LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096860.D

Aca On 18 Jul 2017 22:53

Operator : SJ/JU

Sample : PB100719BL

Misc :

ALS Vial : 27 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-BF071317.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 4.775 470 474 482 rBV 235611 310921 14.30% 2.049%
2 5.210 544 548 558 rBY 1616378 1597011 73.46% 10.523%
3 6.245 720 724 727 rBVY 1621814 1585915 72.95% 10.450%
4 6.369 741 745 748 rBVY 1801238 1547820 71.20% 10.199%
5 6.598 780 784 788 rBV 602034 481779 22.16% 3.175%

6.757 806 811 814 rBV 1902963 1732549 79.70% 11.416%
7.163 875 880 883 rBV 1410430 1300329 59.82% 8.568%
738706 620548 28.55% 4._.089%
8.957 1180 1185 1189 rBV 2119826 2173858 100.00% 14.324%
9.628 1294 1299 1303 rBV2 601166 533343 24.53% 3.514%
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11 10.410 1429 1432 1444 rVB 639087 614007 28.25% 4.046%
12 11.104 1546 1550 1553 rBV 535699 417694 19.21% 2.752%
13 12.686 1815 1819 1823 rBV 1510520 1528023 70.29% 10.068%
14 13.727 1993 1996 2000 rBV 469465 423396 19.48% 2.790%
15 15.104 2225 2230 2234 rBV 237753 280669 12.91% 1.849%

16 19.127 2913 2914 2919 rBV5 16114 28559 1.31% 0.188%

Sum of corrected areas: 15176421
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF071817\

BF096860.D

18 Jul 2017 22:53

SJ/JuU

PB100719BL

27 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF071317.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\BF071817\
Data File : BF096860.D

Aca On 18 Jul 2017 22:53

Operator : SJ/JU

Sample : PB100719BL

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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.

4.77 12.91 ng 310921 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 9
5 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 9

Abundance Scan 473 (4.769 min): BF096860.D (-470) (-) m/z 43.00 100.00%
43.0
59.0
5000
o | O i3 450 450 550 520
) RERSINESESUSSSMBSSMRMBEYA 1) USRS OUEEASSSS. &5 S M m/z 59.00 52.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 USRS UL UL R
59.0 440 460 480 500 520
m/z 101.10 14.67%
31.0 83.0 93010‘1.0
O S B e T e e e R R
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
440 460 480 500 5.20
5000 57.0 m/z 58.00 13.61%
29.0
101.0
78.0
S U SR I SULILILS UL I S SULIL LS WAL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime R L R
43.0 440 4.60 4.80 5.00 5.20
m/z 41.00 9.11%
5000
101.0
o 150 om0 | %89 g0 g0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096860.D

Aca On 18 Jul 2017 22:53

Operator : SJ/JU

Sample : PB100719BL

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 unknown6.37 Concentration Rank 2

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

6.37 64 .25 ng 1547820 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Amphetaminil 250 C17H18N2 017590-01-1 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 745 (6.369 min): BF096860.D (-741) (-) m/z 132.00 100.00%
132.0
5000 68.1
01 510 |1 o S o 200 650 6o ok ok
o [ MOV 7| NP M £ S| N m/z 68.10 38.45%
m/z--> 10 20 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 N
5000 SRR RS AR RN
6.00 620 6.40 6.60 6.80
2.0 510 m/z 134.00 32.41%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.00 6.20 6.40 6.60 6.80
5000 67.0 m/z 66.00 25.68%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 1
Abundance #14491: 5-Aminoindole L L L L L DL B
132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.10 15.56%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.00 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071817\
Data File : BF096860.D

Aca On 18 Jul 2017 22:53

Operator : SJ/JU

Sample : PB100719BL

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.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 unknown19.13 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.13 2.04 ng 28559 Perylene-di12 15.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Dodecene. (2)- 168 Cl12H24 007206-29-3 10
2 N-Trifluoroacetvl-histidine. met... 265 C9H10F3N303 001604-44-0 10
3 Cvclohexanepropanal. 2.2-dimethv... 180 C12H200 076337-22-9 10
4 Nonane. 1.9-dibromo- 284 C9H18Br2 004549-33-1 10
5 Decanedioic acid, 3,6-dimethyl-,... 258 C14H2604 005024-28-2 10
Abundance Scan 2915 (19.133 min): BF096860.D (-2913) (-) m/z 97.05 100.00%
91.0
41.0
69.1 123.1 207.1
5000
| 1880 19.00 19.20 19.40
Obrrr e e m/z 41.00 67.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #36744: 6-Dodecene, (2)-
55.0
29.0
5000 R SRR R SURE LR B
83.0 18.I80 19.'00 19.'20 19.'40
168.0 m/z 55.00 65.99%
111.0
o 140.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
69.0
206.0 1880 19.00 19.20 19.40
5000 m/z 95.10 65.01%
152.0 2650
0 44. 9.0 1210 ' 180.0 234.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #45638: Cyclohexanepropanal, 2,2-dimethyl-6-methylene- T
69.0 18.80 19.00 19.20 19.40
41.0 106.0 m/z 69.10 59.06%
5000
136.0
165.0
0 T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.I80 19.'00 19.'20 19.'40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071817\
Data File : BF096860.D

Acq On 18 Jul 2017 22:53

Operator : SJ/JU

Sample : PB100719BL

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 4.77 12.9 ng 310921 1 6.60 481779 20.0
unknown6 .37 6.37 64.3 ng 1547820 1 6.60 481779 20.0
unknown19.13 19.13 2.0 ng 28559 6 15.10 280669 20.0
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