LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112018\
Data File : BF110888.D

Aca On : 20 Nov 2018 12:26

Operator : JU/SJ

Sample : PB114904BL

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 5.199 526 529 543 rBV 55804 90098 3.50% 0.414%
2 5.569 588 592 609 rBY 1966769 2004919 77 .89% 9.217%
3 6.569 757 762 765 rBVY 1929686 1963169 76.26% 9.025%
4 6.710 782 786 789 rBVY 2281533 2118740 82.31% 9.740%
5 6.940 821 825 838 rVB 514418 446030 17.33% 2.051%

7.093 847 851 866 rBV 1761226 1686122 65.50% 7.752%
7.504 917 921 951 rBV 1164604 1375374 53.43% 6.323%
8.222 1039 1043 1064 rBvV 534633 593376 23.05% 2.728%
9.298 1220 1226 1242 rBV 2614221 2574174 100.00% 11.834%
9.981 1338 1342 1362 rBV 566121 684444 26.59% 3.147%

=
QO ~NO®

11 10.781 1474 1478 1500 rBV 1310026 1535402 59.65% 7.059%
12 11.480 1593 1597 1618 rBV 648369 709883 27.58% 3.264%
13 13.063 1861 1866 1869 rBV 2674809 2538639 98.62% 11.671%
14 14.133 2044 2048 2061 rBV 544513 612820 23.81% 2.817%
15 14.251 2063 2068 2076 rVB 90515 89389 3.47% 0.411%

16 14.551 2114 2119 2126 rBV 226235 234841 9.12% 1.080%
17 14.868 2168 2173 2185 rBV 400409 437280 16.99% 2.010%
18 15.221 2224 2233 2243 rBV 398131 525653 20.42% 2.417%
19 15.615 2292 2300 2304 rBV 364215 496997 19.31% 2.285%
20 15.668 2304 2309 2330 rVB 237555 427876 16.62% 1.967%

21 16.063 2368 2376 2388 rBV 215367 366090 14.22% 1.683%
22 16.592 2458 2466 2478 rBV2 92889 181299 7.04% 0.833%
23 17.215 2565 2572 2580 rBV2 27565 59571 2.31% 0.274%

Sum of corrected areas: 21752186
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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\BF112018\

BF110888.D

20 Nov 2018 12:26

JussJ

PB114904BL

4 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112018\
Data File : BF110888.D

Aca On : 20 Nov 2018 12:26

Operator : JU/SJ

Sample : PB114904BL

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

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

5.20 4.04 ng 90098 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 50
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol 102 C6H140 000623-37-0 33
5 Ethanone, 1-(2-methylcyclopropyl)- 98 C6H100 000930-56-3 9

Abundance Scan 529 (5.199 min): BF110888.D (-526) (-) m/z 43.00 100.00%
a3
59
5000
101
| 83 | 480 5.00 520 5.40 5.60
o) SERSEESSSSY A 1 FPMBMSSESST | POSIEESASSSAS s S NS m/z 59.00 58.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 IR I I I I
480 5.00 520 5.40 5.60
59 m/z 101.10 17.88%
0 21 37| 53 || 67 778 o1 O
miz--> T A D A
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43
- 480 500 520 540 5.60
5000 m/z 58.00 14 _.79%
29 101
o 15 Y 51 73 83 95
miz--> 1 % 3 4 % 6 70 s 90 100 10
Abundance #8346: 2-Hexanol, 2-methyl- e e
59 4.80 5.00 520 5.40 5.60
m/z 41.00 9.56%
5000
a1 101
0 '|'%§'|' -””ﬁ%---‘ﬂﬂﬂ--u??”- |"'§?" "|§?"| R S RS S I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112018\
Data File : BF110888.D

Aca On : 20 Nov 2018 12:26

Operator : JU/SJ

Sample : PB114904BL

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 unknown6.71 Concentration Rank 1

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

6.71 95.00 ng 2118740 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 786 (6.710 min): BF110888.D (-782) (-) m/z 132.00 100.00%
5000 68
40 54 %6 J 640 6.60 6.80 7.00
o qrer |wsus o n/z 68.10 42.58%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N\
5000 ISR SRS AN SRR
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 32.42%
01 U DA UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 640 6.60 6.80 7.00
5000 gg 116 m/z 66.00 27.81%
o I,,,,I,,,‘,‘I‘,_,‘,\nl,ffﬂ,,Imm,\,\‘l,,h_l,,,l,s?,,,,l,lfsg,,
m/z--> 20 40 60 80 100 120 140 160 180 A
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e ped S
132 6.40 6.60 6.80 7.00
m/z 69.05 17.17%
117
5000
39 91
7 LG e | oy
0||‘||||‘||‘N||“l‘|||‘“|||‘=||“i‘|||‘||l"||||||||||||||||
m/z--> 20 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\BF112018\
Data File : BF110888.D

Aca On : 20 Nov 2018 12:26

Operator : JU/SJ

Sample : PB114904BL

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 4 Docosane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.25 2.92ng 80389  Chrysene-d12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 pocosane 310 C22H46 000629-97-0 90

2 Triacontane 422 C30H62 000638-68-6 90
3 Octadecane 254 C18H38 000593-45-3 86
4 2-methvloctacosane 408 C29H60 1000376-72-8 83
5 Tetratetracontane 619 C44H90 007098-22-8 83
Abundance Scan 2068 (14.251 min): BF110888.D (-2063) (-) m/z 57.05 100.00%

85

—

5000 ﬂ
AR
| i 1[13-341‘.11 I169 v 14.02;.4.8%14.406];.683(y
ottt m/z - - 0
m/z--> 50 100 150 200 250 300 350 400
Abundance #153222: Docosane
5000

14.00 14.20 14.40 14.60
m/z 71.05 60.49%

113 141 169 197 225 253 281 310
miz--> 50 100 150 200 250 300 350 400

0

Abundance #219831: Triacontane

2

14.00 14.20 14.40 14.60

5000 85 m/z 85.10 52.93%
113 141
oL2) 4 77,141 169 197 225 253 281 300 337 365 393 422
T T T T T T T T e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #105885: Octadecane
7 14.00 14.20 14.40 14.60
m/z 55.00 24 .28%
5000 85
29 113
0 | | ‘ l 11‘\11 L 169 197 225 254
e e et T e . e e
m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112018\
Data File : BF110888.D

Aca On : 20 Nov 2018 12:26

Operator : JU/SJ

Sample : PB114904BL

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 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.55 7.66 ng 234841 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Heptacosane 380 C27H56 000593-49-7 87
5 Pentadecane 212 C15H32 000629-62-9 87
Abundance Scan 2119 (14.551 min): BF110888.D (-2114) (-) m/z 57.10 100.00%
57
5000 85
113 14.20 14.40 14.60 14.80
141
ol !~, AT e aer et hjz 43.05  60.99%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000
85 14.20 14.40 14.60 14.80
29 m/z 71.05 59.10%
oL | (M8 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance #194493: Hexacosane
57
14.20 14.40 14.60 14.80
5000 85 m/z 85.10 46 .22%
29 ] 113 14
ol L by 1 100 107 225 253 205 3p3 %67
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57 14.20 14.40 14.60 14.80
m/z 55.05 23.34Y%
5000 a5
29 113
0 | ] | gl 770,141 169 197 225 253 281 309 338
m/z--> 55 160 1%0 260 2éo 360 3éo ' 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112018\
Data File : BF110888.D

Aca On : 20 Nov 2018 12:26

Operator : JU/SJ

Sample : PB114904BL

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 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .87 14.27 ng 437280 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Pentacosane 352 C25H52 000629-99-2 90
Abundance Scan 2173 (14.868 min): BF110888.D (-2168) (-) m/z 57.10 100.00%
57
5000 85
l I113 141 169 197 225 253 281 14.60 14.80 15.00 15.20
ol l R GRE L SR A m/z 43.05 63.71%
m/z--> 50 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000
85 14.60 14.80 15.00 15.20

m/z 71.05 60.65%

29
ol { | 118 141 169 197 225 253 281 323 351 380
B e e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
P 14.60 14.80 15.00 15.20
5000 m/z 85.05 45.24%
29 113
oL L. TS 169 197 225 253 2%
e . s S e
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57 14.60 14.80 15.00 15.20
m/z 55.05 23.32%
5000 85
29 113
oL T j | “ 141169 197 225 253 295 323 367
e TP NPt i L = A4
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\BF112018\
Data File : BF110888.D

Aca On : 20 Nov 2018 12:26

Operator : JU/SJ

Sample : PB114904BL

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 Hexacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.22 24 .57 ng 525653 Perylene-di12 15.67
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 Octacosane 394 C28H58 000630-02-4 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2233 (15.221 min): BF110888.D (-2224) (-) m/z 57.05 100.00%
57
5000 85
J | I113 141 169 107 225 267 15.00 15.20 15.40 15.60
R 0 0 e L . — m/z 43.05 63.28%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85
15.00 15.20 15.40 15.60
m/z 71.10 61.77%
. 2011 ﬂ1}3‘1§1 169 107 225 253 295 323 367
m/z--> 55 160 150 260 250 360 350 '
Abundance #141426: Heneicosane
57
85 15.00 15.20 15.40 15.60
5000 m/z 85.05 48 .50%
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance #209566: Octacosane
57 15.00 15.20 15.40 15.60
m/z 55.00 22.23%
5000 85
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
|||||||||||||||||||||||||||||||| —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—h
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112018\
Data File : BF110888.D

Aca On : 20 Nov 2018 12:26

Operator : JU/SJ

Sample : PB114904BL

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 2-methyloctacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.62 23.23 ng 496997 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Hexatriacontane 507 C36H74 000630-06-8 91
Abundance Scan 2301 (15.621 min): BF110888.D (-2292) (-) m/z 57.05 100.00%
g7
5000 85

113
141 169 15.40 15.60 15.80 16.00
o...l,.-“.ll,.'1.4..l,-.‘...,z.“...zf?...,....,...., m/z 71.10 62.91%

m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85
15.40 15.60 15.80 16.00
113 m/z 43.10 60.49%
o 29 | I L ﬂ 1L 160 197 225 267 295 365 393
Tty & T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57
15.40 15.60 15.80 16.00
5000 85 m/z 85.10 47 .85%
29 113 141
0 | ﬂ 169 197 225 253 281 309 337 365 394
Lty - I A e o e e e B L B
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57 15.40 15.60 15.80 16.00
m/z 55.10 22 .34%
85
5000
29 113
ol L 77,141 369 107 225 253 296
L B i o Y I SRR RS e
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112018\
Data File : BF110888.D

Aca On : 20 Nov 2018 12:26

Operator : JU/SJ

Sample : PB114904BL

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 Pentacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.06 17.11 ng 366090 Perylene-d12 15.67
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 Heptacosane 380 C27H56 000593-49-7 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2376 (16.063 min): BF110888.D (-2368) (-) m/z 57.10 100.00%
57
5000 85
141 15.80 16.00 16.20 16.40
ol ll l'l.',leg.?gf.?z?.,..z?l. e m/Z 43.05 60.42%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85
15.80 16.00 16.20 16.40
m/z 71.05 59.03%
. 29 L “1}311§1 169 197 225 253 295 323 367
m/z--> 55 100 1éo 260 250 360 350
Abundance #141426: Heneicosane
57
85 15.80 16.00 16.20 16.40
5000 m/z 85.10 43.90%
29 113
oL L. | |4 77,241 160 197 225 253 206
m/z--> 55 160 1éo 260 2éo 360 3éo
Abundance #202661: Heptacosane
57 15.80 16.00 16.20 16.40
m/z 55.05 21.86%
5000 85
29 } 113 141 169
ol L L 7T 109 107 225 255 21 309 337 30 | Al
m/z--> 50 100 150 200 250 300 350 15. 80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112018\
Data File : BF110888.D

Aca On : 20 Nov 2018 12:26

Operator : JU/SJ

Sample : PB114904BL

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 Tetracosane Concentration Rank 7

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

16.59 8.47 ng 181299 Perylene-d12 15.67

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-methvloctacosane 408 C29H60 1000376-72-8 91

2 Hexacosane 366 C26H54 000630-01-3 91

3 Octacosane 394 C28H58 000630-02-4 91

4 Heneicosane 296 C21H44 000629-94-7 91

5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2466 (16.592 min): BF110888.D (-2458) (-) m/z 57.05 100.00%
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Abundance #215181: 2-methyloctacosane
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Abundance #194493: Hexacosane
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5000 85 m/z 85.05 46.61%
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el e e
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Abundance #209566: Octacosane
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112018\
Data File : BF110888.D

Aca On : 20 Nov 2018 12:26

Operator : JU/SJ

Sample : PB114904BL

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 Heneicosane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
17.22  2.78ng 50571  Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Heneicosane 206 C21H44 000629-94-7 86

2 Pentacosane 352 C25H52 000629-99-2 86
3 Hentriacontane 437 C31H64 000630-04-6 86
4 2-methvloctacosane 408 C29H60 1000376-72-8 86
5 Hexacosane 366 C26H54 000630-01-3 86
Abundance Scan 2573 (17.221 min): BF110888.D (-2565) (-) m/z 57.05 100.00%
57
85
5000 MJ\/\MJ’
s s R S
127 17.00 17.20 17.40 17.60
A — '.-.'|,.“...,....?0.8...,..2?1.,....,....,...., m/z 71.10 68.34%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 LA B L L L L L L LB
17.00 17.20 17.40 17.60
29 m/z 43.00 58.58%
oL T Ly L[ 341360 107 225 253 296
....,....,...,. e R
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
57
s e RRmaS R S
17.00 17.20 17.40 17.60
5000 85 m/z 85.10 51.98%
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Abundance #223852: Hentriacontane
57 17.00 17.20 17.40 17.60
m/z 55.05 27 .48%
5000 85
113 141 169
0 ‘ H 0+ 169 197 225 253 281 309 337 365 437
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF112018\
Data File : BF110888.D

Acq On : 20 Nov 2018 12:26

Operator : JU/SJ

Sample : PB114904BL

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]
2-Pentanone, 4-hy... 5.20 4.0 ng 90098 1 6.94 446030 20.0
unknown6.71 6.71 95.0 ng 2118740 1 6.94 446030 20.0
Docosane 14.25 2.9 ng 89389 5 14.13 612820 20.0
Octacosane 14.55 7.7 ng 234841 5 14.13 612820 20.0
Heptacosane 14.87 14.3 ng 437280 5 14.13 612820 20.0
Hexacosane 15.22 24.6 ng 525653 6 15.67 427876 20.0
2-methyloctacosane 15.62 23.2 ng 496997 6 15.67 427876 20.0
Pentacosane 16.06 17.1 ng 366090 6 15.67 427876 20.0
Tetracosane 16 .59 8.5 ng 181299 6 15.67 427876 20.0
Heneicosane 17.22 2.8 ng 59571 6 15.67 427876 20.0
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