LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110617.D

Aca On : 9 Nov 2018 10:31

Operator : JU/SJ

Sample : J5813-04

Misc :

ALS Vial : 4 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-BF110818 .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 2.269 25 31 42 rVB 314726 436772 21.32% 2.264%
2 5.192 524 528 538 rBV 32552 48679 2.38% 0.252%
3 5.569 587 592 595 rBY 1923695 1801812 87.95% 9.340%
4 6.575 757 763 777 rBVY 1764486 2035429 99.35% 10.551%
5 6.716 782 787 790 rBVY 2227315 1965354 95.93% 10.188%
6 6.945 822 826 832 rBV 561657 477659 23.31% 2.476%
7 7.098 848 852 856 rBY 1606004 1503663 73.39% 7.794%
8 7.510 917 922 925 rBVY 1293873 1205926 58.86% 6.251%
9 8.227 1040 1044 1056 rBV 654184 612783 29.91% 3.176%
10 9.298 1221 1226 1229 rBvY 2386673 2048775 100.00% 10.620%

11 9.692 1289 1293 1297 rBV 241863 211739 10.33% 1.098%
12 9.986 1339 1343 1352 rVB 680816 604297 29.50% 3.132%
13 10.774 1474 1477 1491 rBV 764262 758241 37.01% 3.930%
14 11.480 1593 1597 1599 rBV 529694 479957 23.43% 2.488%
15 11.504 1599 1601 1604 rVB 63301 556311 2.70% 0.287%

16 11.986 1678 1683 1699 rBvV 447818 664190 32.42% 3.443%
17 12.639 1789 1794 1798 rBV6 16641 31140 1.52% 0.161%
18 12.698 1798 1804 1807 rBV 139245 140728 6.87% 0.729%
19 12.774 1811 1817 1825 rBV 481039 596046 29.09% 3.090%
20 12.927 1837 1843 1848 rVB 110381 123670 6.04% 0.641%

21 13.062 1861 1866 1869 rBV 1454098 1292377 63.08% 6.699%
22 13.486 1935 1938 1942 rBV5 21477 37495 1.83% 0.194%
23 13.939 2012 2015 2021 rBV2 131355 191579 9.35% 0.993%
24 14.127 2043 2047 2050 rBV 492576 498026 24.31% 2.582%
25 14.157 2050 2052 2059 rVB 51993 46997 2.29% 0.244%

26 14.257 2066 2069 2072 rVB 45371 40217 1.96% 0.208%
27 14.562 2117 2121 2124 rBV 104176 117426 5.73% 0.609%
28 14.874 2171 2174 2178 rVB 149780 154661 7.55% 0.802%
29 15.204 2227 2230 2231 rBV 46050 57525 2.81% 0.298%
30 15.227 2231 2234 2238 rVB 230184 261709 12.77% 1.357%

31 15.627 2298 2302 2304 rBV 157199 211308 10.31% 1.095%
32 15.656 2304 2307 2311 rVB 250874 297189 14.51% 1.541%
33 16.074 2375 2378 2384 rVB 128893 192248 9.38% 0.997%
34 16.609 2465 2469 2474 rVB 60089 90582 4.42% 0.470%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110617.D

Aca On : 9 Nov 2018 10:31

Operator : JU/SJ

Sample : J5813-04

Misc :

ALS Vial : 4 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\HPCHEM1\BNA F\METHODS\8270-BF110818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 19291510
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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\BF110918\

BF110617.D

9 Nov 2018 10:31

JussJ

J5813-04

4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

2.27

TIC: BF110617.D
6.72

5.57
6.57
7.10

7.51

6.95

5.19

0
Time-->

T
5.00

Abundance

2000000

1500000

1000000

TIC: BF110617.D

13.06

500000

9.69

9.99

10.77

11.48 12.77

11.99

12.7012.9

| oY v | B

Ol
Time-->

12.00 12.50

13.00

11.00

10.00

9.50 10.50 11.50

Abundance

2000000

1500000

1000000

500000

TIC: BF110617.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110617.D

Aca On : 9 Nov 2018 10:31

Operator : JU/SJ

Sample : J5813-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

2.27 18.29 ng 436772 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 Boronic acid, ethyl-, dimethyl e... 102 C4H11BO2 007318-82-3 17

Abundance Scan 31 (2.269 min): BF110617.D (-25) (-) m/z 73.05 100.00%
74.0
5000 43.0
55.0 87.1
| 2.202.30 2.40 2.50 2.60 2.70
Obrrrprrrr e et e e e e e | M/ 43.05 0 39 74%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 A NABAN AL AARAN AN AN R
43.0 2.202.30 2.40 2.50 2.60 2.70
" 550 87.0 m/z 55.05 28.66%
29.0
0 L MA
RIS I L UL LR IR IR LI SIS IR LS BERAN BARAN SRRAN SRR
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0
2.202.30 2.40 2.50 2.60 2.70
5000 41.0 55.0 m/z 87.10 25.45%
29.0 ‘
o 1, | “ Al “‘ 99.0 112.0 129.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1995: Silane, tetramethyl-
73.0 2.202.30 2.40 2.50 2.60 2.70
m/z 41.05 12.90%
5000
43.0
oL 20 150 280 I 500 | 880
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 2.202.30 2.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110617.D

Aca On : 9 Nov 2018 10:31

Operator : JU/SJ

Sample : J5813-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11

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

5.19 2.04 ng 48679 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 9
4 3-Hexanol 102 C6H140 000623-37-0 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 528 (5.192 min): BF110617.D (-524) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 IRSVNISR B S S AU SV IW/
| 83.0 | 480 500 520 5.40 5.60
o) SRS ¥ EMINESSSES P | SRS MU MRS m/z 59.00 56.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I LS UL I
59.0 480 500 520 540 560
0
150 a0 1010 m/z 101.10 20.78%
0 el . 83.0 .
LR UL SRR SR UL LRI FULRLEL IR SO SO S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0
480 500 520 540 560
5000 m/z 58.10 13.93%
101.0
150 310 | %80 g0 g0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3686: l—Propen—Z—oI, acetate |||||||||ll/|\llll|llll|ll
43.0 480 5.00 520 5.40 5.60
m/z 41.00 9.13%
5000
58.0
1§.0 270 N 7%.0 100.0
o T e R L
miz--> 10 20 30 40 50 60 70 8 90 100 110 | 4.80 500 520 5.40 560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110617.D

Aca On : 9 Nov 2018 10:31

Operator : JU/SJ

Sample : J5813-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 unknown6.72 Concentration Rank 1

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

6.72 82.29 ng 1965350 1,4-Dichlorobenzene-d4 6.95
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 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 788 (6.722 min): BF110617.D (-782) (-) m/z 132.00 100.00%
132.0
5000
68.1
00 ss0 || %90 m[ Tk 5k ok 7hy
Ol el e bl Tm/z 134.00  33.50%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IBLAAEAN SRR SR RN
6.40 6.60 6.80 7.00
310 5L0 m/z 68.10 31.90%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 20.82%
41.0 97.0
‘ ‘ 117.0
ob— -“i“- .‘L‘_*%l’.o,“.“l‘.‘.?ﬁl"?.‘.‘; o "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! e
57.0 132.0 6.40 6.60 6.80 7.00
m/z 96.00 12.24%
74.0
5000 9go 1160
oL—— = II‘I\I\I\I ""Ml ||“| : |‘H“||‘|“| : I‘MI —— ?-5|80| —— |]|-8|9.|0| I ERERGE L
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110617.D

Aca On : 9 Nov 2018 10:31

Operator : JU/SJ

Sample : J5813-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Tridecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.99 27.68 ng 664190 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 Undecanoic acid 186 C11H2202 000112-37-8 80
Abundance Scan 1684 (11.992 min): BF110617.D (-1678) (-) m/z 73.00 100.00%
43.0 730
5000 129.1 ‘}L\\ﬁwva_ﬁ
213.2 e
157.1 185.2 256.2 11.60 11.80 12.00 12.20 12.40
0! m/z 43.05 94 .54Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
43.0
11.60 11.80 12.00 12.20 12.40
‘ m/z 59.95 89.93%
ob— I I|! "|i |”n!.|||I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
430 730
11/60 11.80 12.00 12.20 12.40
5000 256.0 m/z 57.10 77.60%
213.0
157.0 185.0
OIIIIIIIIIII”IM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid T B i e
43.0 | 73.0 11.60 11.80 12.00 12.20 12.40
m/z 41.05 73.46%
5000 129.0 \---_“v”’m~}lyywh'mnﬁ—-du
olzsoll 1l 4 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110617.D

Aca On : 9 Nov 2018 10:31

Operator : JU/SJ

Sample : J5813-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.77 24.84 ng 596046 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 Tridecanoic acid 214 C13H2602 000638-53-9 83
Abundance Scan 1816 (12.768 min): BF110617.D (-1811) (-) m/z 43.05 100.00%
43.0 730
5000 129.1 Aw__ﬁ,v__,y,JA\avwh,v~W~_J
97.1 185.1 L B
157.1 2131 2412 284.3 12.'40 12.I60 12.|80 13.'00 '
(o} . m/z 73.00 94 .91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 ; 73.0
5000 129.0 RN SRR SURRRE
12.40 12.60 12.80 13.00
o 241.0 284.0 m/z 60.00 84 .80%
0 :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43.0 ,73.0
1240 12.60 12.80 13.00
5000 129.0 m/z 57.05 81.97%
0 .1?.'?.‘; T .W..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid T
60.0 12.40 12.60 12.80 13.00
m/z 55.05 74.87%
5000 129.0
83.0
JM 157.0 1850 213.0 256.0
(o} e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1220 12%0 1280 1350 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110617.D

Aca On : 9 Nov 2018 10:31

Operator : JU/SJ

Sample : J5813-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Heptafluorobutyric acid, he... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.94 7.69 ng 191579 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 94
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
3 1-Hexadecanol 242 C16H340 036653-82-4 93
4 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 91
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
Abundance Scan 2015 (13.939 min): BF110617.D (-2012) (-) m/z 57.10 100.00%
57.1
5000 Pmugﬂhkahﬂﬁkdj\NwAWJ,/AMVWJ«
1500 10012291 1760 12580 14100 1420
o} : m/z 43.10 89.83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester
57.0
97.0
5000 AU BN U
13.60 13.80 14.00 14.20
160.0 m/z 55.05 76 .99%
o 37.0, | 2240 269.0 420.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57.0
97.0 LA BN U
13.60 13.80 14.00 14.20
5000 m/z 83.05 69.58%
169.0
o150l 4| Jigrp | 2100 2550 406.0 ﬂwwd‘“Nwdwwvhkauwmﬂwwmu
m/z--> 50 100 150 200 250 300 350 400
Abundance #95987: 1-Hexadecanol R A REER R
58.0 13.60 13.80 14.00 14.20
97.0 m/z 69.10 62.30%
- /\MA‘/W
L L] e ssmo
mz-> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20

8270-BF110818.M Mon Nov 12 15:43:14 2018

Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110617.D

Aca On : 9 Nov 2018 10:31

Operator : JU/SJ

Sample : J5813-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Tricosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .56 4.72 ng 117426 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 93
2 Eilcosane 282 C20H42 000112-95-8 91
3 Pentadecane 212 C15H32 000629-62-9 90
4 Hexacosane 366 C26H54 000630-01-3 87
5 Octacosane 394 C28H58 000630-02-4 87

Abundance Scan 2121 (14.562 min): BF110617.D (-2117) (-) m/z 57.10 100.00%

57.1

&

5000 85.1
1131 258.1 14.20 14.40 14.60 14.80
141.1 169.1 20212300 2941 3241
0,,l AN LA e de01 20202900 ) 2941 3241 Tt AS 10 62,480
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164579: Tricosane
57.0
5000 85.0 R e

14.20 14.40 14,60 14.80
m/z 71.10 60.49%

29.0 113.0 324.0
ol 1} | L ) 141:0169.0197.0 225.0 253.0 281.0 %]
AR LA L L e  ARAA LA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129492: Eicosane
57.0
A
14.20 14.40 14.60 14.80
5000 m/z 85.10 45.92%
85.0
29.0
o | 0] | 22301410 169.0 107.0 225.0 253.0 282.0
AR LA L L R A ) RARAR Aa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #71393: Pentadecane SN BaEEE RS
57.0 14.20 14.40 14.60 14.80
m/z 55.00 24 _75%
29.0
0 L) 18014101690 2120
e e e e e e e e L R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.20 14.40 14. 60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110617.D

Aca On : 9 Nov 2018 10:31

Operator : JU/SJ

Sample : J5813-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Eicosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.87 6.21 ng 154661 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Tridecane. 6-propvl- 226 C16H34 055045-10-8 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 5-Ethyl-5-methylnonadecane 310 C22H46 1000360-42-7 87

Abundance Scan 2173 (14.868 min): BF110617.D (-2171) (-) m/z 57.10 100.00%
57.1
R AR SUNLE SR B
ol =| ,‘. LA, R P Wl s ok 213 ot o m/z 71.10 70.24%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 R AR SUNILE SRR SR
85.0 14.60 14.80 15.00 15.20
29.0 m/z 43.10 65 .34%
. | \ | | | [130141.0160.0107.0225.0253.0282.0
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
1460 14.80 15.00 15.20
5000 85.0 m/z 85.05 48.58%
. 290 L || [*30141.0160.0197.0225.0253.0 29503230 367.0
m/z--> 50 100 150 200 250 300 350
Abundance #83030: Tridecane, 6-propyl- R B
43.0 14.60 14.80 15.00 15.20
71.0 m/z 41.10 24 .83%
- WN\
‘ 99.0126.0154.0183.0
OII\IIHI.! .".‘ll .“.h..l“.... .2.26.'0. — A REREE mamaa S
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110617.D

Aca On : 9 Nov 2018 10:31

Operator : JU/SJ

Sample : J5813-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Octadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.07 12.94 ng 192248 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Octacosane 394 C28H58 000630-02-4 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 87
Abundance Scan 2377 (16.068 min): BF110617.D (-2375) (-) m/z 57.10 100.00%
57.1
5000 ~j\mﬁ_mﬂwﬁﬁ/\fﬁww&w&w
991 15180 1600 1650 1640
141.0 . 2264.2 ) . . . .
ol WL Bhdy 240 22 2saz26a2 o310 e oy
m/z--> 50 100 150 200 250 300 350
Abundance #105886: Octadecane
57.0
5000 LR BB BUGRILN UL UL
mmmmmmmm
99.0 m/z 71.10 56.96%
L2, [ 12F0 1830 20407540
m/z--> 55 100 1%0 260 2%0 360 350 '
Abundance #209566: Octacosane
57.0
15.80 16.00 16.20 16.40
5000 m/z 85.10 42 .45%
99.0
0 27,00 | | | | 1410 1830 225.0 281.0 337.0 394.0
m/z--> 50 160 150 200 250 360 350 '
Abundance #141426: Heneicosane BB
57.0 15.80 16.00 16.20 16.40
m/z 55.00 23.04%
0% J\/M‘/\W/L\«\ﬂ\w
99.0
o229 | ) J | 1410 1830 2250 26602960
m/z--> 50 100 1%0 200 250 360 350 ' 1580 1600 1620 1640

8270-BF110818.M Mon Nov 12 15:43:16 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110617.D

Aca On : 9 Nov 2018 10:31

Operator : JU/SJ

Sample : J5813-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.61 6.10 ng 90582 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Nonadecane 268 C19H40 000629-92-5 58
4 Tetracosane 338 C24H50 000646-31-1 58
5 Octadecane 254 C18H38 000593-45-3 58
Abundance Scan 2469 (16.609 min): BF110617.D (-2465) (-) m/z 57.10 100.00%
57.1
5000
155.1 1839 2221 2511 286.1300.1 16.20 16.40 16.60 16.80 17.00
Obr ey m/z 43.10 64 .08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane
51.0
85.0
5000 R DAL PR IR I
16,20 16.40 16.60 16.80 17.00
29.0 m/z 71.10 55.64%
ol [ Jl{?o 141.0 1690 1970 240.0
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57.0
650 16.20 16.40 16.60 16.80 17.00
5000 ' m/z 85.10 52.13%
29.0 113.0
oL W |77 1410 160, o 197 0 225.0 253.0 296.0 “““\wvxhnmwmww/k\NwAmuwwmeWm,
m/z--> 20 40 eb éo 100 120 140 160 180 200 220 240 260 280 300
Abundance #117638: Nonadecane B EEE e
57.0 16.20 16.40 16.60 16.80 17.00
m/z 55.10 21.55%
5000 85.0
29.0
0 ol ‘ ‘ \‘ 11? 0 \141 0 169 0 197 0 225 0 268 0
m/z--> 20 Jo eb éo 100 120 140 160 180 200 220 240 260 280 300 16,20 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF110918\
Data File : BF110617.D

Acq On : 9 Nov 2018 10:31

Operator : JU/SJ

Sample - J5813-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_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]
Butane, 2-methoxy... 2.27 18.3 ng 436772 1 6.95 477659 20.0
2-Pentanone, 4-hy... 5.19 2.0 ng 48679 1 6.95 477659 20.0
unknown6 .72 6.72 82.3 ng 1965350 1 6.95 477659 20.0
Tridecanoic acid 11.99 27.7 ng 664190 4 11.48 479957 20.0
Octadecanoic acid 12.77 24.8 ng 596046 4 11.48 479957 20.0
Heptafluorobutyri... 13.94 7.7 ng 191579 5 14.13 498026 20.0
Tricosane 14.56 4.7 ng 117426 5 14.13 498026 20.0
Eicosane 14.87 6.2 ng 154661 5 14.13 498026 20.0
Octadecane 16.07 12.9 ng 192248 6 15.66 297189 20.0
Heptadecane 16.61 6.1 ng 90582 6 15.66 297189 20.0
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