LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\

Data File : BF102526.D

Acq On > 27 Jan 2018 22:30 Instrument :
Operator : SJ/JU BNA_F

Sample - J1290-07 ClientSampleld :
Misc - SB-58-9.5-10.0
ALS Vial : 15 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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 height area % max. total
1 4.928 479 483 496 rVB 80465 123241 2.99% 0.368%
2 5.334 547 552 555 rBV 3694562 3850205 93.38% 11.481%
3 6.369 722 728 744 rBV 3472185 4123325 100.00% 12.296%
4 6.492 744 749 752 rBvV 3783394 3924842 95.19% 11.704%
5 6.716 783 787 794 rBV 1215327 996815 24.18% 2.973%
6 6.875 809 814 817 rBV 3067310 3025657 73.38% 9.023%
7 7.287 879 884 887 rBV 2547415 2399219 58.19% 7.154%
8 7.457 910 913 919 rVB 87771 71028 1.72% 0.212%
9 7.998 1001 1005 1017 rBV 1484405 1299271 31.51% 3.874%
10 9.075 1183 1188 1191 rBV 4146678 3765920 91.33% 11.230%
11 9.151 1198 1201 1203 rVB 74571 59168 1.43% 0.176%

12 9.469 1251 1255 1262 rVB 473571 411626 9.98% 1.227%
13 9.675 1287 1290 1294 rBV 176127 152620 3.70% 0.455%
14 9.751 1299 1303 1307 rBV 1416902 1216807 29.51% 3.629%
15 9.998 1342 1345 1349 rVB3 44489 41530 1.01% 0.124%

16 10.175 1372 1375 1378 rVB 209969 164665 3.99% 0.491%
17 10.392 1405 1412 1415 rBV2 51894 76883 1.86% 0.229%
18 10.545 1434 1438 1448 rBV 1835402 1779649 43.16% 5.307%
19 10.651 1453 1456 1464 rVB 151652 173175 4._.20% 0.516%
20 11.098 1529 1532 1534 rBV 65409 51864 1.26% 0.155%

21 11.239 1552 1556 1558 rBV 998236 915812 22.21% 2.731%
22 11.263 1558 1560 1567 rVB 164601 153290 3.72% 0.457%
23 12.451 1759 1762 1766 rBV 246412 196299 4.76% 0.585%
24 12.680 1795 1801 1805 rBV 202424 215701 5.23% 0.643%
25 12.821 1821 1825 1829 rBV 2510014 2384829 57.84% 7.112%

26 13.716 1974 1977 1985 rBV2 266509 342197 8.30% 1.020%

27 13.851 1997 2000 2001 rBV 58509 56353 1.37% 0.168%
28 13.880 2001 2005 2008 rvVv 891899 923024 22.39%% 2.752%
29 13.904 2008 2009 2013 rVB 100732 70688 1.71% 0.211%

30 15.310 2244 2248 2254 rBV 475381 568780 13.79% 1.696%

Sum of corrected areas: 33534483
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA_F\DATA\BF012718\

BF102526.D

27 Jan 2018 22:30

SJ/JuU

J1290-07

15 Sample Multiplier: 1

Z:\HPCHEMI\BNA_F\METHODS\8270-BF012218 .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:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102526.D

Acq On : 27 Jan 2018 22:30

Operator : SJ/JU

Sample - J1290-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
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 7

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

4.93 2.47 ng 123241 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 40
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 38
5 3-0Octanol 130 C8H180 000589-98-0 36

Abundance Scan 483 (4.928 min): BF102526.D (-479) (-) m/z 43.00 100.00%
43
59
5000
1ot 460 4.80 5.00 5.20
83 : : : :
....,....','...~!|,....,'....,|....,....,....,....,....,2.‘?7.. m/z 59.00 62.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SN SR LN UL
59 460 480 500 520
m/z 101.00 18.17%
15 4 101
'"W'Thﬂh"*I”"?i"“'”'I"”I"'W""P"'I”"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
4.60 480 500 520
5000 41 m/z 58.00 17.28%
29
87
15 70 98
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #8206: Acetic acid, 1,1-dimethylethy! ester
43 460 4.80 5.00 5.20
m/z 41.00 9.02%
57
5000
29 101
i Il 73 85
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102526.D

Acq On : 27 Jan 2018 22:30

Operator : SJ/JU

Sample - J1290-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
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 unknown6.49 Concentration Rank 1

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

6.49 78.75 ng 3924840 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
3 1-Methylpyrrolo[1l,2-a]pyrazine 132 C8H8N2 064608-59-9 9
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 749 (6.492 min): BF102526.D (-744) (-) m/z 132.00 100.00%
132
5000 68
40 | %6 ‘ 620 640 6.60 6.80
54 : : : -
el T7 87 | Ageus L “m/z 68.05 37.39%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 S RS E RSE RARSS AR
a1 o7 6.20 6.40 6.60 6.80
53 117 m/z 134.00 34.30%
79
|||||||||||||||8|8|||1|0|6|| ||H||||||||||||||||
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 640 6.60 6.80
5000 9g 116 m/z 66.00 23.88%
89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine R ma i B
132 6.20 6.40 6.60 6.80
m/z 69.10 14 _.75%
5000
104
51 65 78
...3“|9..“l‘.|‘lH...“‘,..g‘ili.l.‘..l.lz.. ‘.,....,....,....
m/z--> 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:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102526.D

Acq On : 27 Jan 2018 22:30

Operator : SJ/JU

Sample - J1290-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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 4 Pentadecane Concentration Rank 6

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

9.67 2.51 ng 152620 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Tridecane 184 C13H28 000629-50-5 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Pentadecane, 7-methyl- 226 Cl16H34 006165-40-8 83

Abundance Scan 1289 (9.669 min): BF102526.D (-1287) (-) m/z 57.05 100.00%
5000
9.40 9.60 9.80 10.00
m/z 43.10 86.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71393: Pentadecane
57
43
71
5000 IR RN L R R
85 940 9.60 9.80 10.00
29 m/z 71.00 53.39%
as | P MR 15 169 183 22
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 o7
71 9.40 9.60 9.80 10.00
5000 m/z 85.10 38.34%
85
29
18 99 113 127 141 155 184
oo a0 % & @ i o U 1% 1o 7o o
Abundance #59880: Tetradecane
57 9.40 9.60 9.80 10.00
43 m/z 41.00 35.81%
71
5000 85
i L'\AAJ\'\A]\/\—/‘/J
s | M1 %9 113 127 141 155 169 198 T
m/z--> 2'0 4'0 6|O 8IO 1(')0 150 14'10 160 180 2(')0 ' 9'40 9%0 980 10 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102526.D

Acq On : 27 Jan 2018 22:30

Operator : SJ/JU

Sample - J1290-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
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 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.17 2.71 ng 164665 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 96
2 Tridecane 184 C13H28 000629-50-5 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Pentadecane, 7-methyl- 226 Cl16H34 006165-40-8 87
5 Tetratetracontane 619 C44H90 007098-22-8 83
Abundance Scan 1374 (10.169 min): BF102526.D (-1372) (-) m/z 57.05 100.00%
57
43
5000
9.80 10.00 10.20 1040
m/z 43.05 75.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83025: Hexadecane
43 o
5000 & SR AR AR
g5 9. 80 10. oo 10 20 10.40
29 m/z 71.05 52.25%
Lol J 99 113 127 141155169183 107 226
m/z--> ﬁo 45 éo 85 160 150 140 160 180 200 220 250
Abundance
43 o7
71 9.1'30 10.'00 10.'20 10.'40 '
5000 m/z 41.05 35.31%
85
29
15 99 113127 141 155 184
m/z--> ﬁo 45 éo 85 160 150 150 1éo 180 200 220 250
Abundance #94345: Heptadecane L LI L L L N DL B
57 9.80 10.00 10.20 10.40
43 m/z 85.10 33.79%
71
5000 85
29 9
e gL TP 155160180 106200 240 b bl S Sl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 980 1000 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102526.D

Acq On : 27 Jan 2018 22:30

Operator : SJ/JU

Sample - J1290-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
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 6 Undecane, 3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

10.65 3.78 ng 173175 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane, 3-methyl- 170 C12H26 001002-43-3 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Dodecane, 1-iodo- 296 C12H251 004292-19-7 86
4 Hexadecane 226 C16H34 000544-76-3 86
5 Tetradecane 198 C14H30 000629-59-4 86

Abundance Scan 1456 (10.651 min): BF102526.D (-1453) (-) m/z 57.05 100.00%

g7
43

71

5000

10.40 10.60 10.80 11.00
m/z 43.10 66.79%

99

113127140 155 170183

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38327: Undecane, 3-methyl-
57
43
5000 718 LI I B o o o e B
S 10.40 10.60 10.80 11.00
29 m/z 71.10 61.73%
99
15 \‘ Al | 112126 H 155 170
T e T e T [ e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
43 P T T R T
71 10.40 10.60 10.80 11.00
5000 g5 m/z 85.05 42 .62%
29 99
113127 141 155 169 182 106 210 240
T T T T T e T [ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #140552: Dodecane, 1-iodo- T T T T T
57 10.40 10.60 10.80 11.00
71 m/z 41.05 26.53%
5000 43 85
29 9

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.40 10 60 10. 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102526.D

Acq On : 27 Jan 2018 22:30

Operator : SJ/JU

Sample - J1290-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
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 E-14-Hexadecenal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.72 7.41 ng 342197 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-14-Hexadecenal 238 C16H300 330207-53-9 93
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
3 Carbonic acid, octadecyl 2,2,2-t._.. 444 C21H39CI1303 1000314-56-3 91
4 1-Nonadecene 266 C19H38 018435-45-5 90
5 n-Nonadecanol-1 284 C19H400 001454-84-8 90
Abundance Scan 1978 (13.721 min): BF102526.D (-1974) (-) m/z 57.05 100.00%
7 83
5000
IR BN B
230 13.40 13.60 13.80 14.00
3 182
58 207 252 277 309 350 /7 4310 86 71%
m/z--> 50 100 150 200 250 300 350
Abundance #92510: E-14-Hexadecenal
43
83
5000 BRI BN B
11 13.40 13.60 13.80 14.00
m/z 55.10 86.68%
s H\ | ‘\ | 140 168186 210 238
m/z--> 50 100 150 200 250 300 350
Abundance
57
97 UL BN B
13.40 13.60 13.80 14.00
5000 m/z 83.05 82.63%
29 125
79 154 196 224 251269 320
m/z--> 50 100 150 200 250 300 350
Abundance #225717: Carbonic acid, octadecyl 2,2,2-trichloroethyl ester e B B
55 88 13.40 13.60 13.80 14.00
m/z 69.10 77.85%
111
5000
29 | %31 154 195 224 252 wNAAﬂ«N»~uwmﬂA\\”*”*““”““ﬂw
||”:‘M|‘H‘J‘uhuu \I\ILHH‘EII‘I" |'|H‘|||‘||‘||||||||||| s R
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102526.D

Acq On : 27 Jan 2018 22:30

Operator : SJ/JU

Sample - J1290-07

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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... 4.93 2.5 ng 123241 1 6.72 996815 20.0
unknown6 .49 6.49 78.8 ng 3924840 1 6.72 996815 20.0
Pentadecane 9.67 2.5 ng 152620 3 9.75 1216810 20.0
Hexadecane 10.17 2.7 ng 164665 3 9.75 1216810 20.0
Undecane, 3-methyl- 10.65 3.8 ng 173175 4 11.24 915812 20.0
E-14-Hexadecenal 13.72 7.4 ng 342197 5 13.88 923024 20.0
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