LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091674.D

Aca On : 16 Dec 2016 15:57

Operator : UM/SJ

Sample - PB95362BL

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-BF120916.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

4.281 189 192 200 rVB 168429 213109 2.72% 0.332%
4._.956 248 251 259 rBV 1502347 2151643 27.51% 3.355%
rBV 4611554 6004358 76.76% 9.364%
6.419 375 379 381 rBV 5830561 6581199 84.14% 10.263%
6.544 387 390 392 rBV 6179520 6305530 80.61% 9.833%
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6.773 407 410 412 rBV 1645669 1457939 18.64% 2.274%
6.933 421 424 426 rBV 4673196 5180513 66.23% 8.079%
7.333 456 459 462 rBV 3231226 4104147 52.47% 6.400%
8.053 519 522 525 rBV 1750801 2063077 26.38% 3.217%
9.139 613 617 619 rBV 6840978 7822016 100.00% 12.198%

=
QO ~NO®

11 9.813 672 676 678 rBVY 1901296 2330239 29.79% 3.634%
12 10.602 741 745 747 rBV 3815903 5004780 63.98% 7.805%
13 11.288 802 805 808 rBV 2632894 2398832 30.67% 3.741%
14 12.876 941 944 947 rBV 6184053 7758057 99.18% 12.098%
15 13.916 1033 1035 1038 rBV 2297950 2329981 29.79% 3.634%

16 15.322 1155 1158 1161 rBV 1852058 2278059 29.12% 3.553%
17 15.642 1181 1186 1194 rBV2 36145 141148 1.80% 0.220%

Sum of corrected areas: 64124627
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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:\HPCHEMI\BNA F\DATA\BF121616\

BF091674.D

16 Dec 2016 15:57

UM/SsJ

PB95362BL

3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091674.D

Aca On : 16 Dec 2016 15:57

Operator : UM/SJ

Sample - PB95362BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4.28 2.92 ng 213109 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86

Abundance Scan 192 (4.281 min): BF091674.D (-189) (-) m/z 83.10 100.00%
55 83
5000 43 o8
4.00 4.20 4.40 4.60
...,....,....,..??L':..‘.‘?n.'.:.,..‘?7.,...7?,.'...,....,.... m/z 55.10 89.90%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3179: 3-Penten-2-one, 4-methyl-
55 83
43
5000 23 %8 400 420 4.40 460
m/z 43.10 37 .24%
23‘M 37 49 || 6167 77 | 92
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
83
% IBENARDE SRR
43 4.00 4.20 4.40 4.60
5000 m/z 98.10 34.12%
29
98
37 49 62 69
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- R a
5 83 4.00 4.20 4.40 4.60
m/z 39.10 27 .81%
41
5000 7 o8
15 ‘ 69
...,..t.,..:lh.%4.ail..?%.hl.,??.h“..??,ul..?%...q.... S N
m/z--> 10 20 30 40 50 60 70 8 90 100 4.00 420 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091674.D

Aca On : 16 Dec 2016 15:57

Operator : UM/SJ

Sample - PB95362BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 3

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

4.96 29.52 ng 2151640 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
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 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 251 (4.956 min): BF091674.D (-248) (-) m/z 43.05 100.00%
a3
59
5000
T 250 450 500 550
...,....,....,....',':...?.1.:!,...‘??....,Ei?..,....~,|....,....,....,....,...., m/z 59.10  60.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 460 480 500 520
m/z 101.00 20.52%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 460 480 500 520
5000 m/z 58.00 14 _.43%
29 101
15 73 83
mﬁmﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R s R
59 4.60 4.80 5.00 5.20
m/z 41.10 9.28%
5000 41
68
"'P"W"“I'”*Hﬂ'?g“l”"”l'“'I”"P"W"”I'“'IE?§P"%4?”I ARARBENRAAS SRR RARRE N
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 : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091674.D

Aca On : 16 Dec 2016 15:57

Operator : UM/SJ

Sample - PB95362BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.54 Concentration Rank 1

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

6.54 86 .50 ng 6305530 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 390 (6.544 min): BF091674.D (-387) (-) m/z 132.00 100.00%
5000 68
0 s |l 7o P | B Tk ok 5k
g8 LR m/z 68.10  46.24%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 SRR SRRAE LRSS RS
6.20 6.40 6.60 6.80
33 44 o 105 m/z 134.00 34 .40%
™ ""'I' '“'6?" "ﬁo"' JI'M'%¥5I" U DA DAL DAL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 6.40 6.60 680
5000 og 116 m/z 66.10 29.55%
89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180
Abundance #13917: Benzene, 1,2,4-trifluoro- R ma e Ema s B
132 6.20 6.40 6.60 6.80
m/z 69.10 19.10%
5000 63 g
31 101 112
.|..‘..‘|..58.‘|“.‘l72‘ ‘19.2.,‘.‘.1‘.,..« T e A A
m/z--> 20 40 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 : Z:\HPCHEM1\BNA_F\DATA\BF121616\
Data File : BF091674.D

Acq On : 16 Dec 2016 15:57

Operator : UM/SJ

Sample - PB95362BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
3-Penten-2-one, 4... 4.28 2.9 ng 213109 1 6.77 1457940 20.0
2-Pentanone, 4-hy... 4.96 29.5 ng 2151640 1 6.77 1457940 20.0
unknown6 .54 6.54 86.5 ng 6305530 1 6.77 1457940 20.0
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