LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM061918\
Data File : BM015718.D

Aca On 19 Jun 2018 13:00

Operator : SJ/JU

Sample : J3527-13

Misc :

ALS Vial : 4 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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:\SVOASRV\HPCHEM1I\BNA_ M\METHODS\SOM-EPA-BMO60818MA.M
Title - SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.081 298 305 312 rBV 26534 47334 1.09% 0.071%
2 5.346 342 350 362 rVB 49200 83431 1.91% 0.125%
3 7.469 705 711 725 rBV 627077 1080638 24.79% 1.613%
4 7.640 733 740 751 rBV 503820 794128 18.22% 1.185%
5 7.845 768 775 789 rBV 715292 1190282 27.31% 1.776%
6 8.322 850 856 871 rBV 442961 744102 17.07% 1.111%
7 9.034 970 977 991 rBV 845336 1411409 32.38% 2.106%
8 9.510 1051 1058 1073 rBV 647020 1132208 25.97% 1.690%
9 10.234 1174 1181 1193 rBV 584584 1004403 23.04% 1.499%
10 10.398 1203 1209 1214 rBvV2 38921 69335 1.59% 0.103%

11 10.769 1265 1272 1284 rBV 875055 1532652 35.16% 2.287%
12 11.151 1330 1337 1347 rBV 632430 1065150 24.43% 1.590%
13 11.292 1354 1361 1375 rBV 658175 1167388 26.78% 1.742%

14 12.445 1549 1557 1564 rBV2 52355 82620 1.90% 0.123%
15 12.639 1584 1590 1597 rVB2 42308 70021 1.61% 0.104%
16 13.145 1671 1676 1682 rBV2 36113 55151 1.27% 0.082%

17 14.339 1873 1879 1884 rBV 1527218 2069462 47.47% 3.088%
18 14.386 1884 1887 1896 rVB 211939 281173 6.45% 0.420%
19 14.639 1923 1930 1941 rBV 1698968 2451762 56.24% 3.659%
20 14.939 1974 1981 1991 rBV2 904263 1379556 31.65% 2.059%

21 15.139 2009 2015 2029 rBV 558387 981579 22.52% 1.465%
22 15.921 2142 2148 2155 rBV 1977125 2929719 67.21% 4._.372%
23 16.051 2164 2170 2183 rBV 672565 968581 22.22% 1.446%
24 16.210 2193 2197 2203 rVV3 25730 47764 1.10% 0.071%
25 16.280 2203 2209 2215 rVB 238179 333643 7.65% 0.498%

26 16.427 2228 2234 2242 rBV3 39175 66756 1.53% 0.100%
27 16.874 2305 2310 2319 rBV 164783 219997 5.05% 0.328%
28 17.027 2331 2336 2346 rBvV 248707 347350 7.97% 0.518%
29 17.410 2397 2401 2407 rBV5 24999 44367 1.02% 0.066%
30 17.515 2415 2419 2424 rBV2 34699 45350 1.04% 0.068%

31 17.592 2426 2432 2438 rBV4 112834 215496 4.94% 0.322%
32 17.657 2438 2443 2455 rVV2 1804633 3075884 70.56% 4 _590%
33 17.762 2455 2461 2469 rVVv2 2298280 3590896 82.38% 5.359%
34 17.827 2469 2472 2483 rVB 121558 216526 4.97% 0.323%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM061918\
Data File : BM015718.D

Aca On 19 Jun 2018 13:00

Operator : SJ/JU

Sample : J3527-13

Misc :

ALS Vial : 4 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO60818MA .M
SVOA CALIBRATION

35 17.974 2492 2497 2507 rVB 289275 405626 9.31% 0.605%

36 18.280 2544 2549 2551 rBV6 28558 44482 1.02% 0.066%
37 18.333 2551 2558 2564 rVV 2884462 4359168 100.00% 6.506%
38 18.392 2564 2568 2582 rVV2 546155 973477 22.33% 1.453%
39 18.515 2582 2589 2605 rVB 2475836 3665073 84.08% 5.470%
40 19.045 2674 2679 2688 rBVY 250161 357335 8.20% 0.533%

41 19.151 2692 2697 2702 rVV2 671196 830374 19.05% 1.239%
42 19.198 2702 2705 2713 rVB 106907 155915 3.58% 0.233%
43 19.498 2752 2756 2761 rBVY 201855 255038 5.85% 0.381%
44 19.615 2772 2776 2779 rVV 311118 438866 10.07% 0.655%
45 19.662 2779 2784 2796 rVV 1715855 2596619 59.57% 3.875%

46 19.751 2796 2799 2809 rVB 464775 647012 14.84% 0.966%
47 19.898 2820 2824 2831 rBV3 85763 147600 3.39% 0.220%
48 20.015 2839 2844 2850 rBV 2651395 3686673 84.57% 5.502%
49 20.062 2850 2852 2858 rVB4 39274 44897 1.03% 0.067%
50 20.209 2874 2877 2882 rVB5 40046 52548 1.21% 0.078%

51 20.556 2932 2936 2940 rBV 471286 634934 14.57% 0.948%
52 20.598 2940 2943 2951 rVV 308364 557590 12.79% 0.832%
53 20.662 2951 2954 2956 rVvVv 94434 124752 2.86% 0.186%
54 20.698 2956 2960 2964 rVV 220633 309925 7.11% 0.463%
55 20.739 2964 2967 2972 rVB3 78380 115813 2.66% 0.173%

56 21.433 3082 3085 3089 rBV2 181081 204538 4.69% 0.305%
57 21.503 3094 3097 3102 rBV2 100063 161998 3.72% 0.242%
58 21.774 3138 3143 3150 rVB 1628929 2090846 47.96% 3.120%
59 22.674 3292 3296 3302 rVB 184705 249358 5.72% 0.372%
60 23.197 3380 3385 3392 rVB 488422 717282 16.45% 1.070%

61 23.786 3479 3485 3492 rVB 1659061 2718392 62.36% 4_057%
62 24.033 3520 3527 3538 rVB2 2019628 3972820 91.14% 5.929%
63 24.186 3546 3553 3562 rVB 1039136 2038613 46.77% 3.042%
64 24.456 3593 3599 3608 rvB2 749083 1453732 33.35% 2.170%
65 25.227 3723 3730 3740 rVB2 1036778 2198374 50.43% 3.281%

Sum of corrected areas: 67005783
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM061918\
Data File : BM015718.D

Aca On 19 Jun 2018 13:00

Operator : SJ/JU

Sample : J3527-13

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO60818MA_M
SVOA CALIBRATION

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

Abundance TIC: BM015718.D
2500000
2000000
1500000

1000000 9.03 10.77
7.85
7.47 9.51 10.23 1114529

500000 i .
5.085.35 A ﬂ 0.40

i e S £ L L A e 1 £

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM015718.D

18.33 20.02

18.52

2500000 17.76

2000000 15.92

17.66 19.66

14.64

14.34
1500000

1000000 14.94

16.05
15.14

500000

14.39 1628 44 03
12.43.64 13.15 | 6.016.43

A A 0
LN s S S B e S B B B B B N S B B B N B B e S O B B S N D N B N D B N N B D B D B B N B e B D O N B B L B B B D B B B e |

Time-->12.00 12,50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50
Abundance TIC: BM015718.D

2500000 24.03

2000000 21.77 23.19

1500000 ?4.19 25.23

24.46
1000000 23.20

22.67

500000 2
74 %

e

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 25.50 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:\SVOASRV\HPCHEMI1\BNA M\DATA\BM061918\
Data File : BM015718.D

Aca On 19 Jun 2018 13:00

Operator : SJ/JU

Sample : J3527-13

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO60818MA_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.

5.35 2.24 ng/ul 83431 1,4-Dichlorobenzene-d4 8.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
4 2-Pentanone. 4-hvdroxyv-4-methvl- 116 C6H1202 000123-42-2 28
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 351 (5.352 min): BM015718.D (-342) (-) m/z 43.00 100.00%
43.0
5000 591
1ot 'é&/'\?'zb' 540 560
o e B 2010 910 48.75H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R LN LI L
59.0 500 520 540 560
0
150 1010 m/z 101.10 17.85%
0 wl ol " 83.0 \ ‘
LI S SULELEL SURLLIL SURLIL DAL DL BN AL L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
500 520 540 560
5000 m/z 58.10 13.24%
59.0
270 g3.0 101.0
e R L I S L S S B S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester B
43.0 5.00 5.20 5.40 5.60
m/z 39.00 11.33%
5000 59.0
101.0
oL 20 [l I 830
m/z--> 20 40 60 80 100 120 140 160 180 200 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM061918\
Data File : BM015718.D

Aca On 19 Jun 2018 13:00

Operator : SJ/JU

Sample : J3527-13

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO60818MA_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 Benzophenone Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.28 4.84 ng/ul 333643 Acenaphthene-d10 14.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H100 000119-61-9 95
4 Benzophenone 182 C13H100 000119-61-9 95
5 Benzophenone 182 C13H100 000119-61-9 91
Abundance Scan 2209 (16.280 min): BM015718.D (-2203) (-) m/z 105.00 100.00%
105.0
77.0 ’
182.0
5000 511
152.0 16.00 16.20 16.40 16.60
b 389 1281 D m/z 77.05 76.83%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47246: Benzophenone
105.0
77.0 182.0
5000 "'fAr"l""l""l""
16.00 16.20 16.40 16.60
51.0 m/z 182.00 52.39%
126.0 152.0
L L S S L S S SIS B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
105.0
770 0 716100 1620 16140 1650
5000 m/z 51.10 36.85%
51.0
o 27.0 126.0 152.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #47242: Benzophenone
77.0 105.0 16.00 16.20 16.40 16.60
m/z 50.10 13.84%
51.0
5000
182.0
ol 12.0 270 ' | 1260 152.0166.0 |
m/z--> 20 40 60 80 100 120 140 160 180 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM061918\
Data File : BM015718.D

Aca On 19 Jun 2018 13:00

Operator : SJ/JU

Sample : J3527-13

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO60818MA_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 Tetradecanoic acid Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
17.03 2.26 ng/ul 347350 Phenanthrene-d10 17.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 91
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
5 Pentadecanoic acid 242 C15H3002 001002-84-2 72
Abundance Scan 2336 (17.027 min): BM015718.D (-2331) (-) m/z 73.05 100.00%
431 730
5000 129.1 J\
185.1
97.0 228.2 "' 16:80 17.00 17.20 17.40
157.1 . : : : :
OLrrr et 07.0 2810 "n/z 41.10  99.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84455: Tetradecanoic acid
73.0
5000 43.0 129.0 ) ) A
185.0 16 80 17. oo 17. 20 17. 40
070 2 80 m/z 43.10 94.73%
0 "'I""I""I"' Iwnli\l\”\l‘llllwll ‘.:.L.SZP.‘..P...‘ S - e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
43.0 R A SO SN B
16.80 17.00 17.20 17.40
5000 129.0 m/z 60.00 89.41%
185.0
97.0 228.0
5l15.0 157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid
73.0 16.80 17.00 17.20 17.40
43.0 m/z 55.05 74 .52%
5000 129.0
185.0 228.0
BN ¥y |
ol IIJIIIJJINHLH\\Ihkllwllmk o VR U R Ay, )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1680 1700 1720 1740
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM061918\
Data File : BM015718.D

Aca On 19 Jun 2018 13:00

Operator : SJ/JU

Sample : J3527-13

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO60818MA_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-01 Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
17.97 2.64 ng/ul 405626 Phenanthrene-d10 17.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Bicvclol3.1.1Theptane. 2.6.6-tri... 138 C10H18 006876-13-7 45
2 Bicvclol3.1.1Theptane. 2.6.6-tri... 138 C10H18 004795-86-2 45
3 Cvclohexene. 3-(2-methvlpropvl)- 138 C10H18 004104-56-7 43
4 Cvclohexene. 3-(2-methvipropvl)- 138 C10H18 004104-56-7 43

5 Bicyclo[3.1.1]heptane, 2,6,6-tri...

C10H18

000473-55-2 38

43.10 100.00%

Abundance Scan 2496 (17.968 min): BM015718.D (-2492) (-) m/z

43.1 81.1
5000
17.60 17.80 18.00 18.20
151.0 179.0
o 208.0 m/z 81.10 95.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #17013: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-, (1.alpha....
55.0 95.0
5000
27.0 17.60 17.80 18.00 18.20
123.0 m/z 41.10 77 .94%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41.0
67.0 95.0 17.60 17.80 18.00 18.20
5000 m/z 57.05 65.72%
123.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #16935: Cyclohexene, 3-(2-methylpropyl)-
. 17.60 17.80 18.00 18.20
m/z 82.10 65.44%
5000
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM061918\
Data File : BM015718.D

Aca On 19 Jun 2018 13:00

Operator : SJ/JU

Sample : J3527-13

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO60818MA_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 Methyl 4,7,10,13-hexadecate... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.33 28.34 ng/ul 4359170 Phenanthrene-d10 17.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 4.7.10.13-hexadecatetraen... 262 C17H2602 1000336-36-7 72
2 1.8-Nonadiene. 2-methvl-5.7-dime... 162 C12H18 1000152-68-8 64
3 1.11-Dodecadivne 162 C12H18 020521-44-2 59
4 1.7-Octadiene. 3.6-dimethvlene- 134 C10H14 003382-59-0 50
5 4,7,10,13,16,19-Docosahexaenoic ... 342 C23H3402 002566-90-7 49
Abundance Scan 2557 (18.327 min): BM015718.D (-2551) (-) m/z 79.05 100.00%
.0

5000

18.00 18.20 18.40 18.60

133.1 1611 1921 2191

0 m/z 91.10 63.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #112546: Methyl 4,7,10,13-hexadecatetraenoate
79.0
5000 LIS L L L L L LB L |
108.0 18.00 18.20 18.40 18.60
55.0 m/z 41.05 59.44%
133.0 161.0
0 187.0 219.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
91.0
18.00 18.20 18.40 18.60
5000 41.0 m/z 93.05 45.15%
67.0 119.0 147.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #32230: 1,11-Dodecadiyne R maE e  RARE e nEy
41.0 79.0 18.00 18.20 18.40 18.60
m/z 67.05 44 _60%
5000
105.0
0l 15.0 133.0 161.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM061918\
Data File : BM015718.D

Aca On 19 Jun 2018 13:00

Operator : SJ/JU

Sample : J3527-13

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO60818MA_M
SVOA CALIBRATION

Quant Method
Quant Title

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 cis,cis,cis-7,10,13-Hexadec... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.39 6.33 ng/ul 973477 Phenanthrene-d10 17.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis.cis.cis-7.10.13-Hexadecatrienal 234 C16H260 056797-43-4 91
2 9.12.15-Octadecatrienoic acid. (... 278 C18H3002 000463-40-1 86
3 Methvl stearidonate 290 C19H3002 1000336-47-8 80
4 1.4.9-Decatriene. (2)- 136 C10H16 1000155-93-2 58
5 2-Methylenebicyclo[2.2.1]-heptane 108 C8H12 000497-35-8 58
Abundance Scan 2568 (18.392 min): BM015718.D (-2564) (-) m/z 79.10 100.00%
411 "1

5000

o

108.1 L eSS
1351 1537 1940  93p1 18.00 18.20 18.40 18.60 18.80

m/z 41.10 82 .53%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89222: cis,cis,cis-7,10,13-Hexadecatrienal

-

5000
18.00 18.20 18.40 18.60 18.80
m/z 67.10 72 .22%
04
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
79.0
18.00 18.20 18.40 18.60 18.80
0,
5000 5.0 1080 m/z 55.10 71.56%
135.0
29.0 163.0 191.0 2220 2490 278.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

-

Abundance #136358: Methyl stearidonate
18.00 18.20 18.40 18.60 18.80
m/z 93.10 47 .24%
5000
55.0
105.0
1330 1610 1890 2210 0470
o . e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM061918\
Data File : BM015718.D

Aca On 19 Jun 2018 13:00

Operator : SJ/JU

Sample : J3527-13

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO60818MA_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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.52 23.83 ng/ul 3665070 Phenanthrene-d10 17.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 76
5 Tridecanoic acid 214 C13H2602 000638-53-9 68
Abundance Scan 2590 (18.521 min): BM015718.D (-2582) (-) m/z 43.05 100.00%
430 73.0 AA&ﬂk
5000
129.1
97.1 213.2 A A e Mememmm—
M19 2%2m0 1820 18.40 18.60 18.80
0 m/z 41.05 90.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 AR DR U
mmmmmmmm
J‘u 1570 1500 2130 2560 m/z 73.05 86.38%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 | 73.0
18.20 18.40 18.60 18.80
5000 129.0 m/z 60.00 74 .64%
97.0 199.0
1570 242.0
0l15.0
wmmﬁmrmmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid
73.0 18.20 18.40 18.60 18.80

m/z 55.05 74 .55%

43.0
5000 129.0
171.0
97.0 214.0

0’ e  EAREEmma

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18 20 18 40 18. 60 18 80

SOM-EPA-BMO60818MA_M Wed Jun 20 11:06:44 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM061918\
Data File : BM015718.D

Aca On 19 Jun 2018 13:00

Operator : SJ/JU

Sample : J3527-13

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO60818MA_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 cis-10-Heptadecenoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
19.04 2.32 ng/ul 357335 Phenanthrene-d10 17.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-10-Heptadecenoic acid 268 C17H3202 029743-97-3 91
2 9.12-Octadecadien-1-ol. (Z.2)- 266 C18H340 000506-43-4 86
3 13-Octadecenal. (2)- 266 C18H340 058594-45-9 74
4 1-Heptadecvne 236 C17H32 026186-00-5 58
5 9,12-0Octadecadienoic acid (Z,2)- 280 C18H3202 000060-33-3 55
Abundance Scan 2678 (19.039 min): BM015718.D (-2674) (-) m/z 55.05 100.00%
58.0
88.1
1031570 '~ 18:80 19.00 19,20 19.40
221.1250.2 : : : :
ol i yt900 221 DC 2819 3550 Tnzz 41.10  96.98%
m/z--> 50 100 150 200 250 300 350
Abundance #117468: cis-10-Heptadecenoic acid
58.0
5000 RN SN BN RN B
18.80 19.00 19.20 19.40
11 m/z 67.05 72 .06%
27,0 ‘M‘H }3801660 2080 250.0
0..‘.‘.“ | \M “ ”‘“l“‘.“ I ...l.‘...l....l.
m/z--> 50 200 250 300 350
Abundance
67.0
9.0 '~ 18:80 19.00 19,20 19.40
5000 m/z 81.10 57 .32%
124.0
o 29.0 152.0180.0 2020 2660
m/z--> 50 100 150 200 250 300 350
Abundance #115868: 13-Octadecenal, (2)- B B i m
58.0 18.80 19.00 19.20 19.40
m/z 69.10 53.47%
5000 83.0
270‘ 11.0
oLl eSS —
m/z--> 50 100 150 200 250 300 350 18.80 19.00 19.20 19.40

SOM-EPA-BMO60818MA_M Wed Jun 20 11:06:44 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM061918\
Data File : BM015718.D

Aca On 19 Jun 2018 13:00

Operator : SJ/JU

Sample : J3527-13

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO60818MA_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 Methyl 6,9,12,15,18-heneico... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
19.15  5.40 ng/ul 830374  Phenanthrene-d10 17.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Methvl 6.9.12.15.18-heneicosapen. .. 330 C22H3402 1000336-49-2 81

2 Butvl 4.7.10.13.16.19-docosahexa... 384 C26H4002 1000336-80-3 76
3 Arachidonic acid 304 C20H3202 000506-32-1 76
4 n-Propvl 5.8.11.14.17-eicosapent... 344 C23H3602 1000336-74-0 62
5 Methyl eicosa-5,8,11,14,17-penta... 316 C21H3202 001191-65-7 62
Abundance Scan 2697 (19.151 min): BM015718.D (-2692) (-) m/z 79.05 100.00%
411 79.0
5000 1
119.1
150.1 1g50 2272 o702 18.80 19.00 19.20 19.40
o! el TORE 8981 Tn/z 41,10 95.54%
m'z--> 50 100 150 200 250 300 350
Abundance #169504: Methyl 6,9,12,15,18-heneicosapentaenoate
79.0
5000 UV DR
18.80 19.00 19.20 19.40
119.0 m/z 55.10 61.40%
ol 5t 1701750 2150 24902760 3300
mz--> 50 100 150 200 250 300 350
Abundance
79.0
18:80 19.00 19.20 19.40
5000 119.0 m/z 91.05 60.22%
147.0
o 51,0 1990 24100680 301.0  355.0
mz--> 50 100 150 200 250 300 350
Abundance #148226: Arachidonic acid T T T T
79.0 18.80 19.00 19.20 19.40
m/z 67.10 58.74%
5000 41.0
0p.0
150.0
o Al i 377020602330 264.0  304.0
mz--> 50 100 150 200 250 300 350 18.80 19.00 19.20 19.40

SOM-EPA-BMO60818MA_M Wed Jun 20 11:06:45 2018

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM061918\
Data File : BM015718.D

Aca On 19 Jun 2018 13:00

Operator : SJ/JU

Sample : J3527-13

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO60818MA_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 9,12-Octadecadienoic acid (... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

19.62  2.85 ng/ul 438866  Phenanthrene-di0 17.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 98
.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 94
.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 91
.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 81
0-Octadecynoic acid, methyl ester 294 C19H3402 026543-36-2 80

abrwNPE
= © OO o

Abundance Scan 2777 (19.621 min): BM015718.D (-2772) (-) m/z 67.10 100.00%

61.1
411
5000

23.1150.0 179.1 19.40 19.60 19.80 20.00
0!

221.1249.0 280-2 341.0 81.05 82800
m/z--> 50 100 150 200 250 300
Abundance #127649: 9,12-Octadecadienoic acid (Z,2)-
67.0
95.0
_l_l_l_l—rl_l_l_l—l_l_l_l_l—rl_l_l_l—rl_ﬁ

m/z

5000
19.40 19.60 19.80 20.00
m/z 55.10 74 .49%

23.0 280.0
150.0
b L 00 w0000 T
m/z--> 50 100 150 200 250 300
Abundance
67.0

0 95.0 19 40 19.60 19.80 20.00
soool L m/z 41.10 73.57%

123.0 280.0
0l15:0 150.0 182.0209.0236.0 '
22l M U e T —————
mz--> 50 100 150 200 250 300
Abundance #127647: 9,12-Octadecadienoic acid (Z,2)-

710140 1060 1980 20.00
m/z 95.10 54 .06%

23.0
. . 151:0 1820  222.0 251.0 28?'0 %-V#V—LV—
L R B B s B B B s B B B |

m/z--> 50 100 150 200 250 300 19.40 19.60 19.80 20.00

5000

SOM-EPA-BMO60818MA_M Wed Jun 20 11:06:45 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM061918\
Data File : BM015718.D

Aca On 19 Jun 2018 13:00

Operator : SJ/JU

Sample : J3527-13

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO60818MA_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 9,12,15-Octadecatrienoic ac... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.66 16.88 ng/ul 2596620 Phenanthrene-d10 17.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12.15-Octadecatrienoic acid. (... 278 C18H3002 000463-40-1 91
2 Ethvl 9.12.15-octadecatrienoate 306 C20H3402 1000336-77-4 90
3 9.12.15-0Octadecatrienal 262 C18H300 026537-71-3 86
4 9.12.15-Octadecatrienoic acid. (... 278 C18H3002 000463-40-1 86
5 1,3-Cyclooctadiene 108 C8H12 001700-10-3 68
Abundance Scan 2784 (19.662 min): BM015718.D (-2779) (-) m/z 79.10 100.00%
79.1
411
5000
08.1
135.1 2222 19.40 19.60 19.80 20.00
o hoph (6311010 (70724912782 327.03560  rzz 41.10  65.64%
m/z--> 50 100 150 200 250 300 350
Abundance #126112: 9,12,15-Octadecatrienoic acid, (Z,Z,2)-
79.0
08.0 19.40 19.60 19.80 20.00
m/z 67.10 63.43%
43.0 135. 222.0
ol W ‘1630 196.0""7""249.0 278.0
m/z--> 50 160 150 260 2%0 360 3éo
Abundance
79.0
19.40 19.60 19.80 20.00
5000 hos.o m/z 55.10 51.34Y%
135.0
530 163.0101.05;7¢ 2610  306.0
N B
m/z--> 55 160 150 200 250 300 350
Abundance #112628: 9,12,15-Octadecatrienal RN R e e e ]
41.0 19.40 19.60 19.80 20.00
m/z 93.05 46 .13%
79.0
5000
08.0
0 {r 135.0 206.0 262.0
m/z--> 50 100" "150" "200" "250" "300" "350' 19.40 19.60 19.80 20.00

SOM-EPA-BMO60818MA_M Wed Jun 20 11:06:46 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM061918\
Data File : BM015718.D

Aca On 19 Jun 2018 13:00

Operator : SJ/JU

Sample : J3527-13

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO60818MA_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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.75 6.19 ng/ul 647012 Chrysene-di12 21.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 98
3 Octadecanoic acid 284 C18H3602 000057-11-4 98
4 Octadecanoic acid 284 C18H3602 000057-11-4 97
5 Octadecanoic acid 284 C18H3602 000057-11-4 94
Abundance Scan 2799 (19.751 min): BM015718.D (-2796) (-) m/z 43.10 100.00%
43.1
73.1
5000
129.1
11 2412 e 19,40 19.60 19.80 20.00
141.0 213.1 ' 40 19. - :
o 20 1 Eh L L 8269350 o741 10 87.75%
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid
73.0
43.0
129.0
5000 284.0 AR AR AR
185.0 241.0 19.40 19.60 19.80 20.00
m/z 73.10 78.00%
e | o | e
0 I al) W0 I ‘H‘.“ 1 .‘ I ‘ “‘. 1 ‘...‘. N
m/z--> 50 100 150 200 250 300 350
Abundance
430 L4,
19.'40 19.|60 19.|80 20.'00 '
5000 m/z 55.10 72 .84%
129.0
185.0 410 284.0
oL15.0 101.0 157.0 213.0
m/z--> éo 160 1%0 260 250 300 350
Abundance #131260: Octadecanoic acid R R e e e S
430 730 19.40 19.60 19.80 20.00
m/z 60.00 70.88%
5000
129 0 284.0
185.0 241.0
1
0 II‘I\i H H\%‘ JH&\ I\157O I‘IWZJ:?.IOI I{ JIII‘I — T T |||||||||||||| ||||||
m/z--> 200 250 300 350 19.40 19.60 19.80 20.00

SOM-EPA-BMO60818MA_.M Wed Jun 20 11:06:47 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM061918\
Data File : BM015718.D

Aca On 19 Jun 2018 13:00

Operator : SJ/JU

Sample : J3527-13

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO60818MA_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 Arachidonic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

20.56 6.07 ng/ul 634934 Chrysene-di12 21.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Arachidonic acid 304 C20H3202 000506-32-1 94
2 Arachidonic acid 304 C20H3202 000506-32-1 90
3 5.8.11.14-Eicosatetraenoic acid.... 318 C21H3402 002566-89-4 90
4 5.8.11.14-Eicosatetraenoic acid.... 318 C21H3402 002566-89-4 87
5 Methyl eicosa-5,8,11,14,17-penta... 316 C21H3202 001191-65-7 87
Abundance Scan 2937 (20.562 min): BM015718.D (-2932) (-) m/z 79.10 100.00%

79.1
41.0
5000
19.11501
: mmmmmmmm
2070

o olhod gy 250:12830 3410 41501 o791 05 77.08%

m/z--> 50 100 150 200 250 300 350 400
Abundance #148226: Arachidonic acid
79.0

5000 41.0 LIS [LINLINLIL I LI L L (LI B
19.0 20.20 20.40 20.60 20.80
: 0
r 00 m/z 41.05  72.12%
0 A 00 200 sao
m/z--> 50 100 150 200 250 300 350 400
Abundance
79.0
A o o
20.20 20.40 20.60 20.80
5000 m/z 67.10 68.91%
119.0
43.0 150.0
o 206.0 247.0  304.0
T T T T T e T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #159986: 5,8,11,14-Eicosatetraenoic acid, methyl ester, (a... R R R RS e S

20.20 20.40 20.60 20.80
m/z 80.05 56.70%

5000

203.0 9470 318.0

m/z--> 50 100 150 200 250 300 350 400 20.20 20.40 20.60 20.80

SOM-EPA-BMO60818MA_.M Wed Jun 20 11:06:47 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM061918\
Data File : BM015718.D

Aca On 19 Jun 2018 13:00

Operator : SJ/JU

Sample : J3527-13

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO60818MA_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 4,7,10,13,16,19-Docosahexae... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.60 5.33 ng/ul 557590 Chrysene-di12 21.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.7.10.13.16.19-Docosahexaenoic ... 342 C23H3402 002566-90-7 90
2 Doconexent 328 C22H3202 006217-54-5 87
3 Methvl 4.7.10.13.16.19-docosahex... 342 C23H3402 1000336-50-3 86
4 cis-5.8.11.14.17-Eicosapentaenoi... 302 C20H3002 010417-94-4 86
5 1,7-Octadiene, 3,6-dimethylene- 134 C10H14 003382-59-0 70
Abundance Scan 2943 (20.598 min): BM015718.D (-2940) (-) m/z 79.10 100.00%
7d.1
41.1
5000
a0 20120 20140 2063 2030 21100
Y175.1 355.0 . . . . .
ol il 2190 25092810 59> m/z 91.10 77.48%
m/z--> 50 100 150 200 250 300 350
Abundance #178753: 4,7,10,13,16,19-Docosahexaenoic acid, methyl este...
79.0
5000 41.0 AR SR S BN
119.0 20.20 20.40 20.60 20.80 21.00
150.0 m/z 41.10 55.98%
o Im‘\hl “‘l“.‘ glag EO‘I:‘LCI) i |24|1? ————
m/z--> 50 100 150 200 250 300 350
Abundance
79.0
20,20 20.40 20.60 20.80 21.00
s000/ 410 m/z 67.10 50.78%
119.0
o 1520 19202190 25900 299.0
m/z--> 50 100 150 200 250 300 350
Abundance #178745: Methyl 4,7,10,13,16,19-docosahexaenoate B B 1 o B
79.0 20.20 20.40 20.60 20.80 21.00
m/z 93.10 45 .71%
5000
119.0
159.0
0 513? ‘L“ mrl { 1 JHL Lh\ m ‘\20‘:‘[‘0 2410 2730 3130
m/z--> 50 100 150 200 250 300 350 2020 2040 20.60 20.80 21.00

SOM-EPA-BMO60818MA_.M Wed Jun 20 11:06:48 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM061918\
Data File : BM015718.D

Aca On 19 Jun 2018 13:00

Operator : SJ/JU

Sample : J3527-13

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO60818MA_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 9,12-Octadecadienoic acid, ... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
20.70 2.96 ng/ul 309925 Chrysene-di12 21.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 87
2 Bicvclol2.2.2loctane. 2-methvl- 124 C9H16 000766-53-0 87
3 cis-7-Dodecen-1-ol 184 C12H240 020056-92-2 86
4 7-Tetradecvne 194 C14H26 035216-11-6 81
5 Linoleic acid ethyl ester 308 C20H3602 000544-35-4 80
Abundance Scan 2960 (20.698 min): BM015718.D (-2956) (-) m/z 67.10 100.00%
67.1
5000
1490 207.0 308.2 20.40 20.60 20.80 21.00
ol 2 AL 91 "m/z 81.10  74.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
67.0
5000 LN B SURRLA SR SULE.
29 09.0 20,40 20.60 20.80 21.00
' : 1500 m/z 55.10 66 .35%
o Sy 23026002940
m/z--> 50 100 150 200 250 300 350 400
Abundance
67.0
124.0 e
20.40 20.60 20.80 21.00
5000 m/z 41.10 59.69%
L L L L L UL UL B
m/z--> 50 100 150 200 250 300 350 400
Abundance #48739: cis-7-Dodecen-1-ol R B A EE EaEa e
41.0 20.40 20.60 20.80 21.00
m/z 95.10 58.06%
5000 810
L LU o e
mz> 50' e He e e de e 20,40 20.60 20.80 21.00

SOM-EPA-BMO60818MA_.M Wed Jun 20 11:06:48 2018 Page: 18



Data Path
Data File

Aca On

Operator

Sample
Misc

ALS Vial

Quant Method
Quant Title

Library Search Compound Report

= Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BM061918\
: BMO15718.D

: 19 Jun 2018 13:00

: SJ/JU

: J3527-13

4 Sample Multiplier: 1

SVOA CALIBRATION

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

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO60818MA_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 16 (DEL) Alkane: Cyclic22.67

Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
22.67 2.39 ng/ul 249358 Chrysene-di12 21.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tetradecene 196 C14H28 001120-36-1 74
2 Cvclooctacosane 392 C28H56 000297-24-5 60
3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 60
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 60
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 60

Abundance Scan 3295 (22.668 min): BM015718.D (-3292) (-) m/z 43.10 100.00%
431
5000 M\*AJ\\/\
USRS SN RN SR
22.40 22.60 22.80 23.00
297.1  369.0 417.0 475.1 )
Ol D 291 "m/z 57.10 78.96%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #58274: 1-Tetradecene
41.0
83.0
5000 IR BARUEUE R AR
nmnmnmmm
m/z 55.10 66.92%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
22,40 22.60 22.80 23.00
5000 m/z 41.10 60.35%
111.0
o 153. 0196 0237. 0279 o 3350 3920
m/z--> Sb 160 1éo 200 250 300 3%0 400 4%0 560 séo
Abundance #197885: Trichloroacetic acid, pentadecy! ester T
43. 22.40 22.60 22.80 23.00
m/z 83.05 45 . 25%
7.0
5000
0 e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2240 2260 2280 2300
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM061918\
Data File : BM015718.D

Aca On 19 Jun 2018 13:00

Operator : SJ/JU

Sample : J3527-13

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO60818MA_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 Trichloroacetic acid, hexad... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.20 7.04 ng/ul 717282 Perylene-di12 24.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 93
2 Mvristvl mvristate 424 C28H5602 003234-85-3 90
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 86
4 Octadecane. 1-(ethenvloxv)- 296 C20H400 000930-02-9 83
5 Cyclooctacosane 392 C28H56 000297-24-5 70
Abundance Scan 3385 (23.197 min): BM015718.D (-3380) (-) m/z 43.10 100.00%
431
5000 ) : \
251 22.80 23.00 23.20 23.40 23.60
281.0
ok, 8410 4104 48920 /7 57.10  85.02%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43.0
83.0
5000 ABRUARRUAE BN
22. 80 23. oo 23 20 23. 40 23 60
250 m/z 55.10 61.93%
LIS o
0 I‘ “‘”H‘|‘....|....|....|....|....|....|....|
m/z--> 50 150 200 250 300 350 400 450
Abundance
57.0 229.0
22.80 23.00 23.20 23.40 23.60
5000 97.0 m/z 41.10 57.03%
168.0
. 269.0 3250 381.0 4240
m/z--> 55 160 1éo 260 2éo 360 3%0 460 4éo '
Abundance #227401: Heptadecy! heptafluorobutyrate A B b
57.0 22.80 23.00 23.20 23.40 23.60
m/z 229.15 51.76%
7.0
5000
169.0 238.0
m/z--> 50 100 150 200 250 300 350 400 450 22. 80 23.00 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM061918\
Data File : BM015718.D

Aca On 19 Jun 2018 13:00

Operator : SJ/JU

Sample : J3527-13

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO60818MA_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 Myristyl myristate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.79 26.67 ng/ul 2718390 Perylene-di12 24.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mvristvl mvristate 424 C28H5602 003234-85-3 94
2 Tetradecanoic acid. hexadecvl ester 452 C30H6002 002599-01-1 91
3 Mvristvl mvristate 424 C28H5602 003234-85-3 91
4 Cvclotetradecane 196 C14H28 000295-17-0 89
5 Cyclotetradecane 196 C14H28 000295-17-0 86
Abundance Scan 3486 (23.791 min): BM015718.D (-3479) (-) m/z 43.10 100.00%
431 229.2
5000 83.1
291 185, 23.40 23.60 23.80 24.00 24.20
oL, 281.0 329.0 387.0424.5461.1 n/z 229.20 97 . 34%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #220450: Myristyl myristate
57.0 229.0
5000 7.0 RN UGN SN SO B
23.40 23.60 23.80 24.00 24.20
m/z 57.10 87 .87%
L, e
o Ldpd L | 2690 s50 smo 40
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
229.0
57.0 23.40 23.60 23.80 24.00 24.20
5000 m/z 55.05 62.96%
97.0
o 139.0 1850 | 269.0 31103530 409.0 4520
mz-> 50 100 150 200 250 300 350 400 450
Abundance #220451: Myristyl myristate REBEEREEEEEEE S ey
43.0 23.40 23.60 23.80 24.00 24.20
229 0 m/z 41.10 53.38%
5000
3.0
250 424.0
oL J[ k l [220 1850 | assomso smo | —~J
m/z--> 50 100 150 200 250 300 350 400 450 ' 2340 23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM061918\
Data File : BM015718.D

Aca On 19 Jun 2018 13:00

Operator : SJ/JU

Sample : J3527-13

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO60818MA_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 (DEL) Alkane: Cyclic24.46 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
24.46  14.26 ng/ul 1453730  Perylene-d12 24.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 cvclopentadecane 210 C15H30 000295-48-7 93

2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 93
3 17-Pentatriacontene 491 C35H70 006971-40-0 93
4 Cvclotridecane 182 C13H26 000295-02-3 91

5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 76

Abundance Scan 3600 (24.462 min): BM015718.D (-3593) (-) m/z 43.10 100.00%
43.1
229.2
5000
2420 24.40 24.60 24.80
281.0 . 438.4 : : : :
- 339.0 4892 5493 "m/z 57.05 91.13%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #69584: Cyclopentadecane
55.0
5000 TT T TT T[T I rrprrrrrro
24. 20 24 40 24 60 24. 80
m/z 229.20 75.21%
L) o200
oA
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
L B i W
24.20 24.40 24.60 24.80
5000 m/z 55.05 65.69%
111.0
169.0
o 238.0 283.0 434.0
e At St L O
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #234187: 17-Pentatriacontene S A R aa e EE S e
43.0 24.20 24.40 24.60 24.80
m/z 41.10 56 .24%
o | 139.0182.0224.0267.0 321.0 490.0
i Bt ot B B e e S L Bt o e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24. 20 24 40 24 60 24. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM061918\
Data File : BM015718.D

Aca On 19 Jun 2018 13:00

Operator : SJ/JU

Sample : J3527-13

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO60818MA_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 Tetradecanoic acid, hexadec... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
25.23 21.57 ng/ul 2198370 Perylene-di12 24.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid. hexadecvl ester 452 C30H6002 002599-01-1 96
2 Cvclohexadecane 224 C16H32 000295-65-8 86
3 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 78
4 Eicosyl trifluoroacetate 394 C22H41F302 1000351-75-2 64
5 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 64
Abundance Scan 3731 (25.233 min): BM015718.D (-3723) (-) m/z 43.10 100.00%
431 229.2
5000 83.1
1 1gs1 ) Lot o ent  ewpadsns| . 2500 7500 2540 2560
o - : - . . m/z 57.10 90.97%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227667: Tetradecanoic acid, hexadecy! ester
229.0
57.0
97.0 25.00 25.20 25.40 25.60
m/z 229.20 87.35%
o M ‘\ ‘\ e 185.0 \ 1| 2690 3110 3530 a00.0 4520
m/z--> 50 150 250 360 3éo 460 4%0
Abundance
55.0
97.0 ' 25.00 25.20 25.40 25.60
5000 m/z 55.10 63.22%
139.0 1g1 o 2240
Ot s ey . e
m/z--> éo 160 1éo 260 250 360 3éo 460 4%0
Abundance #231356: Docosy! pentafluoropropionate A BAREE RS S
57.0 25.00 25.20 25.40 25.60
m/z 41.10 51.60%
5000 f
ob_ H ‘3?(21810 224.0 264.0 308.0 353.0 454.0
m/z--> éo 160 150 60 250 300 3éo 460 4%0 2sbo 2550 2540 25%0
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM061918\
Data File : BM015718.D

Acq On 19 Jun 2018 13:00

Operator : SJ/JU

Sample - J3527-13

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO60818MA _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]
2-Pentanone, 4-hy... 5.35 2.2 ng/ul 83431 1 8.32 744102 20.0
Benzophenone 16.28 4.8 ng/ul 333643 3 14.94 1379560 20.0
Tetradecanoic acid 17.03 2.3 ng/ul 347350 4 17.66 3075880 20.0
unknown-01 17.97 2.6 ng/ul 405626 4 17.66 3075880 20.0
Methyl 4,7,10,13-... 18.33 28.3 ng/ul 4359170 4 17.66 3075880 20.0
cis,cis,cis-7,10,... 18.39 6.3 ng/ul 973477 4 17.66 3075880 20.0
n-Hexadecanoic acid 18.52 23.8 ng/ul 3665070 4 17.66 3075880 20.0
cis-10-Heptadecen... 19.04 2.3 ng/ul 357335 4 17.66 3075880 20.0
Methyl 6,9,12,15,... 19.15 5.4 ng/ul 830374 4 17.66 3075880 20.0
9,12-Octadecadien... 19.62 2.9 ng/ul 438866 4 17.66 3075880 20.0
9,12,15-Octadecat... 19.66 16.9 ng/ul 2596620 4 17.66 3075880 20.0
Octadecanoic acid 19.75 6.2 ng/ul 647012 5 21.77 2090850 20.0
Arachidonic acid 20.56 6.1 ng/ul 634934 5 21.77 2090850 20.0
4,7,10,13,16,19-D... 20.60 5.3 ng/ul 557590 5 21.77 2090850 20.0
9,12-Octadecadien... 20.70 3.0 ng/ul 309925 5 21.77 2090850 20.0
(DEL) Alkane: Cyc... 22.67 2.4 ng/ul 249358 5 21.77 2090850 20.0
Trichloroacetic a... 23.20 7.0 ng/ul 717282 6 24.19 2038610 20.0
Myristyl myristate 23.79 26.7 ng/ul 2718390 6 24.19 2038610 20.0
(DEL) Alkane: Cyc... 24.46 14.3 ng/ul 1453730 6 24.19 2038610 20.0
Tetradecanoic aci... 25.23 21.6 ng/ul 2198370 6 24.19 2038610 20.0
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