LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010367.D

Acq On : 01 Jun 2017 22:11

Operator : SJ/MA

Sample : 13163-15

Misc :

ALS Vial : 21 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 7.104 674 683 693 rBY 1000113 1733611 3.41% 0.418%
2 7.257 703 709 718 rBV 694308 1207446 2.38% 0.291%
3 7.457 734 743 755 rBV 1172233 1843785 3.63% 0.444%
4 7.916 813 821 832 rBV 1541022 2532540 4._98% 0.610%
5 8.639 938 944 955 rBV 1204145 2022766 3.98% 0.488%
6 9.104 1016 1023 1031 rBV 1022842 1704219 3.35% 0.411%
7 9.816 1135 1144 1154 rBV 1008816 1672032 3.29% 0.403%
8 10.351 1228 1235 1245 rBV 1494434 2575431 5.07% 0.621%
9 10.722 1290 1298 1305 rBV 1802293 3093193 6.09% 0.745%
10 13.968 1842 1850 1854 rBV 2867827 3791186 7.46% 0.914%

11 14.015 1854 1858 1865 rVB 460027 631466 1.24% 0.152%
12 14.251 1892 1898 1907 rVB 2767150 4059034 7.99% 0.978%
13 14.557 1943 1950 1960 rVB2 2677034 4285333 8.43% 1.033%
14 14.798 1987 1991 1994 rBV 465148 702168 1.38% 0.169%
15 14.833 1994 1997 2004 rVB 506406 741971 1.46% 0.179%

16 15.545 2108 2118 2124 rBV 3761044 5299763 10.43% 1.277%
17 15.668 2133 2139 2145 rBV 1113038 1536668 3.02% 0.370%
18 17.156 2387 2392 2398 rBVS5 427746 746462 1.47% 0.180%
19 17.303 2411 2417 2427 rBV 3399379 4888927 9.62% 1.178%
20 17.398 2427 2433 2441 rVV 3858926 5463966 10.75% 1.317%

21 17.486 2443 2448 2454 rVB3 414055 592799 1.17% 0.143%
22 18.151 2556 2561 2569 rBV 2155638 2981942 5.87% 0.719%
23 18.456 2607 2613 2622 rVB2 1239272 2134074 4._.20% 0.514%
24 18.792 2661 2670 2674 rVV5 471621 1141116 2.25% 0.275%
25 18.833 2674 2677 2683 rVB7 484389 701945 1.38% 0.169%

26 19.050 2709 2714 2718 rVV5 623083 1319400 2.60% 0.318%
27 19.121 2722 2726 2732 rVB2 633038 763877 1.50% 0.184%
28 19.303 2750 2757 2760 rBv4 793338 1544716 3.04% 0.372%
29 19.421 2773 2777 2779 rBV 1006287 1249335 2.46% 0.301%
30 19.445 2779 2781 2791 rVB4 628486 935043 1.84% 0.225%

31 19.686 2817 2822 2829 rVB 5509974 7153177 14.07% 1.724%
32 20.150 2896 2901 2906 rBV 1907484 2738912 5.39% 0.660%
33 20.203 2906 2910 2918 rVB 3968832 5280743 10.39% 1.273%
34 20.397 2938 2943 2956 rBV 6482655 10483837 20.63% 2.527%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010367.D

Acq On : 01 Jun 2017 22:11

Operator : SJ/MA

Sample : 13163-15

Misc :

ALS Vial : 21 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 20.497 2956 2960 2973 rVV2 4067264 8165610 16.07% 1.968%

36 20.627 2978 2982 2988 rBV2 1471413 2357839 4.64% 0.568%
37 20.839 3014 3018 3019 rBV3 838820 1110236 2.18% 0.268%
38 20.968 3036 3040 3045 rBV3 2099661 3088636 6.08% 0.744%
39 21.015 3045 3048 3056 rVB5 1271525 1959581 3.86% 0.472%
40 21.144 3060 3070 3083 rBV3 10180348 30009946 59.05% 7.233%

41 21.433 3115 3119 3122 rBY 8229381 10699489 21.05% 2.579%
42 21.462 3122 3124 3130 rVB 6721243 7884355 15.51% 1.900%
43 21.738 3167 3171 3175 rVB 3664641 3916653 7.71% 0.944%
44 21.986 3208 3213 3216 rBV 6090863 8296305 16.32% 1.999%
45 22.027 3216 3220 3244 rVB 8822904 19461310 38.29% 4_.690%

46 22.203 3247 3250 3257 rVB3 953833 1236898 2.43% 0.298%
47 22.362 3271 3277 3286 rBV 5857447 10493294 20.65% 2.529%
48 22.515 3300 3303 3308 rBV2 993030 1361048 2.68% 0.328%
49 22.709 3331 3336 3342 rBVY 16048940 22299535 43.87% 5.374%
50 22.974 3377 3381 3388 rVB 2922028 4450032 8.76% 1.072%

51 23.056 3389 3395 3404 rBV 6578754 14763609 29.05% 3.558%
52 23.268 3428 3431 3437 rVB3 1010814 1470229 2.89% 0.354%
53 23.662 3491 3498 3505 rVB 4797476 9685551 19.06% 2.334%
54 23.815 3519 3524 3531 rVB2 3654618 7295307 14.35% 1.758%
55 23.903 3533 3539 3551 rVB 11099798 19984440 39.32% 4.816%

56 24.338 3606 3613 3628 rVB 19741861 50825220 100.00% 12.249%
57 25.303 3773 3777 3788 rVB3 2740280 6199595 12.20% 1.494%
58 25.485 3802 3808 3827 rVB3 2541279 7407820 14.58% 1.785%
59 26.956 4050 4058 4074 rVB4 3305375 12320590 24.24% 2.969%
60 27.162 4083 4093 4108 rVB3 6448574 21602093 42.50% 5.206%

61 27.579 4158 4164 4189 rVB6 2985389 12077371 23.76% 2.911%
62 28.456 4304 4313 4327 rVB8 5319991 24947677 49.09% 6.013%

Sum of corrected areas: 414923152
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_M\DATA\BMO060117\

BM010367.D

01 Jun 2017 22:11

SJ/MA

13163-15

21 Sample Multiplier: 1

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM052717 .M
SVOA CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2e+07

1.5e+07

1e+07

5000000

TIC: BM010367.D

7,192g/.\46 7.92 8.64 910
A

982 10.35 10.72

O~
Time-->

3.

50 400 450 500 550 6.00 650 700 750 800 850 9.00

9.50

10.00 10.50 11.00 11.50

Abundance

2e+07

1.5e+07

1e+07

5000000

TIC: BM010367.D

15.54

0
13.974.254.56 1#46

TR 5.67

1#.02 17.1817.49

0
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

2e+07

1.5e+07

1e+07

5000000

e

TIC: BM010367.D
24134

22.71

23.90

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

SOM-EPA-BM052717 .M Fri

Jun 02 16:15:03 2017

Page: 3




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010367.D

Acq On : 01 Jun 2017 22:11

Operator : SJ/MA

Sample : 13163-15

Misc :

ALS Vial : 21 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 Pentadecanoic acid Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
17.16 3.05 ng/ul 746462 Phenanthrene-d10 17.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 55
2 Tridecanoic acid 214 C13H2602 000638-53-9 55
3 Octadecanoic acid 284 C18H3602 000057-11-4 52
4 Pentadecanoic acid 242 C15H3002 001002-84-2 49
5 Tridecanoic acid 214 C13H2602 000638-53-9 49

Abundance Scan 2393 (17.162 min): BM010367.D (-2387) (-) m/z 73.10 100.00%

41

129 199
5000

16.80 17.00 17.20 17.40
m/z 41.05 84.83%

o 260297325351 401429 475502
miz-> 0 50 100 150 200 250 300 350 400 450 500

Abundance #95851: Pentadecanoic acid
43 73
5000 129 B R e e e N
16. 80 17. 00 17.20 17.40
199 40 m/z 69.10 80.91%
157 ‘
o=, n. 0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43 &
R e e N EEEE
16.80 17.00 17.20 17.40
5000 m/z 43.10 74.10%
129 171 214
101
O o o e I B e e e s o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #131261: Octadecanoic acid R R BAEEE e o
43 16.80 17.00 17.20 17.40

m/z 55.20 73.92%

5000

241 284

m/z--> 0 50 100 150 200 250 300 350 400 450 500 16. 80 17. 00 17. 20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010367.D

Acq On : 01 Jun 2017 22:11

Operator : SJ/MA

Sample : 13163-15

Misc :

ALS Vial : 21 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 unknown-01 Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
17.49 2.43 ng/ul 592799 Phenanthrene-d10 17.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dicyanoketone 2-trifluoromethylp... 238 C10H5F3N4 101398-31-6 35
2 N-[5-(4-Fluorobenzyl)thiazol-2-y._.. 352 C20H17FN20S 1000306-74-2 30
3 Disilane, pentamethyl[(trimethyl._.. 218 C9H26Si3 041116-42-1 27
4 3,4,5-Trifluorobenzyl alcohol, i... 204 C10H11F30 1000375-24-9 27
5 2,3,6-Trifluorobenzyl alcohol, n... 218 C11H13F30 1000375-26-6 27
Abundance Scan 2449 (17.492 min): BM010367.D (-2443) (-) m/z 145.10 100.00%
145
91
205
5000
41
233 2811211341 17.20 17.40 17.60 17.80
ol 31130308 420 482 m/z 91.05  61.44%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #91759: Dicyanoketone 2-trifluoromethylphenylhydrazone
145
5000 173 LR SRR B SRS B
17,20 17.40 17.60 17.80
m/z 205.20 52.72%
Y - —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
145
17.20 17.40 17.60 17.80
5000 m/z 105.05 49 _.26%
117
o 65 208 245 324352
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #76210: Disilane, pentamethy[(trimethysilyl)methyl]- T
145 17.20 17.40 17.60 17.80
m/z 77.10 36.39%
73
5000
45
203
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010367.D

Acq On : 01 Jun 2017 22:11

Operator : SJ/MA

Sample : 13163-15

Misc :

ALS Vial : 21 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 n-Hexadecanoic acid Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
18.15 12.20 ng/ul 2981940 Phenanthrene-d10 17.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70

Abundance Scan 2561 (18.151 min): BM010367.D (-2556) (-) m/z 73.10 100.00%

41
5000

17.80 18.00 18.20 18.40
m/z 60.05  68.14%

0 283313341368 401426 475 522

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107547: n-Hexadecanoic acid

D
w
~
t I

5000
17.80 18.00 18.20 18.40
129 256 m/z 55.10 56.50%
e s
Ol e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
a3 |73
R AR
17.80 18.00 18.20 18.40
5000 m/z 41.10 53.42%
129 171 214
98
Oty o e s e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #72647: Tridecanoic acid R iR R R

17.80 18.00 18.20 18.40
m/z 43.10 50.68%

5000

%

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\BM060117\
Data File : BM010367.D

Acq On : 01 Jun 2017 22:11

Operator : SJ/MA

Sample : 13163-15

Misc :

ALS Vial : 21 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 unknown-02 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.

'18.46  8.73 ng/ul 2134070  Phenanthrene-d10 17.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

hotocitral B 152 C10H160 006040-45-5 49
,5,9-Undecatrien-2-one, 6,10-di... 192 C13H200 013927-47-4 45
H-Indene, 1-(1,5-dimethyl-2-hex... 248 C18H32 054411-95-9 38
-Cyclohexene-1-carboxaldehyde, ... 152 C10H160 000432-25-7 38
H-1ndene, 5-decyloctahydro- 264 C19H36 055044-35-4 30

aObhwN R
PREPWD

Abundance Scan 2614 (18.462 min): BM010367.D (-2607) (-) m/z 55.10 100.00%
81

5000

261 18.20 18.40 18.60 18.80

297 326355

415442 475 533

o} m/z 81.10 78.57%
mz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #25079: photocitral B
81 123
41
5000 TTT LA B L L L L
18. 20 18 40 18.60 18.80
m/z 69.10 75.06%
152
O I L o o R |
mz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
41 89
R R AREEE RS SRy
18.20 18.40 18.60 18.80
5000 109 m/z 67.05 73.28%
149 192
(O I T o o o o N REmEm s

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #100934: 1H-Indene, 1-(1,5-dimethyl-2-hexenyl)octahydro-7a... L B B IR S
1 18.20 18.40 18.60 18.80

m/z 95.10 70.57%

5000

m/z--> 0 50 100 150 200 250 300 350 400 450 500 18. 20 18 40 18. 60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010367.D

Acq On : 01 Jun 2017 22:11

Operator : SJ/MA

Sample : 13163-15

Misc :

ALS Vial : 21 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 unknown-03 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
18.79 4.67 ng/ul 1141120 Phenanthrene-d10 17.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Tetradecen-5-yne, (E)- 192 C14H24 074744-44-8 41
2 3-Oxatricyclo[3.2.1.0(2,4)]Joctan... 110 C7H100 003146-39-2 35
3 3-Undecen-5-yne, (E)- 150 C11H18 074744-29-9 35
4 3-Undecen-5-yne, (2)- 150 C11H18 074744-27-7 27
5 Methyl 6,9,12,15,18-heneicosapen... 330 C22H3402 1000336-49-2 25

Abundance Scan 2670 (18.792 min): BM010367.D (-2661) (-) m/z 79.10 100.00%

79

5000

18.40 18.60 18.80 19.00 19.20
m/z 91.10 74 .01%

o 306 343370401 446476503 538
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #54690: 3-Tetradecen-5-yne, (E)-
79
41
5000 LA B L L L L L L L
18 40 18. 60 18. 80 19. OO 19. 20
m/z 81.15 T73.77%
in ‘ 16002
O,H.rﬂﬂ‘ “‘ﬂiu........... e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
81
T T
18.40 18.60 18.80 19.00 19.20
5000 o m/z 93.10 62.36%
27
109
O e o B T e o o o LI B o i i e R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #23933: 3-Undecen-5-yne, (E)- AR BT e
79 18.40 18.60 18.80 19.00 19.20
m/z 77.05 49 .01%
5000 a1
121
l 150
o e SRR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18 40 18. 60 18. 80 19. OO 19. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010367.D

Acq On : 01 Jun 2017 22:11

Operator : SJ/MA

Sample : 13163-15

Misc :

ALS Vial : 21 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 unknown-04 Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
18.83 2.87 ng/ul 701945 Phenanthrene-d10 17.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,4,4-Trimethyl-3-(3-methylbutyl._.. 208 C14H240 088725-82-0 38
2 Benzenamine, 3-ethoxy- 137 C8H11NO 000621-33-0 25
3 37,5"-Dihydroxyacetophenone 152 C8H803 051863-60-6 22
4 Cyclopentanecarboxylic acid, 3-i... 290 C19H3002 1000151-83-4 22
5 1,2,4-Oxadiazole-5-propanoic aci... 208 C9H8N204 1000338-17-1 18
Abundance Scan 2677 (18.833 min): BM010367.D (-2674) (-) m/z 41.10 100.00%

109

5000
71399 431 475507536 18.60 18.80 19.00 19.20
0! m/z 79.10 98.40%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67865: 2,4,4-Trimethyl-3-(3-methylbutyl)cyclohex-2-enone
137
5000 109 LA L L L L LB
18. 60 18. 80 19. 00 19. 20
a g 65 208 m/z 81.10 93.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
109
e B au ma et B
137 18.60 18.80 19.00 19.20
5000 80 m/z 91.10 83.03%
27
L 3 O S S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25849: 3',5'-Dihydroxyacetophenone EREEmEEs LS
137 18.60 18.80 19.00 19.20
m/z 109.10 75.51%
109
5000
69
27
) B Sl S vl as i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18. 60 18. 80 19. 00 19. 20

SOM-EPA-BM052717 .M Fri Jun 02 16:15:08 2017 Page: 9



Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEM1I\BNA_M\DATA\BMO060117\
BMO10367.D

01 Jun 2017 22:11

SJ/MA

13163-15

21 Sample Multiplier: 1

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM052
SVOA CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

717 .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

ntration Rank 26
D R.T.
17.30
CASH# Qual

Peak Number 7 unknown-05 Conce
R.T. EstConc Area Relative to IST
19.05  5.40 ng/ul 1319400  Phenanthrene-di0  17.30
Hit# of 5 Tentative ID MW MolForm
1 3-Tetradecen-5-yne, (2)- 192 C14H24  074663-68-6

2 Oxirane,

3-[5-(4-azidophenoxy)-3... 287 C16H21N302

074663-68-6 22
106929-45-7 18
074744-38-0 15
074744-29-9 14
074744-55-1 12

m/z 91.15 100.00%

18.80 19.00 19.20 19.40

m/z 41.10 92 .49%

18. 80 19. OO 19. 20 19.40

m/z 57.20 84 .55%

18.80 19.00 19.20 19.40

m/z 79.05 83.85%

18.80 19.00 19.20 19.40

m/z 43.10 70.38%

3 2-Dodecen-4-yne, (E)- 164 C12H20
4 3-Undecen-5-yne, (E)- 150 C11H18
5 3-Heptadecen-5-yne, (2)- 234 C17H30
Abundance Scan 2714 (19.050 min): BM010367.D (-2709) (-)
4 9L
5000 183 5o
257
o > 327 370399429 464 509
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #54689: 3-Tetradecen-5-yne, (2)-
79
41
5000
o..\w.t‘,»»m.ww.m, fgeree
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
43 71
5000 107 153
0 209 287
T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #33737: 2-Dodecen-4-yne, (E)-
79
5000{ 49
07
\ 35164
O =91 i n T AT e e
m/z--> 50 100 150 200 250 300 350 400 450 500

18. 80 19. OO 19. 20 19.40

SOM-EPA-BM052717 .M Fri Jun 02 16:15:09 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010367.D

Acq On : 01 Jun 2017 22:11

Operator : SJ/MA

Sample : 13163-15

Misc :

ALS Vial : 21 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 Phenanthrene, 1,2,3,4,4a,9,... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
19.12 3.12 ng/ul 763877 Phenanthrene-d10 17.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 1,2,3,4,4a,9,10,10... 270 C20H30 019407-28-4 91
2 7-1sopropyl-1,1,4a-trimethyl-1,2._._. 270 C20H30 1000210-28-9 46
3 Sebacic acid, 2-methylbutyl pent... 342 C20H3804 1000354-33-8 27
4 Sebacic acid, 2,4-dimethylpent-3... 370 C22H4204 1000355-42-7 27
5 1,4-Bis[(trimethylsilyl)ethynyl]... 270 C16H22Si2 073392-23-1 22
Abundance Scan 2726 (19.121 min): BM010367.D (-2722) (-) m/z 255.30 100.00%
245

173

5000
129

%

41 69
13 18.80 19.00 19.20 19.40

7 297 417
o 342 385 456 489 535 /7 17320 =7 730
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #119576: Phenanthrene, 1,2,3,4,4a,9,10,10a-octahydro-1,1,4...
255
5000 LA L L L L L L LB L |
173 18.80 19.00 19.20 19.40
43 m/z 159.10 63.37%
‘ \83111 213
of ...“ “”“”“ S e R Amma
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
159 255
R T e
18.80 19.00 19.20 19.40
5000 m/z 185.15 50.94%
69
41
129 hoo
97 227
O T T e B o e B B
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #178473: Sebacic acid, 2-methylbutyl penty! ester A e
185 18.80 19.00 19.20 19.40
m/z 171.20 34 .69%
255
5000
71
43
[ 143 213
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 1880 1900 1920 1940

SOM-EPA-BM052717 .M Fri Jun 02 16:15:10 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010367.D

Acq On : 01 Jun 2017 22:11

Operator : SJ/MA

Sample : 13163-15

Misc :

ALS Vial : 21 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 Oleic Acid Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
19.30 6.32 ng/ul 1544720 Phenanthrene-d10 17.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 99
2 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 96
3 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 95
4 cis-Vaccenic acid 282 C18H3402 000506-17-2 91
5 cis-13-0Octadecenoic acid 282 C18H3402 013126-39-1 90
Abundance Scan 2756 (19.297 min): BM010367.D (-2750) (-) m/z 69.10 100.00%
5000
25 264 9’00 1090 1040 1060
161191220 19.00 19.20 19.40 19.60
o 297 341 375 415 447476504 536 77 55 10 87 08
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129338: Oleic Acid
55
83
5000 LI BN SULRLLN B SRR
mmmmwmmm
264 m/z 67.05 76.78%
“ 151459 222
I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55
'10.00 19.20 19.40 19.60
5000 a3 m/z 41.05 62.29%
111
. 27 139 180 222 264
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129353: 9-Octadecenoic acid, (E)- B
55 19.00 19.20 19.40 19.60
83 m/z 83.10 60.00%
5000
264
o | 51180 222
m/z--> 6" 'Eiﬁl 100 150 200 250 300 350 400 450 500 550 'ié dd ié éd ié 46 ié éd'

SOM-EPA-BM052717 .M Fri Jun 02 16:15:10 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010367.D

Acq On : 01 Jun 2017 22:11

Operator : SJ/MA

Sample : 13163-15

Misc :

ALS Vial : 21 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 Octadecanoic acid Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
19.42 3.17 ng/ul 1249340 Chrysene-di12 21.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Octadecanoic acid 284 C18H3602 000057-11-4 95
3 Octadecanoic acid 284 C18H3602 000057-11-4 95
4 Octadecanoic acid 284 C18H3602 000057-11-4 94
5 Pentadecanoic acid 242 C15H3002 001002-84-2 86

Abundance Scan 2777 (19.421 min): BM010367.D (-2773) (-) m/z 73.10 100.00%

B
5000

19. 20 19. 40 19. 60 19. 80
341
ol 311 371401430 490 536 m/z 60.10 70. 10%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #131262: Octadecanoic acid
73

5000 e e AEEEnas ]
19. 20 19. 40 19. 60 19. 80

m/z 41.10 57.48%

0!
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43 73
R B B
19.20 19.40 19.60 19.80
5000 129 m/z 43.10 55.12%
284
b 185 241
0 15 157 213
R o B B e B B B man m s
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #131259: Octadecanoic acid N B B !
43 73 19.20 19.40 19.60 19.80
m/z 55.10 52.97%
5000
ol 15
e R B R B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19. 20 19. 40 19. 60 19. 80

SOM-EPA-BM052717 .M Fri Jun 02 16:15:11 2017

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010367.D

Acq On : 01 Jun 2017 22:11

Operator : SJ/MA

Sample : 13163-15

Misc :

ALS Vial : 21 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 Spiro[4-oxatricyclo[5.3.0.0... Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
19.44  2.37 ng/ul 935043  Chrysene-di2 21.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Spiro[4-oxatricyclo[5.3.0.0(2,6)... 276 C18H2802 1000156-82-9 68
2 Cyclopropanecarboxamide, N-(4-me... 191 C11H13NO2 1000307-18-8 47

3 Benzamide, 4-fluoro-N-[2-[[4-(tr... 402 C21H14F4N202 1000319-75-0 38
4 Histidine, N-acetyl-4-[4-bromoph... 393 C15H16BrN503 039037-16-6 35

5 Pyrazol-4-amine, 1-(4-fluorobenz... 191 C10H10FN3 1000272-83-9 35
Abundance Scan 2780 (19.439 min): BM010367.D (-2779) (-) m/z 191.20 100.00%
191
5000
327356 402429 461 57 19.20 19.40 19.60 19.80
0! m/z 95.10 75.09%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #124529: Spiro[4-oxatricyclo[5.3.0.0(2,6)]decan-3-one-5,2"...
191
5000 LA L L L L LB
123 19.20 19.40 19.60 19.80
67 m/z 123.10 70.29%
W e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
123
T EEAREEmEEE B
19.20 19.40 19.60 19.80
5000 191 m/z 81.10 69.88%
41 69
95 | 149
e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #212878: Benzamide, 4-fluoro-N-[2-[[4-(trifluoromethyl)ben... R EEEES
123 19.20 19.40 19.60 19.80
m/z 82.05 49 _.58%
95
5000
173
52 212 262 402
Ot b e e e e e e S
m/z--> 50 100 150 200 250 300 350 400 450 500 19.20 19.40 19.60 19. 80

SOM-EPA-BM052717 .M Fri Jun 02 16:15:12 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010367.D

Acq On : 01 Jun 2017 22:11

Operator : SJ/MA

Sample : 13163-15

Misc :

ALS Vial : 21 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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 12 Sulfurous acid, octadecyl 2... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
20.15 6.95 ng/ul 2738910 Chrysene-di12 21.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 91
2 1-Hexadecanol, 2-methyl- 256 C17H360 002490-48-4 86
3 1-Octadecene 252 C18H36 000112-88-9 70
4 9-Octadecene, (E)- 252 C18H36 007206-25-9 64
5 3-Octadecene, (E)- 252 C18H36 007206-19-1 60
Abundance Scan 2901 (20.150 min): BM010367.D (-2896) (-) m/z 71.05 100.00%
43|t
5000
141169 207 239 19.80 20.00 20.20 20.40
- 281 325355 403431463493 535 m/z 57.10 98 . 00%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester
43
71
5000 LA AR AR I
19.80 20.00 20.20 20.40
111 m/z 43.10 83.95%
0 1 “ HH \h M‘ “\ ‘\1411691972242?3
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
19.80 20.00 20.20 20.40
5000 m/z 85.15 66 .56%
97
29
. 125 154182210238
mz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104184: 1-Octadecene e
57 19.80 20.00 20.20 20.40
m/z 69.10 63.05%
5000
29
0 154182 224252
miz--> ""s'o""166"iéé"éod"ésd"éod":;éc}"Ac')c}"Aéd"ééd"ééd 19.80 20.00 20.20 20.40

SOM-EPA-BM052717 .M Fri Jun 02 16:15:13 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010367.D

Acq On : 01 Jun 2017 22:11

Operator : SJ/MA

Sample : 13163-15

Misc :

ALS Vial : 21 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 unknown-06 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
20.20 13.40 ng/ul 5280740 Chrysene-di12 21.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Methyl-hexadecahydro-pyrene 232 C17H28 1000371-48-0 41
2 Hexadecahydro-benzo[de]anthracene 232 C17H28 1000371-48-1 35
3 1-Cyclohexene-1-carboxaldehyde, ... 152 C10H160 000432-25-7 27
4 2-Cyclohexen-1-ol, 1-methyl-4-(1... 152 C10H160 007212-40-0 25
5 (+)-(2)-Longipinane 206 C15H26 1000156-12-3 25
Abundance Scan 2909 (20.197 min): BM010367.D (-2906) (-) m/z 69.10 100.00%
69| 1109 232
4
5000 47
T e oo o0 2ol s
0 i L S14 307385415448477504 838 | nsz 79.10  96.11%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #87789: 4-Methyl-hexadecahydro-pyrene
79 232
121
5000 AU IR I
48 189 19.80 20.00 20.20 20.40 20.60
: ‘ } m/z 43.10 96.02%
Ouuul‘.”‘. o T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
67
19.80 20.00 20.20 20.40 20.60
5000 95 175 232 m/z 91.10 94 .05%
135
0 203
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #25296: 1-Cyclohexene-1-carboxaldehyde, 2,6,6-trimethyl- R Rt
41 137 19.80 20.00 20.20 20.40 20.60
m/z 232.30 93.48%
81 109
5000
OI‘I N o e e R e o o e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.80 20.00 20.20 20.40 20.60

SOM-EPA-BM052717 .M Fri Jun 02 16:15:13 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010367.D

Acq On : 01 Jun 2017 22:11

Operator : SJ/MA

Sample : 13163-15

Misc :

ALS Vial : 21 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 A4-Nitrophenyl bicyclo[4.1.0... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.40 26.59 ng/ul 10483800 Chrysene-d12 21.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Nitrophenyl bicyclo[4.1.0]hept... 261 C14H15N0O4 328938-65-4 58
2 4-Fluorobenzoic acid, 2-butyl ester 196 C11H13F02 090172-12-6 50
3 Silane, dimethyldi(2,4-cyclopent... 188 C12H16Si 018053-74-2 50
4 4-Fluorobenzoic acid, butyl ester 196 C11H13F02 003888-64-0 50
5 1,4-Hexadiene, 2,3,4,5-tetramethyl- 138 C10H18 051504-54-2 50
Abundance Scan 2943 (20.397 min): BM010367.D (-2938) (-) m/z 123.15 100.00%
123
5000 69 jk
41 293 S| VN NS ———

6 20. 00 20. 20 20 40 20. 60 20 80
51 195223252
0 L&h%+#p4fﬁHTrL#%gq$§i£§£§4@%£$ig§;r m/z 69.10 51.12%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #111427: 4-Nitropheny! bicyclo[4.1.0]heptane-7-carboxylate
123
55

5000 T T T T T T
20. 00 20. 20 20 40 20. 60 20 80

m/z 81.10 43 .25%

MMMAH 160 231261
— T T T T T T T
m/z--> 5 100 150 200 250 300 350 400 450 500 550
Abundance
123

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
20.00 20.20 20.40 20.60 20.80

o

5000 m/z 95.10 42_.50%
95
56
29
o 167196
R B R o R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #51679: Silane, dimethyldi(2,4-cyclopentadien-1-yl)- N RAREE na s S et
123 20.00 20.20 20.40 20.60 20.80

m/z 109.15 37.31%

5000
95 188
43 il t 157 { L

Ol ettt A b e e e e

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.00 20.20 20.40 20.60 20.80

SOM-EPA-BM052717 .M Fri Jun 02 16:15:14 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010367.D

Acq On : 01 Jun 2017 22:11

Operator : SJ/MA

Sample : 13163-15

Misc :

ALS Vial : 21 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 Eicosanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

20.50 20.71 ng/ul 8165610 Chrysene-di12 21.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid 312 C20H4002 000506-30-9 94
2 Eicosanoic acid 312 C20H4002 000506-30-9 91
3 Heptadecanoic acid 270 C17H3402 000506-12-7 90
4 Heptadecanoic acid 270 C17H3402 000506-12-7 90
5 Tetradecanoic acid 228 C14H2802 000544-63-8 90

Abundance Scan 2960 (20.497 min): BM010367.D (-2956) (-) m/z 73.10 100.00%

5000

L

20 20 20. 40 20 60 20 80
m/z 60.05 73 .20%

o 355 401428 461 504535

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #154909: Eicosanoic acid

20 20 20. 40 20 60 20 80
m/z 69.10 64 .02%

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43
73

20.20 20. 40 20.60 20.80

5000

5000 m/z 43.10 63.76%
129 312
o 101 | 15718521347 269
i B A B A B B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #119366: Heptadecanoic acid B LR R R Ema w IR
3 20.20 20.40 20.60 20.80
43 270 m/z 55.10 63.19%

5000

m/z--> 0 50 100 150 200 250 300 350 400 450 500 20 20 20.40 20 60 20 80

SOM-EPA-BM052717 .M Fri Jun 02 16:15:15 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010367.D

Acq On : 01 Jun 2017 22:11

Operator : SJ/MA

Sample : 13163-15

Misc :

ALS Vial : 21 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 Methyl dehydroabietate Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
20.63 5.98 ng/ul 2357840 Chrysene-di12 21.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methyl dehydroabietate 314 C21H3002 001235-74-1 91
2 Methyl dehydroabietate 314 C21H3002 001235-74-1 68
3 Methyl dehydroabietate 314 C21H3002 001235-74-1 64
4 Cobalt, (.eta.5-2,4-cyclopentadi... 239 C14H12Co 088242-61-9 50
5 9,10-Anthracenedione, l-amino-4-... 239 C14H9NO3 000116-85-8 45
Abundance Scan 2983 (20.633 min): BM010367.D (-2978) (-) m/z 239.20 100.00%
239
5000
43 91 14149197 299 20.40 20.60 20.80 21.00

357
o 68 330 403 446477 531 m/z 240.20 17.71%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #156723: Methyl dehydroabietate
239
5000
20.40 20.60 20.80 21.00
141173 314 m/z 299.20 8.81%
59
91 Pl
(0} M“‘ T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
239
20.40 20.60 20.80 21.00
5000 m/z 43.10 8.77%
3 299
43 g1 141469197 267
O I o B LA i e e o e e e BRI
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #156722: Methyl dehydroabietate e B e e
239 20. 40 20. 60 20 80 21. 00

m/z 141.20 7.81%

5000
43
314
91 141159197
0 it b }?%J l 269 | {

LISLI e e LI L L L L B L
T | I T T T | T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20. 40 20. 60 20 80 21. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010367.D

Acq On : 01 Jun 2017 22:11

Operator : SJ/MA

Sample : 13163-15

Misc :

ALS Vial : 21 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 Oxirane, tridecyl- Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
20.84 2.82 ng/ul 1110240 Chrysene-di12 21.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane, tridecyl- 226 C15H300 018633-25-5 95
2 1,19-Eicosadiene 278 C20H38 014811-95-1 93
3 Bicyclo[10.8.0]eicosane, (E)- 278 C20H38 1000155-85-0 91
4 Pyridine-3-carboxamide, oxime, N... 281 C13H10F3N30 288246-53-7 90
5 Bicyclo[10.8.0]eicosane, cis- 278 C20H38 1000155-82-2 90
Abundance Scan 3018 (20.839 min): BM010367.D (-3014) (-) m/z 57.10 100.00%
57
96
5000
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
341 429 20.60 20.80 21.00 21.20
0 308 3 461 503535 m/z 82.10 85.54%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #82972: Oxirane, tridecyl-
82
20.60 20.80 21.00 21.20
m/z 55.10 77 .54%
38
. ,\‘,‘\;\JI‘\,M H\ o as
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
55
" 20.60 20.80 21.00 21.20
5000 82 m/z 69.10 76 .95%
o 09
o 138 180208 250278
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126195: Bicyclo[10.8.0]eicosane, (E)- A EBRE B e
4 20.60 20.80 21.00 21.20
82 m/z 96.10 71.01%
278
- w
. J\ 11| 137 166194202250
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010367.D

Acq On : 01 Jun 2017 22:11

Operator : SJ/MA

Sample : 13163-15

Misc :

ALS Vial : 21 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 18 unknown-07 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
20.97 7.83 ng/ul 3088640 Chrysene-di12 21.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Pyrazole-4-carboxylic acid, 3... 261 C13H15N303 1000304-31-1 38
2 5,7-Dioxatetracyclo[7.4.0.0(3,10... 276 C18H2802 1000193-71-5 25
3 Isophthalic acid, octyl 3-pentyl... 348 C21H3204 1000344-00-4 11
4 5-Dimethylamino-2-phenyl-3(2H)-p... 215 C12H13N30 1000244-25-4 10
5 1,2-Benzenediol, o-isonicotinoyl... 299 C17H17NO4 1000325-87-5 10
Abundance Scan 3040 (20.968 min): BM010367.D (-3036) (-) m/z 215.20 100.00%
121 215 261
167
5000 43
304 20.60 20.80 21.00 21.20
0 33370 AISMSATT 522549 | hyz  81.10  96.78%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #111338: 1H-Pyrazole-4-carboxylic acid, 3-amino-5-(4-metho...
215
261
5000 VAUV AR SRR &
20,60 20.80 21.00 21.20
158 m/z 121.10 83.47%
oL 43 8917 " 1g |
s 801k 0 T o Ho Bo e e o
Abundance
261
20.60 20.80 21.00 21.20
5000 43 105 m/z 107.10 82 .44%
147175
77
. 203233
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #182742: Isophthalic acid, octyl 3-pentyl ester e B R R
261 20.60 20.80 21.00 21.20
167 m/z 261.30 80.66%
5000
o 4 70 104133, 219 319348
mz-> % 100 1% 200 250 30 30 4% 4% 500 5% 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010367.D

Acq On : 01 Jun 2017 22:11

Operator : SJ/MA

Sample : 13163-15

Misc :

ALS Vial : 21 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 19 unknown-08 Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
21.02 4._.97 ng/ul 1959580 Chrysene-di12 21.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methyl 3-amino-2-cyano-3-(3-indo... 241 C13H11N302 018234-27-0 25
2 2,5-Di(trifluoromethyl)benzoic a... 300 C12H10F602 1000357-73-7 15
3 1H-Benz[de]isoquinoline-1,3(2H)-... 241 C14H11NO3 003271-05-4 15
4 3-Formyl-10-methylphenothiazine 241 C14H11NOS 004997-36-8 15
5 3,4-Dihydro-3,3-dimethyl-1,9(2H, ... 241 C15H15NO2 1000212-95-2 15
Abundance Scan 3049 (21.021 min): BM010367.D (-3045) (-) m/z 91.10 100.00%
q1 41
5000
41
355 ' 20.80 21.00 21.20 21.40
416
ol A0 02438 84T | TnJz 241.25  92.29%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94752: Methyl 3-amino-2-cyano-3-(3-indolyl)acrylate
241
210
5000
143 20.80 21.00 21.20 21.40
m/z 105.10 84 .58%
e e |
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
241
' 20.80 21.00 21.20 21.40
5000 m/z 119.10 73.07%
43
163 213
0 75 125 281
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94837: 1H- Benz[de]lsoqumollne 1,3(2H)-dione, 6-methoxy-2... N B B !
241 20.80 21.00 21.20 21.40
m/z 77.10 56.38%
5000
0 213
106
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 20.80 21.00 21.20 21.40

SOM-EPA-BM052717 .M Fri Jun 02 16:15:18 2017 Page: 22



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010367.D

Acq On : 01 Jun 2017 22:11

Operator : SJ/MA

Sample : 13163-15

Misc :

ALS Vial : 21 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 20 Dehydroabietic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.14 76.13 ng/ul 30009900 Chrysene-d12 21.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dehydroabietic acid 300 C20H2802 001740-19-8 91
2 Butanoic acid, 2-(cyano)(2,4,6-t_... 300 C17H20N203 1000267-71-7 81
3 1-Phenanthrenecarboxylic acid, 1... 300 C20H2802 005155-70-4 76
4 trans-1,2-Bis(methyldichlorosily... 252 C4H8CI14Si2 065899-10-7 70
5 Methyl dehydroabietate 314 C21H3002 001235-74-1 64
Abundance Scan 3069 (21.139 min): BM010367.D (-3060) (-) m/z 239.20 100.00%

239
5000 %9 o7 285
4 197
141

69 20 80 21. OO 21 20 21. 40
0 by af | 12331368399 430461 503535 m/z 69.10 53.75%

I 1 1 1 1 T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #144996: Dehydroabietic acid
239 285

5000 R LA EER S
2080 21. OO 21 20 21. 40

187 m/z 83.10 51.28%
ol
OIIII\‘I\I‘I‘JI HHM““””“‘““‘.‘..‘.... A B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
239
43 20.80 21.00 21.20 21.40
5000 285 m/z 285.20 48.02%
183
91 212
119 155
e L L L B UL WL I L I S O
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #145029: 1-Phenanthrenecarboxylic acid, 1,2,3,4,4a,9,10,10...  RERERE RS e

20.80 21.00 21.20 21.40
m/z 97.20 46.22%

5000

m/z--> 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 : BM010367.D

Acq On : 01 Jun 2017 22:11

Operator : SJ/MA

Sample : 13163-15

Misc :

ALS Vial : 21 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 21 Octadecanal Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
21.74 9.94 ng/ul 3916650 Chrysene-di12 21.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 95
2 Heptadecanal 254 C17H340 1000376-70-0 95
3 Octadecanal 268 C18H360 000638-66-4 95
4 Octadecanal 268 C18H360 000638-66-4 94
5 Bicyclo[10.8.0]eicosane, (E)- 278 C20H38 1000155-85-0 93
Abundance Scan 3171 (21.738 min): BM010367.D (-3167) (-) m/z 82.10 100.00%
8p
43
5000
7 21140 21,60 21.80 22.00
o1 236 281 334 370401432459 504535 n/z 57.10 82 84%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #117607: Octadecanal
43, 82
5000 BN SN BN SRR
21.40 21.60 21.80 22.00
m/z 96.10 69.29%
m 166194222250
OI“I\‘I\I\I\ h H‘.‘.ﬁ.‘. |ﬁ|||||||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
i 82 LN SUNIE BRI SR
21.40 21.60 21.80 22.00
5000 m/z 43.10 67.33%
109
o 137 180208236
miz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #117606: Octadecanal B o B R
43| 82 21.40 21.60 21.80 22.00
m/z 83.10 66.97%
5000
09
. ?7166194222250
m/z--> éo 160 1éo 200 250 300 3éo 460 4éo 560 séo 2140 21.60 21.80 22.00 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010367.D

Acq On : 01 Jun 2017 22:11

Operator : SJ/MA

Sample : 13163-15

Misc :

ALS Vial : 21 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 22 Octadecane, l-iodo- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.99 21.05 ng/ul 8296310 Chrysene-di12 21.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane, 1-iodo- 380 C18H371 000629-93-6 96
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 94
3 Docosane, 7-hexyl- 394 C28H58 055373-86-9 91
4 Hexadecane, l-iodo- 352 C16H33lI 000544-77-4 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 87
Abundance Scan 3214 (21.991 min): BM010367.D (-3208) (-) m/z 71.10 100.00%
7n
43
5000
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
207 281 407 21.60 21.80 22.00 22.20 22.40
oLrrdd 239 309337 379771439 489 535 m/z 57.10 86 . 73%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202263: Octadecane, 1-iodo-
57
85
21.60 21.80 22.00 22.20 22.40
253 m/z 85.10 68.87%
2 ﬂ13141169197 ‘
ol d b L0722 | ss0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
21.60 21.80 22.00 22.20 22.40
5000 85 m/z 43.10 56.19%
ol ey Boerpeazanzsy
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209568: Docosane, 7-hexyl- S A B S et
57 21.60 21.80 22.00 22.20 22.40
m/z 69.10 32.12%
5000 85
13 182
0 141 7211239267 3?9337 379
m/z--> §o 160 1éo 200 250 300 350 400 4%0 560 séo 2160 2180 2200 2220 2240
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010367.D

Acq On : 01 Jun 2017 22:11

Operator : SJ/MA

Sample : 13163-15

Misc :

ALS Vial : 21 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 23 Behenic alcohol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.03 49.37 ng/ul 19461300 Chrysene-di12 21.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 93
2 1-Heptacosanol 396 C27H560 002004-39-9 93
3 Cyclotetracosane 336 C24H48 000297-03-0 90
4 n-Tetracosanol-1 354 C24H500 000506-51-4 86
5 Triacontyl acetate 480 C32H6402 041755-58-2 83
Abundance Scan 3221 (22.033 min): BM010367.D (-3216) (-) m/z 83.10 100.00%
Fsie]
55
5000 111
VN NN NN SR
39 207 21.80 22.00 22.20 22.40
168
Y Pl itk 235282 327355386 430 475504536 | sz 69.10  97.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #166292: Behenic alcohol
55 83
5000 111 TTTT LR B TTTT TTT
21. 80 22. oo 22 20 22. 40
m/z 97.15 93.00%
0 27| | ‘ il PM 457196224252230308
m/z--> 6 55 160 1%0 200 250 300 350 400 4%0 560 séo
Abundance
57 197
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
21.80 22.00 22.20 22.40
5000 m/z 55.10 71.97%
125
o 29 153181209236264292320350378
m/z--> 6 55 160 1%0 200 250 300 350 400 4%0 560 séo
Abundance #174179: Cyclotetracosane R e B et B
B o 21.80 22.00 22.20 22.40
m/z 57.15 69.35%
5000
111
ok 44| 139167196224251279308336
frerryprerrprr ety T T T T T T T T T T T T T T T T T T T T

—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.80 22.00 22.20 22.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010367.D

Acq On : 01 Jun 2017 22:11

Operator : SJ/MA

Sample : 13163-15

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

SVOA CALIBRATION

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

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM052717 .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 24 E-11(13-Methyl)tetradecen-1-ol

Concentration Rank 32

R.T. EstConc Area Relative to ISTD R.T.
22.20 3.14 ng/ul 1236900 Chrysene-di12 21.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-11(13-Methyl)tetradecen-1-ol 226 C15H300 1000130-80-3 93
2 Pentadecanal- 226 C15H300 002765-11-9 81
3 1,19-Eicosadiene 278 C20H38 014811-95-1 80
4 Hexadecanal 240 C16H320 000629-80-1 72
5 Z-10-Octadecen-1-ol acetate 310 C20H3802 1000131-07-2 68

Abundance Scan 3249 (22.197 min): BM010367.D (-3247) (-) m/z 82.15 100.00%
V)
43
5000
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
281 328 415 gae 475 21.80 22.00 22.20 22.40 22.60
ol 3 510500530 m/z 57.20 79.80%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82981: E-11(13-Methyl)tetradecen-1-ol
43 82
5000 UV AR N
2180 22.00 22.20 22.40 22.60
0 208 m/z 96.10 72.42%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43| 82
21,80 22.00 22.20 22.40 22.60
5000 m/z 83.10 71.50%
110
O g rim P e S e e e e e e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126192: 1,19-Eicosadiene P R T
55 21.80 22.00 22.20 22.40 22.60
82 m/z 43.10 69.82%
5000
10
J 7 | 138166194222250278
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 21.80 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010367.D

Acq On : 01 Jun 2017 22:11

Operator : SJ/MA

Sample : 13163-15

Misc :

ALS Vial : 21 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 25 Tetracosanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

22.36 26.62 ng/ul 10493300 Chrysene-di12 21.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosanoic acid 368 C24H4802 000557-59-5 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 Octadecanoic acid 284 C18H3602 000057-11-4 81
4 Pentadecanoic acid 242 C15H3002 001002-84-2 58
5 Tridecanoic acid 214 C13H2602 000638-53-9 58

Abundance Scan 3277 (22.362 min): BM010367.D (-3271) (-) m/z 73.10 100.00%

5000

325 368

269 R e EEmam
399 431461 503 545 2200 2220 2240 2260

0 m/z 60.10 73 .48%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #195785: Tetracosanoic acid

5000
22.00 22.20 22.40 22.60
m/z 57.10 71.56%

5
04
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
73
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl'

227

43 22.00 22.20 22.40 22.60
5000 m/z 43.10 67.78%
129
185 228
101 157
ol bl ey e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #131261: Octadecanoic acid O e
43 22. 00 22 20 22. 40 22 60
m/z 55.10 64.41%
5000
241 284
Ot AT S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22. 00 22 20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010367.D

Acq On : 01 Jun 2017 22:11

Operator : SJ/MA

Sample : 13163-15

Misc :

ALS Vial : 21 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 26 (DEL) Alkane: Cyclic22.51 Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
22.51 3.45 ng/ul 1361050 Chrysene-d12 21.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 93
2 Cyclopentadecane 210 C15H30 000295-48-7 91
3 n-Tetracosanol-1 354 C24H500 000506-51-4 90
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 90
5 n-Nonadecanol-1 284 C19H400 001454-84-8 90
Abundance Scan 3302 (22.509 min): BM010367.D (-3300) (-) m/z 43.10 100.00%
43 69 97
5000
NSNS IR
328355 22.20 22.40 22.60 22.80
o4, 401431 477504 536 /2 97.10 93 _71%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #234187: 17-Pentatriacontene
43
__AJK
5000 NARABAADARAN ARRANRARAN
22.20 22.40 22.60 22.80
1 m/z 83.10 87.70%
o M Md | 139167196224 267294321 462490
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
55
—v—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—[
8 22.20 22.40 22.60 22.80
5000 m/z 69.10 85.70%
111
2y 139 182210
O R T e o B B o R R A T B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #186968: n-Tetracosanol-1 e R e Rl
57 83 22.20 22.40 22.60 22.80
m/z 57.15 82.38%
5000 e
29 39
ol Pﬁ 167195222250 280308336
Trriyprrrrrrrrrprriryrrrr [ rrrr [ rrr T rrr T rrr T rrr oo —v—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—[
m/z--> 50 100 150 200 250 300 350 400 450 500 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010367.D

Acq On : 01 Jun 2017 22:11

Operator : SJ/MA

Sample : 13163-15

Misc :

ALS Vial : 21 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 27 1,19-Eicosadiene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
22.71 61.13 ng/ul 22299500 Perylene-di12 23.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 94
2 Oxirane, heptadecyl- 282 C19H380 067860-04-2 91
3 Octadecanal 268 C18H360 000638-66-4 91
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
5 Octadecanal 268 C18H360 000638-66-4 91

Abundance Scan 3336 (22.709 min): BM010367.D (-3331) (-) m/z 82.10 100.00%
43
5000
09 PN I G A U
7 22.40 22.60 22.80 23.00
166 207
Y- 280281 334302 415 462 504 849 | “n/77 57 10 87.46%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126192: 1,19-Eicosadiene
55
96
22.40 22.60 22.80 23.00
m/z 96.10 73.01%
0 27“ h‘h“ﬂﬁ4}52180208 250278
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43 82
—v—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—[
22.40 22.60 22.80 23.00
5000 m/z 43.10 70.19%
110
. 138166194 236264
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117607: Octadecanal GRS e s
43, 82 22.40 22.60 22.80 23.00
m/z 83.10 68.95%
5000
09
. 37166194222250
TT T rrryrrrrrrirrrrr[rrrr[rrrr[rrrr[rrrr[rrrr[rrororr —v—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—[
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 22.40 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010367.D

Acq On : 01 Jun 2017 22:11

Operator : SJ/MA

Sample : 13163-15

Misc :

ALS Vial : 21 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 28 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
22.97 12.20 ng/ul 4450030 Perylene-di12 23.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
2 Hentriacontane 437 C31H64 000630-04-6 87
3 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 87
4 2-methyloctacosane 408 C29H60 1000376-72-8 87
5 Heptacosane 380 C27H56 000593-49-7 83
Abundance Scan 3380 (22.968 min): BM010367.D (-3377) (-) m/z 71.10 100.00%
7
43
5000
AN AR
7 22.60 22.80 23.00 23.20
155183 281
ok A, V [155p pososs? ag3es amamuaoiase sar | st P IRER o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57
22.60 22.80 23.00 23.20
m/z 85.10 72.26%
o i1 ‘3%3}§1}§9197 23967204 323352
m/z--> 50 160 150 200 250 300 350 400 450 500 550
Abundance
57
22,60 22.80 23.00 23.20
5000 m/z 43.10 58.86%
85
29 113141169197
i B R W Wi e Lot R T LY L B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194499: Eicosane, 7-hexyl- A AEEa R e
57 22.60 22.80 23.00 23.20
m/z 69.10 32.48%
- | J\J\_j\_~_~_1\/\R~_¢\~_~f
b 1}3141 132211 252281308337
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.60 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010367.D

Acq On : 01 Jun 2017 22:11

Operator : SJ/MA

Sample : 13163-15

Misc :

ALS Vial : 21 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 29 (DEL) Alkane: Cyclic23.06 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.06 40.47 ng/ul 14763600 Perylene-d12 23.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 96
2 1-Heptacosanol 396 C27H560 002004-39-9 93
3 Behenic alcohol 326 C22H460 000661-19-8 90
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 81
5 1-Docosene 308 C22H44 001599-67-3 81
Abundance Scan 3396 (23.062 min): BM010367.D (-3389) (-) m/z 69.10 100.00%
97
5000{ 4 ,\_/\_~_~_/L/\k\_~m,_*,\_ﬁ
U NN SRR B
207 22.80 23.00 23.20 23.40
ol 238267294324 355 402 432461490 521550 m/z 83.10 99 _.61%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174180: Cyclotetracosane
55 83
5000 11 336 —rTrjrrrrprrrrrrirprrom
22.80 23.00 23.20 23.40
m/z 97.10 93.78%
7| “ M\d \\ 167195224251279308 |
ol —H A e e e
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57 97
2280 23.00 23.20 23.40
5000 m/z 57.10 78 .88%
125
o 29 153181209237 278306350378
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #166292: Behenic alcohol O B I B e B I B I
56 83 22.80 23.00 23.20 23.40
m/z 55.10 73 .86%
5000 H f
0 2y P?9167196224252280308
mz-> 0 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\BM060117\
Data File : BM010367.D

Acq On : 01 Jun 2017 22:11

Operator : SJ/MA

Sample : 13163-15

Misc :

ALS Vial : 21 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 30 Oxirane, hexadecyl- Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
23.27 4.03 ng/ul 1470230 Perylene-d12 23.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 93
2 Octadecanal 268 C18H360 000638-66-4 93
3 E-11(13-Methyl)tetradecen-1-ol a... 268 C17H3202 1000130-80-4 89
4 Octadecanal 268 C18H360 000638-66-4 87
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 86
Abundance Scan 3431 (23.268 min): BM010367.D (-3428) (-) m/z 82.10 100.00%

5000

13

23.00 23.20 23.40 23.60

327 369401430 476503534

0 m/z 57.10 83.07%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117618: Oxirane, hexadecyl-
82

23. 00 23 20 23. 40 23 60
m/z 83.10 62 .30%

5000 IIIIIIIllllllllllll

38
“ M\\ ’T“h \\:\LGIGU \211 250

0% L I oo e e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43| 82
R e BRER
23.00 23.20 23.40 23.60
5000 m/z 96.10 61.89%
110
137166194222250
oA AR A e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117503: E-11(13-Methyl)tetradecen-1-ol acetate A A RARE
82 23.00 23.20 23.40 23.60
43 m/z 71.10 59.75%
5000
0 208
o | {37166 | 239268
i B o B e B o e e e B B e S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23. 00 23 20 23. 40 23 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010367.D

Acq On : 01 Jun 2017 22:11

Operator : SJ/MA

Sample : 13163-15

Misc :

ALS Vial : 21 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 33 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
25.30 17.00 ng/ul 6199600 Perylene-d12 23.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 68
2 Eicosane, 9-cyclohexyl- 364 C26H52 004443-61-2 59
3 17-Pentatriacontene 491 C35H70 006971-40-0 59
4 Fumaric acid, 3-heptyl nonadecyl... 480 C30H5604 1000348-69-6 53
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 53
Abundance Scan 3776 (25.297 min): BM010367.D (-3773) (-) m/z 57.10 100.00%
57

-

5000
201 7500 2530 25140 7560
236 283 347 387416 474 : : : :
A | 311 446479503535 m/z 83.10 85.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174180: Cyclotetracosane
55 83
5000 11 336 L B B B
25.00 25.20 25.40 25.60
m/z 85.10 53.56%
7| ||| [ msszzzzsioros
O L ‘“"J.u..w......m,..”,.”.,.”.,”..“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
R RN RS R R
25.00 25.20 25.40 25.60
5000 97 m/z 97.10 46.94%

25
153]_8]_ 209 251 280308 358

%

N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #234186: 17-Pentatriacontene R e B B BRI R

57 25.00 25.20 25.40 25.60

97 m/z 69.10 46.22%
5000
53
o J ] l f 181209237267 306334362390421 462490

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 25 00 25 20 25. 40 25. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010367.D

Acq On : 01 Jun 2017 22:11

Operator : SJ/MA

Sample : 13163-15

Misc :

ALS Vial : 21 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]
Pentadecanoic acid 17.16 3.0 ng/ul 746462 4 17.30 4888930 20.0
unknown-01 17 .49 2.4 ng/ul 592799 4 17.30 4888930 20.0
n-Hexadecanoic acid 18.15 12.2 ng/ul 2981940 4 17.30 4888930 20.0
unknown-02 18.46 8.7 ng/ul 2134070 4 17.30 4888930 20.0
unknown-03 18.79 4.7 ng/ul 1141120 4 17.30 4888930 20.0
unknown-04 18.83 2.9 ng/ul 701945 4 17.30 4888930 20.0
unknown-05 19.05 5.4 ng/ul 1319400 4 17.30 4888930 20.0
Phenanthrene, 1,2_... 19.12 3.1 ng/ul 763877 4 17.30 4888930 20.0
Oleic Acid 19.30 6.3 ng/ul 1544720 4 17.30 4888930 20.0
Octadecanoic acid 19.42 3.2 ng/ul 1249340 5 21.46 7884360 20.0
Spiro[4-oxatricyc... 19.44 2.4 ng/ul 935043 5 21.46 7884360 20.0
Sulfurous acid, o... 20.15 7.0 ng/ul 2738910 5 21.46 7884360 20.0
unknown-06 20.20 13.4 ng/ul 5280740 5 21.46 7884360 20.0
4-Nitrophenyl bic... 20.40 26.6 ng/ul 10483800 5 21.46 7884360 20.0
Eicosanoic acid 20.50 20.7 ng/ul 8165610 5 21.46 7884360 20.0
Methyl dehydroabi... 20.63 6.0 ng/ul 2357840 5 21.46 7884360 20.0
Oxirane, tridecyl- 20.84 2.8 ng/ul 1110240 5 21.46 7884360 20.0
unknown-07 20.97 7.8 ng/ul 3088640 5 21.46 7884360 20.0
unknown-08 21.02 5.0 ng/ul 1959580 5 21.46 7884360 20.0
Dehydroabietic acid 21.14 76.1 ng/ul 30009900 5 21.46 7884360 20.0
Octadecanal 21.74 9.9 ng/ul 3916650 5 21.46 7884360 20.0
Octadecane, 1-iodo- 21.99 21.1 ng/ul 8296310 5 21.46 7884360 20.0
Behenic alcohol 22.03 49_.4 ng/ul 19461300 5 21.46 7884360 20.0
E-11(13-MethylD)te... 22.20 3.1 ng/ul 1236900 5 21.46 7884360 20.0
Tetracosanoic acid 22 .36 26.6 ng/ul 10493300 5 21.46 7884360 20.0
(DEL) Alkane: Cyc... 22.51 3.5 ng/ul 1361050 5 21.46 7884360 20.0
1,19-Eicosadiene 22.71 61.1 ng/ul 22299500 6 23.81 7295310 20.0
(DEL) Alkane: Str... 22.97 12.2 ng/ul 4450030 6 23.81 7295310 20.0
(DEL) Alkane: Cyc... 23.06 40.5 ng/ul 14763600 6 23.81 7295310 20.0
Oxirane, hexadecyl- 23.27 4.0 ng/ul 1470230 6 23.81 7295310 20.0
(DEL) Alkane: Str... 25.30 17.0 ng/ul 6199600 6 23.81 7295310 20.0
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