LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112117\
Data File : BF100778.D

Aca On : 21 Nov 2017 14:17

Operator : SJ/JU

Sample : 16340-07

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:\HPCHEM1I\BNA F\METHODS\8270-BF110817.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 5.098 508 512 525 rBV 231096 309094 17.02% 1.845%
2 5.493 574 579 582 rBY 1763169 1742989 95.96% 10.406%
3 6.498 745 750 753 rBVY 1714433 1767282 97.30% 10.551%
4 6.640 769 774 777 rBVY 1917391 1816342 100.00% 10.844%
5 6.869 810 813 817 rVB 529032 437402 24.08% 2.611%
6 7.028 836 840 843 rBVY 1478503 1268463 69.84% 7.573%
7 7.434 904 909 912 rBVY 1187587 1105003 60.84% 6.597%
8 7.851 977 980 986 rBV 18605 26989 1.49% 0.161%
9 8.051 1009 1014 1018 rBV 19230 19802 1.09% 0.118%
10 8.151 1027 1031 1034 rBV 700767 583280 32.11% 3.482%

11 9.228 1209 1214 1217 rBV 1868965 1641628 90.38% 9.800%
12 9.616 1276 1280 1284 rBV 459278 418521 23.04% 2.499%
13 9.910 1325 1330 1333 rBvV 721797 668231 36.79% 3.989%
14 10.698 1459 1464 1467 rBV 1147052 1078185 59.36% 6.437%

15 10.816 1478 1484 1491 rBvV4 28323 40475 2.23% 0.242%
16 11.280 1560 1563 1568 rVB4 20602 22187 1.22% 0.132%
17 11.392 1578 1582 1585 rBV 808762 711246 39.16% 4.246%
18 12.357 1744 1746 1750 rVB3 20391 19010 1.05% 0.113%
19 12.604 1785 1788 1791 rVB 63000 53439 2.94% 0.319%
20 12.833 1825 1827 1830 rVB 51212 39853 2.19% 0.238%
21 12.974 1847 1851 1855 rVB 1346798 1299752 71.56% 7.759%
22 13.786 1987 1989 1993 rVB4 35547 29885 1.65% 0.178%
23 13.933 2012 2014 2018 rBv4 34842 33068 1.82% 0.197%

24 14.004 2023 2026 2028 rBV 132891 120956 6.66% 0.722%
25 14.033 2028 2031 2034 rVB 556334 487908 26.86% 2.913%

26 14.563 2119 2121 2125 rVB 72420 60342 3.32% 0.360%
27 15.074 2204 2208 2210 rBV2 32868 47485 2.61% 0.283%
28 15.133 2215 2218 2222 rBV2 43139 44359 2.44% 0.265%
29 15.504 2276 2281 2291 rVB 349095 485209 26.71% 2.897%
30 15.957 2354 2358 2362 rVB 40659 54155 2.98% 0.323%
31 16.210 2398 2401 2409 rVBS8 28720 60390 3.32% 0.361%
32 16.462 2440 2444 2450 rVB2 38539 57227 3.15% 0.342%
33 16.645 2471 2475 2485 rVB9 25436 50521 2.78% 0.302%
34 17.057 2540 2545 2551 rVB4 29283 65122 3.59% 0.389%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112117\
Data File : BF100778.D

Aca On : 21 Nov 2017 14:17

Operator : SJ/JU

Sample : 16340-07

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 - 0 Peak Location: TOP

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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF110817 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 17.762 2659 2665 2675 rVB5 32028 84691 4.66% 0.506%

Sum of corrected areas: 16750491
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA F\DATA\BF112117\
BF100778.D

21 Nov 2017 14:17

SJ/Ju

16340-07

8 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF110817.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF100778.D
6|64
5.49 6.50
1500000 7.03
7.43
1000000
6.87
500000
5.10
7.€
444 A A
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: BF100778.D
9,23
1500000 12.97
10.70
1000000
11.39
8.15 9.91
500000 9.62
12.6012.8
8.0 | {10.82 11.2 12.36
ot —— e 1
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF100778.D
1500000
1000000
14.03
500000 15.50
1596 16.21 16.4G6,64  17.06 17.76
[ e L A B B o e N A B e L B S B B A T T A A S A A S e e
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100778.D

Aca On : 21 Nov 2017 14:17

Operator : SJ/JU

Sample : 16340-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 3

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

5.10 14.13 ng 309094 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 72
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 512 (5.098 min): BF100778.D (-508) (-) m/z 43.00 100.00%
43.0
59.1
5000
1011 HRDE A L L
| 83.0 | 4.80 5.00 5.20 5.40
oSSR S| A M A m/z 59.10 55.94Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A L A I
59.0 480 500 520 5.40
0,
150 4, 1010 m/z 101.10 19.34%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
480 500 520 540
5000 m/z 58.00 14.62%
101.0
150 310 58.0 690  86.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester L e a ma
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.03%
5000 41.0
o T O =Y 1260 1420 .
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100778.D

Aca On : 21 Nov 2017 14:17

Operator : SJ/JU

Sample : 16340-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.64 Concentration Rank 1

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

6.64 83.05 ng 1816340 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 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 774 (6.640 min): BF100778.D (-769) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 B RN S R
40.1 540 6.40 6.60 6.80 7.00
0 ..,....,....,...:,“.'..:,:!..,::l-.,..'..,f.‘?;?,..!.,.':..,1.1.“?-9,...., I m/z 68.10 39.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 UERBE RS S LR
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 32.69%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
640 6.60 6.80 7.00
5000 67.0 m/z 66.00 24.69%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole LANLIL I L L L N B
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.66%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 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:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100778.D

Aca On : 21 Nov 2017 14:17

Operator : SJ/JU

Sample : 16340-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 7-lIsopropenyl-1,4a-dimethyl... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .56 2.47 ng 60342 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-1sopropenvl-1.4a-dimethvl-4.4a... 218 C15H220 000473-08-5 93
2 1H-Cvclopentall'lphenanthrene. 2.... 218 C17H14 000723-98-8 49
3 Tetrachloro-o-benzoauinone 244 C6Cl1402 002435-53-2 46
4 Naphthalene. 2-(phenvimethvI)- 218 C17H14 000613-59-2 43
5 Benzenamine, 2-bromo-4-nitro- 216 C6H5BrN202 013296-94-1 43
Abundance Scan 2121 (14.563 min): BF100778.D (-2119) (-) m/z 218.10 100.00%
218.1
274.2
5000

14.20 14.40 14.60 14.80

101.0 126.0148.0 189.1

41.0 6.0

0! m/z 274.20 61.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75930: 7-1sopropenyl-1,4a-dimethyl-4,4a,5,6,7,8-hexahydro...
41.0 91.0 147.0 175.0 218.0
119.0
67.0
5000 -|----|-[-\--|--‘--|----|-
14.20 14.40 14.60 14.80
m/z 219.10 25.00%
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
218.0
AR MR R L S S
14.20 14.40 14.60 14.80
5000 m/z 202.10 19.54%

390 650 8601080 141016561800

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #97627: Tetrachloro-o-benzoquinone
218.0 14.20 14.40 14.60 14.80
190.0 m/z 275.20 15.97%
118.0 153.0
5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100778.D

Aca On : 21 Nov 2017 14:17

Operator : SJ/JU

Sample : 16340-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Hexacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.96 2.23 ng 54155 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 86
2 Pentacosane 352 C25H52 000629-99-2 86
3 Hentriacontane 437 C31H64 000630-04-6 86
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 80
5 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 78
Abundance Scan 2359 (15.962 min): BF100778.D (-2354) (-) m/z 57.10 100.00%
51.1
5000
99.0 e
155.0188 9221.0 267.0 15.60 15.80 16.00 16.20
o WL e m/z 71.10 81.53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194494: Hexacosane
57.0
5000 L D UL B SRR
15 60 15. 80 16. oo 16.20
99.0 m/z 43.10 70.46%
oL | it 1410 1830 2250 267.0 3090 366.0
m/z--> §o 100 1éo 260 2éo 360 3éo 460 '
Abundance
57.0
15,60 15.80 16.00 16.20
5000 m/z 85.10 48.01%
99.0
o 141.0 183.0 225.0 2670 300.0 352.0
m/z--> §o 160 1éo 200 250 360 3éo 460 '
Abundance #223851: Hentriacontane R AR EEEEE T
57.0 15.60 15.80 16.00 16.20
m/z 99.05 26.78%
5000
99.0
0 iy 1410 1830 225.0 267.0 309.0 351.0 393.0 436.0
m/z--> ' 160 1éo 200 250 360 3éo 460 ! 15.60 15.80 16.00 16.20 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100778.D

Aca On : 21 Nov 2017 14:17

Operator : SJ/JU

Sample : 16340-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknownl6.21 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.21 2.49 ng 60390 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 9-dodecvltetradecahy... 360 C26H48 055401-75-7 47
2 7a-l1sopropenvl-4._.5-dimethvloctah... 236 C15H2402 1000192-14-7 40
3 .beta.-i1so-Methyl i1onone 206 C14H220 1000285-40-2 38
4 Pvridol3.4-dlpvridazin-1(2H)-one... 191 C8H9N50 1000263-69-7 35
5 1-Cyclohexene, 1,3,3-trimethyl-2_... 206 C14H220 1000197-08-4 25
Abundance Scan 2401 (16.210 min): BF100778.D (-2398) (-) m/z 191.15 100.00%
19.2
5000 95.0

69.1

221.1245.1 15.80 16.00 16.20 16.40 16.60

281.1

o} m/z 177.10 50.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #190939: Anthracene, 9-dodecyltetradecahydro-
95.0 191.0

15.80 16.00 16.20 16.40 16.60
m/z 95.05 49.04%

5000

236.0 264.0  303.0

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
135.0 191.0
410 R B
: 107.0 15.80 16.00 16.20 16.40 16.60
5000 810 m/z 109.10 45.46%
236.0
162.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #66096: .beta.-iso-Methyl ionone A EEE TS
191.0 15.80 16.00 16.20 16.40 16.60
m/z 81.05 34.70%
5000; 28.0
135.0 163.0
L3 s L]
o,n.w”.WJ”,”m,J”J””,”” e — e —

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15. 80 16. 00 16 20 16. 40 16 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100778.D

Aca On : 21 Nov 2017 14:17

Operator : SJ/JU

Sample : 16340-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown2.08 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.64 2.08 ng 50521 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-1.2.3-Triazole-4-carboxaldehyv... 191 C9H6FN30 051306-43-5 43
2 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 38
3 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 38
4 4(1H)-Pteridinone. 2-amino-6.7-d... 191 C8H9N50 000611-55-2 32
5 N-(3,4,5,6-Tetrahydro-1,3-thiazi... 192 C10H12N2S 003420-40-4 30
Abundance Scan 2474 (16.639 min): BF100778.D (-2471) (-) m/z 191.15 100.00%
191.2
95.1
5000
69.1
136.1 1631 219.1 S e = = e
41.0 11 16.40 16.60 16.80 17.00
0 m/z 95.10 59.30%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54016: 2H-1,2,3-Triazole-4-carboxaldehyde, 2-(2-fluorophe...
191.0
109.0
5000 82.0 LRI UL BN UL S
16.40 16.60 16.80 17.00
57.0 136.0 m/z 81.00 57.72%
Sl
0I'”'I”'“NdwaLJ'W'M”Iu”wl”"w"'"'W"”I'”'I
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
191.0
1640 16.60 16,80 17.00
5000 43.0 m/z 109.05 41.72%
123.0
149.0
770 90 1730 | 5480
O R B e e A I
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66146: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl) L O
191.0 16.40 16.60 16.80 17.00
m/z 192.10 37.73%
5000 57.0
107.0 149.0
0 29.0 L L 8;'?'0 Lol (1310 ‘ . ‘173?\0 .
miz-> 20 40 60 80 100 120 140 160 180 200 220 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100778.D

Aca On : 21 Nov 2017 14:17

Operator : SJ/JU

Sample : 16340-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 5

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

17.06 2.68 ng 65122 Perylene-di12 15.50

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 78

2 Docosane 310 C22H46 000629-97-0 72

3 Dodecane 170 C12H26 000112-40-3 64

4 5-Ethvl-5-methvlnonadecane 310 C22H46 1000360-42-7 53

5 2-Bromo dodecane 248 C12H25Br 013187-99-0 53
Abundance Scan 2546 (17.062 min): BF100778.D (-2540) (-) m/z 57.05 100.00%

57.0

5000

16.80 17.00 17.20 17.40

(o m/z 71.10 78.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57.0
5000 TT T[T T T T[T T rrrrrrr1
850 16.80 17.00 17.20 17.40
29.0 > m/z 43.10 59.27%
113.0
o L L ‘ | 1410 1830 2110 239.0
T T T [ e I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
R N REE
16.80 17.00 17.20 17.40
5000 85.0 m/z 85.05 48.69%
29.0

113.0 141.0 169.0 197.0 225.0 253.0 281.0 310.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #38317: Dodecane B EERR Bam e L
57.0 16.80 17.00 17.20 17.40
m/z 55.00 35.59%
5000
85.0
29.0
k) 20 amq 1100
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16. 80 17. 00 17. 20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100778.D

Aca On : 21 Nov 2017 14:17

Operator : SJ/JU

Sample : 16340-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknownl7.76 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

17.76 3.49 ng 84691 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 43
2 Nonadecane. l1-bromo- 346 C19H39Br 004434-66-6 35
3 Heptadecane. 2.6.10.14-tetramethvl- 296 C21H44 018344-37-1 35
4 Hexadecane 226 C16H34 000544-76-3 35
5 Octadecane 254 C18H38 000593-45-3 35

Abundance Scan 2665 (17.762 min): BF100778.D (-2659) (-) m/z 57.05 100.00%

57.0
5000

38.2165.1191.1 9o 4

281.1 17.40 17.60 17.80 18.00
o m/z 71.10 58.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129511: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 LA L L L L L L
17.40 17.60 17.80 18.00
29.0 85.0 1130 m/z 43.10 37 .85%
.”“Pu,uupu.”u.uquu.”.””.u.uu.u.””.”.“u.uqu”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
R e S EEEE
17.40 17.60 17.80 18.00
5000 m/z 85.10 28.49%
85.0 137.0
29.0
0 111.0 169.0197.0 235.0 267.0 303.0 346.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #141441: Heptadecane, 2,6,10,14-tetramethyl- R RRE maE
57.0 17.40 17.60 17.80 18.00
m/z 99.10 28.39%
5000
85.0
o \ ‘ | ‘ 11301410  183.0211.0 253.0281.0
e et e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 17.40 17.60 17.80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112117\
Data File : BF100778.D

Acq On : 21 Nov 2017 14:17

Operator : SJ/JU

Sample - 16340-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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... 5.10 14.1 ng 309094 1 6.87 437402 20.0
unknown6 .64 6.64 83.0 ng 1816340 1 6.87 437402 20.0
7-1sopropenyl-1,4_.. 14.56 2.5 ng 60342 5 14.03 487908 20.0
Hexacosane 15.96 2.2 ng 54155 6 15.50 485209 20.0
unknownl16.21 16.21 2.5 ng 60390 6 15.50 485209 20.0
unknown?2 .08 16.64 2.1 ng 50521 6 15.50 485209 20.0
Pentadecane, 2,6,... 17.06 2.7 ng 65122 6 15.50 485209 20.0
unknownl7.76 17.76 3.5 ng 84691 6 15.50 485209 20.0
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