LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090617\
Data File : BF098302.D

Aca On > 7 Sep 2017 5:32

Operator : SJ/JU

Sample : PB102084BL

Misc :

ALS Vial : 28 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-BF081517.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 4.881 471 475 486 rBV 216752 274878 10.62% 1.511%
2 5.304 543 547 563 rBY 1894096 1812971 70.05% 9.969%
3 6.339 718 723 726 rBVY 2033628 1838195 71.02% 10.108%
4 6.463 740 744 748 rBVY 1927299 1785472 68.99% 9.818%
5 6.692 780 783 787 rBV 697281 608285 23.50% 3.345%

6.851 806 810 813 rBV 2186678 1979822 76.50% 10.887%
7.263 875 880 883 rBV 1648493 1551613 59.95% 8.532%
7.980 997 1002 1005 rBV 837890 759063 29.33% 4._.174%
9.057 1180 1185 1188 rBV 2836574 2588131 100.00% 14.232%
9.733 1295 1300 1309 rBvV 683305 698804 27.00% 3.843%

=
QO ~NO®

11 10.521 1430 1434 1448 rBvV 725066 753481 29.11% 4.143%
12 11.216 1548 1552 1559 rBV 624935 591658 22.86% 3.253%
13 12.798 1817 1821 1824 rBV 2111287 1917568 74.09% 10.544%
14 13.845 1995 1999 2008 rBV 601465 565786 21.86% 3.111%
15 15.256 2234 2239 2248 rBV 285891 399067 15.42% 2.194%

16 15.680 2307 2311 2315 rBV3 18983 27814 1.07% 0.153%
17 16.145 2386 2390 2395 rVB4 19811 33322 1.29% 0.183%
Sum of corrected areas: 18185930
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090617\
Data File : BF098302.D

Aca On > 7 Sep 2017 5:32

Operator : SJ/JU

Sample : PB102084BL

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF098302.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090617\
Data File : BF098302.D

Aca On > 7 Sep 2017 5:32

Operator : SJ/JU

Sample : PB102084BL

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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.

4.88 9.04 ng 274878 1,4-Dichlorobenzene-d4 6.70
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. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 475 (4.881 min): BF098302.D (-471) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 R R
| 83.0 | 4.60 4.80 5.00 5.20
SRS NMBSNMBS | HABMAN | RN ! S m/z 59.10 56.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U UL L R R
4.60 4.80 5.00 5.20
59.0 1010 m/z 101.00 21.14%
"'I”"I'?T:?""P"'I""I"Zq4q"??:g'l'”'l'l"l""l”"I""I""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
570 460 4.80 5.00 520
5000 m/z 58.10 16.29%
20.0 101.0
15.0 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R B B R
59.0 4.60 4.80 5.00 5.20
m/z 41.10 9.08%
5000 41.0
"w"“|'“'|“'Jhk'w'“”i'”'zﬁqw"“l'“'l“"v"w%???'“%?%q'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090617\
Data File : BF098302.D

Aca On > 7 Sep 2017 5:32

Operator : SJ/JU

Sample : PB102084BL

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknown6.46 Concentration Rank 2

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

6.46 58.71 ng 1785470 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
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 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 9

Abundance Scan 744 (6.463 min): BF098302.D (-740) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 IAREE SRS ARSE RS LU
40.1 540 | 1150 J 6.20 6.40 6.60 6.80
e m/z 68.10 47 .50%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 U S LU U
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.16%

I
m/z--> 20 40 60 80 100 120 140 160 180

Abundance
57.0 132.0
——
74.0 6.20 6.40 6.60 6.80
5000 980 1160 m/z 66.10 29.56%
158.0 189.0
A o A o A A e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- o R Ea
132.0 6.20 6.40 6.60 6.80
m/z 69.10 19.26%
117.0
5000
39.0 91.0
e T
,.h..u.NM.HN..N,.H.,wh.lu.:W.,....,....,.... L
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF090617\
Data File : BF098302.D

Acq On > 7 Sep 2017 5:32

Operator : SJ/JU

Sample : PB102084BL

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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... 4.88 9.0 ng 274878 1 6.70 608285 20.0
unknown6 .46 6.46 58.7 ng 1785470 1 6.70 608285 20.0
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