,”..,”%ﬁ e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
69 97
267
20.80 21.00 21.20 21.40
50001 43 m/z 55.10 66.57%
130 183211
239 396
O B i B e e S O
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #69584: Cyclopentadecane
55 20.80 21.00 21.20 21.40
83 m/z 111.10 46.85%
5000
29 111
\ l 139 182210
oMt
m/z--> 50 100 150 200 250 300 350 400 450 500 20.80 21.00 21.20 21.40

SOM-EPA-BM052717 .M Fri Jun 02 16:01:52 2017

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010348.D

Acq On : 01 Jun 2017 10:49

Operator : SJ/MA

Sample : 13164-01

Misc :

ALS Vial : 3 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 16-Heptadecenal Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.74 3.63 ng/ul 997611 Chrysene-di12 21.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 16-Heptadecenal 252 C17H320 1000144-57-9 90
2 l14-Heptadecenal 252 C17H320 1000144-58-0 89
3 Bicyclo[10.8.0]eicosane, (E)- 278 C20H38 1000155-85-0 89
4 Heptadecanal 254 C17H340 1000376-70-0 86
5 1,19-Eicosadiene 278 C20H38 014811-95-1 83
Abundance Scan 3171 (21.739 min): BM010348.D (-3167) (-) m/z 82.10 100.00%
8p

5000

207 e S ERaiAaEa SR
334 371401430459 491518547 21.40 21.60 21.80 22.00

0 m/z 57.10 84 _.66%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104155: 16-Heptadecenal
82

21.40 21.60 21.80 22.00
FD m/z 83.10 75.78%

37 1962%42?2

5000

o =
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
82
43
21.40 21.60 21.80 22.00
5000 m/z 96.05 69.63%
110
147 221 252
ok e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126195: Bicyclo[10.8.0]eicosane, (E)- R o AR Rama
41 21.40 21.60 21.80 22.00
82 m/z 43.10 69.42%
278
5000
0
VL] 137 166194222250
oA L L) e B s s
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.40 21.60 21.80 22.00

SOM-EPA-BM052717 .M Fri Jun 02 16:01:53 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010348.D

Acq On : 01 Jun 2017 10:49

Operator : SJ/MA

Sample : 13164-01

Misc :

ALS Vial : 3 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 7
R.T. EstConc Area Relative to ISTD R.T.
21.99 7.24 ng/ul 1987930 Chrysene-di12 21.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane, 5,14-dibutyl- 366 C26H54 055282-13-8 89
2 Dodecane, 2-methyl- 184 C13H28 001560-97-0 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 87
5 Heneicosane 296 C21H44 000629-94-7 83
Abundance Scan 3214 (21.992 min): BM010348.D (-3209) (-) m/z 71.20 100.00%
7
5000 43
99
27 169197225 21.60 21.80 22.00 22.20 22.40
oh Al 44 “, Lid L Fi223281300 395388 430 475 821 | ns7 57.10  92.38%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194506: Octadecane, 5,14-dibutyl-
43 71
5000
21.60 21.80 22.00 22.20 22.40
126 m/z 85.15 67.57%
0 | k‘Lh | h“155183211239266 3?9336364
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
85 21.60 21.80 22.00 22.20 22.40
5000 m/z 43.10 51.93%
29 141
113 ' 169
oy o e e e
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane AR AR s
21.60 21.80 22.00 22.20 22.40
m/z 69.15 25.34%
5000

85

| 13141169197225253281309337365 394
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 21,60 21.80 22.00 22,20 22.40

SOM-EPA-BM052717 .M Fri Jun 02 16:01:53 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010348.D

Acq On : 01 Jun 2017 10:49

Operator : SJ/MA

Sample : 13164-01

Misc :

ALS Vial : 3 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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.03 12.09 ng/ul 3319570 Chrysene-di12 21.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 91
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 90
4 1-Heneicosyl formate 340 C22H4402 077899-03-7 87
5 n-Heptadecanol-1 256 C17H360 001454-85-9 87
Abundance Scan 3220 (22.027 min): BM010348.D (-3216) (-) m/z 83.10 100.00%
83
55
5000 11

207 e e,
39
l 167 253281 376355 401429 477505536 21.80 22.00 22.20 22.40

oA e o, m/z 69.10 99.78%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #155046: 1-Heneicosanol
55 83
5000 T T 1T TTTT TTTT TTTT TTT

21. 80 22. OO 22. 20 22. 40
m/z 97.20 94 .31%

11
i { \H\ “\

0 2| ‘ F?9}67196 238266294
I o i e T L e e o o B o I
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43
83 R e
21.80 22.00 22.20 22.40
5000 m/z 57.15 70.31%
111
o 41168196224 69
T T T T T T T e T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #127771: 3-Eicosene, (E)-
57 21.80 22.00 22.20 22.40
m/z 55.10 68.76%
97
5000
29
25
0 | 153182210 252280
e e e T e e T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21. 80 22. OO 22. 20 22. 40

SOM-EPA-BM052717 .M Fri Jun 02 16:01:54 2017

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010348.D

Acq On : 01 Jun 2017 10:49

Operator : SJ/MA

Sample : 13164-01

Misc :

ALS Vial : 3 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 11 Tetracosanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

22.35 3.62 ng/ul 994311 Chrysene-di12 21.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosanoic acid 368 C24H4802 000557-59-5 90
2 Tetracosanoic acid 368 C24H4802 000557-59-5 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 55
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 47
5 Dodecanoic acid 200 C12H2402 000143-07-7 43

Abundance Scan 3275 (22.351 min): BM010348.D (-3272) (-) m/z 73.10 100.00%

129

43
5000

22.00 22.20 22.40 22.60
m/z 57.15 79 .33%

o 401431 475505 549

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #195784: Tetracosanoic acid

73

3

5000
22.00 22.20 22.40 22.60
185 m/z 60.10 76.20%
J1s ) 227 269597325
AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
73
43 L B e e e
129 22.00 22.20 22.40 22.60
5000 368 m/z 129.05 72.60%
185 325
101 | 157" 2132412694,
Ol A L L e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #84455; Tetradecanoic acid BN BEREE B R

22.00 22.20 22.40 22.60
m/z 69.10 70.83%

5000

5

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22. OO 22. 20 22. 40 22 60

SOM-EPA-BM052717 .M Fri Jun 02 16:01:55 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010348.D

Acq On : 01 Jun 2017 10:49

Operator : SJ/MA

Sample : 13164-01

Misc :

ALS Vial : 3 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 12 Octadecanal Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.71 9.96 ng/ul 2694860 Perylene-d12 23.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 95
2 1,19-Eicosadiene 278 C20H38 014811-95-1 94
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 94
4 Tetradecanal 212 C14H280 000124-25-4 94
5 9-Octadecen-1-ol, (E)- 268 C18H360 000506-42-3 93
Abundance Scan 3336 (22.709 min): BM010348.D (-3331) (-) m/z 82.05 100.00%
<)
43
5000
7 22.40 22.60 22.80 23.00
265 362
ol 236265292 334 401431461490 535 mn/z 57.10 81.18%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #117607: Octadecanal
43, 82
5000 ARSI AR
22.40 22.60 22.80 23.00
m/z 96.05 74 .91%
m 166194222250
0 ”Lﬂfmm A i e —
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
55
82 UL AR SR
22.40 22.60 22.80 23.00
5000 m/z 83.20 68.91%
109
0 27 137166194222250278
m/z--> 6 §0 160 1éo 200 250 300 3éo 460 4éo 560 '
Abundance #117618: Oxirane, hexadecyl- R B LS Eama
82 22.40 22.60 22.80 23.00
m/z 43.10 67.97%
55
5000
10
0 2 | | l13L 19614 42}]\' 250
s 0 80 100 150 2o o 30 mo a6 o o 22.40 22,60 22.80 23.00

SOM-EPA-BM052717 .M Fri Jun 02 16:01:56 2017

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010348.D

Acq On : 01 Jun 2017 10:49

Operator : SJ/MA

Sample : 13164-01

Misc :

ALS Vial : 3 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 13 Hexadecane, l-iodo- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

22 .97 6.69 ng/ul 1810680 Perylene-d12 23.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane, l-iodo- 352 C16H33l1 000544-77-4 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Heptacosane 380 C27H56 000593-49-7 87
5 Hentriacontane 437 C31H64 000630-04-6 87

Abundance Scan 3380 (22.968 min): BM010348.D (-3377) (-) m/z 71.10 100.00%

43
5000

e

22 60 22.80 23.00 23.20
253 327 415 489
Okt 281 369 461789 538 m/z 57.10 98.74%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #184946: Hexadecane, 1-iodo-
57
85

5000 REARREEE S C e e
22 60 22. 80 23 00 23.20

‘ 5 m/z 85.15 78 .08%

22
29
R et - S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
_l—l_l_l_l_l—rl_l_l_l—rl_l_l_l—l_l_l_l_l—rl_

22.60 22.80 23.00 23.20

5000 85 m/z 43.10 59.24%
29
. 113141169197225253 205323 367
MRS T TS Wi oo s M R L —
miz--> 50 100 150 200 250 300 350 400 450 500 580
Abundance #209566: Octacosane TR S
22.60 22.80 23.00 23.20
m/z 69.10 28 .25%
5000

85

| 113141160197225253281309337365 394
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.60 22.80 23.00 23.20

SOM-EPA-BM052717 .M Fri Jun 02 16:01:57 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010348.D

Acq On : 01 Jun 2017 10:49

Operator : SJ/MA

Sample : 13164-01

Misc :

ALS Vial : 3 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 14 E-15-Heptadecenal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.06 11.55 ng/ul 3125380 Perylene-d12 23.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 86
2 Cyclopentane, 1l-pentyl-2-propyl- 182 C13H26 062199-51-3 78
3 n-Tetracosanol-1 354 C24H500 000506-51-4 76
4 17-Pentatriacontene 491 C35H70 006971-40-0 74
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 70
Abundance Scan 3396 (23.062 min): BM010348.D (-3390) (-) m/z 83.10 100.00%
83
55
5000
22.80 23.00 23.20 23.40
ol 327 372 415445475 521 /7 97.10 97 06%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #104157: E-15-Heptadecenal
43
5000 N SR BN SUN I
22.80 23.00 23.20 23.40
m/z 69.10  94.92%
OMWWMM§”wWMWm“me
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
69
22.80 23.00 23.20 23.40
s000] 4L 11 m/z 57.10 77.26%
139 182
O T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #186968: n-Tetracosanol-1 B e B AR REREE e
57 |97 22.80 23.00 23.20 23.40
m/z 55.10 76.70%
5000
25
29 53
ol 1193181210238266 308336
m/z--> 50 100 150 200 250 300 350 400 450 500 22.80 23.00 23.20 23.40

SOM-EPA-BM052717 .M Fri Jun 02 16:01:58 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010348.D

Acq On : 01 Jun 2017 10:49

Operator : SJ/MA

Sample : 13164-01

Misc :

ALS Vial : 3 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 15 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
24.22 5.84 ng/ul 1579510 Perylene-di12 23.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 83
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 81
3 Eicosane 282 C20H42 000112-95-8 80
4 Hexadecane, l-iodo- 352 C16H33lI 000544-77-4 80
5 Pentacosane 352 C25H52 000629-99-2 80
Abundance Scan 3593 (24.221 min): BM010348.D (-3589) (-) m/z 71.10 100.00%
7
5000 43
T 00 2430 5440 2460
55183211 282 . . . .
I ¥ ..,.F..!l,.... G 2ohTy 327300 401432 475 521849 | h77 57.10  90.29%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane
57
85
5000 R AR AR DAL
24.00 24.20 24.40 24.60
m/z 85.20 68.97%
29
o ‘L L h’l\ 141169197225053 296
m/z--> 6 55 100 1%0 200 250 300 3éo 460 4éo 560 séo
Abundance
57
" 24.00 24.20 24.40 24.60
5000 85 m/z 43.10 51.91%

113
141 183211239267296

o L -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129492: Eicosane R h e B
24.00 24.20 24.40 24.60
m/z 55.10 28.40%
5000

| 13141160197225253282
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 24.00 24.20 24.40 24.60

SOM-EPA-BM052717 .M Fri Jun 02 16:01:59 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010348.D

Acq On : 01 Jun 2017 10:49

Operator : SJ/MA

Sample : 13164-01

Misc :

ALS Vial : 3 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 16 8-Heptadecanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
24 .33 16.32 ng/ul 4416380 Perylene-di12 23.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 8-Heptadecanol 256 C17H360 002541-75-5 59
2 Cyclohexanecarboxylic acid, 2-ch... 190 C9H15C102 1000330-87-6 43
3 Cyclohexanecarboxylic acid, 3,5-... 240 C13H14F202 1000293-69-2 43
4 Cyclohexanecarbonyl chloride 146 C7H11CIO 002719-27-9 43
5 1-Butanone, 1-cyclohexyl- 154 C10H180 001462-27-7 43
Abundance Scan 3612 (24.333 min): BM010348.D (-3607) (-) m/z 83.10 100.00%
o 43 Jﬂw/\\kﬂ*
11157 ”/}'I""I""I""I""I
209 297 24.00 24.20 24.40 24.60
Ol b b Ly ,‘l. e 203, | 312871403130 475503535 | Thnzz 97.15  61.76%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107659: 8-Heptadecanol
69
41
5000 AUV AR
24.00 24.20 24.40 24.60
111 m/z 69.10 57.73%
oyl ‘ ‘ ,,,,2}92;3,8”” I
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
83
24.00 24.20 24.40 24.60
5000 55 m/z 57.10 44 .99%
111
o 27 155 190
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #93694: Cyclohexanecarboxylic acid, 3,5-difluorophenyl ester R N A REEEEEE e
83 24.00 24.20 24.40 24.60
m/z 71.10 33.27%
soo0{  °°
111
27
ol 240
miz-> 0 5'0 1(')0 150 200 250 300 350 400 450 500 550 24.00 24.20 24.40 24.60

SOM-EPA-BM052717 .M Fri Jun 02 16:02:00 2017 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010348.D

Acq On : 01 Jun 2017 10:49

Operator : SJ/MA

Sample : 13164-01

Misc :

ALS Vial : 3 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 17 9(1H)-Phenanthrenone, 2,3,4... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
27.16 36.15 ng/ul 9784870 Perylene-d12 23.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9(1H)-Phenanthrenone, 2,3,4,4a,1... 300 C20H2802 000511-05-7 55
2 1S,2S,5R-1,4,4-Trimethyltricyclo... 204 C15H24 1000140-07-5 55
3 Phenanthrene, 1,2,3,4,4a,9,10,10... 300 C21H320 010064-26-3 53
4 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1000140-07-7 50
5 1,3-Benzodioxole, 5-(1-(4-ethoxy... 300 C18H2004 090632-70-5 46
Abundance Scan 4093 (27.162 min): BM010348.D (-4084) (-) m/z 204.20 100.00%

5000

3

26.80 27.00 27.20 27.40
m/z 133.10 99.11%

503
o 536

m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #145024: 9(1H)-Phenanthrenone, 2,3,4,4a,10,10a-hexahydro-6..

%

285
5000 LA L L L L L B
217 26.80 27.00 27.20 27.40
m/z 285.20 92.23%
115 163 “
0 \\““H\ I“\‘\\\H\\”U |\‘H|H\\\lemlllllllll R REE R AR
m/z--> o 5 100 150 200 250 300 350 400 450 500 550
Abundance
93
41 s e
148 204 26.80 27.00 27.20 27.40
5000 m/z 69.10 82.00%
121
176
O T i T e o o RS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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Abundance #145057: Phenanthrene, 1,2,3,4,4a,9,10,10a-octahydro-6-met... T T
300 26.80 27.00 27.20 27.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010348.D

Acq On : 01 Jun 2017 10:49

Operator : SJ/MA

Sample - 13164-01

Misc :

ALS Vial : 3 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]
Tetradecanoic acid 18.15 4.6 ng/ul 876808 4 17.30 3800410 20.0
Neopentylidenecyc... 18.46 3.5 ng/ul 656925 4 17.30 3800410 20.0
(DEL) Alkane: Cyc... 19.31 2.2 ng/ul 421178 4 17.30 3800410 20.0
Sulfurous acid, 2... 20.15 3.3 ng/ul 906813 5 21.46 5492030 20.0
Eicosanoic acid 20.49 4.1 ng/ul 1120940 5 21.46 5492030 20.0
(DEL) Alkane: Str... 21.11 5.6 ng/ul 1537950 5 21.46 5492030 20.0
Fumaric acid, 4-c... 21.13 11.9 ng/ul 3261100 5 21.46 5492030 20.0
16-Heptadecenal 21.74 3.6 ng/ul 997611 5 21.46 5492030 20.0
(DEL) Alkane: Str... 21.99 7.2 ng/ul 1987930 5 21.46 5492030 20.0
1-Heneicosanol 22.03 12.1 ng/ul 3319570 5 21.46 5492030 20.0
Tetracosanoic acid 22.35 3.6 ng/ul 994311 5 21.46 5492030 20.0
Octadecanal 22.71 10.0 ng/ul 2694860 6 23.81 5413720 20.0
Hexadecane, 1-iodo- 22.97 6.7 ng/ul 1810680 6 23.81 5413720 20.0
E-15-Heptadecenal 23.06 11.6 ng/ul 3125380 6 23.81 5413720 20.0
(DEL) Alkane: Str... 24.22 5.8 ng/ul 1579510 6 23.81 5413720 20.0
8-Heptadecanol 24 .33 16.3 ng/ul 4416380 6 23.81 5413720 20.0
9(1H)-Phenanthren... 27.16 36.1 ng/ul 9784870 6 23.81 5413720 20.0
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