LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060516\
Data File : BF087708.D

Aca On 5 Jun 2016 15:19

Operator : UM/SJ

Sample : H3378-17

Misc :

ALS Vial : 47 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-BF060416.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 1.770 15 16 26 rvB 310793 529764 9.75% 1.764%
2 1.907 26 28 88 rvB 2294191 5433633 100.00% 18.094%
3 5.039 300 302 308 rVB 56887 71452 1.31% 0.238%
4 5.130 308 310 312 rBV 84368 83339 1.53% 0.278%
5 5.450 335 338 341 rBVY 1486193 1408501 25.92% 4 .690%

6.479 425 428 430 rBV 1051736 906216 16.68% 3.018%
6.627 438 441 443 rBV 2486949 2744984 50.52% 9.141%
6.856 459 461 464 rBv 785138 686156 12.63% 2.285%
7.016 472 475 477 rVB 2614694 2408307 44.32% 8.020%
7.427 507 511 513 rBV 1824204 2211372 40.70% 7.364%

=
QO ~NO®

11 8.148 571 574 576 rBV 834952 927202 17.06% 3.088%
12 9.222 665 668 671 rBVY 2879545 3555323 65.43% 11.839%
13 9.896 725 727 730 rVB 1134337 1031175 18.98% 3.434%
14 10.685 793 796 799 rBV 1990106 2071300 38.12% 6.897%
15 11.382 854 857 859 rBV 1131546 1068409 19.66% 3.558%

16 12.799 978 981 983 rBV 136609 165141 3.04% 0.550%
17 12.971 993 996 998 rBV 3035214 3100110 57.05% 10.323%
18 13.497 1040 1042 1045 rBvV 73467 81129 1.49% 0.270%
19 14.011 1084 1087 1089 rBV 1004997 898995 16.55% 2.994%
20 15.440 1209 1212 1215 rBV 548489 647726 11.92% 2.157%

Sum of corrected areas: 30030234
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060516\
Data File : BF087708.D

Aca On 5 Jun 2016 15:19

Operator : UM/SJ

Sample : H3378-17

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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: BF087708.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060516\
Data File : BF087708.D

Aca On 5 Jun 2016 15:19

Operator : UM/SJ

Sample : H3378-17

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.04 2.08 ng 71452 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 302 (5.039 min): BF087708.D (-300) (-) m/z 43.10 100.00%
a3
59
5000
1 480 500 520 540
83 : : : :
0 ...,....,....,....','.-:..??.'.-'I,....,....,.-...,...:,|....,. m/z 59.10 54.28%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.10 18.44%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
" 480 500 520 540
5000 m/z 58.00 16.74%
86
. 51 69 101
LU UL SR SR SR LRI FULRLEL IR SO S UL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3152: 5-Hexen-2-one AP
43 4.80 5.00 5.20 5.40
m/z 41.10 8.60%
5000
55
0 \ |, 37| a9 | 6571 77 88 98
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060516\
Data File : BF087708.D

Aca On 5 Jun 2016 15:19

Operator : UM/SJ

Sample : H3378-17

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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 unknown6.63 Concentration Rank 2

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

6.63 80.01 ng 2744980 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Aminoindole 132 C8H8N2 005192-03-0 9

Abundance Scan 441 (6.627 min): BF087708.D (-438) (-) m/z 132.00 100.00%
32
5000 68
5 e
40 54 104 6.20 6.40 6.60 6.80 7.00
o....,...::'!..ﬁ....,‘?z.l.,....,..5.‘?,..!.,.-:..,.1.1?.,....,~'...,.. m/z 68.10 37.03%
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 RS L AR I
6.20 6.40 6.60 6.80 7.00
2 78 m/z 134.00 33.74%
38 44
0”'Wh”wPl”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
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.10 24.27%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14510: 4-Methylpyrrolo[1,2-a]pyrazine R L T
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.09%
5000 104
0""I"'l“""it"'l'bl'l"le""??"'l'j" '}}7I""I"" T ISR SR L
m/z--> 30 40 60 70 8 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060516\
Data File : BF087708.D

Aca On 5 Jun 2016 15:19

Operator : UM/SJ

Sample : H3378-17

Misc :

ALS Vial : 47 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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 7 Hexadecanoic acid, 1,1-dime... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.80 3.67 ng 165141 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 96
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
3 Nipecotic acid 129 C6H11NO2 000498-95-3 47
4 Hexadecanoic acid. 2-methvlpropv... 312 C20H4002 000110-34-9 43
5 Butyl 4,8,12-trimethyl-tridecanoate 312 C20H4002 1000336-63-2 30
Abundance Scan 981 (12.799 min): BF087708.D (-978) (-) m/z 56.10 100.00%
56
5000
73 129 239257 R | DN | .
3 a7 157 8% 213 a1 12.40 12.60 12.80 13.00 13.20
Obrr vl m/z 57.10 58.54Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
56
5000 LRI BRI SR SURILN B
29 73 12.40 12.60 12.80 13.00 13.20
m/z 41.10 42 .86%
o \‘ L, ‘\ H‘ n \\‘11?’\ 157 185 213 2?92‘?7 281 312
m/z--> 25 45 60 80 100 150 140 160 180 200 220 240 260 2éo 360
Abundance
56
12:40 12.60 12.80 13.00 13.20
5000 m/z 43.10 41 .00%
29 3 129 230 2>
97113 157 185 213 og3 312
O R R R A L A LAl A L) SRR LAl SARSN LARA AR LARA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12841: Nipecotic acid
12.40 12.60 12.80 13.00 13.20
m/z 55.10 34.61%
5000
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00 13.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060516\
Data File : BF087708.D

Acq On 5 Jun 2016 15:19

Operator : UM/SJ

Sample - H3378-17

Misc :

ALS Vial : 47 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060416_.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... 5.04 2.1 ng 71452 1 6.86 686156 20.0
unknown6 .63 6.63 80.0 ng 2744980 1 6.86 686156 20.0
Hexadecanoic acid... 12.80 3.7 ng 165141 5 14.01 898995 20.0
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