LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010365.D

Acq On : 01 Jun 2017 20:59

Operator : SJ/MA

Sample - 13163-12

Misc :

ALS Vial : 19 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM052717 .M
Title : SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 7.104 675 683 693 rBY 745725 1294242 2.26% 0.383%
2 7.257 703 709 716 rBVY 556059 886405 1.55% 0.262%
3 7.457 735 743 753 rBVY 900730 1451946 2.53% 0.430%
4 7.916 813 821 834 rBV 1577977 2583778 4_51% 0.764%
5 8.639 938 944 953 rBVY 737805 1253395 2.19% 0.371%
6 9.104 1016 1023 1030 rBVY 790581 1316097 2.30% 0.389%
7 9.816 1136 1144 1152 rBV 732462 1235181 2.16% 0.365%
8 10.345 1228 1234 1250 rBV 1083912 1920872 3.35% 0.568%
9 10.722 1289 1298 1305 rBV 1845490 3138428 5.48% 0.929%
10 13.968 1842 1850 1854 rBV 2038965 2858284  4.99% 0.846%

11 14.010 1854 1857 1864 rVB 411333 585067 1.02% 0.173%
12 14.251 1892 1898 1904 rBV 2135152 3013079 5.26% 0.892%
13 14.551 1943 1949 1959 rVB2 2545296 4117853 7.19% 1.218%
14 14.798 1986 1991 2005 rVB 384910 706134 1.23% 0.209%
15 15.545 2106 2118 2124 rBV 2800710 4083036 7.13% 1.208%

16 15.668 2133 2139 2145 rBV 740387 1028888 1.80% 0.304%
17 17.151 2387 2391 2399 rBv4 409601 744284 1.30% 0.220%
18 17.298 2410 2416 2426 rBV 3434543 5028695 8.78% 1.488%
19 17.398 2427 2433 2441 rVV 2944893 4175533 7.29% 1.235%
20 18.151 2556 2561 2569 rBV 1955162 2762464 4.82% 0.817%

21 18.456 2606 2613 2622 rBV5 595555 1335027 2.33% 0.395%
22 19.303 2754 2757 2760 rvVv 661436 898046 1.57% 0.266%
23 19.421 2773 2777 2781 rBV 923549 1212816 2.12% 0.359%
24 19.686 2817 2822 2830 rBV 4076947 5473132 9.55% 1.619%
25 20.150 2896 2901 2908 rBV 1354866 1909614 3.33% 0.565%

26 20.497 2955 2960 2971 rBV2 2183421 3891433 6.79% 1.151%
27 20.627 2978 2982 2990 rBV 2693186 3328860 5.81% 0.985%
28 20.833 3014 3017 3019 rBV3 607114 712218 1.24% 0.211%
29 21.127 3060 3067 3076 rBV4 5101299 11584326 20.22% 3.428%
30 21.427 3114 3118 3121 rBV 4237895 5564655 9.71% 1.646%

31 21.462 3121 3124 3132 rVB 6070979 7949055 13.88% 2.352%
32 21.739 3167 3171 3175 rVB 2531595 2733485 4.77% 0.809%
33 21.986 3208 3213 3216 rBV 4046619 5380577 9.39%% 1.592%
34 22.027 3216 3220 3229 rVB2 4682469 8632147 15.07% 2.554%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010365.D

Acq On : 01 Jun 2017 20:59

Operator : SJ/MA

Sample - 13163-12

Misc :

ALS Vial : 19 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

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

35 22.203 3248 3250 3255 rVB5 620146 682543 1.19% 0.202%

36 22.356 3271 3276 3285 rBV2 2981868 5319293 9.29% 1.574%
37 22.515 3300 3303 3308 rBV3 799062 1047376 1.83% 0.310%
38 22.709 3331 3336 3342 rBV 11527838 15551665 27.15% 4.601%
39 22.974 3377 3381 3388 rVB 2299858 3406214 5.95% 1.008%
40 23.056 3390 3395 3404 rBV2 3726153 8825471 15.41% 2.611%

41 23.662 3491 3498 3505 rVB2 3442974 7309433 12.76% 2.163%
42 23.756 3511 3514 3518 rVB2 1594605 2278542 3.98% 0.674%
43 23.809 3519 3523 3531 rVB 3720122 7351781 12.83% 2.175%
44 23.903 3533 3539 3549 rVB 9249014 16616369 29.01% 4.916%
45 24.338 3606 3613 3628 rBY 25065311 57284626 100.00% 16.949%

46 25.303 3773 3777 3792 rVB3 3340326 7591165 13.25% 2.246%
47 25.485 3804 3808 3822 rVBS5 2303442 5635662 9.84% 1.667%
48 26.962 4050 4059 4076 rVB4 4251518 16485839 28.78% 4_.878%
49 27.156 4084 4092 4108 rVB4 8343218 26389090 46.07% 7.808%
50 27.573 4157 4163 4187 rVB6 3439042 14866087 25.95% 4 _.399%

51 28.450 4302 4312 4326 rVB7 5622766 26596274 46.43% 7.869%
52 28.597 4329 4337 4350 rVB5 3040299 9950285 17.37% 2.944%

Sum of corrected areas: 337976767
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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:\HPCHEM1\BNA_M\DATA\BM060117\
: BM010365.D

: 01 Jun 2017 20:59

: SJ/MA

: 13163-12

19 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2.5e+07

2e+07

1.5e+07

1e+07

5000000

TIC: BM010365.D

7.92 10.72

7-1926/-\46 8.64 9.10 982 10.35
A_n

0
Time-->

IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIAIIIIIIIIIIII

350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50

I T
10.00 10.50 11.00 11.50

Abundance

2.5e+07

2e+07

1.5e+07

1e+07

5000000

TIC: BM010365.D

19.69

13.9714.2514.55
;ﬁpl 14.80

15.54
5.67

13300
17.1

18.15
18.46

19912

2 2 d
20.15

Time-->

ok
12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance

2.5e+07

2e+07

1.5e+07

1e+07

5000000

0

22.71

TIC: BM010365.D
2434

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 16:13:51 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010365.D

Acq On : 01 Jun 2017 20:59

Operator : SJ/MA

Sample : 13163-12

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 1 unknown-01 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
17.15 2.96 ng/ul 744284 Phenanthrene-d10 17.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 49
2 Tetradecanoic acid 228 C14H2802 000544-63-8 49
3 Tetradecanoic acid 228 C14H2802 000544-63-8 49
4 Pentadecanoic acid 242 C15H3002 001002-84-2 43
5 Undecanoic acid 186 C11H2202 000112-37-8 43
Abundance Scan 2391 (17.151 min): BM010365.D (-2387) (-) m/z 73.10 100.00%
73
43
5000
242 16.80 17.00 17.20 17.40
ol 269295 341 384 422 475 525 n/z 4315 74 _40%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #72646: Tridecanoic acid
73
43
5000 DA SURBLR BRI B B
16 80 17. 00 17.20 17.40
171 mA m/z 41.10 71.69%
o LUy | \ e
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
73
16,80 17.00 17.20 17.40
soo0] 43 129 m/z 55.05 66.41%
185
228
101 157
O B M e
miz--> 0 55 160 1éo 260 250 300 3%0 460 4éo 560
Abundance #84452: Tetradecanoic acid R R
73 16.80 17.00 17.20 17.40
43 m/z 60.00 61.76%
5000 129
185
228
ol15 101 | 157
miz--> 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 : BM010365.D

Acq On : 01 Jun 2017 20:59

Operator : SJ/MA

Sample : 13163-12

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 2 Tridecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.15 10.99 ng/ul 2762460 Phenanthrene-d10 17.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 90
2 Tridecanoic acid 214 C13H2602 000638-53-9 70
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
4 Octadecanoic acid 284 C18H3602 000057-11-4 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 60
Abundance Scan 2561 (18.151 min): BM010365.D (-2556) (-) m/z 73.10 100.00%
157185 2%6 17.80 18.00 18.20 18.40
o 296 340 401431 482513 m/z 60.10 65 . 250%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #72646: Tridecanoic acid
43 |78
5000
17.80 18.00 18.20 18.40
‘ 129 . o1 m/z 55.10 59.02%
98
0 I‘I "Ml“‘“ i S B ! Imlll\l Il‘wl B o e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
73
—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v—|—v—v—v—v—|—r
43 17.80 18.00 18.20 18.40
5000 129 m/z 41.10 52.83%
171
99 214
S s L UL L S LI WL WL B S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107548: n-Hexadecanoic acid L B e
4 17.80 18.00 18.20 18.40
m/z 43.10 50.67%
- MJJLJ\\»
O'L‘ LN SUNIURA SN B
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 : BM010365.D

Acq On : 01 Jun 2017 20:59

Operator : SJ/MA

Sample : 13163-12

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 3 7-Heptadecyne, 17-chloro- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
18.46 5.31 ng/ul 1335030 Phenanthrene-d10 17.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Heptadecyne, 17-chloro- 270 C17H31ClI 056554-75-7 60
2 Citronellyl isobutyrate 226 C14H2602 000097-89-2 58
3 Bicyclo[4.1.0]heptane, 3,7,7-tri... 138 C10H18 006069-97-2 50
4 (22,4E)-3,7,11-Trimethyl-2,4,10-... 206 C15H26 172549-29-0 49
5 6-Heptadecyne, 1l-chloro- 270 C17H31CI 056599-59-8 46

Abundance Scan 2614 (18.462 min): BM010365.D (-2606) (-) m/z 91.10 100.00%

5000

18.20 18.40 18.60 18.80

297326355381 422 461 503

0 m/z 93.10 75.33%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #119360: 7-Heptadecyne, 17-chloro-
81
55
5000 109 TTT LA B L L L L
29 18. 20 18 40 18.60 18.80
m/z 69.10 68.84%
0..{..,. i el AL —
m/z--> 50 lOO 150 200 250 300 350 400 450 500
Abundance
69
43 95 e R mat ) S
123 18.20 18.40 18.60 18.80
5000 m/z 105.10 66.99%
Ottt e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #17020: Bicyclo[4.1.0]heptane, 3,7,7-trimethyl-, [1S-(1.al... e LA e e
41 67 9 18.20 18.40 18.60 18.80
m/z 41.10 59.02%
5000
‘ 123
Ob—rh ,.”:,&LL,.”.,..” e e
m/z--> 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 : BM010365.D

Acq On : 01 Jun 2017 20:59

Operator : SJ/MA

Sample : 13163-12

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 4 +trans-13-Octadecenoic acid Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
19.30 3.57 ng/ul 898046 Phenanthrene-d10 17.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 86
2 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 83
3 Oleic Acid 282 C18H3402 000112-80-1 78
4 Cyclopropane, nonyl- 168 C12H24 074663-85-7 72
5 cis-13-0Octadecenoic acid 282 C18H3402 013126-39-1 70

Abundance Scan 2756 (19.298 min): BM010365.D (-2754) (-) m/z 69.10 100.00%

5000

19.00 19.20 19.40 19.60

308 343 381

432 477505

(o} m/z 55.10 90.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #129357: trans-13-Octadecenoic acid
55
5000 LI B L L L L L L L L L
83 19.00 19.20 19.40 19.60
11 m/z 83.15 81.71%
29 264
° UL 1| 138165103222
O et e e T B A
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
55
83 L B e i
19.00 19.20 19.40 19.60
5000 m/z 97.10 59.13%
111
264
138165193 222
O MR e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #129338: Oleic Acid L B
55 19.00 19.20 19.40 19.60
m/z 41.10 53.81%
5000
Ol MMM
m/z--> 0 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 : BM010365.D

Acq On : 01 Jun 2017 20:59

Operator : SJ/MA

Sample : 13163-12

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 5 Octadecanoic acid Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
19.42 3.05 ng/ul 1212820 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 96
3 Octadecanoic acid 284 C18H3602 000057-11-4 96
4 Pentadecanoic acid 242 C15H3002 001002-84-2 89
5 Pentadecanoic acid 242 C15H3002 001002-84-2 64
Abundance Scan 2777 (19.421 min): BM010365.D (-2773) (-) m/z 73.10 100.00%
73
43
5000

19.20 19.40 19.60 19.80
m/z 60.05 62.14%

o 312343 382 417 477 549

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131262: Octadecanoic acid

5000
19.20 19.40 19.60 19.80

m/z 55.10 59.83%

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43,73
R AR
19.20 19.40 19.60 19.80
5000 129 m/z 43.10 54.28%
185 241 284
o 101 | 457 213
N L B B R Al REmmm T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131258: Octadecanoic acid R EEEaE B e
4 19.20 19.40 19.60 19.80
m/z 57.05 47 .52%
5000
0l 15
e R R e
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 : BM010365.D

Acq On : 01 Jun 2017 20:59

Operator : SJ/MA

Sample : 13163-12

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

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

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Sulfurous acid, 2-propyl te... Concentration Rank 23

R.T. EstConc Area Relative to ISTD R.T.
20.15 4.80 ng/ul 1909610 Chrysene-di12 21.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 90
2 Cetene 224 C16H32 000629-73-2 59
3 2-Bromotetradecane 276 C14H29Br 074036-95-6 58
4 Hexadecane 226 C16H34 000544-76-3 52
5 Dichloroacetic acid, tridecyl ester 310 C15H28CI1202 1000280-48-3 46

Abundance Scan 2901 (20.150 min): BM010365.D (-2896) (-) m/z 71.20 100.00%
!
43
5000
Chzr, 207 19.80 20.00 20.20 20.40
55 : : :
ob A AL £20 L) 239271302 341368401429 476 849 | 0T E7 10 96.28%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #161094: Sulfurous acid, 2-propy! tetradecy! ester
43
71
5000 AUV AR BJARES B
19.80 20.00 20.20 20.40
m/z 43.10 75 .54%
0 | u ‘%‘ \\1%7 168197 231261
mz-> 0 50 100 150 260 250 300 350 400 450 500 550
Abundance
43
83 NSRRI B
19.80 20.00 20.20 20.40
5000 m/z 85.15 74 .10%
111
o 140168196224
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #124147: 2-Bromotetradecane SRR RR At e S
57 19.80 20.00 20.20 20.40
m/z 69.10 58.17%
85
5000
29
. \ T3 1197 ~ym”kV«mﬁw~MW~/\nﬂﬂmnv~wI\\v¢”
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 19.80 20.00 20.20 20.40

SOM-EPA-BM052717 .M Fri

Jun 02 16:13:55 2017

Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010365.D

Acq On : 01 Jun 2017 20:59

Operator : SJ/MA

Sample : 13163-12

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 7 Eicosanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

20.50 9.79 ng/ul 3891430 Chrysene-di12 21.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid 312 C20H4002 000506-30-9 97
2 Eicosanoic acid 312 C20H4002 000506-30-9 95
3 n-Decanoic acid 172 C10H2002 000334-48-5 93
4 Eicosanoic acid 312 C20H4002 000506-30-9 91
5 Eicosanoic acid 312 C20H4002 000506-30-9 90

Abundance Scan 2960 (20.497 min): BM010365.D (-2955) (-) m/z 73.10 100.00%

43

5000
269
185213 312

20.20 20.40 20.60 20.80

355385415 448475 521549

0 m/z 60.05 71.81%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #154906: Eicosanoic acid
43
73
A
5000 LI L L L L L L L L B

20.20 20.40 20.60 20.80
m/z 55.10 62.18%

“J 157185213241269 312

O+
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43 73
RIS B e
20.20 20.40 20.60 20.80
5000 129 m/z 57.10 58.13%
312
269
101 1571852132
oMl L e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #39474: n-Decanoic acid B R et
7 20.20 20.40 20.60 20.80
m/z 69.10 57.16%
129
5000
43
Y 1
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 : BM010365.D

Acq On : 01 Jun 2017 20:59

Operator : SJ/MA

Sample : 13163-12

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 8 Methyl dehydroabietate Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
20.63 8.38 ng/ul 3328860 Chrysene-di12 21.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methyl dehydroabietate 314 C21H3002 001235-74-1 90
2 9,10-Anthracenedione, 2-amino-3-... 239 C14H9NO3 000117-77-1 64
3 3-Pyridinemethanamine, N-[[4-(di... 239 C15H17N3 1000350-96-8 64
4 Phthalic acid, di(3-methylphenyl... 346 C22H1804 1000315-37-3 59
5 9,10-Anthracenedione, l-amino-4-... 239 C14H9NO3 000116-85-8 53
Abundance Scan 2983 (20.633 min): BM010365.D (-2978) (-) m/z 239.15 100.00%
239
5000
41 141169197 299 20.40 20.60 20.80 21.00
Ol st etk | 26717, 342372401430 463490 535 m/z 240.20 19.81%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #156722: Methyl dehydroabietate
239
5000
43 20.40 20.60 20.80 21.00
314 m/z 141.05 7.23%
91 141,49197 ’ 269 | |
0 ....|‘H.“.“.‘.‘|‘.‘H."U‘.‘““l““.“.“.‘“‘.“l.‘.. “....‘i.‘...l....l....|....|....|.
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 299.30 6.57%
18 50 77 1271541837
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #93216: 3-Pyridinemethanamine, N-[[4-(dimethylamino)phenyl... B o S B A R
239 20.40 20.60 20.80 21.00
m/z 197.20 6.06%
5000 120
] o
0""l'"'l""li'“"'lf"'| LR UL SN B LI WL B
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 20.40 20.60 20.80 21.00

SOM-EPA-BM052717 .M Fri Jun 02 16:13:57 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010365.D

Acq On : 01 Jun 2017 20:59

Operator : SJ/MA

Sample : 13163-12

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 9 (DEL) Alkane: Cyclic21.13 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.13 29.15 ng/ul 11584300 Chrysene-di12 21.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 99
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 98
3 Cyclohexadecane 224 C16H32 000295-65-8 92
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 Heptacosyl acetate 438 C29H5802 1000351-78-2 91
Abundance Scan 3068 (21.133 min): BM010365.D (-3060) (-) m/z 69.10 100.00%
9197
43
5000
NSNS IUNRE SRR
20.80 21.00 21.20 21.40
obrhid 326355 388415443 475 522 m/z 83.10 95 77%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #127769: 5-Eicosene, (E)-
55
83
20.80 21.00 21.20 21.40
1 m/z 97.20 86.31%
LA | | | 130167196223 252280
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57
—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
97 20.80 21.00 21.20 21.40
5000 m/z 55.10 75.86%
29
125
0 153182210 252280
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #81246: Cyclohexadecane LA B
55 g3 20.80 21.00 21.20 21.40
m/z 57.10 71.03%
5000
11
02 139167196224
LI o B B e B L L B e
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 16:13:58 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010365.D

Acq On : 01 Jun 2017 20:59

Operator : SJ/MA

Sample : 13163-12

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 10 Oxirane, hexadecyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
21.74 6.88 ng/ul 2733490 Chrysene-di12 21.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 96
2 Heptadecanal 254 C17H340 1000376-70-0 94
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 94
4 Z-2-0Octadecen-1-ol 268 C18H360 1000131-11-0 93
5 Oxirane, tetradecyl- 240 C16H320 007320-37-8 91
Abundance Scan 3171 (21.739 min): BM010365.D (-3167) (-) m/z 82.10 100.00%

5000

21.40 21.60 21.80 22.00
m/z 57.10 89.10%

o 66 208736264 306 357387416 455484 519549
mz-> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #117618: Oxirane, hexadecyl-
82
5000 LA L L L L LB L |
10 21.40 21.60 21.80 22.00
m/z 96.10 76.37%
38
in ﬂ‘ 166 211 250
(o ] S R o e AL B s e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
82
R R RS R
21.40 21.60 21.80 22.00
5000 m/z 69.10 69.24%
110
138 180208236
O e T T T e e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117617: Oxirane, hexadecyl- B R e E e
21.40 21.60 21.80 22.00
m/z 43.10 68.86%
5000

38166 208 250
Al A S
miz—-> 0 50 100 150 200 250 300 350 400 450 500 550 2140 21,60 21.80 22.00

SOM-EPA-BM052717 .M Fri Jun 02 16:13:58 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010365.D

Acq On : 01 Jun 2017 20:59

Operator : SJ/MA

Sample : 13163-12

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 11 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
21.99 13.54 ng/ul 5380580 Chrysene-di12 21.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 87
3 2-methyloctacosane 408 C29H60 1000376-72-8 87
4 Hexadecane, l-iodo- 352 C16H33l1 000544-77-4 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 3214 (21.991 min): BM010365.D (-3208) (-) m/z 71.10 100.00%
7
43
5000
I 21100 2150 2200 2220 2540
155 207 281 407 : : : : .
ok L2y (207, 253201 s27355 407 454 490 530 | 757795 89.36%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129491: Eicosane
57
5000 85 BVLVARUAAUAALA
29 21/60 21.80 22.00 22.20 22.40
m/z 85.10 69.26%
m/z--> 55 100 150 200 250 300 350 400 450 500 550
Abundance
57
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
29 21.60 21.80 22.00 22.20 22.40
5000 85 m/z 43.10 57.84%
182
o 13141 | 211238266
IR N N N VN e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane il B s T SR
21.60 21.80 22.00 22.20 22.40
m/z 41.10 32.27%
5000
‘ 141169197225 267295 365393
m/z--> 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 16:13:59 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010365.D

Acq On : 01 Jun 2017 20:59

Operator : SJ/MA

Sample : 13163-12

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 12 (DEL) Alkane: Cyclic22.03 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.03 21.72 ng/ul 8632150 Chrysene-di12 21.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 96
2 1-Docosene 308 C22H44 001599-67-3 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 Behenic alcohol 326 C22H460 000661-19-8 89
5 1-Heneicosanol 312 C21H440 015594-90-8 76
Abundance Scan 3221 (22.033 min): BM010365.D (-3216) (-) m/z 83.10 100.00%
83
55
5000 111
R SUNI SRR BN SR
39 21.80 22.00 22.20 22.40
167 207 281
ot AL, ,l. i 22377308 331 379 415 457490 881 Tz 97.10  98.37%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #127771: 3-Eicosene, (E)-
57
97
5000 I SULRICN UL BRI B

21. 80 22. 00 22 20 22. 40

29 ”s m/z 69.10 94.26%
ol 1] | \\“ l kt 153182210 252280
e —
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55
s dnhs
97 21.80 22.00 22.20 22.40
5000 m/z 55.10 73.78%
o 125
0 153181 308
B e NN
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #186968: n-Tetracosanol-1 R T e
57 |97 21.80 22.00 22.20 22.40
m/z 57.15 71.51%
5000
25
29 53
o1 [ 153181210238266 308336
S — e e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 2180 22.00 22.20 22.40

SOM-EPA-BM052717 .M Fri Jun 02 16:14:00 2017

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010365.D

Acq On : 01 Jun 2017 20:59

Operator : SJ/MA

Sample : 13163-12

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 13 Tetracosanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

22.36 13.38 ng/ul 5319290 Chrysene-di12 21.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosanoic acid 368 C24H4802 000557-59-5 98
2 Octadecanoic acid 284 C18H3602 000057-11-4 68
3 Tridecanoic acid 214 C13H2602 000638-53-9 60
4 Tetradecanoic acid 228 C14H2802 000544-63-8 49
5 Tetradecanoic acid 228 C14H2802 000544-63-8 47

Abundance Scan 3277 (22.362 min): BM010365.D (-3271) (-) m/z 73.10 100.00%

g

5000
325 368

22.00 22.20 22.40 22.60
m/z 60.05 75.65%

o 401429 461489 520550

m/z--> 0 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 57.20 74 .64%

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43,73
e R REEEE S
22.00 22.20 22.40 22.60
5000 129 m/z 43.10 69.49%
185 241 284
o 101 157 213
A B e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #72648: Tridecanoic acid BB R EE R
73 22.00 22.20 22.40 22.60
m/z 69.10 67.71%
43
5000
129
171 214
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00 22.20 22.40 22.60

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



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010365.D

Acq On : 01 Jun 2017 20:59

Operator : SJ/MA

Sample : 13163-12

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 14 1-Heptacosanol Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
22.52 2.64 ng/ul 1047380 Chrysene-di12 21.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 94
2 1-Docosene 308 C22H44 001599-67-3 93
3 1-Docosanethiol 342 C22H46S 007773-83-3 91
4 9-Tricosene, (2)- 322 C23H46 027519-02-4 91
5 Behenic alcohol 326 C22H460 000661-19-8 90

Abundance Scan 3304 (22.521 min): BM010365.D (-3300) (-) m/z 97.10 100.00%
9,9
4
NSNS NS B
22.20 22.40 22.60 22.80
o 3041544547350 549 | "n/z 69.10 97.46%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #210517: 1-Heptacosanol
57 |97
5000 AR BRIV IRER
- 2220 22.40 22.60 22.80
m/z 83.10 94 .05%
L 2L h | L‘ 19%181200237_ 278306 350378
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55
o7 22.20 22.40 22.60 22.80
5000 m/z 43.10 93.76%
125
0 2 153181 308
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #178721: 1-Docosanethiol AR LA AR EE R
43, g7 22.20 22.40 22.60 22.80
m/z 57.10 68.87%
5000
308 342
ol L] 195223252280
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 2220 22.40 22,60 22.80

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

Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010365.D

Acq On : 01 Jun 2017 20:59

Operator : SJ/MA

Sample : 13163-12

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 15 1,19-Eicosadiene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.71 42 .31 ng/ul 15551700 Perylene-di12 23.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 94
2 Pentadecanal- 226 C15H300 002765-11-9 91
3 Oxirane, heptadecyl- 282 C19H380 067860-04-2 91
4 Octadecanal 268 C18H360 000638-66-4 91
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
Abundance Scan 3336 (22.709 min): BM010365.D (-3331) (-) m/z 82.10 100.00%
43
5000

7 207 22.40 22.60 22.80 23.00

ol 166 236264 306334362 401430459 489 521549 n/z 57.10 86 590

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126192: 1,19-Eicosadiene

96

3

5000 LA L L L L LB L L |
22.40 22.60 22.80 23.00
m/z 96.10 73.22%
24
oL 71111 2 152180208 250278
e L LA B R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43| 82
_'_'—I_'_'_'_'—I_'_'_'_'—r'_'_'_'—l_'_'_'_'—l'
22.40 22.60 22.80 23.00
5000 m/z 43.10 68.80%
109
Rl L a0 e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129467: Oxirane, heptadecyl- R e A ERamat
22.40 22.60 22.80 23.00
m/z 83.10 68.70%
5000
10
. 38166194 236264
- IIIIIIIIIIIIIIIIIII

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.40 22.60 22.80 23.00

SOM-EPA-BM052717 .M Fri Jun 02 16:14:02 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010365.D

Acq On : 01 Jun 2017 20:59

Operator : SJ/MA

Sample : 13163-12

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 16 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
22.97 9.27 ng/ul 3406210 Perylene-di12 23.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 Hentriacontane 437 C31H64 000630-04-6 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 3380 (22.968 min): BM010365.D (-3377) (-) m/z 71.10 100.00%
7
43
5000
NN U
127155183 22.60 22.80 23.00 23.20
Ob—rt l| A rn212%8 282309 395385419 461491 545 | n/50 5710  93.80%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85 AU AR URRE
22.60 22,80 23.00 23.20
m/z 85.10 64.61%
o i1 ‘3}3}§1}§9197 239267294323352
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 60.63%
85
o 29 113141169197225253281 323351380
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #223851: Hentriacontane L B e e
22.60 22.80 23.00 23.20
m/z 69.10 27.98%
B M
113
‘ 141169197225253280309 351379407436
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 16:14:03 2017 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010365.D

Acq On : 01 Jun 2017 20:59

Operator : SJ/MA

Sample : 13163-12

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 18 (DEL) Alkane: Cyclic23.76 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
23.76 6.20 ng/ul 2278540 Perylene-d12 23.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Methyl-Z-14-nonacosene 420 C30H60 1000131-19-0 60
2 Dotriacontyl heptafluorobutyrate 662 C36H65F702 1000351-84-2 47
3 1,2-Octadecanediol 286 C18H3802 020294-76-2 43
4 Bicyclo[3.1.1]heptan-2-one, 6,6-... 138 C9H140 038651-65-9 30
5 Bromophos-ethyl 392 C10H12BrCI203PS 004824-78-6 15
Abundance Scan 3515 (23.762 min): BM010365.D (-3511) (-) m/z 57.10 100.00%
g7
97
5000
fS 281319 23.40 23.60 23.80 24.00
33 363 406 : : .
Ol A4, jl,,?,,i, 08 50253 m/z 83.10 94.18%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #219331: 13-Methyl-Z-14-nonacosene
57 97
5000 405 A DALV BUNRAE B
23140 23.60 23.80 24.00
39 m/z 97.10 59.19%
0|--- |...‘. \‘ M‘h \‘ h\ H W .?.6.5‘..30.7..:?49....|‘.l..|....|....|....|....|.
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
57
o7 23.40 23.60 23.80 24.00
5000 m/z 85.10 57 .39%
0 139 11 222 278 320 364 405 448 493 644
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #133064: 1,2-Octadecanediol B an wat o o
57 23.40 23.60 23.80 24.00
. m/z 69.10 56.97%
5000
1
0 ili?g 207 255
miz> 6 5 100 150 200 250 300 30 00 450 00 50 600 650 | 2340 2360 2380 2400
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010365.D

Acq On : 01 Jun 2017 20:59

Operator : SJ/MA

Sample : 13163-12

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 19 13-Docosen-1-ol, (2)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.90 45.20 ng/ul 16616400 Perylene-d12 23.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Docosen-1-ol, (2)- 324 C22H440 000629-98-1 95
2 1,19-Eicosadiene 278 C20H38 014811-95-1 93
3 (2)-14-Tricosenyl formate 366 C24H4602 077899-10-6 91
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
5 Octadecanal 268 C18H360 000638-66-4 91
Abundance Scan 3538 (23.897 min): BM010365.D (-3533) (-) m/z 82.10 100.00%
)
43
5000
1037
208 251 23.60 23.80 24.00 24.20
0 e 202 334362390 429 461490 523 m/z 57.10 91.56%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #164554: 13-Docosen-1-ol, (2)-
55 82
5000
110 306 23.60 23.80 24.00 24.20
138 m/z 96.10 73 .43%
Ll | i {Sr0azzz250275 |
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55
82 LSRN I SN B
23.60 23.80 24.00 24.20
5000 m/z 83.10 69.87%
110
o 27 137166194222250278
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194460: (2)-14-Tricosenyl formate
55 82 23.60 23.80 24.00 24.20
m/z 43.10 67.81%
5000
10
o _ff8166194222250278 3%0343
TrriyprrrrrrrTrrp rTrrrrrirr [ rrrr[rirr[rrrr[rr T[T T TT [T TTTr [T —v—v—n—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010365.D

Acq On : 01 Jun 2017 20:59

Operator : SJ/MA

Sample : 13163-12

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 20 1-Tridecyn-4-ol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
24 .34 155.84 ng/ul 57284600 Perylene-d12 23.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tridecyn-4-ol 196 C13H240 074646-37-0 53
2 10-Chloro-1-decanol, tert-butyld... 306 C16H35CIOSi 1000333-09-1 50
3 Cyclohexane, (2-bromoethyl)- 190 C8H15Br 001647-26-3 38
4 2-Propanone, l-cyclopentyl-3-eth... 170 C10H1802 051149-71-4 38
5 (E)-Dodec-2-enyl (E)-2-methylbut... 266 C17H3002 1000373-71-6 35
Abundance Scan 3613 (24.338 min): BM010365.D (-3606) (-) m/z 83.10 100.00%

2]
15

5000 i j\\
11 157

\ 297 24,00 24.20 24.40 24.60
207
O A Ly L 50 250 | 827355 401430 475 519547 m/z 97.10 67.26%

T 1 T 1 T 1 T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #58182: 1-Tridecyn-4-ol
55 83

5000 L L e
24 00 24. 20 24. 40 24 60

) m/z 69.10 57.60%
[

157
,,L‘“, T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
83
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—r

o

55 24.00 24.20 24.40 24.60
5000 m/z 57.10 48.94%
123
o 27 171 213 249 307
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #53427: Cyclohexane, (2-bromoethyl)-
83 24.00 24.20 24.40 24.60

m/z 55.10 34 .74%

5000 55
111
271 | ‘ 162190

MM . aaar=r SRS S

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24 00 24. 20 24. 40 24 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010365.D

Acq On : 01 Jun 2017 20:59

Operator : SJ/MA

Sample : 13163-12

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 21 cis-1-Chloro-9-octadecene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
25.30 20.65 ng/ul 7591170 Perylene-di12 23.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-1-Chloro-9-octadecene 286 C18H35CI 016507-61-2 64
2 l17-Pentatriacontene 491 C35H70 006971-40-0 59
3 Fumaric acid, 3-heptyl nonadecyl... 480 C30H5604 1000348-69-6 50
4 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 50
5 Chloroacetic acid, pentadecyl ester 304 C17H33CI02 070301-47-2 50
Abundance Scan 3776 (25.297 min): BM010365.D (-3773) (-) m/z 57.10 100.00%
57

5000

%

25.00 25.20 25.40 25.60
m/z 83.10 85.01%

0 164 209 251 284 320347 391 434462 503535
i

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #133063: cis-1-Chloro-9-octadecene
55|83

%

5000 LA B L L L L L L L
25 00 25. 20 25. 40 25 60
286 m/z 85.10 59.29%
o 2‘7” ‘ 139 173502 250
T I‘I I I‘ :
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
97 B Ra e R R
25.00 25.20 25.40 25.60
5000 m/z 97.10 57.86%
0 131209236267 306334362390421 462490
T T T T T T T [ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #232632: Fumaric acid, 3-heptyl nonadecy! ester AN EEman me
57 25.00 25.20 25.40 25.60
m/z 43.10 44 _59%
99
5000
29 365
139 171 215 267
NETEETE I v ol v ol o U -~ E—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 25 00 25. 20 25. 40 25 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010365.D

Acq On : 01 Jun 2017 20:59

Operator : SJ/MA

Sample : 13163-12

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 22 Pentadecanal- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
25.49  15.33 ng/ul 5635660  Perylene-d12 23.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 pentadecanal- 226 C15H300 002765-11-9 93

2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 90
3 1,30-Triacontanediol 454 C30H6202 036645-68-8 83
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 81
5 E-9-Tetradecen-1-ol formate 240 C15H2802 1000130-78-2 78
Abundance Scan 3809 (25.491 min): BM010365.D (-3804) (-) m/z 82.10 100.00%
8p
43
5000
11
138165 209 ,c0 2L 5357356 | 25.20 25.40 25.60 25.80
250 : : : :
ol R 48448477 507535 m/z 57.10 93.53%
m/z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #82954: Pentadecanal-
43| 82
5000 L UL B UL I
2520 25.40 25.60 25.80
m/z 96.10 68.85%
ok L1 H\‘ e e
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
55 182
25.20 25.40 25.60 25.80
5000 m/z 83.10 68.57%
109
o 2v 137166104222250
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #228161: 1,30-Triacontanediol B ERmas B
55 g 25.20 25.40 25.60 25.80
m/z 71.15 63.71%
5000
0 2 [ [} 166194222250 292 334362390 | 454
I""IIIII TTrrrrrpr T rpr T rprTTT

m/z--> 0 50 1

00 150 200 250 300 350 400 450 500

25. 20 25 40 25. 60 25. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010365.D

Acq On : 01 Jun 2017 20:59

Operator : SJ/MA

Sample : 13163-12

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 23 _gamma.-Sitosterol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
26.96 44 .85 ng/ul 16485800 Perylene-di12 23.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
2 _beta.-Sitosterol 414 C29H500 000083-46-5 91
3 .beta.-Sitosterol 414 C29H500 000083-46-5 91
4 _gamma.-Sitosterol 414 C29H500 000083-47-6 70
5 Campesterol 400 C28H480 000474-62-4 58
Abundance Scan 4059 (26.962 min): BM010365.D (-4050) (-) m/z 43.10 100.00%
43
5000
7
381 414 LN SUNILE BN I
26.60 26.80 27.00 27.20
ol b 448476503 %49 ' "myz 57.10  66.11%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #217434: .gamma.-Sitosterol
43
5000 ULV UG SRR B
26,60 26.80 27.00 27.20
m/z 105.10 60.82%
0 r .‘. l I
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
26.60 26.80 27.00 27.20
5000 81 m/z 91.10 56.58%
145
109 213 20 414
L1 173 255 o0, 381
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #217432: .beta.-Sitosterol e R AR
43 26.60 26.80 27.00 27.20
m/z 55.10 55.13%
5000
107 414
7 145 oo 203
) “m 73 255 303, 381
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 26.60 26.80 27.00 27.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010365.D

Acq On : 01 Jun 2017 20:59

Operator : SJ/MA

Sample : 13163-12

Misc :

ALS Vial : 19 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

Concentration Rank 3

Peak Number 24 unknown-02

R.T. EstConc Area Relative to ISTD R.T.
27.16 71.79 ng/ul 26389100 Perylene-di12 23.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 D-Friedoolean-14-en-3-one 424 C30H480 000514-07-8 46
2 1,3-Benzodioxole, 5-(1-(4-ethoxy... 300 C18H2004 090632-70-5 44
3 Farnesyl bromide 284 C15H25Br 006874-67-5 43
4 (-)-Tricyclo[6.2.1.0(4,11)]Jundec... 204 C15H24 1000154-06-7 41
5 4H-1-Benzopyran-4-one, 7-dihyd... 300 C16H1206 057396-72-2 40

Abundance Scan 4093 (27.162 min): BM010365.D (-4084) (-) m/z 204.20 100.00%
133 204 285
69
1
5000 .
161 257 Y 0 W4 VAS
409 26.80 27.00 27.20 27.40
o 13342371 39 476506 537 m/z 133.15 94 390
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #220492: D-Friedoolean-14-en-3-one
133 204 301
107
69
5000 A DL BRI B
409 2680 27.00 27.20 27.40 |
61 24327 m/z 285.25 86.51%
o 368
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
285
26,80 27.00 27.20 27.40
5000 107 m/z 69.10 79.84Y%
135
77
o 43 179 213241
m/z--> 55 160 1éo 200 250 300 3%0 460 4éo 560 séo
Abundance #130771: Farnesyl bromide I BREaEEESEE
69 26.80 27.00 27.20 27.40
204 m/z 109.10 77.53%
a1 119
5000
161
286
o l 243
m/z--> 55 100 150 200 250 300 350 400 450 500 550 2680 2700 2720 2740 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010365.D

Acq On : 01 Jun 2017 20:59

Operator : SJ/MA

Sample : 13163-12

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 25 1,1,4a-Trimethyl-5,6-dimeth... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
27.57 40.44 ng/ul 14866100 Perylene-d12 23.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24 1000193-60-8 62
2 Naphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24 004630-07-3 55
3 Longifolene-(V4) 204 C15H24 061262-67-7 49
4 1H-Cycloprop[e]azulene, la,2,3,4... 204 C15H24 000489-40-7 46
5 1H-3a,7-Methanoazulene, octahydr... 204 C15H24 000508-55-4 45
Abundance Scan 4162 (27.568 min): BM010365.D (-4157) (-) m/z 204.20 100.00%

204

69

5000

31

27.20 27.40 27.60 27.80

328357 Al g4g 490 531

o m/z 69.15 79.48%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64407: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaphthalene
204
M 91 133
5000 161 L L L B L
27.20 27.40 27.60 27.80
m/z 133.10  61.69%
ol ..“h..l”.. N
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
161 204
41 IIIIIIIIIIIIIIIIIIIIIII
27.20 27.40 27.60 27.80
5000 9 107 m/z 109.15 59.97%
O T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64306: Longifolene-(V4) AL A s S e

27.20 27.40 27.60 27.80
m/z 68.10 56.81%

5000

1

m/z--> 50 100 150 200 250 300 350 400 450 500 550 27 20 27. 40 27 60 27. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010365.D

Acq On : 01 Jun 2017 20:59

Operator : SJ/MA

Sample : 13163-12

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 26 unknown-03 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
28.45 72.35 ng/ul 26596300 Perylene-di12 23.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thujopsene-13 204 C15H24 1000162-77-8 43
2 1S,2S,5R-1,4,4-Trimethyltricyclo... 204 C15H24 1000140-07-5 41
3 2H-Cyclopentacyclooctene, 4,5,6,... 204 C15H24 1000221-85-8 41
4 1H-Benzocycloheptene, 2,4a,5,6,7... 204 C15H24 001461-03-6 38
5 1H-Cycloprop[e]azulene, 1a,2,3,5... 204 C15H24 021747-46-6 38
Abundance Scan 4312 (28.450 min): BM010365.D (-4302) (-) m/z 43.10 100.00%
a3
R UNISR SR SR R
28.20 28.40 28.60 28.80
| 377409437408 505533 | 7z 69.10 98.65%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #64273: Thujopsene-13
119 189
41
91
5000 LLRILN SULURR BN SULILE B
161 28120 28.40 28.60 28.80
‘ m/z 95.10 90.11%
o .“‘“‘.‘... L
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
93
41 R NN SR SR R
148 204 28.20 28.40 28.60 28.80
5000 119 m/z 204.20 81.17%
175
e R U B U AL WL B WL B WAL
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #64452: 2H-Cyclopentacyclooctene, 4,5,6,7,8,9-hexahydro-1,...
133 204 28.20 28.40 28.60 28.80
m/z 259.30 80.10%
41
5000 161
91
0‘ -v—v—v—n—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—ﬁ—v—r |||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450 500 28.20 28.40 28.60 28.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010365.D

Acq On : 01 Jun 2017 20:59

Operator : SJ/MA

Sample : 13163-12

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 27 Stigmast-4-en-3-one Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

28.60 27.07 ng/ul 9950290 Perylene-di12 23.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stigmast-4-en-3-one 412 C29H480 001058-61-3 93
2 Testosterone cypionate 412 C27H4003 000058-20-8 86
3 Androst-4-en-3-one, 17-hydroxy-,... 288 C19H2802 000481-30-1 58
4 Testosterone 288 C19H2802 000058-22-0 55
5 Testosterone cypionate 412 C27H4003 000058-20-8 46

Abundance Scan 4338 (28.603 min): BM010365.D (-4329) (-) m/z 124.10 100.00%

5000

;

327 370 412 476505 549 28.20 28.40 28.60 28.80 29.00
ol 445 m/z 43.10 84.88%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #216708: Stigmast-4-en-3-one

P

28. 20 28 40 28. 60 28 80 29. OO
m/z 229.20 81.42%

5000

01
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
124
55
28.20 28.40 28.60 28.80 29.00
5000 m/z 55.10 61.46%
91
230 271 412
157185 327 370
(LI AN R R E T S mes PR s NN A UM
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #134666: Androst-4-en-3-one, 17-hydroxy-, (17.alpha.)- I RRaEE RS
28.20 28.40 28.60 28.80 29.00
m/z 69.10 56.38%
- /J\M’\
01 R e EEEEsmEmEE
m/z--> 50 100 150 200 250 300 350 400 450 500 550 28. 20 28 40 28. 60 28 80 29. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM060117\
Data File : BM010365.D

Acq On : 01 Jun 2017 20:59

Operator : SJ/MA

Sample - 13163-12

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

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

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown-01 17.15 3.0 ng/ul 744284 4 17.30 5028700 20.0
Tridecanoic acid 18.15 11.0 ng/ul 2762460 4 17.30 5028700 20.0
7-Heptadecyne, 17... 18.46 5.3 ng/ul 1335030 4 17.30 5028700 20.0
trans-13-Octadece... 19.30 3.6 ng/ul 898046 4 17.30 5028700 20.0
Octadecanoic acid 19.42 3.0 ng/Zul 1212820 5 21.46 7949060 20.0
Sulfurous acid, 2... 20.15 4.8 ng/ul 1909610 5 21.46 7949060 20.0
Eicosanoic acid 20.50 9.8 ng/ul 3891430 5 21.46 7949060 20.0
Methyl dehydroabi... 20.63 8.4 ng/ul 3328860 5 21.46 7949060 20.0
(DEL) Alkane: Cyc... 21.13 29.1 ng/ul 11584300 5 21.46 7949060 20.0
Oxirane, hexadecyl- 21.74 6.9 ng/ul 2733490 5 21.46 7949060 20.0
(DEL) Alkane: Str... 21.99 13.5 ng/ul 5380580 5 21.46 7949060 20.0
(DEL) Alkane: Cyc... 22.03 21.7 ng/ul 8632150 5 21.46 7949060 20.0
Tetracosanoic acid 22.36 13.4 ng/ul 5319290 5 21.46 7949060 20.0
1-Heptacosanol 22.52 2.6 ng/ul 1047380 5 21.46 7949060 20.0
1,19-Eicosadiene 22.71 42_.3 ng/ul 15551700 6 23.81 7351780 20.0
(DEL) Alkane: Str... 22.97 9.3 ng/ul 3406210 6 23.81 7351780 20.0
(DEL) Alkane: Cyc... 23.76 6.2 ng/ul 2278540 6 23.81 7351780 20.0
13-Docosen-1-ol, ... 23.90 45.2 ng/ul 16616400 6 23.81 7351780 20.0
1-Tridecyn-4-ol 24_34 155.8 ng/ul 57284600 6 23.81 7351780 20.0
cis-1-Chloro-9-oc... 25.30 20.6 ng/ul 7591170 6 23.81 7351780 20.0
Pentadecanal - 25.49 15.3 ng/ul 5635660 6 23.81 7351780 20.0
-gamma.-Sitosterol 26.96 44_.9 ng/ul 16485800 6 23.81 7351780 20.0
unknown-02 27.16 71.8 ng/ul 26389100 6 23.81 7351780 20.0
1,1,4a-Trimethyl-_.. 27.57 40.4 ng/ul 14866100 6 23.81 7351780 20.0
unknown-03 28.45 72.3 ng/ul 26596300 6 23.81 7351780 20.0
Stigmast-4-en-3-one 28.60 27.1 ng/ul 9950290 6 23.81 7351780 20.0
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