LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101717\

Data File : BF099602.D

Aca On - 18 Oct 2017 00:58 Instrument :
Operator : SJ/JU BNA_F

Sample  : 15869-15 At
Misc i MW-11-10-11-17
ALS Vial : 23 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-BF092317.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 5.045 500 503 514 rBV 108501 122232 4_.43% 0.732%
2 5.457 570 573 589 rBY 1186197 1095986 39.73% 6.559%
3 6.469 742 745 761 rBV 754858 679602 24.64% 4_.067%
4 6.604 763 768 771 rBVY 2037465 1955203 70.88% 11.702%
5 6.828 802 806 814 rBV 713214 583231 21.14% 3.491%
6 6.981 828 832 836 rBVY 2059473 1939791 70.33% 11.609%
7 7.392 898 902 905 rBVY 1489388 1503269 54.50% 8.997%
8 8.110 1020 1024 1027 rBV 844372 787560 28.55% 4.713%
9 9.181 1201 1206 1209 rBVvV 2888205 2758312 100.00% 16.508%
10 9.810 1310 1313 1315 rBV 104730 98201 3.56% 0.588%

11 9.863 1318 1322 1329 rVB 887700 835639 30.30% 5.001%
12 10.651 1452 1456 1465 rBV 1208382 1078656 39.11% 6.456%
13 11.345 1571 1574 1578 rBV 735363 650470 23.58% 3.893%
14 12.927 1839 1843 1847 rBV 1745942 1591768 57.71% 9.526%
15 13.986 2020 2023 2030 rBV 514322 477945 17.33% 2.860%

16 15.451 2266 2272 2280 rBV2 461618 551117 19.98% 3.298%

Sum of corrected areas: 16708982
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101717\
Data File : BF099602.D

Aca On : 18 Oct 2017 00:58

Operator : SJ/JU

Sample : 15869-15

Misc :

ALS Vial :© 23 Sample Multiplier: 1

Quant Method

Z:\HPCHEMI\BNA F\METHODS\8270-BF092317.M

Quant Title ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
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0
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8270-BF092317.M Wed Oct 18 11:47:04 2017

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101717\
Data File : BF099602.D

Aca On : 18 Oct 2017 00:58

Operator : SJ/JU

Sample : 15869-15

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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.

5.05 4.19 ng 122232 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 504 (5.051 min): BF099602.D (-500) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 e S
| 3.0 | 4.80 5.00 520 5.40
o} O | A A MDA NS m/z 59.00 58.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R L UL L
59.0 480 500 520 5.40
m/z 101.00 23.36%
31.0 g30 1010
0“'w'“v'”T““T“'WH‘W“'W'“W““'P“'$'“V'“|““l”'W“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 5.00 520 5.40
5000 1.0 m/z 58.10 18.35%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime e B N mmamame o e
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.43%
5000
101.0
150 310 | 58090 g0
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\BF101717\
Data File : BF099602.D

Aca On : 18 Oct 2017 00:58

Operator : SJ/JU

Sample : 15869-15

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknown6.60 Concentration Rank 1

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

6.60 67.05 ng 1955200 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 10
4 Xenon 132 Xe 007440-63-3 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 767 (6.598 min): BF099602.D (-763) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 oAb A ket LT
401 540 6.20 6.40 6.60 6.80 7.00
o....,...::....,::..,.:I.',..7.55,0....,..!.,.1??.?....,...., | | m/z 68.10 37.04%
m/z--> 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
5000 R IR AR R
6.20 6.40 6.60 6.80 7.00
210 510 m/z 134.00 32.21%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 22.33%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14500: 1H-Indazole, 7—methy|— [T P [TT T T
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14.10%
5000
770 104.0
e e £ Y = -1 N
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.0 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101717\
Data File : BF099602.D

Aca On : 18 Oct 2017 00:58

Operator : SJ/JU

Sample : 15869-15

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 1-Dodecanamine, N,N-dimethyl- Concentration Rank 4

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

9.81 2.35 ng 98201 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanamine. N.N-dimethvl- 213 C14H31N 000112-18-5 83
2 Cetrimonium Bromide 363 C19H42BrN 000057-09-0 78
3 1-Decanamine. N.N-dimethvl- 185 C12H27N 001120-24-7 72
4 1-Undecanamine. N.N-dimethvl- 199 C13H29N 017373-28-3 72
5 1-Nonadecanamine, N,N-dimethyl- 311 C21H45N 049859-87-2 72

Abundance Scan 1313 (9.810 min): BF099602.D (-1310) (-) m/z 58.10 100.00%
54.1
5000
9.40 9.60 9.80 10.00 10.20
O e o e e e 2| M/Z . 59.00  4.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72003: 1-Dodecanamine, N,N-dimethyl-
58.0
5000 DA A RSN L B
940 960 9.80 1000 1020
m/z 41.10 4_.10%
o 29.0 . 840 114.0 142.0 184.0 213.0
R R L R AR LR RN R LR LR LS LR LR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
58.0
9.40 9.60 9.80 10.00 10.20
5000 m/z 43.05 3.05%
o 29.0 94.0114.0135.0 269.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #49544: 1-Decanamine, N,N-dimethyl-
58.0 9.40 9.60 9.80 10.00 10.20
m/z 42.10 2.86%
5000
0150 | 84.0 114.0 156.0 1850 A
m/z--> ﬁo 45 éo 80 100 150 1&0 1éo 180 200 220 250 2éo 940 9%0 9.80 1000 10.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101717\
Data File : BF099602.D

Acq On : 18 Oct 2017 00:58

Operator : SJ/JU

Sample - 15869-15

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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... 5.05 4.2 ng 122232 1 6.83 583231 20.0
unknown6 .60 6.60 67.0 ng 1955200 1 6.83 583231 20.0
1-Dodecanamine, N... 9.81 2.4 ng 98201 3 9.86 835639 20.0
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