LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092518\
Data File : BF109294.D

Aca On = 25 Sep 2018 19:03

Operator : JU/SJ

Sample = J5055-16

Misc :

ALS Vial : 14 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 4.916 477 481 489 rBV 80292 114293 3.55% 0.391%
2 5.328 545 551 554 rBY 2747414 2827143 87 .86% 9.665%
3 6.351 720 725 737 rVB 2623952 3102340 96.41% 10.606%
4 6.481 742 747 750 rBVY 3014876 2980137 92.62% 10.188%
5 6.710 782 786 789 rBV 958079 737758 22.93% 2.522%
6 6.869 809 813 816 rBY 2708616 2309900 71.79% 7.897%
7 7.275 876 882 885 rBVY 1967105 1883441 58.53% 6.439%
8 7.992 1000 1004 1007 rBV 1156591 912344 28.35% 3.119%
9 9.069 1182 1187 1190 rBVY 3691104 3217762 100.00% 11.001%
10 9.151 1197 1201 1205 rBV5 65781 82239 2.56% 0.281%
11 9.192 1205 1208 1211 rBV3 40879 45704 1.42% 0.156%
12 9.404 1242 1244 1250 rBV3 54428 75621 2.35% 0.259%

13 9.463 1250 1254 1257 rBV 1122504 966244 30.03% 3.303%
14 9.516 1260 1263 1267 rVvV2 105381 115563 3.59% 0.395%
15 9.616 1277 1280 1283 rBV3 211264 249406 7.75% 0.853%

16 9.663 1285 1288 1291 rVB 426071 383067 11.90% 1.310%
17 9.698 1291 1294 1296 rBV2 136721 157976 4.91% 0.540%
18 9.745 1296 1302 1306 rVB 1087521 1198537 37.25% 4_.097%
19 9.792 1307 1310 1315 rBV2 184388 276801 8.60% 0.946%
20 9.910 1328 1330 1332 rBV2 68343 73433 2.28% 0.251%

21 10.016 1346 1348 1349 rBV2 79062 62946 1.96% 0.215%
22 10.086 1355 1360 1363 rBV 297797 377919 11.74% 1.292%
23 10.121 1363 1366 1369 rBV3 242441 273502 8.50% 0.935%
24 10.157 1369 1372 1375 rBV 616558 493555 15.34% 1.687%
25 10.210 1378 1381 1382 rBV 174603 137725 4.28% 0.471%

26 10.527 1432 1435 1439 rBV 1533403 1651121 51.31% 5.645%
27 11.221 1551 1553 1556 rVB 759215 630411 19.59% 2.155%
28 12.804 1818 1822 1826 rBV 2403521 2281350 70.90% 7.799%
29 13.715 1975 1977 1987 rVB2 113751 186518 5.80% 0.638%
30 13.845 1996 1999 2003 rVB 732669 692808 21.53% 2.369%

31 14.351 2083 2085 2087 rBV 50109 39065 1.21% 0.134%
32 14.692 2140 2143 2147 rVB 154450 147176 4._.57% 0.503%
33 14.939 2183 2185 2190 rVB 70062 67467 2.10% 0.231%

34 15.251 2233 2238 2242 rBV 441078 499207 15.51% 1.707%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092518\
Data File : BF109294.D

Aca On = 25 Sep 2018 19:03

Operator : JU/SJ

Sample = J5055-16

Misc :

ALS Vial : 14 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:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF092218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 29250479
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092518\
Data File : BF109294.D

Aca On : 25 Sep 2018 19:03

Operator : JU/SJ

Sample : J5055-16

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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

Abundance TIC: BF109294.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092518\
Data File : BF109294.D

Aca On : 25 Sep 2018 19:03

Operator : JU/SJ

Sample : J5055-16

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10

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

4.92 3.10 ng 114293 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 482 (4.922 min): BF109294.D (-477) (-) m/z 43.00 100.00%
43.0
59.1
5000
1011 S ARSE SRR SARARRARAS
| 83.0 | 4.60 4.80 5.00 5.20
o e m/z 59.10 55.78%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R N L
59.0 460 480 500 520
0
150 a0 1010 m/z 101.10 21.38%
: 83.0
Ot e e e
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4119: Butyl aldoxime, 3-methyl-, syn-
54.0
410 460 4.80 500 520
5000 m/z 58.00 15.78%
86.0
o I, 500, ] *° 1010
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3159: 5-Hexen-2-one LA L LB L N BN |
43.0 460 4.80 5.00 5.20
m/z 41.00 8.60%
5000
55.0
27.0 | 710 830 98.0 \
G S S UL U S I I SIS SRS S B ISR VRN AR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092518\
Data File : BF109294.D

Aca On : 25 Sep 2018 19:03

Operator : JU/SJ

Sample : J5055-16

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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

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

Peak Number 2 unknown6.48 Concentration Rank 1

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

6.48 80.79 ng 2980140 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 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 747 (6.481 min): BF109294.D (-742) (-) m/z 132.00 100.00%
132.0
5000 68.1
400 o1 J 650 o0 60 B0
0 B e e e o o IR m/z 68.10 44 _36%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 i
5000 RSN AR R LR
6.20 6.40 6.60 6.80
310 5L0 m/z 134.00 32.55%
0 A SARLLEL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 o5 ok oo oh0
5000 980 1160 m/z 66.10 28.42%
0||||||||||||‘|‘|‘|‘||‘|‘M|||“|||‘H“||‘|“|||‘H||||:|I-5|8|.(|)||||]:8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180 A
Abundance #14079: Benzene, 1-ethenyl-3,5-dimethyl- R
132.0 6.20 6.40 6.60 6.80
117.0 m/z 69.10 18.16%
5000
65.0 910
0'*QQ"ﬁﬁq"'lﬁ"l"'W""I"'I""I”"I"" ISR SRR RN L
m/z--> 20 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 : BF109294.D

Aca On : 25 Sep 2018 19:03

Operator : JU/SJ

Sample : J5055-16

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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

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

Peak Number 4 Decahydro-4,4,8,9,10-pentam... Concentration Rank 9

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

9.62 4.16 ng 249406 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 83
2 6-Acetamido-1.4-benzodioxane 193 C10H11NO3 063546-19-0 25
3 Cvclopropane carboxamide. 2-cvcl... 207 C13H21NO 331416-19-4 20
4 2.6-Heptadienal. 2.4-dimethvl- 138 C9H140 085136-08-9 18
5 Ethanone, 1-(1,4-dimethyl-3-cycl... 152 C10H160 043219-68-7 15

Abundance Scan 1281 (9.622 min): BF109294.D (-1277) (-) m/z 69.10 100.00%

5000
9.40 9.60 9.80 10.00
0 m/z 83.10 94 ._.88%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #67964: Decahydro-4,4,8,9,10-pentamethyInaphthalene
193.0
123.0
5000 69.0 95.0 L o B )
9.40 9.60 9.80 10.00
m/z 55.10 85.98%
151.0
o 53/0 209.0
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #55145: 6-Acetamido-1,4-benzodioxane
93.0 151.0 193.0
N L N EREEE R
9.40 9.60 9.80 10.00
50000 430 m/z 41.10 75.73%
67.0
ol b b 2O | amo 4
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #66968: Cyclopropane carboxamide, 2-cyclopropyl-2-methyl-N... e RS ma s )
41.0 69.0 9.40 9.60 9.80 10.00
m/z 207 .20 74 _.54%
5000 95.0

207.0
12401400 169 1780

m/z--> 40 60 80 100 120 140 160 180 200 220 9.40 9.60 9.80 10.00

o) M- m — I\ h“‘l“. ‘.H
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092518\
Data File : BF109294.D

Aca On : 25 Sep 2018 19:03

Operator : JU/SJ

Sample : J5055-16

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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

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

Peak Number 5 unknown9.66 Concentration Rank 4

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

9.66 6.39 ng 383067 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Borabicvclol3.3.11nonane. 9-I3... 193 C12H24BN 1000162-56-0 43
2 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 35
3 Hexadecanedinitrile 248 C16H28N2 006812-44-8 22
4 2-Anthracenamine 193 C14H11IN 000613-13-8 14
5 9-Vinylcarbazole 193 C14H11N 001484-13-5 14

Abundance Scan 1288 (9.663 min): BF109294.D (-1285) (-) m/z 193.20 100.00%
198.2
69.1 97.1
5000
9.40 9.60 9.80 10.00
ol 220.2 m/z 69.10 61.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55457: 9-Borabicyclo[3.3.1]nonane, 9-[3-(methylamino)propyl]
198.0
84.0
5000 L I I LN I
9.40 9.60 9.80 10.00
m/z 97.10 59.02%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55233: 1-(p-Fluorophenyl)-4-piperidone
198.0
1250 '9.40 9.60 9.80 10.00
5000 ' m/z 109.10 51.06%
150.0
95.0
miz--> "'z'o"'Lb""eb"'éb"'ic')é"iéé"iié"iéé"isé' 200 220 240
Abundance #100851: Hexadecanedinitrile Rl BEEEs maEE B
97.0 9.40 9.60 9.80 10.00
m/z 41.10 47 .39%
5000 410
69.0 124.0
laso g dd g4 L1120 a0 280 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 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 : BF109294.D

Aca On : 25 Sep 2018 19:03

Operator : JU/SJ

Sample : J5055-16

Misc :

ALS Vial : 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\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 Decahydro-8a-ethyl-1,1,4a,6... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.09 6.31 ng 377919 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Decahvdro-8a-ethvl-1.1.4a.6-tetr... 222 C16H30 1000100-23-6 83

2 Decahvdro-4.4.8.9.10-pentamethvl... 208
3 Borinic acid. diethvl-. 3.3.5-tr... 208 C13H25B0O

4 Naphthalene.
5 Bicyclo[2.2.1]heptane,

C15H28

2-butvldecahvdro- 194 C14H26
2,2,3-tri... 138 C10H18

080655-44-3 64
057387-76-5 27
006305-52-8 25
020536-40-7 25

Abundance Scan 1361 (10.092 min): BF109294.D (-1355 () m/z 193.20 100.00%
69.1 95.1 123.1 198.
5000
222.2 9.80 10.00 10.20 10.40
0 m/z 69.10 96.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79579: Decahydro-8a-ethyl-1,1,4a,6-tetramethylnaphthalene
95.0 123.0 207.0
69.0
5000 LA L L L L LB LB
9. 80 10 00 10. 20 10 40
‘ ‘ 151.0 m/z 123.10 92.99%
0,..”,.”.,J.Jl.4!.Hn'|”J'”h.“..w..”,.”.p”..“
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67964: Decahydro-4,4,8,9,10-pentamethyInaphthalene
198.0
AR AR R R EEREE B
123.0 9.80 10.00 10.20 10.40
5000 69.0 950 m/z 109.10 92.98%
o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67806: Borinic acid, diethyl-, 3,3,5-trimethyl-1-cyclohex... A
123.0 193.0 9.80 10.00 10.20 10.40
m/z 95.10 87.80%
41.0
5000 83.0
140.0
d kb e |0 e | ey M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9. 80 10 00 10. 20 10 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092518\
Data File : BF109294.D

Aca On : 25 Sep 2018 19:03

Operator : JU/SJ

Sample : J5055-16

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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

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

Peak Number 7 unknownl10.12 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.12 4.56 ng 273502 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Neopentvlidenecvclohexane 152 C11H20 039546-80-0 35
2 Triallvisilane 152 C9H16Si1 001116-62-7 18
3 3-Hexene. 3-ethvl-2.5-dimethvl- 140 C10H20 062338-08-3 14
4 Cvclohexane. 1-ethvl-1.4-dimethv... 140 C10H20 062238-30-6 14
5 2-Anthracenamine 193 C14H1i1N 000613-13-8 11
Abundance Scan 1366 (10.121 min): BF109294.D (-1363) (-) m/z 193.20 100.00%
69.1 198.2
411 97.1 1231
5000
1511 1731 217.2 '9.80 10.00 10.20 10.40
(o} m/z 69.10 84 .59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25430: Neopentylidenecyclohexane
64.0
5000 410 109.0  137.0 N —

9.I80 lO.IOO 10.I20 10.I40
m/z 123.10  66.79%

. 15.0 91.
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #26142: Triallylsilane
69.0
R e o
9.80 10.00 10.20 10.40
5000 43.0 m/z 97.10 64 .43%
111.0
1l \‘ " MH ulh ] ily ! 151.0
A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #18032: 3-Hexene, 3-ethyl-2,5-dimethyl- e A REEEEEasS
55.0 9.80 10.00 10.20 10.40
97.0 m/z 55.10 64.02%
5000
27.0 140.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.80 10.00 10.20 10.40

8270-BF092218_.M Wed Sep 26 16:09:50 2018 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092518\
Data File : BF109294.D

Aca On : 25 Sep 2018 19:03

Operator : JU/SJ

Sample : J5055-16

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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

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

Peak Number 8 unknownl10.16 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.16 8.24 ng 493555 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Fluorobenzoic acid. 2-pentadec... 350 C22H35F02 1000280-68-3 47
2 Silane. dimethvldi(2.4-cvclopent... 188 C12H16Si 018053-74-2 46
3 2.11-Dioxabicvclol4.4.11lundeca-3... 222 C13H1803 070412-52-1 45
4 3-Fluorobenzoic acid. 1-cvclopen... 236 C14H17F02 1000279-04-7 43
5 4-Fluorobenzoic acid, 3-tetradec... 336 C21H33F02 1000280-68-1 43
Abundance Scan 1373 (10.163 min): BF109294.D (-1369) (-) m/z 123.10 100.00%
128.1
5000
207.2
411 69.1 951 JULo A N
149.1 9.80 10.00 10.20 10.40
o 172 234.2 m/z 207.20  35.56%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #184116: 4-Fluorobenzoic acid, 2-pentadecy! ester
128.0
41.0
5000 SRRV SRR B
95.0 9.80 10.00 10.20 10.40
69.0 141.0 m/z 109.10 35.03%
210.0
o 167.0 227.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #51679: Silane, dimethyldi(2,4-cyclopentadien-1-yl)-
128.0
9.80 10.00 10.20 10.40
5000 m/z 69.10 34.37%
95.0 188.0
. 430 690 | | 1450 1710
mz-> 20 4b 60 85 100 120 140 160 180 200 220 240
Abundance #79089: 2,11-Dioxabicyclo[4.4.1Jundeca-3,5-dien-10-one, 1,... R EE R E s
128.0 9.80 10.00 10.20 10.40
m/z 81.10 33.56%
43.0
5000 179.0
222.0
95.0
ol260 |, 890 " 1301610 | 2040
mz-> 20 40 60 80 160 150 140 160 180 200 220 240 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092518\
Data File : BF109294.D

Aca On : 25 Sep 2018 19:03

Operator : JU/SJ

Sample : J5055-16

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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

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

Peak Number 9 unknownl0.21 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.21 2.30 ng 137725 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenamine. 3-ethoxv- 137 C8H11NO 000621-33-0 22
2 Geranvl bromide 216 C10H17Br 006138-90-5 22
3 5-Ethoxv-2-methvl-pvridine 137 C8H11NO 055270-48-9 22
4 cis.trans-2-Ethvlbicvclol4.4.01d... 166 C12H22 066660-38-6 14
5 Naphthalene, 2-butyldecahydro- 194 C14H26 006305-52-8 14
Abundance Scan 1381 (10.210 min): BF109294.D (-1378) (-) m/z 137.10 100.00%
109.1  137.1
69.1
5000 ot 193.2
222.2 RIS AU BN B
91 571175 1 9.80 10.00 10.20 10.40 10.60
o} : m/z 109.10 91.53%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #16726: Benzenamine, 3-ethoxy-
109.0
137.0
5000 RS SRR SRR B B
80.0 9.80 10.00 10.20 10.40 10.60
53.0 m/z 69.10 75.82%
27.0 |
S O W S N O,
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #73754: Geranyl bromide
a0 890
9.80 10.00 10.20 10.40 10.60
5000 m/z 55.10 71.20%
137.0
0 - ‘ 9.0 1190 175.0
miz-> 20 40 65 85 160 120 140 160 180 200 220 240
Abundance #16750: 5-Ethoxy-2-methyl-pyridine A B o
109.0 1370 9.80 10.00 10.20 10.40 10.60
m/z 95.10 65.79%
5000 80.0
270 530
0,.”.,HW.PM.Wh.u,.“.,”.J..” S S
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 9.80 10.00 10.20 10.40 10.60
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Data Path
Data File

Aca On

Sample
Misc

Operator :

ALS Vial

Quant Method

Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092518\
BF109294.D

25 Sep 2018 19:03

Ju/sJ

J5055-16

14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF092218_M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

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 Cyclohexadecane

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.72 5.38 ng 186518 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 97
2 Cetene 224 C16H32 000629-73-2 95
3 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 93
4 Carbonic acid. octadecvl 2.2.2-t... 444 C21H39CI1303 1000314-56-3 91
5 Bacchotricuneatin c 342 C20H2205 066563-30-2 91

Abundance Scan 1978 (13.721 min): BF109294.D (-1975) (-) m/z 55.10 100.00%
> . M
5000
2821 3243 355.1 13.40 13.60 13.80 14.00
(o} m/z 83.10 94 .08%
m/z--> 50 100 150 200 250 300 350
Abundance #81246: Cyclohexadecane
53.0 83.0
5000 LB AR B IR SR
111.0 1340 13.60 13.80 14.00
1o m/z 97.10 92.49%
m/z--> 50 100 150 200 250 300 350
Abundance #81243: Cetene
41.0
83.0 13.40 13.60 13.80 14.00
5000 m/z 69.10 90.79%
111.0 UhAWM“WwVVMMAﬂ\wmwwiwﬁuw\m
0120\ il } {‘{ 1139.0168.0196.0224.0
m/z--> 50 100 150 200 250 300 350
Abundance #194133: Dichloroacetic acid, heptadecy! ester T
57.0 13.40 13.60 13.80 14.00
97.0 m/z 57.10 90.75%
5000 %
29.0 125.0
ol 1L J} i (154-0182.0210.0233.0266.0 295.0
m/z--> 50 100 150 200 250 300 350 1340 13.60 13.80 14.00

8270-BF092218_.M Wed Sep 26 16:09:52 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092518\
Data File : BF109294.D

Aca On : 25 Sep 2018 19:03

Operator : JU/SJ

Sample : J5055-16

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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

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

Peak Number 11 Supraene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.69 5.90 ng 147176 Perylene-di12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 87
2 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 72
3 1.5.9-Undecatriene., 2.6.10-trime... 192 Cl4H24 062951-96-6 64
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 64
5 4,8,12-Tetradecatrienenitrile, 5... 245 C17H27N 005981-31-7 59
Abundance Scan 2143 (14.692 min): BF109294.D (-2140) (-) m/z 69.10 100.00%
69.1
L AR B SO B
07.1137.1 14.40 14.60 14.80 15.00
ol gy 91T 2811 27413072 3460 Tz 81.10  51.24%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000 LN IS B SR B
14.40 14.60 14.80 15.00
m/z 41.10 22 .31%
137.0
0 29.0[ L 107.0 | 1910 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #158394: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetraenal
69.0
1440 14.60 14.80 15.00
5000 m/z 95.10 12 .35%
137.0
29.0 {l hoqo ] 1920 247.0 3160
ol b b b oy e
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- L L L L L B
69.0 14.40 14.60 14.80 15.00
m/z 68.00 11.69%
- M\—ﬁw
29.0
123.0
L B0 o e e
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092518\
Data File : BF109294.D

Aca On : 25 Sep 2018 19:03

Operator : JU/SJ

Sample : J5055-16

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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

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

Peak Number 12 Heptadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.94 2.70 ng 67467 Perylene-di12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Dodecane. 2-methvl- 184 C13H28 001560-97-0 74
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 74
4 Pentadecane. 2-methvl- 226 C16H34 001560-93-6 74
5 Tridecane 184 C13H28 000629-50-5 72
Abundance Scan 2185 (14.939 min): BF109294.D (-2183) (-) m/z 57.10 100.00%
57.1
5000
99.1 N SUNE SR SRR
27.1 1610 196.2 240.1 276.1306.1 342.1 377.1 14.60 14.80 15.00 15.20
0 m/z 71.10 81.55%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57.0
5000 L UL SULLLE B UL
14.60 14.80 15.00 15.20
29.0 99.0 m/z 43.10 66.12%
oL Ll L 4 i | 20 1e901970 2400
m/z--> 50 100 1%0 200 2%0 300 350
Abundance #48854: Dodecane, 2-methyl-
57.0
14.60 14.80 15.00 15.20
5000 m/z 85.10 65.53%
29.0 99.0 141.0
0..%‘.,“."“ \....{,.1.15.;4'.0,.... T
m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- R R e S RAmEmmsm
57.0 14.60 14.80 15.00 15.20
m/z 55.10 31.32%
5000
99.0
0 ‘ L\JF270 183.0  239.0268.0296.0
m/z--> 5'0 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092518\
Data File : BF109294.D

Acq On = 25 Sep 2018 19:03

Operator : JU/SJ

Sample - J5055-16

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218_M
Quant Title : 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... 4.92 3.1 ng 114293 1 6.71 737758 20.0
unknown6 .48 6.48 80.8 ng 2980140 1 6.71 737758 20.0
Decahydro-4,4,8,9... 9.62 4.2 ng 249406 3 9.75 1198540 20.0
unknown9 .66 9.66 6.4 ng 383067 3 9.75 1198540 20.0
Decahydro-8a-ethy... 10.09 6.3 ng 377919 3 9.75 1198540 20.0
unknown10.12 10.12 4.6 ng 273502 3 9.75 1198540 20.0
unknownl10.16 10.16 8.2 ng 493555 3 9.75 1198540 20.0
unknown10.21 10.21 2.3 ng 137725 3 9.75 1198540 20.0
Cyclohexadecane 13.72 5.4 ng 186518 5 13.84 692808 20.0
Supraene 14.69 5.9 ng 147176 6 15.25 499207 20.0
Heptadecane 14.94 2.7 ng 67467 6 15.25 499207 20.0
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