LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031218\
Data File : BM014533.D

Aca On : 13 Mar 2018 00:35

Operator : SJ/JU

Sample : J1813-06

Misc :

ALS Vial : 17 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:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418.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 4.628 291 296 299 rBV2 27521 41073 1.41% 0.117%
2 4 .657 299 301 309 rVB5 20913 31331 1.08% 0.090%
3 6.687 638 646 659 rBV 379368 822607 28.24% 2.350%
4 6.828 665 670 682 rBV 337036 551244 18.92% 1.575%
5 7.016 694 702 715 rBV 496423 863713 29.65% 2.468%
6 7.475 771 780 793 rBV 381812 675979 23.20% 1.931%
7 8.210 898 905 919 rBV2 465541 954116 32.75% 2.726%
8 8.640 970 978 994 rBV 516055 925412 31.77% 2.644%
9 9.351 1092 1099 1112 rBV 461512 877440 30.12% 2.507%
10 9.898 1182 1192 1210 rBV 505943 1149840 39.47% 3.285%

11 10.245 1243 1251 1259 rBV 562457 948737 32.57% 2.711%
12 10.416 1271 1280 1305 rBV 396979 1000537 34.34% 2.859%
13 12.945 1703 1710 1715 rBV3 23515 37789 1.30% 0.108%
14 13.563 1809 1815 1820 rBV 1256474 1831294 62.86% 5.232%
15 13.610 1820 1823 1836 rVB 184044 326148 11.20% 0.932%

16 13.827 1853 1860 1871 rBV 1379357 2064348 70.86% 5.898%
17 14.039 1892 1896 1902 rBV2 58109 80935 2.78% 0.231%
18 14.139 1906 1913 1926 rVB2 788238 1250516 42.92% 3.573%
19 14.439 1958 1964 1980 rBV2 242199 783724 26.90% 2.239%
20 14.998 2055 2059 2066 rBV2 61784 91104 3.13% 0.260%

21 15.145 2078 2084 2093 rBV 1637108 2365313 81.19% 6.758%
22 15.321 2109 2114 2123 rBV 374267 718525 24.66% 2.053%

23 15.392 2123 2126 2133 rVB7 40285 78541 2.70% 0.224%
24 15.868 2200 2207 2213 rBvV4 42853 62537 2.15% 0.179%
25 16.457 2301 2307 2313 rBV6 18374 31442 1.08% 0.090%

26 16.904 2376 2383 2391 rBV2 1067441 1545533 53.05% 4.416%
27 17.004 2394 2400 2414 rVB 1690016 2598967 89.21% 7.426%
28 17.815 2533 2538 2549 rBV 352195 542605 18.63% 1.550%
29 18.962 2728 2733 2735 rBv4 39069 64409 2.21% 0.184%
30 19.104 2753 2757 2764 rBV3 131434 200774 6.89% 0.574%

31 19.251 2777 2782 2788 rBV 537552 599931 20.59% 1.714%
32 19.315 2788 2793 2800 rVvv2 2098290 2913286 100.00% 8.324%
33 19.368 2800 2802 2806 rVB5 33668 35027 1.20% 0.100%
34 20.198 2940 2943 2946 rBV5 28417 39620 1.36% 0.113%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031218\
Data File : BM014533.D

Aca On : 13 Mar 2018 00:35

Operator : SJ/JU

Sample : J1813-06

Misc :

ALS Vial : 17 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:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM021418.M
Title = SVOA CALIBRATION
35 20.245 2948 2951 2952 rBV3 39485 41238 1.42% 0.118%

36 20.304 2957 2961 2966 rVB 384328 412665 14.16% 1.179%
37 20.368 2969 2972 2975 rVB5 44763 53552 1.84% 0.153%
38 20.833 3047 3051 3059 rVvB2 661567 761211 26.13% 2.175%
39 21.127 3096 3101 3106 rBV 1311492 1717513 58.95% 4.907%
40 23.156 3439 3446 3457 rVB2 1633873 2866877 98.41% 8.191%

41 23.292 3463 3469 3480 rVB2 836194 1604023 55.06% 4 ._.583%
42 25.544 3846 3852 3860 rVB2 168411 438443 15.05% 1.253%

Sum of corrected areas: 34999919
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031218\
Data File : BM014533.D

Aca On : 13 Mar 2018 00:35

Operator : SJ/JU

Sample : J1813-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_M
SVOA CALIBRATION

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

Abundance TIC: BM014533.D
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C L0

Time--> 300 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 1000 1050 11.00 11.50
Abundance TIC: BM014533.D

19,32
2000000

15.15 17.00

1500000 13.83

13.56
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o

1000000
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500000 15,30
sl 14.44
12.95 {}4- A\~_ 1500 1839 1587  16.46

T R e o e ik

Time--> 12.00 12,50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM014533.D

2000000 23.16

21.13
1500000

23.29

1000000
20.83
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500000

T

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 2500 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

SOM-EPA-BM021418.M Tue Mar 13 18:16:34 2018 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031218\
Data File : BM014533.D

Aca On : 13 Mar 2018 00:35

Operator : SJ/JU

Sample : J1813-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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 1 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.82 7.02 ng/ul 542605 Phenanthrene-d10 16.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 92
4 Pentadecanoic acid 242 C15H3002 001002-84-2 76
5 Tridecanoic acid 214 C13H2602 000638-53-9 72
Abundance Scan 2539 (17.821 min): BM014533.D (-2533) (-) m/z 41.10 100.00%
1 55 73
5000 129
213
97
15 | 143197170185 g 256 17.60 17.80 18.00 18.20
o} m/z 55.00 91.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 78
5000 129
17.60 17.80 18.00 18.20
97 m/z 43.10 88.30%
115 157 213 256
H | 143771 111185199 29759
0‘ HI\“IH IMH ‘H Hul‘::::l::‘:: |‘||| SN N, o —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 78
17.60 17.80 18.00 18.20
5000 29 m/z 73.05 87.08%
129
87 115 171 214
o 101 143157 | 185,94
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 78 ﬂmﬂmmmmm
43 m/z 60.10 82.15%
5000 129
29
’ 1s oh 214
T o1 ‘ 143157 | 185
0|-‘l--‘i‘-‘--”l“|‘-“‘”‘ H\ “‘|-‘-‘ I""I""I""I""' A RERRERRE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031218\
Data File : BM014533.D

Aca On : 13 Mar 2018 00:35

Operator : SJ/JU

Sample : J1813-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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 2 Octadecanoic acid Concentration Rank 6

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

19.10 2.34 ng/ul 200774 Chrysene-di12 21.13

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 93
3 Octadecanoic acid 284 C18H3602 000057-11-4 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Octadecanoic acid 284 C18H3602 000057-11-4 70

Abundance

5000

Scan 2756 (19.098 min): BM014533.D (-2753) (-)

04
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid
73
43
129
5000 284
97 185 241
0! 2 IM‘HI‘ Ml ..Il... \15“7 .“ A ‘I 2}3“& I \2|6|5 .‘. ———
m/z--> 50 100 150 200 250 300 350
Abundance
43 73
5000 129
97 185 a1 284
26 157 213 265
ot T
m/z--> 100 150 200 250 300 350

Abundance

o

#131261: Octadecanoic acid

50
il ic]
5000 129
241 284
207
| ‘:‘ IJH\I “IL ‘IMIU ::-5‘7 |L . \I Ll I‘ ||| |“| |
50 100

o
T T
150 200 250 300 350

m/z

73.10 100.00%

18.80 19.00 19.20 19.40

m/z

18.80 19.00 19.20 19.40

60.00

81.19%

m/z

55.10

80.73%

18.80 19.00 19.20 19.40

m/z

18.80 19.00 19.20 19.40

57.05

75.65%

m/z

18.80 19.00 19.20 19.40

43.00

74 .15%
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031218\
Data File : BM014533.D

Aca On : 13 Mar 2018 00:35

Operator : SJ/JU

Sample : J1813-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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 3 Hexadecanoic acid, butyl ester Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
19.25 6.99 ng/ul 599931 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 70
3 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 62
4 Hexadecanoic acid. 2-methvlpropv... 312 C20H4002 000110-34-9 45
5 1-Hexanol, 3,5,5-trimethyl- 144 C9H200 003452-97-9 35

Abundance Scan 2782 (19.251 min): BM014533.D (-2777) (-) m/z 56.05 100.00%
56
5000 257
83 129 239 DG U ) W
01 185 213 | 19.00 19.20 19.40 19.60
157
o Pkl Loy (288 312 385 1 o741 10 80.50%
m/z--> 50 100 150 200 250 300 350
Abundance #154930: Hexadecanoic acid, buty| ester
56
5000 AREAD
257 19.00 19.20 19.40 19.60
a3 239 m/z 57.05 69.15%
101
oL H\ H‘ w i Hi | ,157;1,8“?|2,1? | ooos 2
m/z--> 150 200 250 300 350
Abundance
56
19.00 19.20 19.40 19.60
5000 m/z 43.10 66.46%
29
o 831091 129 157 185 213 239257 501 319
m/z--> éo 160 1éo 260 250 360 3%0
Abundance #154932: Hexadecanoic acid, butyl ester
56 19.00 19.20 19.40 19.60
m/z 55.05 51.91%
5000
2 257
83101 1 239
OII\‘I\I\IJI‘“\ II\I\II :II'5|7|]:8§|2|13||L|\{| |2|83| 3:"[2...|. R
m/z--> 50 150 200 250 300 350 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031218\
Data File : BM014533.D

Aca On : 13 Mar 2018 00:35

Operator : SJ/JU

Sample : J1813-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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 4 Octadecanoic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
20.30 4.81 ng/ul 412665 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 94
2 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 80
3 Butvl mvristate 284 C18H3602 000110-36-1 50
4 Docosanoic acid 340 C22H4402 000112-85-6 44
5 1-Piperidinyloxy, 4-(hydroxyimin... 185 C9H17N202 003229-75-2 38

Abundance Scan 2960 (20.298 min): BM014533.D (-2957) (-) m/z 56.10 100.00%
56
5000
73
129 285 N A TS i
3 97 4716 185 207 41 267 241 20,00 20,20 20.40 20.60
0 m/z 43.10 77.10%
m/z--> 50 100 150 200 250 300
Abundance #177148: Octadecanoic acid, butyl ester
56
5000 285 340 20,00 20.20 20.40 20.60
73 . 267 m/z 41.05  74.40%
97 241
ol— |3\| I \M \N .‘N‘.‘h‘ll .“h. ‘. |‘1|53| . .‘. |2|13| " .‘ I .‘. .‘ ; ‘|3:.I-1. —
m/z--> 50 100 150 200 250 300
Abundance
57
20,00 20.20 20.40 20.60
5000 m/z 57.10 70.28%
29 267285
83
o 1'% oy 185 515 2m 310 340
m/z--> o 'éol ' "160' ' "1éo' ' "200' B '250' B '360" B
Abundance #131257: Butyl myristate T T T R T
56 20.00 20.20 20.40 20.60
m/z 55.10 59.82%
5000 229
73
3 ‘ ‘ 101 2 185 le 284
OIII\III“U‘Ix“\lw\\lllu‘\l‘I |‘15|7|‘|‘|||‘|‘| |‘25|5||||||||| AR m s e
m/z--> 50 100 150 200 250 300 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031218\
Data File : BM014533.D

Aca On : 13 Mar 2018 00:35

Operator : SJ/JU

Sample : J1813-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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 5 (DEL) Alkane: Cyclic20.83 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.83 8.86 ng/ul 761211 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 Octacosanol 410 C28H580 000557-61-9 76
4 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 68
5 1-Heptacosanol 396 C27H560 002004-39-9 68
Abundance Scan 3051 (20.833 min): BM014533.D (-3047) (-) m/z 43.10 100.00%
43| 69
97
5000
1o " 20.60 20.80 21.00 21.20
154180207 : : : :
| 180207235 281308 343 m/z 55.00 96.23%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #151538: 1-Docosene
55
97
5000 RN IR BN
29 20.60 20.80 21.00 21.20
105 m/z 57.10 89.76%
Oluu“.“ I\IHII‘H‘I\H\I bt \|1|5‘|3E|'|8]|' T ....3|0.8...|....|....|....|..
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
55 83
" 20.60 20.80 21.00 21.20
5000 11 m/z 69.05 84.34%
29
0 139167196224252280308
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #215904: Octacosanol b e o I, St
57 20.60 20.80 21.00 21.20
97 m/z 83.10 79.11%
5000
125
0 %?‘ ‘ l 153181209236 264292 322 364392
mz-> 0 50 100 150 200 250 300 350 400 450 500 20,60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM031218\
Data File : BM014533.D

Aca On : 13 Mar 2018 00:35

Operator : SJ/JU

Sample : J1813-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM021418_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 Farnesyl bromide Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
25.54 5.47 ng/ul 438443 Perylene-di12 23.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Farnesvl bromide 284 C15H25Br 006874-67-5 60
2 Guaia-3.9-diene 204 C15H24 000489-83-8 43
3 1H-3a.7-Methanoazulene. 2.3.6.7.... 204 C15H24 000560-32-7 42
4 5-(2-Nitrophenvlthio)-1.2.3.4.5-... 289 C16H19NO2S 187338-98-3 18
5 4H-Pyran-4-one, 3-acetyl-2-[(1,3... 301 C16H15NO5 1000350-08-0 18
Abundance Scan 3851 (25.538 min): BM014533.D (-3846) (-) m/z 71.10 100.00%

71 204

5000
316 Trrrrryrrrryrrrr|yrrrr
358387 431 489 25.20 25.40 25.60 25.80
0 m/z 204.20 88.73%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #130771: Farnesyl bromide
69 93
204
a1 119
5000
161 25.20 25.40 25.60 25.80
m/z 68.10 84.10%
286
iy b2 T
o e B B s
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
105 135161 204
e
a1 25.20 25.40 25.60 25.80
5000 m/z 135.10 69.21%
81
oL e A
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #64538: 1H-3a,7-Methanoazulene, 2,3,6,7,8,8a-hexahydro-1,4...  REaa
135 25.20 25.40 25.60 25.80
93 m/z 69.10 65.88%
5000
4t 204
161
[
I O S O O N
m/z--> 50 100 150 200 250 300 350 400 450 25.20 25.40 25.60 25.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM031218\
Data File : BM014533.D

Acq On : 13 Mar 2018 00:35

Operator : SJ/JU

Sample - J1813-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM021418_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]
n-Hexadecanoic acid 17.82 7.0 ng/ul 542605 4 16.90 1545530 20.0
Octadecanoic acid 19.10 2.3 ng/ul 200774 5 21.13 1717510 20.0
Hexadecanoic acid... 19.25 7.0 ng/ul 599931 5 21.13 1717510 20.0
Octadecanoic acid... 20.30 4.8 ng/ul 412665 5 21.13 1717510 20.0
(DEL) Alkane: Cyc... 20.83 8.9 ng/ul 761211 5 21.13 1717510 20.0
Farnesyl bromide 25.54 5.5 ng/ul 438443 6 23.29 1604020 20.0
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