LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM012318\
Data File : BM013764.D

Acq On : 24 Jan 2018 11:46

Operator : SJ/JU

Sample - J1221-01

Misc :

ALS Vial : 33 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-BM011018_-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 3.158 26 29 34 rvB3 31583 44455 1.35% 0.100%
2 4.769 298 303 308 rBv2 54106 79198 2.41% 0.177%
3 5.410 408 412 424 rBV2 49458 96022 2.92% 0.215%
4 6.293 555 562 572 rVB 424847 619928 18.87% 1.389%
5 6.787 641 646 659 rvB2 596331 1087525 33.09% 2.436%
6 6.951 667 674 684 rBVY 454483 691361 21.04% 1.549%
7 7.040 684 689 695 rvB2 48382 74808 2.28% 0.168%
8 7.140 699 706 714 rBV 644838 1008914 30.70% 2.260%
9 7.604 779 785 794 rBV 711496 1130098 34.39% 2.531%
10 8.316 900 906 921 rVB 672831 1119124 34.06% 2.507%
11 8.757 975 981 988 rBVY 595567 988805 30.09% 2.215%
12 8.822 988 992 998 rVB3 26603 41975 1.28% 0.094%
13 9.157 1045 1049 1055 rBvV2 28442 43357 1.32% 0.097%

14 9.475 1096 1103 1112 rBV 526469 895860 27.26% 2.007%
15 10.010 1187 1194 1209 rBV 724201 1326424 40.36% 2.971%

16 10.381 1249 1257 1264 rBV 924757 1530781 46.58% 3.429%
17 10.528 1275 1282 1295 rBV 541369 1015877 30.91% 2.276%
18 13.075 1708 1715 1721 rVB5 22403 33206 1.01% 0.074%
19 13.516 1785 1790 1795 rVB5 33513 49647 1.51% 0.111%
20 13.675 1811 1817 1821 rBV 1400140 1857126 56.51% 4._.160%

21 13.722 1821 1825 1833 rVB 260443 370836 11.29% 0.831%
22 13.945 1856 1863 1875 rBV 1548674 2267263 69.00% 5.079%
23 14.163 1895 1900 1906 rBVZ2 58066 81025 2.47% 0.181%
24 14.257 1908 1916 1924 rBV 1269714 1908983 58.09% 4._.276%
25 14.486 1949 1955 1972 rBV 389404 807897 24 _.59% 1.810%

26 14.692 1987 1990 1998 rVB7 27319 41465 1.26% 0.093%
27 15.122 2059 2063 2068 rVB2 45496 63625 1.94% 0.143%
28 15.257 2077 2086 2093 rBV 1930165 2689314 81.84% 6.024%
29 15.392 2103 2109 2121 rBV 435913 714677 21.75% 1.601%

30 15.498 2123 2127 2130 rBv4 26175 42192 1.28% 0.095%
31 15.627 2142 2149 2154 rBV 50187 71356 2.17% 0.160%
32 15.986 2206 2210 2218 rBV6 34412 55737 1.70% 0.125%

33 16.668 2321 2326 2334 rBV2 174830 283265 8.62% 0.635%
34 17.010 2378 2384 2390 rBV 1601694 2236469 68.06% 5.010%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM012318\
Data File : BM013764.D

Acq On : 24 Jan 2018 11:46

Operator : SJ/JU

Sample - J1221-01

Misc :

ALS Vial : 33 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-BM011018.M
SVOA CALIBRATION

35 17.110 2395 2401 2413 rVB2 1966365 2856409 86.92% 6.398%

36 17.298 2428 2433 2438 rVB6 32697 48539 1.48% 0.109%
37 17.915 2533 2538 2547 rBV2 213635 342126 10.41% 0.766%
38 18.592 2649 2653 2656 rBV6 27692 41235 1.25% 0.092%
39 18.833 2689 2694 2699 rBV7 16672 34437 1.05% 0.077%
40 19.057 2727 2732 2734 rBV4 58056 94834 2.89% 0.212%
41 19.080 2734 2736 2744 rVVv4 66712 109878 3.34% 0.246%
42 19.174 2748 2752 2754 rVV4 56515 71715 2.18% 0.161%
43 19.204 2754 2757 2765 rVVv2 183198 283642 8.63% 0.635%
44 19.292 2769 2772 2779 rVB5 31539 60002 1.83% 0.134%
45 19.409 2787 2792 2799 rBV 2327616 3251153 98.94% 7.283%
46 19.468 2799 2802 2807 rVB3 68891 92511 2.82% 0.207%
47 19.956 2881 2885 2891 rVB8 105066 152725 4._.65% 0.342%
48 20.251 2932 2935 2941 rVB7 56450 73677 2.24% 0.165%

49 20.398 2956 2960 2963 rBV 186514 226037 6.88% 0.506%
50 20.451 2966 2969 2974 rVB7 89408 141549 4_.31% 0.317%

51 20.774 3020 3024 3029 rBV8 119022 192438 5.86% 0.431%
52 20.898 3041 3045 3048 rBV2 234152 344836 10.49% 0.772%
53 20.933 3048 3051 3058 rVB 449620 577084 17.56% 1.293%
54 21.151 3084 3088 3093 rBV7 154821 230402 7.01% 0.516%
55 21.209 3093 3098 3104 rVV 2025850 2528877 76.96% 5.665%

56 21.815 3197 3201 3212 rVB2 529271 820437 24.97% 1.838%
57 22.792 3364 3367 3374 rVB6 190600 334177 10.17% 0.749%
58 23.268 3442 3448 3461 rVB2 1723705 3286094 100.00% 7.361%
59 23.409 3466 3472 3480 rVB 1315373 2394374 72.86% 5.363%
60 23.915 3556 3558 3565 rVB3 179216 290087 8.83% 0.650%

61 24.009 3570 3574 3584 rVB5 178020 395478 12.03% 0.886%

Sum of corrected areas: 44643348
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM012318\
Data File : BM013764.D

Acq On : 24 Jan 2018 11:46

Operator : SJ/JU

Sample - J1221-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

TIC Library - C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM013764.D
2000000
1500000
1000000 10.38
7.60 10.01
7.14 8.32
6.79 8.76 947 0.53
500000 6.29 6.95
&16 4,.L77 5.41 A . 82 9.16
e e o DALY RN . WIPVESIENY | SN ol sl MY | NS AN
Time--> 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BM013764.D
19/41
2000000 15.26 17.11
13.95 17.0q1
1500000 13.67
14.26
1000000
500000 14.49 15.39
17 16.67 1r.92 9 0% A9 96058
13.07 1352mkj 14.16 |\14.69 15.12 11515063 15.99 17.30 SN
(O e e e .”.J%j.. R N L o i B B e i e e B
Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BM013764.D
21.21
23.27
2000000
P3.41
1500000
1000000 21.82
20.93
22.79 22491
500000/ 20991 115 mmvMMmJ\v\AMm~wHNf\ﬂ\Mmv»MMMdwwAJNMMAMWHMAWMw*wwﬂ~m~f\V
20.7
o s et o B S e e o B i e
Time--> 21.00 21.50 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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM012318\
Data File : BM013764.D

Acq On : 24 Jan 2018 11:46

Operator : SJ/JU

Sample - J1221-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-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 _alpha.-Pinene Concentration Rank 1

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

6.29 10.97 ng/ul 619928 1,4-Dichlorobenzene-d4 7.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _alpha.-Pinene 136 C10H16 000080-56-8 94
2 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C10H16 004889-83-2 94
3 .alpha.-Pinene 136 C10H16 000080-56-8 94
4 _.gamma.-Terpinene 136 C10H16 000099-85-4 91
5 _alpha.-Pinene 136 C10H16 000080-56-8 91

Abundance Scan 562 (6.293 min): BM013764.D (-555) (-) m/z 93.10 100.00%
']
5000
77
s || 0 o oy | o Sk 6u Gho
o m/z 91.10 50.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15699: .alpha.-Pinene
93
5000 7 600 620 640 660
m/z 77.00 33.11%
15 ‘ ‘ ‘ 107121136
0:‘ ‘:‘:‘H‘ \H\ H |‘||||||||||||||||||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
93
600 620 640 660
5000 m/z 92.10 32.78%
41 77
27 7 55 107*?1 136
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15705: .alpha.-Pinene b
93 6.00 6.20 6.40 6.60
m/z 79.00 27 .85%
5000
41
i H\ Ll H\ | L 7121136
0|||||||||‘|||l||‘|||||||||||||||||||||||||||||||||||||||| — T - ||||A||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.00 6.20 640 6.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM012318\
Data File : BM013764.D

Acq On : 24 Jan 2018 11:46

Operator : SJ/JU

Sample - J1221-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.92 3.06 ng/ul 342126 Phenanthrene-d10 17.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Pentadecanoic acid 242 C15H3002 001002-84-2 72
5 Undecanoic acid 186 C11H2202 000112-37-8 62

Abundance Scan 2539 (17.921 min): BM013764.D (-2533) (-) m/z 73.00 100.00%

7B
5
5000 129 213

17.60 17.80 18.00 18.20

0 m/z 43.05 97 .64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 80
5000 129
17.60 17.80 18.00 18.20
8 157171085 213 m/z 41.05 88.80%
143 199
ol m .‘l‘k‘. :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
57 U DU AR AR AR
17.60 17.80 18.00 18.20
5000{ 29 256 m/z 60.00 88.09%

129

97 115 213
143157171185 100" " 557,

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid

43 5 73 17.60 17.80 18.00 18.20

m/z 57.10 78.75%
129
5000 29
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

SOM-EPA-BM011018.M Wed Jan 24 16:42:47 2018 Page: 5



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM012318\
Data File : BM013764.D

Acq On : 24 Jan 2018 11:46

Operator : SJ/JU

Sample - J1221-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.20 2.24 ng/ul 283642 Chrysene-di12 21.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Octadecanoic acid 284 C18H3602 000057-11-4 95
3 Octadecanoic acid 284 C18H3602 000057-11-4 95
4 Octadecanoic acid 284 C18H3602 000057-11-4 90
5 Pentadecanoic acid 242 C15H3002 001002-84-2 70
Abundance Scan 2756 (19.198 min): BM013764.D (-2754) (-) m/z 60.10 100.00%
5000
18.80 19.00 19.20 19.40 19.60
0 m/z 41.05 96.88%
m/z--> 50 100 150 200 250 300 350
Abundance #131260: Octadecanoic acid
43
5000 AU BRI
129 284 18. 80 19. oo 19 20 19. 40 19 60
m/z 43.10 92.57%
185 241
0 . h ‘ u H‘M hH M\ l \157J I‘ ‘2}3| L I‘ ‘I26I7I\I T
m/z--> 150 200 250 300 350
Abundance
43 | 73
18:80 19.00 19.20 19.40 19.60
5000 129 m/z 73.00 89.22%
o1 185
157 007 241 284
O L e L
m/z--> éo 160 150 200 250 300 3%0
Abundance #131258: Octadecanoic acid L e
/B 7 18.80 19.00 19.20 19.40 19.60
m/z 57.00 76.35%
5000 129
97
185 oa1 284
0 }%\kthl L 1257 .L 213 | ‘?67|L| s AN e LA TSR
m/z--> 50 100 150 200 250 300 350 18.80 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM012318\
Data File : BM013764.D

Acq On : 24 Jan 2018 11:46

Operator : SJ/JU

Sample - J1221-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-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 Dehydroabietic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.90 2.73 ng/ul 344836 Chrysene-di12 21.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dehydroabietic acid 300 C20H2802 001740-19-8 93
2 Dehydroabietic acid 300 C20H2802 001740-19-8 90
3 Dehydroabietic acid 300 C20H2802 001740-19-8 83
4 Butanoic acid, 2-(cyano)(2,4,6-t... 300 C17H20N203 1000267-71-7 70
5 1-Phenanthrenecarboxylic acid, 1... 300 C20H2802 005155-70-4 60
Abundance Scan 3045 (20.898 min): BM013764.D (-3041) (-) m/z 239.15 100.00%
285
5000 197
o1 115 141
43 169 20.60 20.80 21.00 21.20
65
ol gt Lo 1] 32535 415 7585 15 68.36%
m/z--> 50 100 150 200 250 300 350 400
Abundance #144997: Dehydroabietic acid
285
239
5000
43 20.60 20.80 21.00 21.20
PV m/z 197.20 40.62%
0...“‘6‘”‘ \H \H\‘\‘ IHE-HH i ‘\ .‘.‘..|.61..‘.“....|....|..
m/z--> 50 100 200 250 300 350 400
Abundance
239 285
20.60 20.80 21.00 21.20
5000 m/z 141.00 23.26%
197
141
18 %3 g9 91 1177 169
mz-> 50 100 150 200 250 300 350 400
Abundance #144998: Dehydroabietic acid e LTSS
239 285 20.60 20.80 21.00 21.20

m/z 240.15 18.62%

5000
197

43 117 L
91

m/z--> 50 100 150 200 250 300 350 400 20 60 20.80 21. 00 21.20

o
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM012318\
Data File : BM013764.D

Acq On : 24 Jan 2018 11:46

Operator : SJ/JU

Sample - J1221-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-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 Dichloroacetic acid, heptad... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.93 4_.56 ng/ul 577084 Chrysene-d12 21.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36CI1202 1000282-98-2 94
2 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 93
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
5 1-Nonadecene 266 C19H38 018435-45-5 91
Abundance Scan 3051 (20.933 min): BM013764.D (-3048) (-) m/z 57.05 100.00%
g7 83
- T M“JL\AJ\
LN IR B
139 168 194 251 281 20.60 20.80 21.00 21.20
ol L joo 100 226200 280 37 se 415 | SRt 50 e
m/z--> 50 100 150 200 250 300 350 400
Abundance #194133: Dichloroacetic acid, heptadecy! ester
57 83
5000 AR AR SULAN IR
mn 20.60 20.80 21.00 21.20 |
29 m/z 83.10 92 .36%
oLl L -“H‘. | rPtes 210238 a66 205
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
83 USRS U SRR
20.60 20.80 21.00 21.20
5000 111 m/z 43.10 92.08%
29 139 9 210 255 406
by e e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #205392: Trichloroacetic acid, hexadecy! ester LN B
20.60 20.80 21.00 21.20
69 m/z 69.10 88.00%
97
5000
125
0‘ J LIl ‘L l15|3 196 224
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20 |
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM012318\
Data File : BM013764.D

Acq On : 24 Jan 2018 11:46

Operator : SJ/JU

Sample - J1221-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 6 1-Heneicosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.82 6.49 ng/ul 820437 Chrysene-di12 21.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 n-Tetracosanol-1 354 C24H500 000506-51-4 90
4 Octacosanol 410 C28H580 000557-61-9 89
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 83

Abundance Scan 3202 (21.821 min): BM013764.D (-3197) (-) m/z 55.05 100.00%

55

i

5000
207 2160 21.80 22.00 22.20
253283 325357 : = : :
Y- 397929401489 °%0 | "7z 97.05  98.64%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155046: 1-Heneicosanol
55 83
5000 LA L L L L LB

21. 60 21. 80 22. OO 22. 20
m/z 83.05 95 .36%

11
i \H\ “\ i

?2467196 238266294

(O B o A e e R o
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55 83
A ]
21.60 21.80 22.00 22.20
5000 11 m/z 69.10 92.81%
139
o 27 167196224252280308
R A e s SR
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #186968: n-Tetracosanol-1 T L e N A
57 97 21.60 21.80 22.00 22.20
m/z 43.10 91.70%
5000
25
29 &3
ol 1, 1193181210238266 308336
L B ettt et Pk atuhediin At A
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 21'60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM012318\
Data File : BM013764.D

Acq On : 24 Jan 2018 11:46

Operator : SJ/JU

Sample - J1221-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-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 (DEL) Alkane: Cyclic22.79 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.79 2.79 ng/ul 334177 Perylene-di12 23.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Methyl-E-9-octadecene 266 C19H38 1000130-87-1 93
2 9-Nonadecene 266 C19H38 031035-07-1 91
3 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 90
4 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 87
5 Z-5-Nonadecene 266 C19H38 1000131-11-8 87
Abundance Scan 3367 (22.792 min): BM013764.D (-3364) (-) m/z 57.10 100.00%
57 o7
5000
125 281 LN U AR SR
171 203 250 356 401429 461 22.40 22.60 22.80 23.00 23.20
Oty m/z 97.05 86.73%
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #115911: 4-Methyl-E-9-octadecene
43
69
5000 o7 266 LN U SRR SR
22.40 22.60 22.80 23.00 23.20
m/z 43.10 86.71%
Lo
Ouuul‘ ‘\H\M ..‘l‘l‘.‘.‘f.“‘...|....|....|....|....
m/iz--> 0 50 150 200 250 300 350 400 450
Abundance
55
83 LN U IR SR
22.40 22.60 22.80 23.00 23.20
5000{ g m/z 83.10 83.41%
111
139 167 238 2%
o7 e e e e e e
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #185169: Heptadecy! trifluoroacetate L A B e S S
57 22.40 22.60 22.80 23.00 23.20
97 m/z 69.05 72.96%
5000
29 125
0 JL ]1‘54 182 210 238 283 334
m/iz--> 0 50 ﬁ01% 200 £o3® 350 400 450 22.40 22.60 22.80 23.00 23.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM012318\
Data File : BM013764.D

Acq On : 24 Jan 2018 11:46

Operator : SJ/JU

Sample - J1221-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-M
SVOA CALIBRATION

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

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

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.92 2.42 ng/ul 290087 Perylene-d12 23.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 89
2 Octadecane, 9-ethyl-9-heptyl- 380 C27H56 055282-27-4 72
3 Tridecane 184 C13H28 000629-50-5 64
4 Tridecane 184 C13H28 000629-50-5 59
5 Octadecane 254 C18H38 000593-45-3 59
Abundance Scan 3559 (23.921 min): BM013764.D (-3556) (-) m/z 57.05 100.00%
g7
85
5000
153 159 211 .|| 2360 7350 2100 2420
0 Al m/z 71.10 94_30%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57
5000 AR AR RN SRR
85 23.60 23.80 24.00 24.20
29 m/z 43.10 80.53%
ol 1| h‘u i \ ‘ ‘141 169 197 225 253 282
m/z--> 50 100 1éo 200 250 300 350 400
Abundance
43
71 U SN SRR
23.60 23.80 24.00 24.20
5000 m/z 85.10 67 .85%
253
9 127 155 183 211 281 300 351
- T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #48835: Tridecane e R S e L
57 23.60 23.80 24.00 24.20
m/z 41.10 48.18%
5000
85
29
0 ‘ |\ | 1113 141 184
m/z--> 50 100 150 200 250 300 350 400 23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM012318\
Data File : BM013764.D

Acq On : 24 Jan 2018 11:46

Operator : SJ/JU

Sample - J1221-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_-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: Cyclic24.01 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24 .01 3.30 ng/ul 395478 Perylene-d12 23.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Heneicosene (c,t) 294 C21H42 095008-11-0 60
2 5-Octadecene, (E)- 252 C18H36 007206-21-5 58
3 Cyclohexanone, 3-ethyl- 126 C8H140 022461-89-8 46
4 Cyclohexane, 1,2-dimethyl-3-pent... 224 C16H32 062376-17-4 46
5 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 45
Abundance Scan 3574 (24.009 min): BM013764.D (-3570) (-) m/z 83.10 100.00%
57 83
. W\/\WMN
355 AR UNRAA BN SN B
251 297 30c 387417 477 23.60 23.80 24.00 24.20 24.40
m/z 57.10 90.16%

Ok

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #139793: 10-Heneicosene (c,t)
55

5000 29 LA B L L L L L L L LB
111 23 60 23. 80 24 00 24. 20 24, 40
m/z 97.05 68.65%
139 294
167
ol ‘ | L e
m/z--> 0 50 15 200 250 300 350 400 450
Abundance
55
e AR L
83 23.60 23.80 24.00 24.20 24.40
5000 m/z 55.00 62.80%
29 111
o 139 168 195 224 252
e o e B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #11359: Cyclohexanone, 3-ethyl- B BEE e e
a1 83 23.60 23.80 24.00 24.20 24.40
m/z 69.05 61.66%
5000
126
L

O R B e R
0

50 100 150 200 250 300 350 400 450 23 60 23. 80 24 00 24. 20 24. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM012318\
Data File : BM013764.D

Acq On : 24 Jan 2018 11:46

Operator : SJ/JU

Sample - J1221-01

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_.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]
-alpha.-Pinene 6.29 11.0 ng/ul 619928 1 7.60 1130100 20.0
n-Hexadecanoic acid 17.92 3.1 ng/ul 342126 4 17.01 2236470 20.0
Octadecanoic acid 19.20 2.2 ng/ul 283642 5 21.21 2528880 20.0
Dehydroabietic acid 20.90 2.7 ng/ul 344836 5 21.21 2528880 20.0
Dichloroacetic ac... 20.93 4.6 ng/ul 577084 5 21.21 2528880 20.0
1-Heneicosanol 21.82 6.5 ng/ul 820437 5 21.21 2528880 20.0
(DEL) Alkane: Cyc... 22.79 2.8 ng/ul 334177 6 23.41 2394370 20.0
(DEL) Alkane: Str... 23.92 2.4 ng/ul 290087 6 23.41 2394370 20.0
(DEL) Alkane: Cyc... 24.01 3.3 ng/ul 395478 6 23.41 2394370 20.0
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