LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072616\
Data File : BF089314.D

Aca On : 26 Jul 2016 19:14

Operator : UM/SJ

Sample = PB92432BL

Misc :

ALS Vial : 3 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-BF072016.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 1.690 7 9 40 rVB 857025 1795864 100.00% 13.941%
2 4.661 267 269 283 rVB 99022 174341 9.71% 1.353%
3 5.130 307 310 331 rBV 741530 1137689 63.35% 8.831%
4 6.204 401 404 406 rBV 730259 1038768 57.84% 8.064%
5 6.307 411 413 432 rVV 1098103 1239787 69.04% 9.624%

6.547 432 434 445 rVWV 143652 253256 14.10% 1.966%
6.696 445 447 467 rVB 975865 969923 54.01% 7.529%
7.107 481 483 512 rBvV 407931 730739 40.69% 5.672%
7.827 544 546 558 rBV 301593 353796 19.70% 2.746%
8.902 638 640 643 rBvV 874660 1400400 77.98% 10.871%

=
QO ~NO®

11 9.576 696 699 701 rBV 280230 386396 21.52% 2.999%
12 10.353 765 767 770 rBv2 592630 802741 44.70% 6.231%
13 11.039 825 827 842 rBvV2 304058 425352 23.69% 3.302%
14 12.628 963 966 969 rBV 1323932 1414070 78.74% 10.977%
15 13.668 1055 1057 1068 rBV 285042 391071 21.78% 3.036%

16 14.468 1122 1127 1141 rBV2 7816 33655 1.87% 0.261%
17 15.005 1171 1174 1182 rBV 207223 334484 18.63% 2.596%

Sum of corrected areas: 12882332
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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:\HPCHEM1I\BNA F\DATA\BF072616\
BF089314.D

26 Jul 2016 19:14

UM/SJ

PB92432BL

3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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\BF072616\
Data File : BF089314.D

Aca On : 26 Jul 2016 19:14

Operator : UM/SJ

Sample : PB92432BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4._.66 13.77 ng 174341 1,4-Dichlorobenzene-d4 6.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 17
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 269 (4.661 min): BF089314.D (-267) (-) m/z 43.05 100.00%

a3
59
5000
101 i e e a n e R
4.40 4.60 4.80 5.00
83

...,....,....,....','::..?.1.~:.|,....,....,.l...,...:,|....,....,....,....,...., m/z 59.10 59.55%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000

59 440 4.60 4.80 5.00

m/z 101.10 21.65%

15 101
‘ \3‘]- ' 51\ 83 ‘
A aa e e AN B mamamansa e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
e
a1 440 460 4.80 5.00
5000 m/z 58.10 15.46%
86
51 69 101
mﬁmﬁmﬁm
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  Emmm e R Eam
59 4.40 4.60 480 500
m/z 41.10 9.58%
5000 41
68
Il|_s0 126 142
...,....,....,....,....,....,....,....,....,....,....,....,....,....,...., e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072616\
Data File : BF089314.D

Aca On : 26 Jul 2016 19:14

Operator : UM/SJ

Sample : PB92432BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 3 unknown6.31 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
6.31 97.91 ng 1239790 1,4-Dichlorobenzene-d4 6.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 N-(-3,4-Methylenedioxyphenylisop... 267 C17H17NO2 1000378-96-6 10
Abundance Scan 413 (6.307 min): BF089314.D (-411) (-) m/z 132.00 100.00%
5000 68 %
40 54 ‘ 75 % 6.00 6.20 6.40 6.60
6 104 . . . .
el .2!..|,....,..5.‘?,....,....,.1.1.5.,...., | m/z 68.10 48.47%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.00 6.20 6.40 6.60
0
31384451 78 m/z 134.00 32.77%
”'WM”HPI”JL'W'”lP'“I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 6.20 6.40 6.60
5000 m/z 66.10 32.01%
33 44 g7 105
51 60 10 78 g4 115
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14770: Cyclopropanamine, 1-phenyl-
132 6.00 6.20 6.40 6.60
m/z 69.10 20.19%
104
5000
los L = | I
39 65 ‘
'"'I??'JF*"'ll¢§?l'w"l'Pll\'"'?%"'I"M'I"th""l"" T BENAERE SRR SR SRR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072616\
Data File : BF089314.D

Aca On : 26 Jul 2016 19:14

Operator : UM/SJ

Sample : PB92432BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 unknownl14.47 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .47 2.01 ng 33655 Perylene-di12 15.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 I.mu.-Fulvalenelbis(cvclopentadi... 360 C20H18V2 1000163-45-2 38
2 Thiazolidin-4-one. 5-(1.5-dimeth... 281 C12H15N30S2 1000303-48-0 9
3 Piperonvl alcohol 152 C8H803 000495-76-1 9
4 1-Butaneboronic acid. cvclic 1-c... 180 C10H17B0O2 026600-82-8 9
5 n-Hexan-1,6-diol, 0,0"-bis[4-nit... 360 C18H20N206 007511-70-8 9
Abundance Scan 1127 (14.468 min): BF089314.D (-1122) (-) ; m/z 360.20 100.00%
360
152
5000 179
77 281 1420 14.40 14.60 14.80
e 07 1L Tm/z 152.00  67.42%
m/z--> 50 100 150 200 250 300 350
Abundance #190549: [.mu.-Fulvalene]bis(cyclopentadienyl-vanadium) "
360
116
294
5000 LN SIS BB LRI S
14. 20 14. 40 14.60 14.80
51 % 181 268 m/z 179.00 36.07%
A N N SO 2 -3 \.w“. A 30l
m/z--> 50 100 150 200 250 300 350
Abundance
152
1420 14.40 14.60 14.80
5000 m/z 359.20 28.47%
a1 281
66 86 119 180 210 238
m/z--> éo 160 1éo 200 250 360 3éo
Abundance #25815: Piperonyl alcohol e A Rmmma E
152 14.20 14.40 14.60 14.80
m/z 151.00 26.63%
5000 o 93
123
IHJMJ{ ” ‘||||||||| — R
m/z--> m m 200 250 300 350 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072616\
Data File : BF089314.D

Acq On : 26 Jul 2016 19:14

Operator : UM/SJ

Sample - PB92432BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .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... 4.66 13.8 ng 174341 1 6.55 253256 20.0
unknown6 .31 6.31 97.9 ng 1239790 1 6.55 253256 20.0
unknownl14 .47 14 .47 2.0 ng 33655 6 15.01 334484 20.0
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