LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092518\
Data File : BF109283.D

Aca On : 25 Sep 2018 14:14

Operator : JU/SJ

Sample : J5055-04

Misc :

ALS Vial : 3 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-BF092218 .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 4.898 474 478 484 rVB 60198 73473 1.88% 0.145%
2 5.322 545 550 553 rBY 1972557 1845850 47.12% 3.652%
3 6.351 720 725 732 rBVY 2015689 2024542 51.68% 4 .006%
4 6.481 742 747 750 rBVY 2304812 1977175 50.47% 3.912%
5 6.710 782 786 789 rBV 865652 664722 16.97% 1.315%
6 6.869 809 813 816 rBVY 1867109 1564609 39.94% 3.096%
7 7.269 876 881 884 rBVY 1439198 1251077 31.94% 2.475%
8 7.992 1000 1004 1007 rBV 1084421 857793 21.90% 1.697%
9 8.739 1129 1131 1134 rBV3 54189 59638 1.52% 0.118%
10 8.957 1165 1168 1170 rBV3 90057 108877 2.78% 0.215%
11 8.992 1170 1174 1176 rVVv3 118951 133113 3.40% 0.263%
12 9.022 1176 1179 1182 rBv4 71293 83505 2.13% 0.165%
13 9.069 1183 1187 1190 rBVvV 2842789 2348176 59.94% 4.646%
14 9.110 1190 1194 1196 rBV5 68343 63813 1.63% 0.126%

15 9.151 1197 1201 1205 rBV2 443062 515155 13.15% 1.019%

16 9.198 1206 1209 1211 rBV4 145762 165800 4.23% 0.328%
17 9.257 1216 1219 1222 rVvVv2 230757 248170 6.33% 0.491%
18 9.380 1238 1240 1242 rBV2 204916 192331 4.91% 0.381%
19 9.410 1243 1245 1250 rBV3 364992 509768 13.01% 1.009%
20 9.463 1250 1254 1257 rBV 2131947 1941008 49.55% 3.840%

21 9.522 1261 1264 1268 rVB2 586970 688694 17.58% 1.363%
22 9.574 1271 1273 1275 rVB2 270966 175689 4.48% 0.348%
23 9.622 1278 1281 1284 rBV4 1058746 1456012 37.17% 2.881%
24 9.669 1286 1289 1292 rVB 2387682 2119229 54.10% 4.193%
25 9.704 1292 1295 1297 rBvV2 715001 819424 20.92% 1.621%

26 9.739 1297 1301 1307 rBV3 1446446 2582884 65.93% 5.110%
27 9.798 1308 1311 1313 rBV 853765 906813 23.15% 1.794%
28 9.916 1329 1331 1333 rBvV 654206 595543 15.20% 1.178%
29 10.027 1347 1350 1355 rBV4 763420 1271769 32.46% 2.516%
30 10.098 1357 1362 1364 rVV3 1114458 1573620 40.17% 3.113%

31 10.133 1365 1368 1370 rVVv4 994867 1090525 27.84% 2.158%
32 10.169 1371 1374 1377 rVB2 1771185 1937626 49.46% 3.834%
33 12.821 1822 1825 1828 rVB 1171799 1006622 25.70% 1.992%
34 13.504 1935 1941 1950 rVB 1649179 3502438 89.40% 6.929%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092518\
Data File : BF109283.D

Aca On : 25 Sep 2018 14:14

Operator : JU/SJ

Sample : J5055-04

Misc :

ALS Vial : 3 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

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF092218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.857 1998 2001 2004 rVB 653475 536067 13.68% 1.061%

36 14.109 2037 2044 2049 rVB 2188464 3917555 100.00% 7.751%
37 14.351 2083 2085 2088 rVB2 461593 370928 9.47% 0.734%
38 14.615 2123 2130 2135 rBV 2155121 3417453 87.23% 6.761%
39 14.698 2140 2144 2149 rVB 750669 752902 19.22% 1.490%
40 15.127 2210 2217 2223 rVB 1217881 2313339 59.05% 4._.577%

41 15.256 2235 2239 2242 rVV 580650 664166 16.95% 1.314%
42 15.292 2242 2245 2250 rVB 189427 256072 6.54% 0.507%
43 15.703 2309 2315 2323 rBVY 560562 1191624 30.42% 2.358%
44 16.392 2425 2432 2441 rVB2 223815 521247 13.31% 1.031%
45 17.186 2561 2567 2575 rVB3 97880 247199 6.31% 0.489%

Sum of corrected areas: 50544035

8270-BF092218_.M Wed Sep 26 16:05:02 2018 Page: 2



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092518\

BF109283.D

25 Sep 2018 14:14

JussJ

J5055-04

3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092518\
Data File : BF109283.D

Aca On : 25 Sep 2018 14:14

Operator : JU/SJ

Sample = J5055-04

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 unknown6.48 Concentration Rank 5

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

6.48 59.49 ng 1977180 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 747 (6.481 min): BF109283.D (-742) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 IR AR R R
40.0 54 J 6.20 6.40 6.60 6.80
0 agro_ | guso oo m/z 68.10 42.43%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 IR AR RN LR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.34%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 o5 ok o oh0
5000 9go 1160 m/z 66.10 26 .56%
oL IIIIIII‘I\I\I\IIwI‘MI ||“|||‘H“||‘|“|||‘H||||EI-5|8|.0|||||]|-8|9.|0|
m/z--> 40 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R e AR
132.0 6.20 6.40 6.60 6.80
m/z 69.10 17.04%
5000 67.0
41.0 97.0
‘ ‘ 117.0
oL ...“i“. .%1’.0"‘.“‘.‘.%?‘".0.‘.‘a|....“|..H.|....|....|.... T B N L .
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092518\
Data File : BF109283.D

Aca On : 25 Sep 2018 14:14

Operator : JU/SJ

Sample = J5055-04

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Decahydro-4,4,8,9,10-pentam... Concentration Rank 20

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

9.15 3.99 ng 515155 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 91
2 Bicvclol2.2.1Theptane., 2.2.3-tri... 138 C10H18 000473-19-8 35
3 2.6-Heptadienal. 2.4-dimethvl- 138 C9H140 085136-08-9 22
4 Ethanone. 1-(l-ethvl-1H-pvrazol-... 138 C7H10N20 1000316-95-0 18
5 Benzo[f]quinoline, 3-methyl- 193 C14H11N 000085-06-3 18

Abundance Scan 1201 (9.151 min): BF109283.D (-1197) (-) m/z 193.20 100.00%
198.2
55.1 95.1 123.1
5000
3 151.1 175.1 209.2 8.80 9.00 9.20 9.40
o ; m/z 123.10 68.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67964: Decahydro-4,4,8,9,10-pentamethyInaphthalene
198.0
123.0
5000 69.0 95.0 L L L B L L B LB B I
8.80 9.00 9.20 9.40
m/z 95.10 65.27%
151.0
o 53/0 200.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16973: Bicyclo[2.2.1]heptane, 2,2,3-trimethyl-
95.0
670 5k 350 o0 s
5000 41.0 m/z 55.10 63.53%
uk
0..w.m.ﬁw.wﬁJWMMM.WL.J.W...M...w...w...w..”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17564: 2,6-Heptadienal, 2,4-dimethyl- AR REEEE T
43.0 109.0 8.80 9.00 9.20 9.40
60.0 m/z 69.10 58.20%
5000
2.0 ‘ H‘ 91 138.0
0...,.‘.‘..i‘;.‘.‘.‘,.‘l‘..‘,“:.‘."‘.‘,.“.‘..i‘....‘,l....l....l....l.... e
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092518\
Data File : BF109283.D

Aca On : 25 Sep 2018 14:14

Operator : JU/SJ

Sample = J5055-04

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 unknown9.52 Concentration Rank 18

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

9.52 5.33 ng 688694 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 87
2 1H-Indene. octahvdro-2.2.4.4.7.7... 208 C15H28 054832-83-6 43
3 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 38
4 Iminostilbene 193 C14H11IN 000256-96-2 38
5 Naphthalene, decahydro-1,6-dimet... 208 C15H28 029788-41-8 30

Abundance Scan 1264 (9.522 min): BF109283.D (-1261) (-) m/z 193.20 100.00%
1938.2
109.1
5000
2182 9.20 9.40 9.60 9.80
0 : : m/z 109.10 68.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67964: Decahydro-4,4,8,9,10-pentamethyInaphthalene
198.0
123.0
5000 69.0 90 U NARAR SR SRS SRR
9.20 9.40 9.60 9.80
m/z 95.10 63.02%
151.0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67971: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, trans-
69.0 198.0
' 123.0 AR LR
41.0 9.20 9.40 9.60 9.80
5000 95.0 m/z 69.10 55.14%
0l .‘.‘. -‘.“- L .“:”. g HI el |‘l — -“| |1|5|2-|0| MMM ‘. e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55233: 1-(p-Fluorophenyl)-4-piperidone B B
198.0 9.20 9.40 9.60 9.80
m/z 83.10 53.06%
123.0
5000
150.0
95.0
ob17o 420 780 | | 1760 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 920 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092518\
Data File : BF109283.D

Aca On : 25 Sep 2018 14:14

Operator : JU/SJ

Sample = J5055-04

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 5 Neopentylidenecyclohexane Concentration Rank 14

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

9.62 11.27 ng 1456010 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 78
2 Neopentvlidenecvclohexane 152 C11H20 039546-80-0 55
3 2-Anthracenamine 193 C14H11N 000613-13-8 35
4 2.6-Heptadienal. 2.4-dimethvl- 138 C9H140 085136-08-9 30
5 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO 057387-76-5 25

Abundance Scan 1281 (9.622 min): BF109283.D (-1278) (-) m/z 69.10 100.00%
5000
9.40 9.60 9.80 10.00
0 218.2 m/z 41.10 84.45%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #67964: Decahydro-4,4,8,9,10-pentamethyInaphthalene
198.0
123.0
5000 69.0 90 L AL R R R
9.40 9.60 9.80 1000
m/z 55.10 82.47%
151.0
0‘
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #25430: Neopentylidenecyclohexane
69.0
940 9.60 9.80 10.00
5000 41.0 109.0 137.0 m/z 109.10 82.41%
.1.5.'?.‘1‘. I‘M P L .Hl“. "%I o NN
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #55483: 2-Anthracenamine o S e o U SNCM
198.0 9.40 9.60 9.80 10.00
m/z 193.20 81.85%
5000 165.0
97.0
0 28.0 51.0 ‘70 0 | 115.0 139 0 U H“
m/z--> 25 Jo 65 85 160 150 1&0 1éo 180 260 250 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092518\
Data File : BF109283.D

Aca On : 25 Sep 2018 14:14

Operator : JU/SJ

Sample = J5055-04

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 unknown9.67 Concentration Rank 9

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

9.67 16.41 ng 2119230 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Phenvlindolizine 193 C14H11N 025379-20-8 38
2 T1.1"-Biphenvl1-4-acetonitrile 193 C14H11N 031603-77-7 22
3 Hexadecanedinitrile 248 C16H28N2 006812-44-8 22
4 Spirol5.61dodecane-1.7-dione 194 C12H1802 050803-80-0 20
5 Butan-2-one, 1-[3-(3,3-dimethyl-._. 278 C16H26N202 1000303-34-2 14

Abundance Scan 1289 (9.669 min): BF109283.D (-1286) (-) m/z 193.20 100.00%
198.2
411 69.1 97.1
5000

152.2 173.1 9.40 9.60 9.80 10.00
o erﬁ?%‘#im m/z 69.10 61.39%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55493: 2-Phenylindolizine
198.0
5000 R R RS

9.40 9.60 9.80 1000
m/z 97.10 60.36%

390 630 830 1150 1390 1650

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55509: [1,1'-Biphenyl]-4-acetonitrile
198.0
R B B
9.40 9.60 9.80 10.00
5000 m/z 41.10 54 _23%
165.0
o 390 630820 1150 1390, |
e AR R R e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #100851: Hexadecanedinitrile AR EEEEEEEEE
97.0 9.40 9.60 9.80 10.00
m/z 109.10 51.01%
5000 41.0
69.0 124.0
152.0 208.0
o250 4 fh ok L0 a0 28O s | T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.40 9.60 980 10 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092518\
Data File : BF109283.D

Aca On : 25 Sep 2018 14:14

Operator : JU/SJ

Sample = J5055-04

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 4-isopropyl-1,6-dimethyl-1,... Concentration Rank 19

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

9.92 4.61 ng 595543 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-isopropvl-1.6-dimethvl-1.2.3.4... 202 C15H22 1000378-99-6 74
2 Indan. 1.1.6.7-tetramethvl- 174 C13H18 016204-58-3 64
3 1H-Indene. 2.3-dihvdro-1.1.4.5-t... 174 C13H18 016204-57-2 64
4 1H-Indene. 2.3-dihvdro-1.1.4.7-t... 174 C13H18 001078-04-2 59
5 Naphthalene, 1,2,3,4-tetrahydro-... 202 C15H22 000483-77-2 59

Abundance Scan 1332 (9.922 min): BF109283.D (-1329) (-) m/z 159.10 100.00%
159.1
5000
189.2
1 gy 1050 obo 850 1000 125
Ouuuuluu "I|||"'I|I|| ||| |||I|| |||I|| |II| nI I||| 141"'. I - ||||'|||'“u |2fl-=6|2|??5||2| m/z 189_20 26_64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #62810: 4-isopropyl-1,6-dimethyl-1,2,3,4-tetrahydronaphthalen
159.0
5000 L I LN UL U
9.60 9.80 10.00 10.20
135.0 m/z 123.10 21.36%
@, o Mol
0”” - II|II SRS UMY NSRS KN po—" 1 ¥ ¥ "Iu'uuu S N —
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240
Abundance #41141: Indan, 1,1,6,7-tetramethyl-
159.0
9.60 9.80 10.00 1020
5000 m/z 55.10 16.34%

128.0
15.0 39‘0 580 77.0 105.0

o SRR P P15 N OV 4 WU N SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #41167: 1H-Indene, 2,3-dihydro-1,1,4,5-tetramethyl- e A REEEEEasS
159.0 9.60 9.80 10.00 10.20
m/z 57.10 15.57%
5000

150 390 128.0
0 | ] n 580 770 105. 0\ A H wl
e MMM MMM NN

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092518\
Data File : BF109283.D

Aca On : 25 Sep 2018 14:14

Operator : JU/SJ

Sample = J5055-04

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 unknownl10.03 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.03 9.85 ng 1271770 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 2-isopropvl-1.3-di... 140 C10H20 032281-85-9 35
2 Nonane. 4.5-dimethvl- 156 C11H24 017302-23-7 30
3 Hexadecane 226 C16H34 000544-76-3 25
4 Octatriacontvl trifluoroacetate 647 CA0H77F302 1000351-88-7 22
5 Tetradecane 198 C14H30 000629-59-4 22
Abundance Scan 1350 (10.027 min): BF109283.D (-1347) (-) m/z 133.10 100.00%
57.1 138.1
97.1
5000
201.2 e T
39 79 115, 159.1 9.80 10.00 10.20 10.40
Ob bl bl 1831 121922862 | Tpz7 57 .10 88.38%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #18060: Cyclopentane, 2-isopropyl-1,3-dimethyl-
54.0
97.0
5000 LRI LN SULIILN BN B
9.80 10.00 10.20 10.40
27.0 m/z 71.10 80.80%
79 ‘ 12|5.0
o} B L o e e R R e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #28438: Nonane, 4,5-dimethyl-
43.0
71.0 " '9.80 10.00 10.20 10.40
5000 m/z 43.10 78.70%
mz-> 20 40 60 8b 160 150 140 160 180 200 220 240
Abundance #83024: Hexadecane R AEEmEEES L
57.0 9.80 10.00 10.20 10.40
m/z 55.10 71.42%
5000 85.0
29.0
0 \‘ |, 130 1410 169.0 226.0
mz-> 20 b 60 80 160 150 140 160 180 200 220 240 9.80 10.00 10.20 10.40

8270-BF092218_.M Wed Sep 26 16:05:09 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092518\
Data File : BF109283.D

Aca On : 25 Sep 2018 14:14

Operator : JU/SJ

Sample = J5055-04

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 1H-Indene, octahydro-2,2,4,... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.10 12.19 ng 1573620 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. octahvdro-2.2.4.4.7.7... 208 C15H28 054832-83-6 59
2 3.7-Dimethvloct-6-en-1-vl propvl... 242 C14H2603 1000372-83-5 27
3 3.5-Diamino-6-I2-thienvl1-1.2.4-_.. 193 C7H7N5S 058848-66-1 22
4 (Phenvlthio)acetic acid. 3-methv... 236 C13H1602S 1000299-42-1 14
5 1,2-Diazaspiro[4.4]nonen-3-carbo... 252 C14H24N202 1000164-25-9 14
Abundance Scan 1362 (10.098 min): BF109283.D (-1357) (-) m/z 193.20 100.00%
123.1 193.

5000
222.3 9.80 10.00 10.20 10.40
0 m/z 123.10 96.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67971: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, trans-
69.0 198.0
: 123.0
41.0
5000 ] L B
9.0 980 10. 00 10 20 10. 40
m/z 69.10 86.22%
0 1L Ll | 152.0
- IIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #95667: 3,7-Dimethyloct-6-en-1-yl propyl carbonate

69.0 | 95.0 123.0

9.80 10.00 10.20 10.40

41.0

5000 ' m/z 109.10 78.43%
T R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55569: 3,5-Diamino-6-[2-thienyl]-1,2,4-triazine R R B
123.0 193.0 9.80 10.00 10.20 10.40

m/z 95.10 72.62%

5000
96.0

\h u L I 160.0 |

0"'I""I" AR BERES LR EN R ERRN LR SRRLY SRR LR RN SRR ARE

m/z--> 20 80 100 120 140 160 180 200 220 240 980 10. 00 10 20 10. 40

8270-BF092218_.M Wed Sep 26 16:05:10 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092518\
Data File : BF109283.D

Aca On : 25 Sep 2018 14:14

Operator : JU/SJ

Sample = J5055-04

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 unknownl10.13 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.13 8.44 ng 1090530 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. octahvdro-2.2.4.4.7.7... 208 C15H28 054832-83-6 27
2 1.7-Dimethvl-4-(1-methvlethvl)cyv... 210 C15H30 000645-10-3 22
3 2-Thiopheneacetic acid. 2-ethvlc... 252 C14H2002S 1000278-96-1 22
4 1.5.9-Decatriene., 2.3.5.8-tetram... 192 C14H24 230646-72-7 22
5 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 14
Abundance Scan 1367 (10.127 min): BF109283.D ( 1365) ) m/z 69.10 100.00%
: 98.2

5000
2213 9.80 10.00 10.20 10.40
0 m/z 193.20 96.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67971: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, trans-
69.0 198.0
: 123.0
41.0
5000 . TT LR B LB B |
9.0 980 10. 00 10 20 10.40
m/z 123.10 81.39%
0 JJ..ﬁl..'|,.|tJ' 1520
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #69594: 1,7-Dimethyl-4-(1-methylethyl)cyclodecane
55.0 97.0
B R R RAREE!
9.80 10.00 10.20 10.40
5000 m/z 55.10 76.32%
29.0
‘ ‘ 125.0 167.0
0,.L.M.m,WLWW”U“JL,L.W.”.“L”,”...”.“.”,”.w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #103740: 2-Thiopheneacetic acid, 2-ethylcyclohexyl ester R EREEEEEEE s mEm
69.0 9.80 10.00 10.20 10.40
97.0 m/z 97.10 75.47%
5000 410
o H Lol 112301420 252.0
it ..w.”.“.”,”...”...”,”.w.”...”,”.w.”., B A e R
m/z--> 20 80 100 120 140 160 180 200 220 240 9. 80 10. 00 10.20 10.40

8270-BF092218_.M Wed Sep 26 16:05:11 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092518\
Data File : BF109283.D

Aca On : 25 Sep 2018 14:14

Operator : JU/SJ

Sample = J5055-04

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 2,11-Dioxabicyclo[4.4.1]Jund... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.17 15.00 ng 1937630 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.11-Dioxabicvclol4.4_1Tundeca-3... 222 C13H1803 070412-52-1 53
2 1-Trimethvisilvlpent-1-en-4-vne 138 C8H14Si 079516-25-9 43
3 3-Fluorobenzoic acid. 3-methvlbu... 208 C12H13F02 154559-38-3 43
4 2.6-Naphthalenedione. octahvdro-... 208 C13H2002 057289-17-5 40
5 2,4a,8,8-Tetramethyldecahydrocyc... 206 C15H26 074022-04-1 38
Abundance Scan 1374 (10.169 min): BF109283.D (-1371) (-) m/z 123.10 100.00%
128.1
5000 69.1
95.1
411 207.2 A SN
9.80 10.00 10.20 10.40
ol 2 1851 2442 | h77  69.10 | 40.74%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #79089: 2,11-Dioxabicyclo[4.4.1]undeca-3,5-dien-10-one, 1,...
128.0
43.0
5000 179.0 B R SRR B B
2290 9.80 10.00 10.20 10.40
%5.0 ' m/z 109.10 38.32%
ob 690 1301610 | 2040
mz> 20 45 60 80 160 120 140 160 180 200 220 240
Abundance #17474: 1-Trimethylsilylpent-1-en-4-yne
128.0
9.80 10.00 10.20 1040
5000 m/z 81.10 34 .60%
430 730 9.0
0 ??‘Pm‘i‘.‘..“.‘ |“|‘|‘|‘|“||‘|‘|‘I|“||||l‘|||‘|||||||||||||||  ERARRaasw e
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67446: 3-Fluorobenzoic acid, 3-methylbut-2-eny! ester L B o
128.0 9.80 10.00 10.20 10.40
m/z 55.10 34 .56%
68.0
5000
41.0 9.0
o | L] 1410 1630 2080
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 9.80 10.00 10.20 10.40

8270-BF092218_.M Wed Sep 26 16:05:12 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092518\
Data File : BF109283.D

Aca On : 25 Sep 2018 14:14

Operator : JU/SJ

Sample = J5055-04

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Tetradecane, 4-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.50 130.67 ng 3502440 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane. 4-ethvl- 226 C16H34 055045-14-2 91
2 Tridecane. 6-propvl- 226 C16H34 055045-10-8 90
3 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 90
4 Octadecane. l1-iodo- 380 C18H371 000629-93-6 87
5 Dodecane, 5,8-diethyl- 226 C16H34 024251-86-3 87
Abundance Scan 1940 (13.498 min): BF109283.D (-1935) (-) m/z 57.10 100.00%
57.1
T «\W\’/LJ\
5000
| I | ]113'1141-1169.2197 2225.2253.3281.3309.3 351.4 13.20 13.40 1360 1380 _
ob—— b e B PSP ee 223 32813909, ot m/z 71.10 74.59%
m/z--> 50 100 150 200 250 300 350
Abundance #83033: Tetradecane, 4-ethyl-
43.0
5000 71.0 RN BN BN U
13.20 13.40 13.60 13.80
m/z 43.10 65.33%
o L 1999127.01550  197:0 556
m/z--> 50 100 150 200 250 300 350
Abundance #83030: Tridecane, 6-propyl-
43.0
71.0 RN BN BN U
13.20 13.40 13.60 13.80
5000 m/z 85.10 53.77%
} 99.0126.0154.0183.0
0..‘.“l'.‘J.‘.'.‘ll.‘J.h..|h...l. |2|26|-0| ———
m/z--> 50 100 150 200 250 300 350
Abundance #94355: Hexadecane, 2-methyl- e e
57.0 13.20 13.40 13.60 13.80
m/z 41.10 20.39%
85.0
5000 1970
113.0
141.0
w00, || ||| o | a0
m/z--> 50 100 150 200 250 300 350 1320 13.40 13.60 13.80

8270-BF092218_.M Wed Sep 26 16:05:12 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092518\
Data File : BF109283.D

Aca On : 25 Sep 2018 14:14

Operator : JU/SJ

Sample = J5055-04

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Heneicosane Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
14.11 146.16 ng 3917560 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 83
5 Heptacosane 380 C27H56 000593-49-7 83

Abundance Scan 2044 (14.109 min): BF109283.D (-2037) (-) m/z 57.10 100.00%
57.1
e J\_JJ
%t 13.80 14.00 14.20 14.40
141 2 : : : :
ol L 1| Lo 1832 2258 2673 3093 351337941 sz 71.10  73.10%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 A AR AR BARRE
13.80 14.00 14.20 14.40
99.0 m/z 43.10 63.74%
R BT I| | 10 18302110 2530 296.0
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
13.80 14.00 14.20 14.40
5000 m/z 85.10 55.07%
‘ } l 0 239.0
0 Ly 410 1830 268.0 308.0 352.0
m/z--> 50 100 150 200 250 300 350
Abundance #194499: Eicosane, 7—hexy|— L B B |
57.0 13.80 14.00 14.20 14.40
m/z 55.10 21.36%
0 ‘ J} | ’ d 1410 182.0211,0 25202810 3220
m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40

8270-BF092218_.M Wed Sep 26 16:05:14 2018

Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092518\
Data File : BF109283.D

Aca On : 25 Sep 2018 14:14

Operator : JU/SJ

Sample = J5055-04

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Ferrocene, 1,1",3,3"-tetrak... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.35 13.84 ng 370928 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ferrocene. 1.17.3.3"-tetrakis(1l.... 410 C26H42Fe 001317-17-5 52
2 3-Acetvl-1-(3.4-dimethoxvphenvl)... 410 C23H26N205 090140-65-1 50
3 6.9-Methanobenzolhlpentaphene-5.... 410 C27H2204 057427-50-6 38
4 Preanane-3.17.20-triol. cvclic 1... 428 C27H45B03 030882-57-6 37
5 Silane, diphenyl(4-biphenyloxy)p... 410 C27H2602Si 1000367-49-5 25
Abundance Scan 2085 (14.351 min): BF109283.D (-2083) (-) m/z 410.40 100.00%
571 410.4
5000
162.1 1700 1420 14140 a0 "
05.2 307.2 : : : :
ol ust ] P22 0rs0307 25500 3799 | R8T G 8o oan
m/z--> 50 100 150 200 250 300 350 400
Abundance #215860: Ferrocene, 1,1',3,3-tetrakis(1, 1-dimethylethyl)-
41p.0
5000 AP SUNL B B

14.00 14.20 14.40 14.60
m/z 411.35  30.20%

338 0

0 56.0 121.0 162 0 198 0 233. 0266 0 307.07°," 379.0
R B e e o e e
m/z--> 50 lOO 150 200 250 300 350 400
Abundance #215623: 3-Acetyl-1-(3,4-dimethoxyphenyl)-5-ethyl-7,8-dime...
410.0
R
14.00 14.20 14.40 14.60
5000 367.0 m/z 395.30 27 . 79%
326.0
e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #215867: 6,9-Methanobenzo[h]pentaphene-5,10,15,16-tetrone, .. R e A
410.0 14.00 14.20 14.40 14.60
m/z 162.10 16.80%
5000
61+ J 197.0 2370 210 3050 364.0
m??ﬂtwmmwmx-w? .'muﬂmﬁ. e
m/z--> 50 100 150 200 300 350 400 14.00 14.20 14.40 14.60

8270-BF092218_.M Wed Sep 26 16:05:14 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092518\
Data File : BF109283.D

Aca On : 25 Sep 2018 14:14

Operator : JU/SJ

Sample = J5055-04

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 15 Heptadecane, 9-octyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.62 102.91 ng 3417450 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
2 Hexadecane 226 C16H34 000544-76-3 93
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Eicosane 282 C20H42 000112-95-8 91
Abundance Scan 2131 (14.621 min): BF109283.D (-2123) (-) m/z 57.10 100.00%

517.1
5000

99.1
14. 40 14.60 14.80 15.00

1411 1832
oL 1] l|| L (252 2812 3233 3794 m/z 71.10 74.56%

m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0

5000
714140 1460 14.80 15.00
m/z 43.10 61.58%

o l ) 1410 1g30 205680 3080 3520
m/z--> 50 100 150 200 250 300 350
Abundance #83028: Hexadecane
57.0

14.40 14 60 14. 80 15.00

5000 m/z 85.10 57.78%
990
o 260 | | ‘ ‘141 .0 183 0 226 0
e At
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0 14. 40 14.60 14.80 15.00

m/z 55.10 22 .76%

J‘J 141.0 1830 2250 267.0 309.0  365.0394.0

ol | |11

ol L e A il S R aas R it

m/z--> 50 100 150 200 250 300 350 14. 40 14 60 14. 80 15. 00

5000

8270-BF092218_.M Wed Sep 26 16:05:15 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092518\
Data File : BF109283.D

Aca On : 25 Sep 2018 14:14

Operator : JU/SJ

Sample = J5055-04

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Squalene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.70 22.67 ng 752902 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 96
2 Supraene 410 C30H50 007683-64-9 87
3 2.6.10.14-Hexadecatetraen-1-ol. ... 332 C22H3602 061691-98-3 72
4 1.6.10.14-Hexadecatetraen-3-ol. ... 290 C20H340 001113-21-9 53
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 52
Abundance Scan 2144 (14.698 min): BF109283.D (-2140) (-) m/z 69.10 100.00%
69.1
5000 \_,A,V\,w_/\J
T
121.1 14.40 14.60 14.80 15.00
oL, ?9}0 b d a1 3611 20322361 2743 34133714 4103 nso0 g1 10 51.41%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215927: Squalene
69.0 _NMJV“MNAJ
5000 LR DU SR UL BUAR
14.40 14.60 14.80 15.00
m/z 41.10 23.59%
ol290 4 |, || |, || | JrGl 0191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
14.40 1460 14.80 15.00
5000 m/z 95.10 12.24%
o128 o’ L }07 1910 231.0 2730 3410 4100 NVK#WAVM"\NVNﬂJ("W“-w\V~»*V\W
m/z--> éo 100 150 200 250 300 350 400
Abundance #171133: 2,6,10,14-Hexadecatetraen-1-ol, 3,7,11,15-tetrame... R e e  EEmEmmmm
69.0 14.40 14.60 14.80 15.00
m/z 68.10 11.03%
5000
FO701370 204.0
oL bl d T 730200 220 2o e U L
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00

8270-BF092218_.M Wed Sep 26 16:05:16 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092518\
Data File : BF109283.D

Aca On : 25 Sep 2018 14:14

Operator : JU/SJ

Sample = J5055-04

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Eicosane, 9-octyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.13 69.66 ng 2313340 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 9-octvl- 394 C28H58 013475-77-9 94
2 Nonadecane 268 C19H40 000629-92-5 93
3 Hexadecane 226 Cl16H34 000544-76-3 93
4 Heptadecane 240 C17H36 000629-78-7 93
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 93

Abundance Scan 2218 (15.133 min): BF109283.D (-2210) (-) m/z 57.10 100.00%

517.1
5000

99.1 R EAREEEEEE S
J 12 1832 365.3 14.80 15.00 15.20 15.40
oL, |, l| L2 18322142 2521 2953 %S o0 73 gan
m/z--> 50 100 150 200 250 300 350
Abundance #209567: Eicosane, 9-octyl-
43.0
5000 85.0 B R R R e e
14.80 15.00 15.20 15.40
281.0 m/z 43.10 62.95%
L Lyl 2270 16901080 2380 | 3100 3520 3920
—— e e e e et BRI B e
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57.0
SRR EE S
14.80 15.00 15.20 15.40
5000 m/z 85.10 55.24%
99.0
0q4]| JJMM;MOZEO%M
L o o e N L A e o AL e e e o o i o e S
m/z--> 50 100 150 200 250 300 350
Abundance #83028: Hexadecane R L L B N A
57.0 14.80 15.00 15.20 15.40
m/z 55.05 23.33%
5000
99 0
0 26.0 | | i 9_41 .0 183 0 226 0
Tt ...., L A e e e B A R RREEEE RS EE
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092518\
Data File : BF109283.D

Aca On : 25 Sep 2018 14:14

Operator : JU/SJ

Sample = J5055-04

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 18 2-methyloctacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.70 35.88 ng 1191620 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 2314 (15.698 min): BF109283.D (-2309) (-) m/z 57.10 100.00%
57.1
>0 AW_/\M/\
%t 15.40 15.60 15.80 16.00
141.1 - - - -
ol , ll Lo 8322161 2832 2953 3654 nyz 71.10  74.22%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 L B SO UL IV
15.40 15.60 15.80 16.00
99.0 m/z 43.10 59.86%
Ozmlljijmlmonmzmw%o
m/z--> 50 100 150 200 250 300 350 '
Abundance #194493: Hexacosane
57.0
15.40 15.60 15.80 16.00
5000 m/z 85.10 55.58%
99.0
oLl §ohy, 410 1830 2250 267.0 309.0  367.0
m/z--> 50 100 1%0 200 250 300 350 '
Abundance #215181: 2-methyloctacosane R R e
57.0 15.40 15.60 15.80 16.00
m/z 55.05 21.25%
5000
99.0
oL 270 || pevo 1830 2250 267.0 309.0 3650
m/z--> 50 100 150 200 250 300 350 ' 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092518\
Data File : BF109283.D

Aca On : 25 Sep 2018 14:14

Operator : JU/SJ

Sample = J5055-04

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Hexacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.39 15.70 ng 521247 Perylene-di12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Dodecane. 2-methvl- 184 C13H28 001560-97-0 90
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 2432 (16.392 min): BF109283.D (-2425) (-) m/z 57.10 100.00%
57.1
2000 ~w/\»//\»*_¢/\»»,\_‘/\w_,ﬂ
st 16.00 16.20 16.40 16.60 16.80
141.1 . . . ) )
oL i) “ ll A 831 2281 2692 3652 | Tnsz 71.10  71.61%
m/z--> 50 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 AU B DR
mmmmmmmmmm
99.0 m/z 43.10 56.39%
ol | jjﬂdmwlwonmzmom% 367.0
m/z--> 55 160 150 200 250 300 3%0 '
Abundance #48854: Dodecane, 2-methyl-
57.0
16.00 16.20 16.40 16.60 16.80
5000 m/z 85.10 54 _.02%
99.0 141.0
27,0
0..\.N,M!J.Lﬂ.n! .ﬂgﬁo.... ]
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane B B S
57.0 16.00 16.20 16.40 16.60 16.80
m/z 55.10 22.79%
o r“JK““/ﬁxVAJN/\wmvﬂMNNfV*vmw
99.0
oL 270 || pevo 1830 2250 267.0 309.0 3650
m/z--> % 1& 1% 2& 250 300 3% ' 1mmwmmmmmmo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092518\
Data File : BF109283.D

Aca On : 25 Sep 2018 14:14

Operator : JU/SJ

Sample = J5055-04

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Hexadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.19 7.44 ng 247199 Perylene-d12 15.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 90
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
Abundance Scan 2568 (17.192 min): BF109283.D (-2561) (-) m/z 57.10 100.00%
57.1
. \x»mvmmfj\»4\ﬁww/\k
5000
141 1168 2197 1 253 2 16.80 17.00 17.20 17.40 17.60
oL LA ‘I bl 20 S 0122812008 2852 38811 ngn 71,10 74.36%
m/z--> 50 100 150 200 250 300 350
Abundance #83028: Hexadecane
57.0
5000 85.0 o  RAREE e
16. 80 17. oo 17. 20 17. 40 17. 60
m/z 85.10 54 _.05%
0 29.,0 ] l i 1|11? 0141 0169 0197.0 226 0
m/z--> §o 160 150 200 250 360 3%0
Abundance #141426: Heneicosane
57.0
650 16,80 17.00 17.20 17.40 17.60
5000 ' m/z 43.10 48 .58%
29.0 113.0
L2 50 0re90107.0225 02830 2960 v\/w/\\w\
m/z--> §o 160 150 260 250 300 3%0
Abundance #96002: Tridecanol, 2-ethyl-2-methyl- BT
57.0 16.80 17.00 17.20 17.40 17.60
m/z 99.10 21.09%
5000 85.0
o....,.l. u\ e
m/z--> 50 100 150 200 250 300 350 16. 80 17. 00 17. 20 17. 40 17. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092518\
Data File : BF109283.D

Acq On : 25 Sep 2018 14:14

Operator : JU/SJ

Sample - J5055-04

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218_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]
unknown6 .48 6.48 59.5 ng 1977180 1 6.71 664722 20.0
Decahydro-4,4,8,9. .. 9.15 4.0 ng 515155 3 9.75 2582880 20.0
unknown9 .52 9.52 5.3 ng 688694 3 9.75 2582880 20.0
Neopentylidenecyc. .. 9.62 11.3 ng 1456010 3 9.75 2582880 20.0
unknown9 .67 9.67 16.4 ng 2119230 3 9.75 2582880 20.0
4-isopropyl-1,6-d... 9.92 4.6 ng 595543 3 9.75 2582880 20.0
unknown10.03 10.03 9.8 ng 1271770 3 9.75 2582880 20.0
1H-Indene, octahy... 10.10 12.2 ng 1573620 3 9.75 2582880 20.0
unknown10.13 10.13 8.4 ng 1090530 3 9.75 2582880 20.0
2,11-Dioxabicyclo... 10.17 15.0 ng 1937630 3 9.75 2582880 20.0
Tetradecane, 4-et... 13.50 130.7 ng 3502440 5 13.86 536067 20.0
Heneicosane 14.11 146.2 ng 3917560 5 13.86 536067 20.0
Ferrocene, 1,17,3... 14.35 13.8 ng 370928 5 13.86 536067 20.0
Heptadecane, 9-oc... 14.62 102.9 ng 3417450 6 15.26 664166 20.0
Squalene 14.70 22.7 ng 752902 6 15.26 664166 20.0
Eicosane, 9-octyl- 15.13 69.7 ng 2313340 6 15.26 664166 20.0
2-methyloctacosane 15.70 35.9 ng 1191620 6 15.26 664166 20.0
Hexacosane 16.39 15.7 ng 521247 6 15.26 664166 20.0
Hexadecane 17.19 7.4 ng 247199 6 15.26 664166 20.0
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