LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112015.D

Aca On : 11 Jan 2019 15:13

Operator : JU/SJ

Sample : K1102-04

Misc :

ALS Vial : 8 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF010719.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

2.169 11 14 20 rvB 60939 87222 4.28% 0.286%
3.963 315 319 324 rBV2 27539 36456 1.79% 0.119%
517 rBV 95285 115788 5.68% 0.379%
5.510 577 582 585 rBV 1965131 1833685 89.88% 6.006%
6.516 748 753 764 rBV 2079125 2004188 98.24% 6.564%
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6.645 771 775 779 rBV 2118927 1979240 97.01% 6.482%
6.875 810 814 817 rBV 634425 560696 27.48% 1.836%
844 rBV 1712082 1561227 76.52% 5.113%
7.281 879 883 891 rBvV 428227 386607 18.95% 1.266%
7.433 904 909 912 rBV 1224944 1219128 59.76% 3.993%
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11 8.157 1028 1032 1035 rBV 762107 686601 33.65% 2.249%
12 9.227 1210 1214 1217 rBV 2489261 2040169 100.00% 6.682%
13 9.616 1277 1280 1284 rBV 466914 374972 18.38% 1.228%
14 9.910 1326 1330 1334 rBV 866881 723886 35.48% 2.371%
15 10.698 1460 1464 1468 rBV 1375743 1212923 59.45% 3.973%

16 10.898 1494 1498 1502 rBV3 22040 26625 1.31% 0.087%
17 11.398 1579 1583 1588 rBV 756676 686824 33.67% 2.249%
18 11.916 1668 1671 1677 rBV 90671 104204 5.11% 0.341%

19 12.280 1730 1733 1735 rBV3 23029 26758 1.31% 0.088%
20 12.704 1802 1805 1810 rBV5 41950 53855 2.64% 0.176%
21 12.904 1837 1839 1841 rBV3 45763 32878 1.61% 0.108%
22 12.980 1846 1852 1855 rVV 1821390 1716913 84.16% 5.623%
23 13.139 1877 1879 1880 rBV 41218 34107 1.67% 0.112%
24 13.210 1889 1891 1894 rBV3 57277 58675 2.88% 0.192%

25 13.668 1966 1969 1972 rBV 1140749 965540 47.33% 3.162%

26 13.698 1972 1974 1975 rVV 86903 62934 3.08% 0.206%
27 13.745 1979 1982 1983 rVV3 101671 128196 6.28% 0.420%
28 13.774 1985 1987 1988 rVvVv 197740 149765 7.34% 0.491%
29 13.798 1988 1991 1997 rVV3 266046 461072 22.60% 1.510%
30 13.868 2001 2003 2008 rVVv2 522875 605988 29.70% 1.985%

31 13.957 2015 2018 2020 rBV3 145151 165117 8.09% 0.541%
32 13.980 2020 2022 2023 rVV 102715 74269 3.64% 0.243%
33 14.009 2023 2027 2029 rVV3 168084 267996 13.14% 0.878%
34 14.039 2029 2032 2035 rVB 811146 758918 37.20% 2.486%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112015.D

Aca On : 11 Jan 2019 15:13

Operator : JU/SJ

Sample : K1102-04

Misc :

ALS Vial : 8 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:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.162 2051 2053 2054 rBV2 109770 91969 4_.51% 0.301%

36 14.321 2076 2080 2083 rBV 1550347 1394051 68.33% 4 _566%
37 14.374 2087 2089 2091 rBV2 129027 124701 6.11% 0.408%
38 14.504 2109 2111 2114 rBV 352864 338166 16.58% 1.108%
39 14.956 2185 2188 2191 rBV 515198 468203 22.95% 1.533%
40 15.151 2219 2221 2224 rBVY 131717 138466 6.79% 0.454%

41 15.521 2279 2284 2290 rBVY 548926 893799 43.81% 2.927%
42 15.739 2318 2321 2326 rBVY 167927 204691 10.03% 0.670%
43 15.803 2330 2332 2335 rBV3 111646 135535 6.64% 0.444%
44 16.492 2447 2449 2455 rVB3 173184 240183 11.77% 0.787%
45 17.092 2546 2551 2557 rBV3 131786 239911 11.76% 0.786%

46 17.274 2574 2582 2588 rBV3 435853 1044832 51.21% 3.422%
47 17.356 2590 2596 2603 rVB2 643282 1422446 69.72% 4_.659%
48 17.680 2646 2651 2661 rVB4 439033 1047529 51.35% 3.431%
49 17.939 2689 2695 2703 rBV3 579941 1461435 71.63% 4.787%
50 18.186 2735 2737 2742 rVB5 81912 83039 4_.07% 0.272%

Sum of corrected areas: 30532378
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112015.D

Aca On : 11 Jan 2019 15:13

Operator : JU/SJ

Sample : K1102-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF112015.D

6.55-65
2000000 5.51

7.03

1500000
7.43

1000000

6.87
500000 7.28

2L 3.9 509 L L i

e A

T T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF112015.D
9{23

12.98
2000000

1500000 10.70

1000000
8.16 9.91 11.40

500000 9.62

ot e —————————— e T o e

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF112015.D

14.32
2000000

1500000

14.96 15.52 17.36

1000000

500000

7

R I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112015.D

Aca On : 11 Jan 2019 15:13

Operator : JU/SJ

Sample : K1102-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 17

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

5.09 4.13 ng 115788 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 45
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 32
4 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 23

Abundance Scan 511 (5.092 min): BF112015.D (-506) (-) m/z 43.05 100.00%
43
59
5000
101 480 5.00 520 5.40
..,....,....,....','::..,?3.':1,....,....,5.‘3...,....,|...., m/z 59.00 55.73%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LA N UL LIS I
59 480 500 520 540
m/z 101.10 18.83%
25 3L 37 , 83 g3 M1
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance #8344: 3-Hexanol, 4-methyl-
59
480 500 520 540
5000 41 m/z 58.10 14 _.38%
31
| [
"I':'I?'I""ll""‘il""lé?‘l"i'"'i'"'I""I"'g'8l""l
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4119: Butyl aldoxime, 3-methyl-, syn- R N REAEEEEEs
59 480 5.00 520 5.40
m/z 41.00 10.69%
41
5000
86
Sl i 1y ?\9 ‘ 101
m/z--> 10 20 30 40 50 60 70 8 9 100 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112015.D

Aca On : 11 Jan 2019 15:13

Operator : JU/SJ

Sample : K1102-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 unknown6.65 Concentration Rank 1

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

6.65 70.60 ng 1979240 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-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 776 (6.651 min): BF112015.D (-771) (-) m/z 132.00 100.00%
5000 68
6 L B
54 75 104 6.40 6.60 6.80 7.00
..,....,....,...:,“.'..7,:! .6?.l.|....,..5.‘.7,..!.,.':..,.1.1.5.,....,"...,.. m/z 68.10 37.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 U IR I L
6.40 6.60 6.80 7.00
0,
314 5 78 m/z 134.00 33.94%
'w'“'w'“J”Jh'L'w'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine

132

6.40 6.60 6.80 7.00

5000 m/z 66.10 24.59%
33 44 o g7 105
78
= et
nm/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole e
132 6.40 6.60 6.80 7.00
m/z 69.10 15.52%
5000
104
51 66 77
14 27 37 4491 58 | 5,89 97 || 115
L <AL e n e S gt ) e g
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112015.D

Aca On : 11 Jan 2019 15:13

Operator : JU/SJ

Sample : K1102-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 4 Oxirane, hexadecyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.67 25.45 ng 965540 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
2 Octadecanal 268 C18H360 000638-66-4 91
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
4 1.19-Eicosadiene 278 C20H38 014811-95-1 90
5 Pentadecanal- 226 C15H300 002765-11-9 90

Abundance Scan 1969 (13.668 min): BF112015.D (-1966) (-) m/z 43.10 100.00%
4
R N RARE SRR m e
13.40 13.60 13.80 14.00
152168 194 222 250 278 306324 m/z 57.10 99 _429
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #117617: Oxirane, hexadecyl-
T Mu‘}\"ﬁm
5000 LI DAL SURELIL BN B
13.40 13.60 13.80 14.00
2 124 m/z 82.05 81.97%
152 180 208205 250 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #117606: Octadecanal
43 8 \
13.40 13.60 13.80 14.00
5000 m/z 55.10 78.43%
ZT 1 152168 194 22 L,Aajkwmw»wpf
m/z--> 2|0 4IO 60 80 100 120 140 160 180 200 220 240 260 280 300 320 /vv‘vﬂ\J
Abundance #129467: Oxirane, heptadecyl— LI L LB N L B
43 13.40 13.60 13.80 14.00
m/z 41.10 64 .80%
5000
5 110
L 166 1942109 236 264282
m/z--> 2|0 4IO 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.|40 13.I60 13.|80 14.|00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112015.D

Aca On : 11 Jan 2019 15:13

Operator : JU/SJ

Sample : K1102-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Tricosyl trifluoroacetate Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.74 3.38 ng 128196 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 64
2 2.6.10.14-Tetramethvl-7-(3-methv... 348 C25H48 1000370-41-6 60
3 Carbonic acid. octadecvl 2.2.2-t... 444 C21H39CI1303 1000314-56-3 58
4 Tricosvl heptafluorobutvrate 536 C27H47F702 1000351-83-4 58
5 Tricosyl pentafluoropropionate 486 C26H47F502 1000351-81-0 58
Abundance Scan 1981 (13.739 min): BF112015.D (-1979) (-) m/z 57.10 100.00%
g7
83
5000
234 267291 319343 13.40 13.60 13.80 14.00
m/z 55.10 83.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223732: Tricosy! trifluoroacetate
57
97
5000 AR LR RN SRR
13.40 13,60 13.80 14.00
125 m/z 83.10 72.81%
2L l L153 181 210 233 264 294 322 367 418
m/z--> 50 100 150 200 250 300 350 400
Abundance #183014: 2,6,10,14-Tetramethyl-7-(3-methylpent-4-enylidene...
69
97 AU N U
13.40 13.60 13.80 14.00
5000 m/z 43.10 72 .04%
125
L e we
m/z--> 50 100 150 200 250 300 350 400
Abundance #225717: Carbonic acid, octadecyl 2,2,2-trichloroethy! ester L B e o e e e
55 83 13.40 13.60 13.80 14.00
m/z 69.10 63.62%
| \/\MM/\
5000
195 224
.m‘ J\l | I W?‘*. il -
m/z--> 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112015.D

Aca On : 11 Jan 2019 15:13

Operator : JU/SJ

Sample : K1102-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 6 Octatriacontyl pentafluorop... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.77 3.95 ng 149765 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octatriacontvl pentafluoropropio... 697 C41H77F502 1000351-89-1 68
2 Hexatriacontvl pentafluoropropio... 669 C39H73F502 1000351-89-0 68
3 Octatriacontvl trifluoroacetate 647 CA0H77F302 1000351-88-7 52
4 Tetradecanoic acid. 2-hvdroxv-. ... 258 C15H3003 056009-40-6 49
5 Decane, 1,2-dibromo- 298 C10H20Br2 028467-71-2 49
Abundance Scan 1986 (13.768 min): BF112015.D (-1985) (-) m/z 83.10 100.00%
5000
41
13.40 13.60 13.80 14.00
m/z 97.10 99.27%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242842: Octatriacontyl pentafluoropropionate
57
97
5000 AR R FURLR N UM
1340 13.60 13.80 14.00
m/z 71.10 98.07%
2q 139 181 205 281 341376415 460 532 577 678
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242465: Hexatriacontyl pentafluoropropionate
57
o 13.40 13.60 13.80 14.00
5000 m/z 57.10 75 .04%
39
20 }LA 181 222 264 306 348 391432 504 549 650
mz-> 0 50 160 150 200 250 300 350 400 450 500 550 600 650
Abundance #242122: Octatriaconty! trifluoroacetate A BT o e
57 13.40 13.60 13.80 14.00
m/z 109.10 60.77%
97
5000
39
5l , 181 222 264 306 348 390 432 474 533 577 628
mz-> 0 50 160 1%0 200 250 300 350 400 450 500 550 600 650 13140 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112015.D

Aca On : 11 Jan 2019 15:13

Operator : JU/SJ

Sample : K1102-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 unknownl1l3.80 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.80 12.15 ng 461072 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _.alpha.-Campholenal 152 C10H160 004501-58-0 43
2 Cvclopentene. 3-ethvlidene-1-met... 108 C8H12 062338-00-5 38
3 5-Chloropentanoic acid. 2-methvl... 226 C12H15CI102 1000293-57-8 22
4 2-Butvl-3-methvlpvrazine 150 C9H14N2 015987-00-5 18
5 1-Cyclopenta-2,4-dienylundec-10-... 232 C16H240 1000190-22-6 18
Abundance Scan 1991 (13.798 min): BF112015.D (-1988) (-) m/z 108.10 100.00%
3
5000
311 ettt e
ga173 204 229 25 278 9 13.40 13.60 13.80 14.00 14.20
m/z 95.10 90 .55%
m/z--> 50 100 150 200 250 300
Abundance #25112: .alpha.-Campholenal
108
5000 LRI AN SRR SN B
13.40 13.60 13.80 14.00 14.20
0 m/z 93.10 53.18%
18 i 137
m/z--> 50 100 150 200 250 300 '
Abundance #5507: Cyclopentene, 3-ethylidene-1-methyl-
93
13.40 13.60 13.80 14.00 14.20
5000 m/z 109.10 36 .68%
39 65
|“|L||'tut'||"|"J‘uuu||||||||||||||||||||||
m/z--> 50 100 150 200 250 300
Abundance #82389: 5-Chloropentanoic acid, 2-methylpheny! ester e o
108 13.40 13.60 13.80 14.00 14.20
- m/z 91.05 30.31%
5000
91
27 ‘
.H. U { L a‘\,”. ‘.‘1.33. el 26 R R maE e
m/z--> 50 100 150 200 250 300 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112015.D

Aca On : 11 Jan 2019 15:13

Operator : JU/SJ

Sample : K1102-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 5-Eicosene, (E)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.87 15.97 ng 605988 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 99
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 98
3 1-Nonadecene 266 C19H38 018435-45-5 98
4 Cvcloeicosane 280 C20H40 000296-56-0 95
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 94
Abundance Scan 2003 (13.868 min): BF112015.D (-2001) (-) m/z 57.10 100.00%
¥ oas
5000 11
139 13.60 13.80 14.00 14.20
i “ Ay 1P 108 10617238 280 319 3% a4 o UARNG 94270
m/z--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
56
83
5000 LR BN SULRL L B
13.60 13.80 14.00 14.20
29 111 m/z 55.10 93.02%
J 11 1 L |139 167 196 223 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance #127771: 3-Eicosene, (E)-
57
83 SR AR SUNILE S SR
13.60 13.80 14.00 14.20
5000 m/z 83.10 79 .04%
29 111
L ) } J‘L \139 167 196 224 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance #115906: 1-Nonadecene R EEEEE RS
43 o7 13.60 13.80 14.00 14.20
69 m/z 97.10 75.71%
5000
125
15/ | | | | t 154 182 210 238 266
m/z--> 50 100 ﬁo 200 250 300 350 400 13.60 13.80 14.00 14.20

8270-BF010719.M Mon Jan 14 17:09:14 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112015.D

Aca On : 11 Jan 2019 15:13

Operator : JU/SJ

Sample : K1102-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 unknownl3.96 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.96 4.35 ng 165117 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Thiopheneacetic acid. 2-ethvlc... 252 C14H2002S 1000278-96-1 38
2 Cvclohexane. 1.2.4.5-tetraethvl-... 196 C14H28 061142-24-3 35
3 Cvclooctane. methvl- 126 C9H18 001502-38-1 25
4 Silane. chlorodiethvlhexadecvloxv- 362 C20H43CIO0Si 1000363-97-5 25
5 Octane, 1,8-dibromo- 270 C8H16Br2 004549-32-0 22
Abundance Scan 2019 (13.962 min): BF112015.D (-2015) (-) m/z 57.10 100.00%
57
97
5000
311 LR B B SN
184 212 236256 286 345 375 13.60 13.80 14.00 14.20
il m/z 55.10 81.51%
m/z--> 50 100 150 200 250 300 350
Abundance #103740: 2-Thiopheneacetic acid, 2-ethylcyclohexyl ester
6o
97
5000 DR R B R
41 13 60 13. 80 14. 00 14.20
m/z 43.10 73.67%
Gl ) (123142 252
m/z--> 50 160 1éo 260 250 360 3%0
Abundance #58327: Cyclohexane, 1,2,4,5-tetraethyl-, (1.alpha.,2.alph...
55
97 N U AU B

13.60 13.80 14.00 14.20
5000 m/z 97.10 65.41%

29 J s 167
..L’.‘.‘.*w.‘,..‘..,...?9,6.... —
m/z--> 50 100 150 200 250 300 350
Abundance #11532: Cyclooctane, methyl- R AR EEEEE T
56 13.60 13.80 14.00 14.20
m/z 69.10 63.31%
5000
27' ‘
m/z--> 50 100 150 200 250 300 350 13 60 13. 80 14. OO 14 20

8270-BF010719.M Mon Jan 14 17:09:15 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112015.D

Aca On : 11 Jan 2019 15:13

Operator : JU/SJ

Sample : K1102-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 unknownl14.37 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.37 3.29 ng 124701 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.5-diisopropvl-2.3... 196 C14H28 1000149-58-8 38
2 Cvclohexane. 1.2-dimethvl-3-pent... 224 C16H32 062376-17-4 35
3 1-Docosene 308 C22H44 001599-67-3 30
4 2(5H)-Furanone. 4-methvl-5-(2-me... 152 C9H1202 089902-24-9 27
5 Cyclopentanecarboxylic acid, 4-h... 338 C22H4202 1000282-77-5 27
Abundance Scan 2088 (14.368 min): BF112015.D (-2087) (-) m/z 97.10 100.00%

41 69 97 125

5000 150 183 345
246
219 288 302 | 37303

14.00 14.20 14.40 14.60
m/z 41.10 92.88%

m/z--> 50 100 150 200 250 300 350 400
Abundance #58325: Cyclohexane, 1,5-diisopropyl-2,3-dimethyl-
97
55
5000 LA L L L L L LB L
14.00 14.20 14.40 14.60
27 153 m/z 111.10 89.68%
Les | 06
e .
m/z--> 50 100 150 200 250 300 350 400
Abundance #81267: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl-
97
69
s e R e
14.00 14.20 14.40 14.60
5000l 4t m/z 95.10 87.69%
153
| A g1o6 | 181 224
- e————————
m/z--> 50 100 150 200 250 300 350 400
Abundance #151537: 1-Docosene A BT o e
57 97 14.00 14.20 14.40 14.60
m/z 125.10 85.45%
5000
29 125 308
- ‘ ‘ \ \ l\ \\1?311811 209 238 zgo
e e +— s e s e R e
m/z--> 50 100 150 200 250 300 350 400 14. OO 14. 20 14.40 14.60

8270-BF010719.M Mon Jan 14 17:09:15 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112015.D

Aca On : 11 Jan 2019 15:13

Operator : JU/SJ

Sample : K1102-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 1-Tricosene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.50 8.91 ng 338166 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tricosene 322 C23H46 018835-32-0 95
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 90
3 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 89
4 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 87
5 9-Tricosene, (2)- 322 C23H46 027519-02-4 86
Abundance Scan 2110 (14.498 min): BF112015.D (-2109) (-) m/z 57.10 100.00%
57
5000 85
111 14.20 14.40 14.60 14.80
167
I J.t A% 07 204 231258 296 33586 397 | njz 43.10  71.22%
m/z--> 50 100 150 200 250 300 350 400
Abundance #163016: 1-Tricosene
57 g3
5000 L AN SRR S SULA
111 mmmmmmmm
29 m/z 71.10 56.76%
| ] L L169.196 224 252 204 322
m/z--> 55 100 150 200 250 300 350 460
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57
83 14:20 14.40 14.60 14.80
5000 m/z 55.10 49 .94%
29 111
168 196
\IJJLI‘IIAI‘ l AL ‘Ilﬁg.llll I?2\I7 258:: —
m/z--> 50 150 200 250 300 350 400
Abundance #95992: 1-Decanol, 2-hexyl- R R e R
57 14.20 14.40 14.60 14.80
m/z 85.10 38.00%
5000
29 111
J\\ l “1?9 167 196 224
m/z--> m 150 2& 250 3m 3m 4m mmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112015.D

Aca On : 11 Jan 2019 15:13

Operator : JU/SJ

Sample : K1102-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 13 1,19-Eicosadiene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .96 10.48 ng 468203 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 93
2 Octadecanal 268 C18H360 000638-66-4 90
3 Tetradecanal 212 C14H280 000124-25-4 87
4 Oxirane. hexadecvl- 268 C18H360 007390-81-0 80
5 (2)-14-Tricosenyl formate 366 C24H4602 077899-10-6 74
Abundance Scan 2189 (14.962 min): BF112015.D (-2185) (-) m/z 57.10 100.00%
57 82
5000
138 165 207 334 362 14.60 14.80 15.00 15.20
186 237 266 304 387 277 8210 a8 107
m/z--> 50 100 150 200 250 300 350 400
Abundance #126192: 1,19-Eicosadiene
55
82
5000 L DAL B BRI B B
mmmmmmmm
29 109 m/z 43.10 85.75%
| | (137 166 194 222 250 278
m/z--> 50 100 1éo 260 2%0 300 3%0 400
Abundance #117607: Octadecanal
8, 8
14,60 14.80 15.00 15.20
5000 m/z 55.10 72 .64%
109
(d [ 137 166 194 222 250
mz-> 50 100 1éo' T
Abundance #71297: Tetradecanal R AR EEEEE T
57 82 14.60 14.80 15.00 15.20
m/z 83.10 56.95%
5000
29
110
138 168
..{.Hl‘. Ih“kh\.l\{llllglfllll e I e o
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20

8270-BF010719.M Mon Jan 14 17:09:17 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112015.D

Aca On : 11 Jan 2019 15:13

Operator : JU/SJ

Sample : K1102-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 14 Oxirane, heptadecyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.74 4_.58 ng 204691 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 76
2 1.16-Hexadecanediol 258 C16H3402 007735-42-4 74
3 1.19-Eicosadiene 278 C20H38 014811-95-1 72
4 Oxirane. hexadecvl- 268 C18H360 007390-81-0 68
5 Tetradecanal 212 C14H280 000124-25-4 68
Abundance Scan 2321 (15.739 min): BF112015.D (-2318) (-) m/z 57.10 100.00%
g7
82
5000

15.40 15.60 15.80 16.00
m/z 43.10 80.26%

175 208232 258282 311335 362 390 441

m/z--> 50 100 150 200 250 300 350 400
Abundance #129467: Oxirane, heptadecyl-
43 82
5000 LA I L L L L L |
15.40 15.60 15.80 16.00
110 m/z 82.10 61.65%
138 166 104 236 264
m/z--> 50 100 150 200 250 300 350 400
Abundance #109264: 1,16-Hexadecanediol
55 82
R REE s
15.40 15.60 15.80 16.00
5000 m/z 55.10 59.12%
31
109
| w‘ i (138 166 194 222
e e L B o e e N o o BB o e
m/z--> 50 100 150 200 250 300 350 400
Abundance #126193: 1,19-Eicosadiene R e EEAER R
55 15.40 15.60 15.80 16.00
m/z 83.10 53.14%
5000 82
29
109
Ll ‘ | 138 180 208 250 278
T e

T T I
m/z--> 50 100 150 200 250 300 350 400 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112015.D

Aca On : 11 Jan 2019 15:13

Operator : JU/SJ

Sample : K1102-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 15 Sulfurous acid, octadecyl 2... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.49 5.37 ng 240183 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 72
2 Nonadecane 268 C19H40 000629-92-5 64
3 Sulfurous acid. butvl dodecvl ester 306 C16H3403S 1000309-17-9 50
4 Dotriacontane 451 C32H66 000544-85-4 49
5 Octadecane, 1-chloro- 288 C18H37ClI 003386-33-2 49
Abundance Scan 2449 (16.492 min): BF112015.D (-2447) (-) m/z 57.10 100.00%
g7
5000 85
t 16.20 16.40 16.60 16.80
137 168 207 268 309 428 - - -
,.ﬁl.--j.#Mwwwﬁﬁwm m/z 43.10 61.34%
m/z--> 50 100 150 200 250 300 350 400
Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester
48
71
5000 AU B U B
97 16.20 16.40 16.60 16.80
105 m/z 71.10 60.78%
, Il 155 183 224 253
m/z--> 55 160 1éo 260 250 360 3éo 460
Abundance #117636: Nonadecane
57
' 16.20 16.40 16.60 16.80
5000 85 m/z 85.10 50.23%
29 268

i113 141 169 197 205
Jlll{dw\li\

— A

m/z--> 50 100 150 200 250 300 350 400
Abundance #149369: Sulfurous acid, butyl dodecy! ester I AEEREE TS
57 16.20 16.40 16.60 16.80
m/z 97.10 34.87%
5000
85
29 J

| ‘ | (113130 169 221

I T I T
m/z--> 50 100 150 200 250 300 350 400 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112015.D

Aca On : 11 Jan 2019 15:13

Operator : JU/SJ

Sample : K1102-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 16 Heptadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.09 5.37 ng 239911 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Tetratetracontane 619 C44H90 007098-22-8 55
3 Tetradecane 198 C14H30 000629-59-4 55
4 2-methvltetracosane 352 C25H52 1000376-72-6 49
5 Tetracosane 338 C24H50 000646-31-1 49
Abundance Scan 2551 (17.092 min): BF112015.D (-2546) (-) m/z 57.10 100.00%
57
5000
. 205
ﬂ W4 200005 e e T80 1700 1720 1740
S 6 ¥ 1)1V TRV TSP T o B m/z 43.10 64.69%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #94345: Heptadecane
5
5000 LRI S SR UM B
16.80 17.00 17.20 17.40
99 m/z 71.10 54.08%
141 182 240
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57
16,80 17.00 17.20 17.40
5000 m/z 85.10 41.17%

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

III‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIII

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #59880: Tetradecane I AEEREE TS
57 16.80 17.00 17.20 17.40
m/z 55.10 37.31%
5000
2l AT 1108
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16. 80 17. 00 17. 20 17. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112015.D

Aca On : 11 Jan 2019 15:13

Operator : JU/SJ

Sample : K1102-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 17 unknownl7.27 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.27 23.38 ng 1044830 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1(2H)-Naphthalenone. 7-(1.1-dime... 202 C14H180 022583-68-2 25
4-(2-Pvridvlaminocarbonvl)-5-eth. .. 260 C12H12N403 312758-82-0 25
3 3-(3.4-Dichlorophenvl)-1-(5-meth... 447 C18H14CI2F3N30S 339352-37-3 25
4 1.3.5-Trisilacvclohexane. 1.1.3.... 202 C8H22Si3 017882-80-3 22
5 Benzene, l-isocyanato-2-(trifluo... 187 C8H4F3NO 002285-12-3 22
Abundance Scan 2581 (17.268 min): BF112015.D (-2574) (-) m/z 187.15 100.00%
187
119
5000
55 95 259
145 iy 1700 17720 1740 1760
393 : : :
Ao | 286311333 30750 426 | 'm/z 119.10 52.16%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #62773: 1(2H)-Naphthalenone, 7-(1,1-dimethylethyl)-3,4-dih...
187
5000 LR B SUMRL L B

17.00 17.20 17.40 17.60
m/z 55.10 33.47%

41 g3 91 13l1sg

I T | n
LI B e B L

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #110289: 4-(2-Pyridylaminocarbonyl)-5-ethoxycarbonyl-imidazol
187

17.00 17.20 17.40 17.60

5000 94 m/z 95.10 32.94%
67 121
J‘{ 159 | 232 2§0
I} L 11 Il |
=
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #226511: 3-(3,4-Dichlorophenyl)-1-(5-methyl-2-thiazolin-2-... AR EEEEE RS
41 74 124 187 17.00 17.20 17.40 17.60
m/z 43.10 31.04%
260
5000 159
218
7
447
m/z--> 50 100 150 200 250 300 350 400 450 17.00 17. 20 17. 40 17. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112015.D

Aca On : 11 Jan 2019 15:13

Operator : JU/SJ

Sample : K1102-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 18 unknownl7.36 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
17.36 31.83 ng 1422450 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1P . 4-chloro-5-methvl-2-nitro- 187 C7H6CINO3 007147-89-9 38
2 3-(3.4-Dichlorophenvl)-1-isoprop... 345 C14H17CI2N30S 299949-65-8 35
3 3.5-Dichloroanthranilic acid 205 C7H5CI2N0O2 002789-92-6 32
4 1.3-Difluoro-5-butvlidimethvlsilv... 244 C12H18F20Si 1000299-06-0 32
5 Vinyldimethyl (5-chlorothienyl-2)._... 202 C8H11CISSi 180140-41-4 32

Abundance Scan 2597 (17.362 min): BF112015.D (-2590) (-) m/z 187.20 100.00%
187
5000
55 g5 110 /\/\\
145 L L B
259
231 393 17.00 17.20 17.40 17.60
3 365
Mm b | 283 318 345365 | 415 | /07079 10 36.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #51151: Phenol, 4-chloro-5-methyl-2-nitro-
187
5000 LA L L L L L B
17.00 17.20 17.40 17.60
77 m/z 189.20 32.66%
2 51 l 113 141
e
m/z--> 50 100 150 200 250 300 350 400
Abundance #180243: 3-(3,4-Dichlorophenyl)-1-isopropyl-1-(5-methyl-2-.
1 74 124 187
T T
158 17.00 17.20 17.40 17.60
5000 101 m/z 55.10 30.36%
.k i H | 209 243 345
bl e
m/z--> 50 100 150 200 250 300 350 400
Abundance #65359: 3,5-Dichloroanthranilic acid R B o B
187 17.00 17.20 17.40 17.60
m/z 95.10 28.16%
5000
159
124
9
m/z--> 50 10 150 200 250 300 350 400 17. 00 17. 20 17. 40 17.60

8270-BF010719.M Mon Jan 14 17:09:20 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112015.D

Aca On : 11 Jan 2019 15:13

Operator : JU/SJ

Sample : K1102-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 19 unknownl7.68 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.68 23.44 ng 1047530 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (-)-Tricvclol6.2.1.0(4.1D)Tundec... 204 Cl15H24 1000154-06-7 38
2 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24 1000193-60-8 38
3 Phenanthrene. 1.2.3.4.4a.9.10.10... 300 C21H320 010064-26-3 35
4 1.3-Benzodioxole. 5-(1-(4-ethoxyv... 300 C18H2004 090632-70-5 35
5 2H-Cyclopentacyclooctene, 4,5,6,... 204 C15H24 1000221-85-8 30
Abundance Scan 2651 (17.680 min): BF112015.D (-2646) (-) m/z 204.20 100.00%
1 4

5000

17.40 17.60 17.80 18.00
m/z 133.10 97.90%

m/z--> 50 100 150 200 250 300 350 400
Abundance #64496: (-)- Tr|cyc|0[6 2.1.0(4,11)]undec-5-ene, 1,5,9,9-te..
105 133
41
81 189
5000 161 IIIIIIIIIIIIIIIIIIII
17.40 17.60 17.80 18.00
m/z 285.25 77.46%
T L Il T I L L L I T T T T I L I T T
m/z--> 50 100 150 200 250 300 350 400

Abundance #64407: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaphthalene
204

91 133

41 17.40 17.60 17.80 18.00
5000 161 m/z 300.25 74.92%
69
IkllhlhlllllllIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400
Abundance #145057: Phenanthrene, 1,2,3,4,4a,9,10,10a-octahydro-6-met...
300 17.40 17.60 17.80 18.00
m/z 55.10 60.92%
5000 a1
189
69 91 128 163 l J l 243
.””““‘%%Huu““wmhL“ JHN%ﬂ,??Q.‘... e R o o e
m/z--> 50 100 150 200 250 300 350 400 1740 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112015.D

Aca On : 11 Jan 2019 15:13

Operator : JU/SJ

Sample : K1102-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 20 1,4-Dimethyl-8-isopropylide... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.94 32.70 ng 1461440 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Dimethvl-8-isopropvlidenetri... 204 C15H24 1000140-07-7 60
2 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24 1000193-60-8 47
3 1H-3a.7-Methanoazulene. 2.3.6.7.... 204 C15H24 000560-32-7 45
4 Naphthalene. 1.2.3.5.6.7.8.8a-0c... 204 C15H24 004630-07-3 45
5 1,2,4,8-Tetramethylbicyclo[6.3.0... 204 C15H24 137235-51-9 43
Abundance Scan 2695 (17.939 min): BF112015.D (-2689) (-) m/z 204.20 100.00%
4

5000

17.60 17.80 18.00 18.20
m/z 135.10 61.80%

m/z--> 50 100 150 200 250 300 350 400
Abundance #64424: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10...
204
5000 LA L L L L L L L L |
95 161 17.60 17.80 18.00 18.20
a 123 ‘ m/z 133.10 57.57%
[T
m/z--> 50 100 150 200 250 300 350 400
Abundance #64407: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaphthalene
204
91 133 LA L L L L L L L L |
41 17.60 17.80 18.00 18.20
5000 161 m/z 69.10 56.46%
69
‘H*.’E.“.\..‘,{....,....,....,....,....
m/z--> 50 100 150 200 250 300 350 400
Abundance #64540: 1H-3a,7-Methanoazulene, 2,3,6,7,8,8a-hexahydro-1,4... R e
93 135 17.60 17.80 18.00 18.20
m/z 55.10 49.91%
41
5000
161 204
N
m/z--> 50 100 150 200 250 300 350 400 17.60 17.80 18.00 18.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF011119\
Data File : BF112015.D

Acq On : 11 Jan 2019 15:13

Operator : JU/SJ

Sample : K1102-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010719_.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]
2-Pentanone, 4-hy... 5.09 4.1 ng 115788 1 6.87 560696 20.0
unknown6 .65 6.65 70.6 ng 1979240 1 6.87 560696 20.0
Oxirane, hexadecyl- 13.67 25.4 ng 965540 5 14.04 758918 20.0
Tricosyl trifluor... 13.74 3.4 ng 128196 5 14.04 758918 20.0
Octatriacontyl pe... 13.77 4.0 ng 149765 5 14.04 758918 20.0
unknown13.80 13.80 12.2 ng 461072 5 14.04 758918 20.0
5-Eicosene, (E)- 13.87 16.0 ng 605988 5 14.04 758918 20.0
unknownl13.96 13.96 4.3 ng 165117 5 14.04 758918 20.0
unknown14 .37 14.37 3.3 ng 124701 5 14.04 758918 20.0
1-Tricosene 14.50 8.9 ng 338166 5 14.04 758918 20.0
1,19-Eicosadiene 14.96 10.5 ng 468203 6 15.52 893799 20.0
Oxirane, heptadecyl- 15.74 4.6 ng 204691 6 15.52 893799 20.0
Sulfurous acid, o... 16.49 5.4 ng 240183 6 15.52 893799 20.0
Heptadecane 17.09 5.4 ng 239911 6 15.52 893799 20.0
unknownl17 .27 17 .27 23.4 ng 1044830 6 15.52 893799 20.0
unknownl17 .36 17.36 31.8 ng 1422450 6 15.52 893799 20.0
unknownl7 .68 17.68 23.4 ng 1047530 6 15.52 893799 20.0
1,4-Dimethyl-8-is... 17.94 32.7 ng 1461440 6 15.52 893799 20.0
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