LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103245.D
Aca On : 27 Feb 2018 3:41 Instrument :
Operator : SJ/JU E?Afs el

- _ lentosampleld :
3?22'6 : J1649-04 OIL-SEP-EXC-SW@2.5
ALS Vial : 26 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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 F\METHODS\8270-BF022218.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 2.152 3 11 17 rBvV 951064 1298416 35.28% 3.977%
2 5.110 511 514 526 rVB 145574 196752 5.35% 0.603%
3 5.504 576 581 584 rBVY 3444088 3595041 97.70% 11.011%
4 6.510 747 752 771 rBVY 3117855 3679850 100.00% 11.271%
5 6.645 771 775 779 rBV 3478325 3499841 95.11% 10.720%
6 6.875 810 814 822 rBVY 1044958 877024 23.83% 2.686%
7 7.028 836 840 844 rBVY 2705011 2693566 73.20% 8.250%
8 7.439 905 910 913 rBVY 2298828 2173980 59.08% 6.659%
9 8.157 1028 1032 1045 rBV 1233425 1123787 30.54% 3.442%
10 9.228 1210 1214 1218 rBvV 3227162 3285689 89.29% 10.064%
11 9.298 1224 1226 1230 rVB 52491 41332 1.12% 0.127%
12 9.622 1275 1281 1288 rBV 241650 228261 6.20% 0.699%
13 9.827 1313 1316 1320 rBV 113128 95744 2.60% 0.293%
14 9.916 1327 1331 1339 rVvB 1060069 1023473 27.81% 3.135%
15 10.327 1398 1401 1404 rVB 114668 91750 2.49% 0.281%
16 10.704 1461 1465 1479 rBV 1600481 1703455 46.29% 5.218%
17 10.804 1479 1482 1493 rVB 65699 73239 1.99% 0.224%
18 11.404 1580 1584 1587 rBV 993019 884419 24.03% 2.709%
19 11.427 1587 1588 1592 rVB 111719 71128 1.93% 0.218%
20 11.916 1667 1671 1673 rBV2 44810 47629 1.29% 0.146%
21 12.621 1788 1791 1795 rBV 91464 78169 2.12% 0.239%

22 12.792 1817 1820 1824 rVV 527098 455128 12.37% 1.394%
23 12.851 1824 1830 1832 rVV2 126095 134456 3.65% 0.412%
24 12.868 1832 1833 1837 rVB 93443 66934 1.82% 0.205%
25 12.992 1849 1854 1857 rBV 2520762 2491316 67.70% 7.631%

26 13.498 1937 1940 1944 rBV 409757 349816 9.51% 1.071%
27 13.545 1944 1948 1950 rBV2 65307 59276 1.61% 0.182%
28 13.868 2000 2003 2013 rBV 397317 508734 13.82% 1.558%
29 14.051 2030 2034 2037 rBV 740166 735120 19.98% 2.252%

30 14.192 2055 2058 2062 rVvVv 81722 77961 2.12% 0.239%
31 14.504 2108 2111 2116 rBV 79333 96397 2.62% 0.295%
32 14.810 2158 2163 2167 rBV2 141925 196010 5.33% 0.600%
33 14.886 2173 2176 2183 rVB 62063 67319 1.83% 0.206%
34 15.151 2218 2221 2227 rVB2 74452 76934 2.09% 0.236%

8270-BF022218_.M Tue Feb 27 10:44:42 2018 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103245.D

Aca On : 27 Feb 2018 3:41

Operator : SJ/JU

Sample : J1649-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

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

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF022218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.551 2283 2289 2296 rBV 369479 570603 15.51% 1.748%

Sum of corrected areas: 32648549
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103245.D

Aca On : 27 Feb 2018 3:41

Operator : SJ/JU

Sample : J1649-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

3000000
2500000
2000000
1500000
1000000§: 15

500000

TIC: BF103245.D

550
6.51

5.11

7.03

7.44

6.87

0
Time-->

5.00

5.50

Abundance

3000000

2500000

2000000

1500000

TIC: BF103245.D

10.70

12.99

8.16

9.92 11.40

1000000

500000

10.33 43

0.80 1

11.92

13.50
.54

T
10.50 11.00

11.50

12.00

0
Time-->

12.50

13.00

13.50

Abundance TIC: BF103245.D

3000000

2500000

2000000

1500000

1000000 14.05

500000 1555

1419 1450 148%9 1515

18.00

17.00 17.50

16.00 16.50

14.00 14.50

15.00 15.50

Time-->

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103245.D

Aca On : 27 Feb 2018 3:41

Operator : SJ/JU

Sample : J1649-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT 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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.15 29.61 ng 1298420 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23

Abundance Scan 11 (2.152 min): BF103245.D (-3) (-) m/z 73.00 100.00%

n
5000 43
55 87

36| 65 220 230 240 2.50 2.60
0"'I""I'"'I'"'I""III'l"l"""I""Il'!"l""l""l""I""I""I"" m/z 43.00 41.11%

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000

2.20 2.30 2.40 2.50 2.60

‘ 55 87 m/z 55.00 31.20%
0 \‘ ‘ ‘\
,,,,,,,,,,,,,,
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 A = oSS
2.20 2.30 2.40 2.50 2.60
5000 41 55 m/z 87.00 25.39%
29
0 65 97 112 129
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1995: Silane, tetramethyl- AR A A aas mas
3 220 230 2.40 2.50 2.60

m/z 41.00 13.81%

5000 J\
43
2 15 2 ] 53 g | 88

Ot P e e e RN BE A S s o

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103245.D

Aca On : 27 Feb 2018 3:41

Operator : SJ/JU

Sample : J1649-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

5.11 4.49 ng 196752 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 514 (5.110 min): BF103245.D (-511) (-) m/z 42.95 100.00%
43
59
5000
1o 480 500 520 540
o..,....,....,....',':~...,“??-r.i...‘?g,....,??..,...:,'....,. m/z 58.95 60.60%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR AR AR LR AR
4.80 500 5.20 5.40
59 m/z 101.00 18.42%
0 21 37 53“‘ o7 778 o ‘O
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
480 500 520 540
5000 m/z 57.95 17.00%
41
53 73 86
S S S I IR UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl-
59 4.80 500 5.20 5.40
m/z 41.00 8.14%
5000
a1 101
N < AL . N N
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103245.D

Aca On : 27 Feb 2018 3:41

Operator : SJ/JU

Sample : J1649-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT 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 unknown6.65 Concentration Rank 1

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

6.65 79.81 ng 3499840 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 776 (6.651 min): BF103245.D (-771) (-) m/z 132.00 100.00%
132
5000 o8
40 % J 640 6.60 6.80 7.00
54 : : : -
0 g8 e ) w/z 68.00 36.79%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ""I"4'I'L"I""I"'
6.40 6.60 6.80 7.00
2 51 m/z 134.00 33.32%
0'"|"Lﬂﬁlw'l'l”j?"”lf"'l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
640 6.60 6.80 7.00
5000 m/z 66.00 24 _.66%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180 1
Abundance #52379: Tranylcypromine-propiony! I L o R Emn
57 132 6.40 6.60 6.80 7.00
24 m/z 96.00 13.96%
5000 g °
) AN | VIR A N HW..LL,..“u S E— 189 S | S
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103245.D

Aca On : 27 Feb 2018 3:41

Operator : SJ/JU

Sample : J1649-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT 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 Hexadecanoic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.79 12.38 ng 455128 Chrysene-di12 14 .05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 92
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 58
3 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 040482-05-1 46
4 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 037910-65-9 43
5 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 42

Abundance Scan 1820 (12.792 min): BF103245.D (-1817) (-) m/z 56.00 100.00%
56
5000
73 129 P e e
97 239 257 12.40 12.60 12.80 13.00 13.20
3 157 185 213
I !l.-.“.\.,- 1 32 “njz 57.00 53.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, buty| ester
56
5000 AR N
12.40 12.60 12.80 13.00 13.20
29 1 257 m/z 42.95 37 .86%
0 | h H‘ Yoot L 187 185 213 2?9 | 283 312
m/z--> 25 45 60 80 160 150 140 160 180 200 220 240 260 280 360 '
Abundance
56
12:40 12,60 12.80 13.00 13.20
5000 m/z 40.95 35.72%
29 73
o 97113 157 185 213 28957 5 ap
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12891: Cyclopentanecarboxylic acid, 2-amino-, trans-
56 12.40 12.60 12.80 13.00 13.20
m/z 55.00 30.05%
30 82 100 129
0 I]I'?'I”‘”\IH”I\ ||‘II|| ‘lllllHll'llll TTTT|TTTT |||||||||||||| |||||||||||||||||||| —rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103245.D

Aca On : 27 Feb 2018 3:41

Operator : SJ/JU

Sample : J1649-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT 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 7 Octadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.50 9.52 ng 349816 Chrysene-d12 14 .05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 91
2 Butvl mvristate 284 C18H3602 000110-36-1 86
3 1-Hexene. 4-methvl- 98 C7H14 003769-23-1 38
4 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 38
5 Urea, N,N"-di-2-propenyl- 140 C7H12N20 001801-72-5 38

Abundance Scan 1940 (13.498 min): BF103245.D (-1937) (-) m/z 56.00 100.00%
56
5000
g 12 — 20 1540 1960 '15'8'}*
3 185 241 . . . X
0 L udy L. B 2s i 30 Tn/z 57.00  59.36%
m/z--> 50 100 150 200 250 300
Abundance #177148: Octadecanoic acid, butyl ester
56
285 340 13.20 13.40 13.60 13.80
73 129 L85 267 m/z 43.00 41.73%
97 241
oL — |3\| I \M \N .‘N‘. ‘h‘l‘ IMMI ‘. |‘1|53| . .‘. |2|13| o .‘ I ‘ ‘ ; ‘|3:.L1. —
m/z--> 50 100 150 200 250 300
Abundance
56
13.20 1340 13.60 13.80
5000 m/z 41.00 33.47%
229
73 211
129 284
o 39 101 157 255
m/z--> 50 100 150 200 250 300
Abundance #3323: 1-Hexene, 4-methyl- T e
57 13.20 13.40 13.60 13.80
m/z 55.00 30.94%
29 JJ
5000
m/z--> 50 100 150 200 250 300 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103245.D

Aca On : 27 Feb 2018 3:41

Operator : SJ/JU

Sample : J1649-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT 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 8 Pentafluoropropionic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.87 13.84 ng 508734 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
4 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 94
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 93
Abundance Scan 2003 (13.868 min): BF103245.D (-2000) (-) m/z 57.00 100.00%
g7
83
5000
111
139 229 13.60 13.80 14.00 14.20
1 I— ,ll A 168108 29 281 m/z 43.00 83.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57
5000 LN SR UL UL UL
13.60 13.80 14.00 14.20
29 m/z 55.00 79.38%
0 \‘ 1| “ H ‘\ M \139 . 1§2 2]\-0 255 356
m/z--> 50 200 250 300 350 400
Abundance
57
83 SR AR SUNILE S SR
13.60 13.80 14.00 14.20
5000 11 m/z 83.00 71.31%
29 139 189 210 255 406
o
m/z--> 50 100 150 200 250 300 350 400
Abundance #185169: Heptadecy! trifluoroacetate R e A
57 13.60 13.80 14.00 14.20
m/z 69.00 60.90%
5000
29 125
0 J ‘ “ L \ ,154 182 210 238 283 334
m/z--> 50 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103245.D

Aca On : 27 Feb 2018 3:41

Operator : SJ/JU

Sample : J1649-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT 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 9 Heptacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.19 2.12 ng 77961 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Heneicosane 296 C21H44 000629-94-7 81
3 Dodecane. 1-iodo- 296 C12H251 004292-19-7 80
4 Octacosane 394 C28H58 000630-02-4 76
5 Hexadecane 226 Cl16H34 000544-76-3 72
Abundance Scan 2058 (14.192 min): BF103245.D (-2055) (-) m/z 57.00 100.00%
g7
5000 85 ,,~WJ\»vﬁNﬁdxﬂkdw~,w~j\,_.~
LRSI SO BRSUR R B
113 141 169191 13.80 14.00 14.20 14.40 14.60
ol bl 5T 160001 222 oelzer 30 L el NG 62, 70w
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 AL SUARULR B UL B
85 13.80 14.00 14.20 14.40 14.60
m/z 43.00 57.47%
o 290 | || M3 141 169 107 225 253 281 323 351 380
m/z--> 50 100 1éo 200 250 300 350
Abundance
57
o 13:80 14.00 14.20 14.40 14.60
5000 m/z 85.00 44 .70%
29 113
0 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350
Abundance #140552: Dodecane, 1-iodo- L I B
57 13.80 14.00 14.20 14.40 14.60
m/z 55.00 22.81%
29 113 155
m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103245.D

Aca On : 27 Feb 2018 3:41

Operator : SJ/JU

Sample : J1649-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT 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 10 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.50 2.62 ng 96397 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 87
2 Hexacosane 366 C26H54 000630-01-3 87
3 Octacosane 394 C28H58 000630-02-4 83
4 Heptadecane 240 C17H36 000629-78-7 83
5 Tetracosane 338 C24H50 000646-31-1 80
Abundance Scan 2110 (14.498 min): BF103245.D (-2108) (-) m/z 57.00 100.00%
57
5000
113 140 168 235 282 14.20 14.40 14.60 14.80
ol 9209 %7350 m/z 71.00 63.68%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
5000 L AN BN S SULRA
85 Mmmmmmmm
29 m/z 43.00 60.03%
o an i J 113 141 169 197 225 253 282
m/z--> 55 100 1%0 260 2%0 300 3%0 '
Abundance
57
14:20 14.40 14.60 14.80
5000 85 m/z 85.00 52.06%
. 29 13 141 169 197 225 253 295 323 367
m/z--> 55 160 150 260 250 360 350 '
Abundance #209565: Octacosane R AN BREaEEE S
57 14.20 14.40 14.60 14.80
m/z 55.00 27.91%
5000 85
29 113
ol ] ﬂ (141 169 197 205 253 281 309 337 365 394
m/z--> 55 100 1%0 260 250 360 3%0 ' 1420 1440 1460 1480
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103245.D

Aca On : 27 Feb 2018 3:41

Operator : SJ/JU

Sample : J1649-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT 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 11 Pentadecane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.81 6.87 ng 196010 Perylene-di12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 95
2 Eicosane 282 C20H42 000112-95-8 93
3 Octacosane 394 C28H58 000630-02-4 80
4 Hexacosane 366 C26H54 000630-01-3 74
5 Heptacosane 380 C27H56 000593-49-7 72

Abundance Scan 2163 (14.810 min): BF103245.D (-2158) (-) m/z 57.00 100.00%
57
5000 85
113 14.40 14.60 14.80 15.00 15.20
141
0 J, AAZC M 100 207 249 282 355 390 | o701 00 59.53%
m/z--> 50 100 150 200 250 300 350
Abundance #71393: Pentadecane
57
5000 AR SRR BRI DU B
85 1440 1460 14.80 15.00 15.20
m/z 43.00 59.04%
0 | \“‘ ‘\ \‘\ ih ‘113 141 169 212
m/z--> 55 160 1%0 200 2%0 300 3%0 '
Abundance
57
14.40 14.60 14.80 15.00 15.20
5000 m/z 85.00 43 .34%
85
29
o 113 141 169 197 225 253 282
m/z--> 55 160 1%0 260 2%0 300 3%0 '
Abundance #209566: Octacosane S S R
57 14.40 14.60 14.80 15.00 15.20
m/z 55.00 26.83%
5000 85
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 1440 1460 1480 1500 1520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103245.D

Aca On : 27 Feb 2018 3:41

Operator : SJ/JU

Sample : J1649-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT 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 12 Supraene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.89 2.36 ng 67319 Perylene-di12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 90
2 Saualene 410 C30H50 000111-02-4 87
3 .beta.-d-Mannofuranoside. O-aeranvl 316 C16H2806 1000154-77-2 72
4 1.6-Octadien-3-ol. 3.7-dimethvl-_.. 182 C11H1802 000115-99-1 64
5 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 64
Abundance Scan 2177 (14.892 min): BF103245.D (-2173) (-) m/z 69.00 100.00%
69
at 95 121 L1460 14'80 1500 1500
ﬂﬂWﬂ?%l 3w3m 14,60 14.80 15.00 15.20
ol l Ll J B S T P28 R | m/z 81.00 41.49%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
5000 LN LU B SUMRLE B
14.60 14.80 15.00 15.20
41 o 137 m/z 41.00 21.19%
0 ca ) bl 17 163 191 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
14,60 14.80 15.00 1520
so00l 4 m/z 67.00 15.82%
9% 137
ol g b 417 ) Je1 191217 273 209 3M 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #157868: .beta.-d-Mannofuranoside, O-gerany! AR EEREE L
69 14.60 14.80 15.00 15.20
m/z 121.00 11.88%
41
5000
93 145
oL byl P es 105 237 g67 28 e
m/z--> 50 100 150 200 250 300 350 400 14,60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103245.D

Aca On : 27 Feb 2018 3:41

Operator : SJ/JU

Sample : J1649-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integrat

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Dodecane, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.15 2.70 ng 76934 Perylene-di12 15.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvl- 184 C13H28 001560-97-0 72
2 Tricosane. 2-methvl- 338 C24H50 001928-30-9 72
3 Octacosane 394 C28H58 000630-02-4 68
4 Tetracosane. 1ll-decvl- 479 C34H70 055429-84-0 64
5 Tridecane, l-iodo- 310 C13H271 035599-77-0 64

m/z 57.00 100.00%

14.80 15.00 15.20 15.40

m/z 71.00 64 .31%

14. 80 15. 00 15. 20 15.40

m/z 43.00 61.03%

14.80 15.00 15.20 15.40

m/z 85.05 47 .58%

14.80 15.00 15.20 15.40

m/z 41.00 20.21%

Abundance Scan 2221 (15.151 min): BF103245.D (-2218) (-)
57
5000 85
. ||, |113135156 104 229 257281303 343
A o e T T e e e o o e |
m/z--> 0 50 100 150 200 250 300 350
Abundance #48851: Dodecane, 2-methyl-
43
5000 n
99 141
olz LUy, e
m/z--> 0 50 100 150 200 250 300 350
Abundance
43
5000 71
99 127 295
0 155 183 211 239 267 323
L o B e e O A A B o L i o o o o e |
m/z--> 0 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85
29 113
0 | | 141 169 197 225 253 281 309 337 365 394
L e B e B A L A B e e e e A A s B e
m/z--> 0 50 100 150 200 250 300 350

14. 80 15. 00 15. 20 15.40

8270-BF022218.

M Tue Feb 27 10:45:04 2018
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022618\
Data File : BF103245.D

Acq On : 27 Feb 2018 3:41

Operator : SJ/JU

Sample : J1649-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT 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]
Butane, 2-methoxy... 2.15 29.6 ng 1298420 1 6.87 877024 20.0
2-Pentanone, 4-hy... 5.11 4.5 ng 196752 1 6.87 877024 20.0
unknown6 .65 6.65 79.8 ng 3499840 1 6.87 877024 20.0
Hexadecanoic acid... 12.79 12.4 ng 455128 5 14.05 735120 20.0
Octadecanoic acid... 13.50 9.5 ng 349816 5 14.05 735120 20.0
Pentafluoropropio... 13.87 13.8 ng 508734 5 14.05 735120 20.0
Heptacosane 14.19 2.1 ng 77961 5 14.05 735120 20.0
Eicosane 14.50 2.6 ng 96397 5 14.05 735120 20.0
Pentadecane 14.81 6.9 ng 196010 6 15.55 570603 20.0
Supraene 14.89 2.4 ng 67319 6 15.55 570603 20.0
Dodecane, 2-methyl- 15.15 2.7 ng 76934 6 15.55 570603 20.0
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