LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070219\

Data File : BF115371.D

Aca On 2 Jul 2019 20:28 Instrument :

Operator : HP/JU E?Afs el
- _ lentosampleld :

3?22'6 : K3628-03 NJ-226-VNJ-238

ALS Vial : 13 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-BF062119.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 5.201 550 555 558 rBY 3214778 3282355 68.39% 7.666%
2 6.248 727 733 736 rBVY 3464346 3579895 74.59% 8.361%
3 6.372 749 754 758 rBVY 3847336 3726578 77 .64% 8.704%
4 6.607 790 794 797 rBV 1467949 1335646 27.83% 3.119%
5 6.760 816 820 824 rBVY 3511795 3055016 63.65% 7.135%
6 7.166 884 889 892 rBVY 2463049 2296733 47 .85% 5.364%
7 7.889 1007 1012 1018 rBvV 1859738 1693836 35.29% 3.956%
8 8.883 1178 1181 1184 rBV2 60729 65578 1.37% 0.153%
9 8.966 1191 1195 1205 rBV 4749073 4799649 100.00% 11.210%
10 9.048 1206 1209 1214 rVvVv5 109129 157973 3.29% 0.369%

11 9.277 1246 1248 1250 rBvV2 110878 100200 2.09% 0.234%
12 9.360 1258 1262 1265 rBV2 574336 678085 14.13% 1.584%
13 9.389 1265 1267 1269 rVvVv 280323 254067 5.29% 0.593%
14 9.413 1269 1271 1275 rVB3 164136 174845 3.64% 0.408%
15 9.513 1286 1288 1289 rBV 169759 145908 3.04% 0.341%

16 9.560 1293 1296 1299 rVB 523057 509491 10.62% 1.190%
17 9.595 1299 1302 1304 rBV2 201130 211909 4.42% 0.495%
18 9.636 1304 1309 1315 rBV 2210644 2515666 52.41% 5.875%
19 9.807 1336 1338 1339 rBvV 203205 168687 3.51% 0.394%
20 9.919 1354 1357 1360 rBV3 517870 489866 10.21% 1.144%

21 10.054 1377 1380 1383 rBV2 624132 637553 13.28% 1.489%
22 10.319 1423 1425 1428 rVB 657620 601268 12.53% 1.404%
23 10.424 1440 1443 1447 rBV2 1525074 1398055 29.13% 3.265%
24 10.589 1468 1471 1474 rVB 985859 969542 20.20% 2.264%
25 11.054 1547 1550 1553 rVB 1151675 1121021 23.36% 2.618%

26 11.118 1559 1561 1564 rVB 1554969 1279815 26.66% 2.989%
27 12.707 1828 1831 1839 rVB 3309062 3761476 78.37% 8.785%
28 13.742 2004 2007 2011 rVB 1551055 1402574 29.22% 3.276%
29 14.248 2090 2093 2095 rBV 131881 124471 2.59% 0.291%
30 14.536 2139 2142 2150 rVB 208213 237614 4._95% 0.555%

31 14.842 2191 2194 2198 rVB 165530 167302 3.49% 0.391%
32 15.112 2235 2240 2248 rVV 1252068 1446430 30.14% 3.378%
33 15.177 2248 2251 2258 rVB 141130 184474 3.84% 0.431%
34 15.559 2312 2316 2325 rVB 95825 134332 2.80% 0.314%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070219\
Data File : BF115371.D

Aca On 2 Jul 2019 20:28

Operator : HP/JU

Sample : K3628-03

Misc :

ALS Vial : 13 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

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 16.001 2387 2391 2402 rVB3 58028 108874 2.27% 0.254%

Sum of corrected areas: 42816784
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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\BFO070219\

BF115371.D

2 Jul 2019 20:28

HP/JU

K3628-03

13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF115371.D

5.20

6.37
6.25

6.76

7.17

04—
Time--> 2.00

4.50

T
5.00

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

0

7.89

TIC: BF115371.D

Time-->

9.50 10.00 10.50 11.00 11.50

12.00

12.50

13.00

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF115371.D

13.74

15.11

1425 1454 144

18 1556

> 16.00

Time-->

1
13.50

14.00

14.50 15.00 15.50 16.00 16.50 17.00

17.50

18.00

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070219\
Data File : BF115371.D

Aca On 2 Jul 2019 20:28

Operator : HP/JU

Sample - K3628-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF062119_.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 1 unknown6.37 Concentration Rank 1

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

6.37 55.80 ng 3726580 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 754 (6.372 min): BF115371.D (-749) (-) m/z 132.00 100.00%
132.0
5000 68.0
%00 %0 T 550 o0 obo oo
o} B e o m/z 68.00 38.17%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 AR AR SRR N
6.00 6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.32%
O'J“m!w'lﬁ”Jw"w“'”l"'|”"w"w"“|'“'|“'
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
6.00 620 6.40 6.60 6.80
5000 67.0 m/z 66.00 24.42%
41.0 97.0
0....|.... \H —— .EL:.L#'P...|....|....|....|....|...
m/z--> 60 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil  EEams L AR
132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.05 15.05%
5000
105.0
0 510 770 159.0 178.0  206.0222.0
m/z--> 40 60 80 100 120 140 160 180 200 220 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070219\
Data File : BF115371.D

Aca On 2 Jul 2019 20:28

Operator : HP/JU

Sample - K3628-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 7

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

9.56 4_.05 ng 509491 Acenaphthene-d10 9.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 50
2 9-Borabicvclol3.3.11Tnonane. 9-T3... 193 C12H24BN 1000162-56-0 47
3 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 37
4 2-Diethvlamino-4-phenvlthiooct-2... 302 C18H26N2S 1000090-57-0 25
5 2-Phenylindolizine 193 C14H11IN 025379-20-8 22

Abundance Scan 1296 (9.560 min): BF115371.D (-1293) (-) m/z 193.20 100.00%
198.2
97.1
5000 69.0
920 9.40 9.60 9.80
0 220.1 m/z 97.10 54 .50%
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 AR SRR
9.20 9.40 9.60 9.80
m/z 109.10 47 .44%
151.0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55457: 9-Borabicyclo[3.3.1]nonane, 9-[3-(methylamino)propyl]
198.0
84.0 AR SRR
9.20 9.40 9.60 9.80
5000 56.0 136.0 m/z 69.00 47 .19%
110.0
164.0
Ly i [ A ulll 1 {1 all [ILL i | L
0"%"ﬁﬂ%'”l'”'l"'P"'P"'"”I'”'I"'I”"P'
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55233: 1-(p-Fluorophenyl)-4-piperidone L B o
198.0 9.20 9.40 9.60 9.80
m/z 95.05 37.70%
123.0
5000
150.0
95.0 ‘
170 420 75.0 o 1760
m/z--> 20 4'0 60 8|0 100 120 140 160 180 200 220 920 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070219\
Data File : BF115371.D

Aca On 2 Jul 2019 20:28

Operator : HP/JU

Sample - K3628-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Decane, 5-propyl- Concentration Rank 8

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

9.92 3.89 ng 489866 Acenaphthene-d10 9.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 5-propvl- 184 C13H28 017312-62-8 53
2 Tetradecane 198 C14H30 000629-59-4 49
3 Heptadecane. 8-methvl- 254 C18H38 013287-23-5 49
4 Undecane. 4.8-dimethvl- 184 C13H28 017301-33-6 46
5 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 45

Abundance Scan 1357 (9.919 min): BF115371.D (-1354) (-) m/z 57.00 100.00%
57.0

5000

21

9.60 9.80 10.00 10.20

0 m/z 71.05 92.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48838: Decane, 5-propyl-
57.0
5000 LN L L L L L LB L |
. 9.60 9.80 10.00 10.20
29.0 m/z 43.00 78.46%
112.0 140.0
0..WJ”.w.J,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59879: Tetradecane
57.0
R ERERE R EEE SRRy
9.60 9.80 10.00 10.20
5000 850 m/z 85.10 61.18%
29.0
0 J ‘ 1, ”11§0 1410 169.0 1980
”.“.”,”.w.”.“.”,”.W.H.P.”,”...”...”,”.w.”w
m/z--> 60 80 100 120 140 160 180 200 220 240
Abundance #105898: Heptadecane, 8-methyl- B BEEEE B
57.0 9.60 9.80 10.00 10.20
m/z 55.00 55.47%
85.0
5000
154.0
B e B B AR R N ELmEE
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\BF070219\
Data File : BF115371.D

Aca On 2 Jul 2019 20:28

Operator : HP/JU

Sample - K3628-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 2,11-Dioxabicyclo[4.4.1]Jund... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.05 5.07 ng 637553 Acenaphthene-d10 9.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.11-Dioxabicvclol4.4_1Tundeca-3... 222 C13H1803 070412-52-1 53
2 Pentanamide. N-(4-methoxvphenvl)- 207 C12H17NO2 1000306-89-3 43
3 3.3.5.5-Tetramethvlcvclohexanol 156 C10H200 002650-40-0 43
4 Ethanone. 1-I3-I2-methvl-2-(5-me... 222 C13H1803 080114-28-9 43
5 3-Fluorobenzoic acid, 2-ethylcyc... 250 C15H19F02 1000279-04-9 43
Abundance Scan 1379 (10.048 min): BF115371.D (-1377) (-) m/z 123.10 100.00%
128.1
173.1
5000 95.0
ao 90
207.2 R A REERS R EEs
145.1 9382 9.80 10.00 10.20 10.40
o} : m/z 173.10 54 .94%
m/z--> 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 L L L B B
2290 9.80 10.00 10.20 10.40
%50 ' m/z 95.00 41.00%
0 090 b 14301610 | 2040
m/z--> ﬁo Jo 60 80 160 120 140 160 180 200 220 240
Abundance #66822: Pentanamide, N-(4-methoxyphenyl)-
128.0
" '9.80 10.00 10.20 10,40
5000 m/z 81.00 39.40%
207.0
o mo‘Sﬂ)no%o‘ I 165.0
mz> 20 40 60 8 100 10 140 160 180 200 230 240
Abundance #28316: 3,3,5,5-Tetramethylcyclohexanol R EmEEES L
123.0 9.80 10.00 10.20 10.40
m/z 69.00 39.04%
5000 41.0
L 81.0
m/z--> 20 40 80 100 120 140 160 180 200 220 240 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070219\
Data File : BF115371.D

Aca On 2 Jul 2019 20:28

Operator : HP/JU

Sample - K3628-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Dodecane, 2-methyl-8-propyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.32 4.78 ng 601268 Acenaphthene-d10 9.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvIl-8-propvl- 226 C16H34 055045-07-3 68
2 Octadecane. 6-methvl- 268 C19H40 010544-96-4 64
3 3.5-Dimethvldodecane 198 C14H30 107770-99-0 64
4 Pentadecane 212 C15H32 000629-62-9 64
5 Hexadecane 226 C16H34 000544-76-3 62

Abundance Scan 1425 (10.319 min): BF115371.D (-1423) (-) m/z 57.00 100.00%

571.0
5000

113.1
145.1 1831  216.2 2392 10.00 10.20 10.40 10.60

Obrrr el m/z 71.10 56.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83050: Dodecane, 2-methyl-8-propy!-
57.0
5000 LIS L L L L L L L L LB

10,00 10.20 10.40 10.60
m/z 43.00 42.84%

141.0161.

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117644: Octadecane, 6-methyl-
57.0
L B
8.0 10.00 10.20 10.40 10.60
5000 m/z 85.10 26 .85%
85.0
ol B ) J130 1410 1680 1970 2400 268.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59888: 3,5-Dimethyldodecane B B
57.0 10.00 10.20 10.40 10.60
m/z 41.00 20.41%
5000
85.0
29.0
J “ . | 1260 1690 jgg
NIRRT R A M S S 45 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10 00 10. 20 10 40 10. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070219\
Data File : BF115371.D

Aca On 2 Jul 2019 20:28

Operator : HP/JU

Sample - K3628-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Pentadecane, 2,6,10,14-tetr... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.59 15.15 ng 969542 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 83
2 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 78
3 Sulfurous acid. 2-ethvlhexvl tet... 390 C22H4603S 1000309-19-7 72
4 Sulfurous acid. 2-ethvlhexvl hex... 418 C24H5003S 1000309-19-9 72
5 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 64
Abundance Scan 1471 (10.589 min): BF115371.D (-1468) (-) m/z 57.00 100.00%
57.0
5000
85.1
| e 1832 1020 10,40 1060 10,80 11,00
141.1 : : : : :
o.,....,...'I,..-':.,....|,...||.,.'...,....,....,....297..2]2.2?.1.,???.,2.... m/z 71.10 90.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117659: Pentadecane, 2,6,10,14-tetramethyl-
57.0

10.20 10.40 10.60 10.80 11.00
m/z 43.00 47.02%

5000

29.0 183.0

225.0 253.0

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57.0
R R
10.20 10.40 10.60 10.80 11.00
5000 m/z 85.10 29.29%
29.0 85.0
ol A | 130 4, 1830
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #207560: Sulfurous acid, 2-ethylhexyl tetradecy! ester A B o
57.0 10.20 10.40 10.60 10.80 11.00
m/z 113.10 20.96%
5000
113.0
290 85.0
0 I i " | 1410 1680 1oL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10. 20 10. 40 10 60 10. 80 11. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070219\
Data File : BF115371.D

Aca On 2 Jul 2019 20:28

Operator : HP/JU

Sample - K3628-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.54 3.29 ng 237614 Perylene-di12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 87
3 Triacontane 422 C30H62 000638-68-6 87
4 Tetracosane 338 C24H50 000646-31-1 86
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 86
Abundance Scan 2143 (14.542 min): BF115371.D (-2139) (-) m/z 57.00 100.00%
57.0
5000
0 s 2522 1450 7440 1450 g0 "
217.1 - - -
o Al 38805 TN 2951 3392 3863 1 hnsz 71.10  76.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94345: Heptadecane
57.0
5000 LR SRR DU UL B
14.20 14.40 14.60 14.80
99.0 m/z 43.00 57 .30%
. | ] | 1410 1820  240.0
m/z--> 5 100 150 200 250 300 350 400
Abundance #129498: Nonadecane, 2-methyl-
57.0
14.20 14.40 14.60 14.80
5000 m/z 85.00 57 .22%
P80 239.0
141.0 :
0'¢LI“!J'%J"'I'#?PI"HW""I""I'"'I"'
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane R R EaaEE
57.0 14.20 14.40 14.60 14.80
m/z 41.00 22 .32%
5000
99.0
01260, | | | J | 1410 1830 2250 267.0 3090 3510 422.0
m/z--> 50 100 1éo 200 250 300 350 400 14.20 14.40 14.60 14.80

8270-BF062119.M Wed Jul 03 16:42:11 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070219\
Data File : BF115371.D

Aca On 2 Jul 2019 20:28

Operator : HP/JU

Sample - K3628-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Hexacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .84 2.31 ng 167302 Perylene-d12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 87
Abundance Scan 2194 (14.842 min): BF115371.D (-2191) (-) m/z 57.00 100.00%
57.0
85.0
5000
141. 1 183 1 . 14.60 14.80 15.00 15.20
oL ”1 L2 224025312810 3531 o 71.10  78.86%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 85.0 L BRI BRI BULLILN B

14.60 14.80 15.00 15.20
m/z 43.00 59.83%

29.0 1
oL 1|]f|l 14}01690197022502530 205.0323.0  367.0
bl 4 . e e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
R B B
85.0 14.60 14.80 15.00 15.20
5000 ' m/z 85.05 59.37%
29.0 13.0
ol L [ 141-0169.0197.0025.0253.0  296.0
S——— — B B e e
m/z--> 50 100 150 200 250 300 350
Abundance #141432: Pentadecane, 8-hexyl- RS mEE e L R
57.0 14.60 14.80 15.00 15.20
m/z 55.00 21.26%
85.0
5000
29 } 13. 0141 0 196.0
N e b 2240 2650 e —
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15. OO 15. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070219\
Data File : BF115371.D

Aca On 2 Jul 2019 20:28

Operator : HP/JU

Sample - K3628-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 Octacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.18 2.55 ng 184474 Perylene-di12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane 394 C28H58 000630-02-4 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Pentacosane 352 C25H52 000629-99-2 91
Abundance Scan 2252 (15.183 min): BF115371.D (-2248) (-) m/z 57.00 100.00%
5%.0
5000
99.1 e —————
41 0 182 1 2200 14.80 15.00 15.20 15.40 15.60
o..:l,H I 0G0 pet 200881 /s 71.00  78.45%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 L AR SRR BRI B B
14. 80 15. oo 15 20 15.40 15.60
99.0 m/z 85.00 60.55%
0 |_\ ] “ | 410 1830 2250 267.0 3090  367.0
m/z--> 50 100 1%0 200 250 300 3%0 '
Abundance #209565: Octacosane
57.0
14.80 15.00 15.20 15.40 15.60
5000 m/z 43.00 59.10%
99.0
o 270 J‘ 1 ﬂ L }41 -0 1830 2250  281.0  337.0  394.0
m/z--> §0 100 1%0 260 2éo 360 3%0 '
Abundance #215181: 2-methyloctacosane R REmEE e
57.0 14.80 15.00 15.20 15.40 15.60
m/z 99.10 23.59%
5000
99.0
. 28,0, ‘ L H 1410 1830 2250 267.0 309.0  365.0304.0
m/z--> 50 1m 1% 2& 250 300 3% ' mmmmmmmmm@
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF070219\
Data File : BF115371.D

Acq On 2 Jul 2019 20:28

Operator : HP/JU

Sample - K3628-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF062119_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 .37 6.37 55.8 ng 3726580 1 6.61 1335650 20.0
Decahydro-4,4,8,9. .. 9.56 4.0 ng 509491 3 9.64 2515670 20.0
Decane, 5-propyl- 9.92 3.9 ng 489866 3 9.64 2515670 20.0
2,11-Dioxabicyclo... 10.05 5.1 ng 637553 3 9.64 2515670 20.0
Dodecane, 2-methy... 10.32 4.8 ng 601268 3 9.64 2515670 20.0
Pentadecane, 2,6,... 10.59 15.2 ng 969542 4 11.12 1279820 20.0
Heptadecane 14 .54 3.3 ng 237614 6 15.11 1446430 20.0
Hexacosane 14.84 2.3 ng 167302 6 15.11 1446430 20.0
Octacosane 15.18 2.5 ng 184474 6 15.11 1446430 20.0
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