LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012918\
Data File : BF102608.D

Acq On : 29 Jan 2018 20:22

Operator : SJ/JU

Sample - J1344-06

Misc :

ALS Vial : 10 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 4.928 479 483 491 rBvV 83548 130091 2.92% 0.333%
2 5.334 547 552 569 rBV 3713090 4147745 92.97% 10.628%
3 6.363 722 727 743 rBV 3457256 4376055 98.09% 11.213%
4 6.486 743 748 751 rBV 4259072 4122122 92.40% 10.563%
5 6.551 756 759 769 rvVB 116551 149216 3.34% 0.382%

6.710 783 786 793 rBV 1098712 959252 21.50% 2.458%
6.869 809 813 816 rBV 3562357 3213756 72.04% 8.235%
7.286 878 884 894 rBV 2407472 2784885 62.42% 7.136%
7.998 1001 1005 1027 rVB 1300497 1368587 30.68% 3.507%
9.075 1183 1188 1191 rBV 4546743 4461170 100.00% 11.431%

=
QO ~NO®

11 9.469 1251 1255 1266 rBV 238547 256197 5.74% 0.656%
12 9.751 1298 1303 1314 rBV 1490108 1490113 33.40% 3.818%

13 10.174 1372 1375 1378 rVB 78364 65549 1.47% 0.168%
14 10.545 1434 1438 1452 rBV 2450837 2570359 57.62% 6.586%
15 10.645 1452 1455 1459 rBV 100859 92006 2.06% 0.236%

16 11.233 1552 1555 1566 rBV 1423490 1496328 33.54% 3.834%
17 12.821 1820 1825 1829 rBV 3716245 4168742 93.45% 10.682%
18 13.709 1973 1976 1987 rBV 422265 635057 14.24% 1.627%
19 13.880 2001 2005 2014 rBV 1177977 1219309 27.33% 3.124%
20 13.962 2016 2019 2023 rBV 73462 67189 1.51% 0.172%

21 14.615 2127 2130 2137 rBV2 143613 182892 4._.10% 0.469%
22 15.309 2243 2248 2256 rBV 773564 1068657 23.95% 2.738%

Sum of corrected areas: 39025277
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012918\
Data File : BF102608.D

Acq On : 29 Jan 2018 20:22

Operator : SJ/JU

Sample - J1344-06

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF102608.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012918\
Data File : BF102608.D

Acq On : 29 Jan 2018 20:22

Operator : SJ/JU

Sample - J1344-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._M
Quant Title : 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 6

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

4.93 2.71 ng 130091 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 3-Hexanol 102 C6H140 000623-37-0 36
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
4 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 23
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 483 (4.928 min): BF102608.D (-479) (-) m/z 43.00 100.00%
43
59
5000
1o 460 4.80 5.00 5.20
o....,....-,':..:|,....,8~.3...-,|....,....,....,....,....,2197.. m/z 59.00 62.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
A
5000 IS SSEDESEAE NRRE SRRE
460 4.80 5.00 5.20
59 m/z 101.10 18.44%
2\7\ Il H 70 83 1o
G T U I I W WL B L L WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
460 480 5.00 520
5000 31 43 73 m/z 58.00 15.91%
84 101
G T L I I W WL B LI AL WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4030: 2,3-Butanedione, monooxime
43 460 4.80 5.00 5.20

m/z 41.00 7.56%

5000

101
15 31 | 5849 g

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\BF012918\
Data File : BF102608.D

Acq On : 29 Jan 2018 20:22

Operator : SJ/JU

Sample - J1344-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._M
Quant Title : 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 85.94 ng 4122120 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 749 (6.492 min): BF102608.D (-743) (-) m/z 132.00 100.00%
32
5000
68
5 RN R man e T
40 ,_ 54 75 104 6.20 6.40 6.60 6.80
o..,....,....,....,'.'.‘.‘7.,:-...??.l.'....,..?‘.7,..!.,.-:..,.1.1:‘3.,....,"...,.. m/z 134.00 33.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ISR AR R A
6.20 6.40 6.60 6.80
3 78 m/z 68.10 32.92%
1 33 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 680
5000 67 m/z 65.95 20.48%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 1
Abundance #14491: 5-Aminoindole e

132 6.20 6.40 6.60 6.80
m/z 96.10 13.40%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012918\
Data File : BF102608.D

Acq On : 29 Jan 2018 20:22

Operator : SJ/JU

Sample - J1344-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._M
Quant Title : 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 3 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 5

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

6.55 3.11 ng 149216 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 83
2 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 38
3 .beta.-Methoxyethoxymethyl chloride 124 C4H9CIO2 003970-21-6 36
4 Diethyl carbitol 162 C8H1803 000112-36-7 12
5 2-Hydroxyethyl vinyl sulfide 104 C4H80S 003090-56-0 9

Abundance Scan 759 (6.551 min): BF102608.D (-756) (-) m/z 45.00 100.00%
45
5000
59
72 ‘VJV—L"V
6.20 6.40 6.60 6.80
104
o...,....,....,....,-.'!:.,....l'....,I'.'..,...E??....,u:..,....,....,1.3.3..,.. m/z 59.10  35.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
45
5000
31 59 6.20 6.40 6.60 6.80
72 m/z 72.00 21.32%
0 19 M‘ li, | M\ g9 104 116 135
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
45
6.20 6.40 6.60 6.80
5000 5o m/z 73.10 13.37%
31
73
0 38 85 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10307: .beta.-Methoxyethoxymethyl chloride
45 6.20 6.40 6.60 6.80
m/z 43.00 11.18%
5000 59
15 29 89
0"'P'L'I'“WM'?EI'w'J?%"l'“'I'“T$'“'h'“'l"“l"”l"“I"'W"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012918\
Data File : BF102608.D

Acq On : 29 Jan 2018 20:22

Operator : SJ/JU

Sample - J1344-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._M
Quant Title : 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 1-Docosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.71 10.42 ng 635057 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
4 1-Octadecanol 270 C18H380 000112-92-5 93
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
Abundance Scan 1976 (13.709 min): BF102608.D (-1973) (-) m/z 57.10 100.00%
41
5000
RS RN SRR
13.40 13.60 13.80 14.00
) S 107 194210 m/z 43.10 90.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #151538: 1-Docosene
55
5000 UL BN B
29 13.40 13.60 13.80 14.00
m/z 55.10 89.08%
Obrrrpeiik
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55 83
13.40 13.60 13.80 14.00
5000 111 m/z 83.10 82.04%
29
o 139 167 196 200033 266 204
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane R AR s e At
57 13.40 13.60 13.80 14.00
. 97 m/z 97.10 72.97%
5000
125
ol15 || 154 180196 224 257 269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012918\
Data File : BF102608.D

Acq On : 29 Jan 2018 20:22

Operator : SJ/JU

Sample - J1344-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._M
Quant Title : 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 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.62 3.42 ng 182892 Perylene-di12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 86
2 Dodecanamide 199 C12H25NO0 001120-16-7 53
3 Heptanamide, 4-ethyl-5-methyl- 171 C10H21NO 054789-40-1 53
4 Benzeneethanamine, 2-Fluoro-.bet... 229 C11H16FNO3 061338-98-5 53
5 Acetic acid, cyanohydroxyimino-,... 128 C4H4N203 061295-92-9 43

Abundance Scan 2131 (14.621 min): BF102608.D (-2127) (-) m/z 58.95 100.00%

5000 k
83

57 123 DRSO RSSOV, W
137 154170184199

14. 40 14 60 14. 80 15. 00

233 255269

0 m/z 72.00 69.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128443: 9-Octadecenamide, (2)-
59
5000 |||||||||||||||||||
14. 40 14 60 14. 80 15. 00
41 m/z 55.05 45 _.42%
oLz | L e seyoiming 20 e 202
.”PH.P”.P”.“”..”.“”.P”..”..”..”..”..”w.”w.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
R S N EaEmE s
14.40 14.60 14.80 15.00
5000 m/z 43.10 37.73%
28 43
73

1001141281 45156170 199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38995: Heptanamide, 4-ethyl-5-methyl- RS EmmEs o L
59 14.40 14.60 14.80 15.00
m/z 57.10 29.90%
5000
114
3 100
0 Sl : 128142156171
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14 60 14. 80 15. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012918\
Data File : BF102608.D

Acq On : 29 Jan 2018 20:22

Operator : SJ/JU

Sample - J1344-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._M
Quant Title : 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 2.7 ng 130091 1 6.71 959252 20.0
unknown6 .49 6.49 85.9 ng 4122120 1 6.71 959252 20.0
Ethanol, 2-(2-eth... 6.55 3.1 ng 149216 1 6.71 959252 20.0
1-Docosene 13.71 10.4 ng 635057 5 13.88 1219310 20.0
9-Octadecenamide, ... 14.62 3.4 ng 182892 6 15.31 1068660 20.0
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