LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010359.D

Acq On : 01 Jun 2017 17:24

Operator : SJ/MA

Sample : 13163-11

Misc :

ALS Vial : 14 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 7.104 671 683 692 rBY 699671 1203697 19.04% 1.448%
2 7.257 702 709 720 rBV 485272 799493 12.64% 0.962%
3 7.457 735 743 754 rBV 773265 1282431 20.28% 1.543%
4 7.916 815 821 830 rBV 1191596 1861458 29.44% 2.239%
5 8.639 937 944 955 rBV2 715442 1190318 18.82% 1.432%
6 9.104 1012 1023 1032 rBVY 681360 1179565 18.65% 1.419%
7 9.816 1135 1144 1154 rBV 636186 1094223 17.30% 1.316%
8 10.345 1227 1234 1249 rBV 957089 1762441 27.87% 2.120%
9 10.722 1291 1298 1306 rBV 1418850 2350219 37.17% 2.827%
10 10.892 1319 1327 1338 rBY 328011 679132 10.74% 0.817%
11 12.239 1552 1556 1562 rVB3 50256 81344 1.29% 0.098%
12 13.786 1813 1819 1825 rVB7 39205 63709 1.01% 0.077%

13 13.968 1843 1850 1854 rBV 1996634 2748275 43.46% 3.306%
14 14.015 1854 1858 1863 rVB 338452 476124 7.53% 0.573%
15 14.251 1890 1898 1909 rBV 2022627 2955956 46.75% 3.556%

16 14.557 1943 1950 1958 rBV2 2064102 3146479 49.76% 3.785%
17 14.792 1984 1990 2002 rBV 491503 936569 14.81% 1.127%
18 15.545 2108 2118 2125 rBV 2697758 3894757 61.59% 4.685%
19 15.668 2131 2139 2145 rBV 758172 1104716 17.47% 1.329%
20 16.198 2225 2229 2236 rVB4 79605 139222 2.20% 0.167%

21 16.439 2263 2270 2278 rBV5 58464 101805 1.61% 0.122%
22 16.656 2304 2307 2312 rVV6 68649 99605 1.58% 0.120%
23 16.986 2359 2363 2366 rBv4 52146 72964 1.15% 0.088%
24 17.151 2387 2391 2399 rBV5 163977 287031 4._.54% 0.345%
25 17.215 2399 2402 2407 rVV5 118439 161798 2.56% 0.195%

26 17.298 2410 2416 2426 rVV2 2720927 3955737 62.56% 4._.758%
27 17.398 2427 2433 2445 rVB 3071172 4254853 67.29% 5.118%
28 18.033 2535 2541 2547 rBV3 192216 357071 5.65% 0.430%
29 18.092 2547 2551 2556 rVB5 108623 142639 2.26% 0.172%
30 18.150 2556 2561 2572 rBV 902050 1377714 21.79% 1.657%

31 18.450 2602 2612 2624 rBV 141335 426036 6.74% 0.512%

32 19.009 2703 2707 2708 rBv4 54885 70536 1.12% 0.085%
33 19.121 2723 2726 2733 rVB9 60650 87886 1.39% 0.106%
34 19.280 2750 2753 2754 rBV3 92622 91406 1.45% 0.110%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010359.D

Acq On : 01 Jun 2017 17:24

Operator : SJ/MA

Sample : 13163-11

Misc :

ALS Vial : 14 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 19.303 2754 2757 2758 rBV2 134058 124603 1.97% 0.150%

36 19.415 2772 2776 2784 rBV2 400034 603152 9.54% 0.726%
37 19.686 2816 2822 2829 rVB 4242649 5478588 86.64% 6.590%
38 20.150 2897 2901 2908 rBV3 265379 400796 6.34% 0.482%
39 20.362 2935 2937 2941 rVB4 156939 157357 2.49% 0.189%
40 21.127 3061 3067 3077 rBv4 730928 1834823 29.02% 2.207%

41 21.427 3115 3118 3119 rBV3 255303 291216 4.61% 0.350%
42 21.462 3120 3124 3130 rVB 4505953 5605331 88.65% 6.743%
43 21.980 3209 3212 3216 rBVY 763569 1076792 17.03% 1.295%
44 22.044 3217 3223 3229 rVB3 1554881 2859551 45.22% 3.440%
45 22.709 3333 3336 3340 rVB3 641180 792386 12.53% 0.953%

46 22.974 3376 3381 3388 rVB 1953493 2863386 45.28% 3.444%
47 23.056 3391 3395 3404 rVvv3 720787 1702723 26.93% 2.048%
48 23.656 3491 3497 3506 rVB2 3291605 6323242 100.00% 7.606%
49 23.809 3518 3523 3532 rVB 2949291 5667872 89.64% 6.818%
50 24.221 3589 3593 3599 rVB3 919061 1645083 26.02% 1.979%

51 24.332 3606 3612 3626 rVB3 1651123 5265820 83.28% 6.334%

Sum of corrected areas: 83129930
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010359.D

Acq On : 01 Jun 2017 17:24

Operator : SJ/MA

Sample : 13163-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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

Abundance TIC: BM010359.D

5000000
4000000
3000000

2000000
10.72
7.92

10.35
1000000 710 7.46 864 910

: o N Y W 1

Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM010359.D

5000000
19.69

4000000

17.40

3000000 15.54 17.90

4.2514.56
2000000 1392

1000000 15.67

.02 14.79 L

12.24 13.7 16.206.44.6616.

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM010359.D
21,46

5000000 23.66
b3.81

4000000
2297 24.33

3000000

2000000

1000000

T

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010359.D

Acq On : 01 Jun 2017 17:24

Operator : SJ/MA

Sample : 13163-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.15 6.97 ng/ul 1377710 Phenanthrene-d10 17.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 92
3 Tridecanoic acid 214 C13H2602 000638-53-9 78
4 n-Decanoic acid 172 C10H2002 000334-48-5 55
5 Tridecanoic acid 214 C13H2602 000638-53-9 55
Abundance Scan 2561 (18.150 min): BM010359.D (-2556) (-) m/z 73.10 100.00%
7B
5000 129 213 NW_ANM,NNVd\W/\vuww~huu»n4~f
T ZT 1780 1600 1830 1840
0 ll e W A 295327355 A8 41 471 m/z 60.10  65.52%
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
5000 AR LSRR DR
ﬂmmmmmmm
H 157185213 256 m/z 41.10 56.77%
0‘ H‘ﬂh”‘mu\“ ||“|||||||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43 73
17.80 18.00 18.20 18.40
5000 129 m/z 55.10 55.53%
199 242
101, @ (157
O T B o o R A
m/z--> 55 160 1éo 200 250 300 3%0 460 4éo 560 5%0
Abundance #72646: Tridecanoic acid B B B
43 |8 17.80 18.00 18.20 18.40
m/z 69.10 47 . 79%
5000
171 214
0""‘l “gﬂw'“""""“ LU PRI WAL BRI LI B RPN SUNRA SN B
m/z--> 50 100 150 200 250 300 350 400 450 500 550 1780 1800 1820 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010359.D

Acq On : 01 Jun 2017 17:24

Operator : SJ/MA

Sample : 13163-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Methyl 2-hydroxy-pentadecan... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.45 2.15 ng/ul 426036 Phenanthrene-d10 17.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methyl 2-hydroxy-pentadecanoate 272 C16H3203 1000336-35-7 81
2 Cyclohexane, 1-(cyclohexylmethyl... 208 C15H28 054934-95-1 74
3 Cyclododecane 168 C12H24 000294-62-2 74
4 9-Eicosene, (E)- 280 C20H40 074685-29-3 60
5 Cyclohexane, 1-(1,5-dimethylhexy... 280 C20H40 056009-20-2 60
Abundance Scan 2612 (18.450 min): BM010359.D (-2602) (-) m/z 55.10 100.00%
e \Mj\w
' 18:20 18.40 18,60 18.80
o} m/z 69.20 91.11%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #121112: Methyl 2-hydroxy-pentadecanoate
69 |97
213
5000 LRI SURUN IR SO S
125 18.20 18.40 18,60 18.80
m/z 43.10 79.93%
(TS
0....|““‘.““‘.M‘.H‘l"lh.““.“‘.‘\l“‘.‘... ‘ |...l....l....|....|....|....|
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
55
83 R UM BRI SRR B
111 18.20 18.40 18.60 18.80
5000 m/z 83.10 77.60%
208
. 137 179
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #36738: Cyclododecane T e
55 18.20 18.40 18.60 18.80
83 m/z 41.10 71.51%
5000
11
2 140168
- e e B RS Sl
miz-> 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 : BM010359.D

Acq On : 01 Jun 2017 17:24

Operator : SJ/MA

Sample : 13163-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Tetradecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.42 2.15 ng/ul 603152 Chrysene-di12 21.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 90
2 Octadecanoic acid 284 C18H3602 000057-11-4 81
3 Pentadecanoic acid 242 C15H3002 001002-84-2 78
4 Pentadecanoic acid 242 C15H3002 001002-84-2 78
5 Octadecanoic acid 284 C18H3602 000057-11-4 76
Abundance Scan 2777 (19.421 min): BM010359.D (-2772) (-) m/z 73.10 100.00%
73
41
5000

19.20 19.40 19.60 19.80
m/z 60.10 62.22%

o 313 355 401431 473 549
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #84452:; Tetradecanoic acid
73
43
5000 129
185 19.20 19.40 19.60 19.80
‘ 228 m/z 41.10 55.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43,73
N S R
19.20 19.40 19.60 19.80
5000 129 m/z 55.05 52.79%
185 241 284
o 101 157 213
L o o e N B B i e e e e e MR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95855: Pentadecanoic acid B EAEEE maE e S

19.20 19.40 19.60 19.80
m/z 43.10  49.95%

5000

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19. 20 19. 40 19 60 19. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010359.D

Acq On : 01 Jun 2017 17:24

Operator : SJ/MA

Sample : 13163-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 (DEL) Alkane: Cyclic21.13 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.13 6.55 ng/ul 1834820 Chrysene-di12 21.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 96
2 Behenic alcohol 326 C22H460 000661-19-8 89
3 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 83
4 Cyclotetradecane 196 C14H28 000295-17-0 81
5 n-Tetracosanol-1 354 C24H500 000506-51-4 76
Abundance Scan 3068 (21.133 min): BM010359.D (-3061) (-) m/z 83.15 100.00%
3
55
5000
NSNS IUNE SRR
239 285 20.80 21.00 21.20 21.40
356 429
ob 323 397 476 508 549 77 69 .50 99 830
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115906: 1-Nonadecene
43 97
5000 UM A B
20,80 21.00 21.20 21.40
125 m/z 97.20 83.38%
0 || 111 4§ ‘\ \F54182210238266
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55 83
20.80 21.00 21.20 2140
5000 11 m/z 55.10 71.82%
o 2y 139167196224252280308
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #207396: Bromoacetic acid, octadecyl ester e e
43 20.80 21.00 21.20 21.40
83 m/z 43.10 63.04%
5000
11
o J] l\ffi 181 2222%0 o97
miz-> 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 : BM010359.D

Acq On : 01 Jun 2017 17:24

Operator : SJ/MA

Sample : 13163-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Tridecane, l-iodo- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.98 3.84 ng/ul 1076790 Chrysene-di12 21.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane, 1-iodo- 310 C13H271 035599-77-0 76
2 Hexacosane 366 C26H54 000630-01-3 74
3 Eicosane 282 C20H42 000112-95-8 74
4 Tetratetracontane 619 C44H90 007098-22-8 74
5 Hentriacontane 437 C31H64 000630-04-6 72
Abundance Scan 3212 (21.980 min): BM010359.D (-3209) (-) m/z 71.10 100.00%
7
43
5000
¥ 127155 201 2160 2180 22,00 2220
207 239 407 - : : :
obrd, 327355 439 489518549 n/z 57.10 85 41%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #152416: Tridecane, 1-iodo-
57
5000 85 BRUARRUNABRURERE B
21 60 21. 80 22. 00 22.20
m/z 85.10 62.07%
113 155183 310
O Lo Tt T B B e e S
m/z--> sb 160 1éo 200 250 300 3éo 400 4%0 560 séo
Abundance
57
21'60 21.80 22.00 22.20
5000 85 m/z 43.10 59.37%
. 29 113141169197225253 205323 367
m/z--> sb 160 1éo 200 250 300 350 460 4%0 560 séo
Abundance #129491: Eicosane s s e w PR,
57 21.60 21.80 22.00 22.20
m/z 69.10 32.91%
5000 85
29
o [113141169197225 53282
miz-> 50 100 150 200 250 300 350 400 450 500 550 21'60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010359.D

Acq On : 01 Jun 2017 17:24

Operator : SJ/MA

Sample : 13163-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Phenol, 2-(2H-benzotriazol-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.04 10.20 ng/ul 2859550 Chrysene-di12 21.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 2-(2H-benzotriazol-2-yl)... 351 C22H29N30 025973-55-1 83
2 Condyfolan-16-carboxylic acid, 2... 322 C20H22N202 004939-81-5 50
3 1-Methyl-2,6-diphenyl-4,4-pentam... 365 C25H23N3 083078-31-3 50
4 m-Bis(p-methoxyphenoxy)benzene 322 C20H1804 013118-91-7 45
5 1H-Indole, 3-Phenyl-2-(3"-methyl... 322 C23H18N2 164936-86-1 45
Abundance Scan 3222 (22.038 min): BM010359.D (-3217) (-) m/z 322.30 100.00%
5000
43 1120 9900 9990 9940
/7 131 207 252 351 21.80 22.00 22.20 22.40
ook J.P“hl A0 A LU 401 439 476521549 |y 353 20 26.20%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #184669: Phenol, 2-(2H-benzotriazol-2-yl)-4,6-bis(1,1-dime...
322
5000 L S UL SO B
21'80 22.00 22.20 22.40
43 w7 351 m/z 43.15 12.73%
Ob i) [ a7a 224292 29 |
m/z--> Sb 100 150 200 250 300 3%0 400 450 500 550
Abundance
121 257 322
42 HRU SN SRR SR B
21.80 22.00 22.20 22.40
5000 m/z 97.10 12.38%
77 167 220
280
S S L B WL WL WL I L LI I
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #193824: 1-Methyl-2,6-diphenyl-4,4-pentamethylene-1,4-dihy... L e e
322 21.80 22.00 22.20 22.40
m/z 55.10 11.66%
5000
77
b 2ol 118 265 203 240 284 | 3%
m/z--> 50 100 150 200 250 300 3%0 400 450 500 550 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 : BM010359.D

Acq On : 01 Jun 2017 17:24

Operator : SJ/MA

Sample : 13163-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 16-Heptadecenal Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.71 2.80 ng/ul 792386 Perylene-d12 23.81
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 86
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 83
4 E-11(13-Methyl)tetradecen-1-ol 226 C15H300 1000130-80-3 81
5 Hexadecanal 240 C16H320 000629-80-1 74
Abundance Scan 3336 (22.709 min): BM010359.D (-3333) (-) m/z 82.10 100.00%

5000

22.40 22.60 22.80 23.00

137
165193221549 281 359 367 415 447 476503 534

0 m/z 57.10 91.73%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #104155: 16-Heptadecenal
82

22.40 22.60 22.80 23.00
10 m/z 97.10 61.22%

137 19620472

5000

o e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
82
43 e
22.40 22.60 22.80 23.00
5000 m/z 96.10 58.35%
110
147 221252
ot e A e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #117618: Oxirane, hexadecyl- e A RERRE AT
82 22.40 22.60 22.80 23.00
m/z 83.10 58.32%
55
5000
10
B B B W o Al B R S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 22.40 22.60 22.80 23.00

SOM-EPA-BM052717 .M Fri Jun 02 16:04:48 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010359.D

Acq On : 01 Jun 2017 17:24

Operator : SJ/MA

Sample : 13163-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.97 10.10 ng/ul 2863390 Perylene-di12 23.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 2-methyloctacosane 408 C29H60 1000376-72-8 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Hentriacontane 437 C31H64 000630-04-6 90
5 E-14-Hexadecenal 238 C16H300 330207-53-9 90
Abundance Scan 3380 (22.968 min): BM010359.D (-3376) (-) m/z 71.10 100.00%
7
43
5000
27 169 207 281 22.60 22.80 23.00 23.20
obrrd, l! {3 Lo b 2237, 309387 369 414443 476 508535 | /77 57.10  91.63%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129491: Eicosane
57
5000 85
29 22.60 22.80 23.00 23.20
m/z 85.15 69.69%
113
N B rwaas e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
22.60 22.80 23.00 23.20
5000 85 m/z 43.20 54.94%
0 29 113141169197225 267295 365393
m/z--> 5b 160 1éo 200 250 300 3éo 460 4éo 560 séo
Abundance #194493: Hexacosane LA L L L BN I
57 22.60 22.80 23.00 23.20
m/z 55.10 27 .35%
5000 85
. 29 ﬂ1}3141169197225253 295323 367
m/z--> 5b 160 1éo 200 250 300 350 460 4éo 560 séo 2260 2280 2300 2320 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010359.D

Acq On : 01 Jun 2017 17:24

Operator : SJ/MA

Sample : 13163-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 (DEL) Alkane: Cyclic23.06 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.06 6.01 ng/ul 1702720 Perylene-di12 23.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Tricosene, (2)- 322 C23H46 027519-02-4 93
2 Cyclohexadecane 224 C16H32 000295-65-8 93
3 1-Heptacosanol 396 C27H560 002004-39-9 92
4 1-Heneicosanol 312 C21H440 015594-90-8 90
5 Cyclopentadecane 210 C15H30 000295-48-7 90
Abundance Scan 3396 (23.062 min): BM010359.D (-3391) (-) m/z 69.10 100.00%
5000{ 41
53 191 936269 313341 416 489 22.80 23.00 23.20 23.40
obrrded B 535 m/z 83.15 89.45%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #163019: 9-Tricosene, (2)-
55
5000 AL SUARISR B UL B
22.80 23.00 23.20 23.40
m/z 97.15 88.79%
2 1o
o LN aeaos0e pepz0n [
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
55 g3
22.80 23.00 23.20 23.40
5000 m/z 71.10 63.64%
111
2 139167196224
Ob vy i e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #210517: 1-Heptacosanol
57 |97 22.80 23.00 23.20 23.40
m/z 55.05 63.13%
5000
25
o 29 l [£53181209237264292320 350378
m/z--> §0 100 150 200 250 300 350 400 450 500 550 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 : BM010359.D

Acq On : 01 Jun 2017 17:24

Operator : SJ/MA

Sample : 13163-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24 .22 5.80 ng/ul 1645080 Perylene-di12 23.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Hexatriacontane 507 C36H74 000630-06-8 93
3 Octacosane 394 C28H58 000630-02-4 90
4 2-methyloctacosane 408 C29H60 1000376-72-8 87
5 Eicosane 282 C20H42 000112-95-8 87
Abundance Scan 3593 (24.221 min): BM010359.D (-3589) (-) m/z 57.20 100.00%
57 | g5
5000
VNN BN B
41169197 281 24.00 24.20 24.40 24.60
oh il A Jl,lllll Il 239, 1y 829 309 403434461489 537 | nz7 71.15  99.51%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117638: Nonadecane
57
5000 85 AR SUAAN UL BN B
24.00 24.20 24.40 24.60
m/z 85.10 79.38%
0 ‘ L ‘ i “ﬁl 1‘\11\169197225 268
mz> 0 50 160 150 200 250 300 350 400 450 500 550
Abundance
57
24,00 24.20 24.40 24.60
5000 a5 m/z 43.10 54.72%
2 113141
0 169197225253281309337 379 421449477506
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209565: Octacosane S R e B R
57 24.00 24.20 24.40 24.60
m/z 55.10 29.65%
5000 85
29 13
o] J1141169197225253281309337365394
miz-> 0 55 100 150 200 250 300 350 400 450 500 550 24.00 24.20 24.40 24.60

SOM-EPA-BM052717 .M Fri Jun 02 16:04:51 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010359.D

Acq On : 01 Jun 2017 17:24

Operator : SJ/MA

Sample : 13163-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 [I-Alanine, N-(2-thienylacet... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
24 .33 18.58 ng/ul 5265820 Perylene-d12 23.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 I-Alanine, N-(2-thienylacetyl)-,... 297 C15H23N03S 1000314-06-1 60
2 (E)-2-Hexenyl tiglate 182 C11H1802 1000131-83-6 38
3 Heptylcyclohexane 182 C13H26 005617-41-4 35
4 1-Nonadecene 266 C19H38 018435-45-5 30
5 Oxalic acid, cyclohexyl decyl ester 312 C18H3204 1000309-31-2 27
Abundance Scan 3612 (24.332 min): BM010359.D (-3606) (-) m/z 83.10 100.00%
5000 / \
5
111 157 L I B L L B LB O
297 24.00 24.20 24.40 24.60
193
ol 221 253 325 369 401430460 490 522549 m/z  97.20 68 60%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141754: I-Alanine, N-(2-thienylacetyl)-, hexyl ester
97
43 297
24
5000 AL AR AR
168 24.00 24.20 24.40 24.60
m/z 69.10 62.52%
70‘ 195
0 .“.‘.Hlm.l.‘.i.‘.‘..l.‘.“..”‘.... ||||“||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
83
55 LN N BN SRR
24.00 24.20 24.40 24.60
5000 m/z 57.10 44 .38%
125
0 154182
mz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #47280: Heptylcyclohexane L L L B L N BRI |
83 24.00 24.20 24.40 24.60
m/z 71.15 34.28%
55
5000
111 182
O e e e e e e R e A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.00 24.20 24.40 24.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010359.D

Acq On : 01 Jun 2017 17:24

Operator : SJ/MA

Sample : 13163-11

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
n-Hexadecanoic acid 18.15 7.0 ng/ul 1377710 4 17.30 3955740 20.0
Methyl 2-hydroxy-... 18.45 2.1 ng/ul 426036 4 17.30 3955740 20.0
Tetradecanoic acid 19.42 2.1 ng/ul 603152 5 21.46 5605330 20.0
(DEL) Alkane: Cyc... 21.13 6.5 ng/ul 1834820 5 21.46 5605330 20.0
Tridecane, l1l-iodo- 21.98 3.8 ng/ul 1076790 5 21.46 5605330 20.0
Phenol, 2-(2H-ben... 22.04 10.2 ng/ul 2859550 5 21.46 5605330 20.0
16-Heptadecenal 22.71 2.8 ng/ul 792386 6 23.81 5667870 20.0
(DEL) Alkane: Str... 22.97 10.1 ng/ul 2863390 6 23.81 5667870 20.0
(DEL) Alkane: Cyc... 23.06 6.0 ng/ul 1702720 6 23.81 5667870 20.0
(DEL) Alkane: Str... 24.22 5.8 ng/ul 1645080 6 23.81 5667870 20.0
I-Alanine, N-(2-t... 24.33 18.6 ng/ul 5265820 6 23.81 5667870 20.0
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