LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060416\
Data File : BF087661.D

Aca On : 4 Jun 2016 12:43

Operator : UM/SJ

Sample : PB91039BL

Misc :

ALS Vial : 6 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 1.781 14 17 26 rVB 2323243 3203077 72.07% 9.437%
2 1.895 26 27 51 rVvB 1793550 4444382 100.00% 13.094%
3 2.192 51 53 87 rvVB3 87244 369972 8.32% 1.090%
4 3.850 195 198 201 rvVB 29634 46044 1.04% 0.136%
5 5.050 301 303 308 rBV 138267 228196 5.13% 0.672%

5.461 336 339 341 rBV 2372340 2580272 58.06% 7.602%
6.479 425 428 431 rBV 1782993 2406039 54.14% 7.088%
2407963 2661732 59.89% 7.842%
6.856 459 461 464 rBvY 949973 839154 18.88% 2.472%
7.016 472 475 477 rBV 2308212 2053684 46.21% 6.050%
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11 7.416 507 510 513 rBV 1184663 1525066 34.31% 4._.493%
12 8.147 571 574 576 rBV 1071665 1192910 26.84% 3.514%
13 9.222 665 668 671 rBVY 2705175 2828794 63.65% 8.334%
14 9.896 724 727 730 rVB 1294380 1272944 28.64% 3.750%
15 10.685 793 796 798 rBV 1769356 1757915 39.55% 5.179%

16 11.382 854 857 859 rBV 1520585 1389905 31.27% 4._.095%
17 12.971 993 996 998 rBV 2843340 2934448 66.03% 8.645%

18 14.011 1084 1087 1089 rBV 1407833 1234909 27.79% 3.638%
19 15.440 1209 1212 1215 rBV 805597 973461 21.90% 2.868%

Sum of corrected areas: 33942904
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060416\
Data File : BF087661.D

Aca On : 4 Jun 2016 12:43

Operator : UM/SJ

Sample : PB91039BL

Misc :

ALS Vial : 6 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: BF087661.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060416\
Data File : BF087661.D

Aca On : 4 Jun 2016 12:43

Operator : UM/SJ

Sample : PB91039BL

Misc :

ALS Vial : 6 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 1 unknownl.78 Concentration Rank 2

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

1.78 76.34 ng 3203080 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 45
2 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 27
3 Methane. isothiocvanato- 73 C2H3NS 000556-61-6 9
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 17 (1.781 min): BF087661.D (-14) (-) m/z 73.10 100.00%
741
43.1
5000
89.0
58.1 1.701.801.90 2.002.10 2.20
o | W R S P m/z 43.10 63.95%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #4787: Propane, 2,2-dimethoxy-
73.0
43.0
5000
150 290 1.701.801.90 2.002.10 2.20
89.0 m/z 89.05 29.81%
0 2.0 A \‘\ \“ \‘\ [ 5\7\0 | 104.0
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0 73.0
30.0 1.701.801.90 2.002.10 2.20
5000 58.0 m/z 41.05 10.20%
15.0
G R L RS UL RS AN R RN IS IS RS B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #716: Methane, isothiocyanato-
73.0 1.701.801.90 2.002.10 2.20
m/z 42.05 8.16%
5000
45.0
35.0
0 ”'I”"I”"P%QPHJ'WHE“I'ﬁ%?”"%l“W"”l'”'l”"P
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 1.701.801.90 2.002.10 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060416\
Data File : BF087661.D

Aca On : 4 Jun 2016 12:43

Operator : UM/SJ

Sample : PB91039BL

Misc :

ALS Vial : 6 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 Propane, 1,1-dimethoxy- Concentration Rank 5

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

2.19 8.82 ng 369972 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 83
2 Glvcolaldehvde dimethvl acetal 106 C4H1003 030934-97-5 36
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 16
4 Methane. isothiocvanato- 73 C2H3NS 000556-61-6 9
5 Thiocyanic acid, methyl ester 73 C2H3NS 000556-64-9 9

Abundance Scan 53 (2.192 min): BF087661.D (-51) (-) m/z 75.10 100.00%
79.1
5000 451
w0l || 570 180 200 220 2.40 2.60
b et el e | m/z 73,10 73.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4789: Propane, 1,1-dimethoxy-
75.0
5000 29.0 L L L LR R
1.80 2.00 2.20 2.40 2.60
m/z 45.10 40.39%
0 ‘\ | ‘g 1 87.0 103.0
”I"”I"” ”I"”I"”I"'W"'W"'W"'W"'W"
m/z--> 10 60 70 80 90 100 110
Abundance
75.0
180 200 220 2.40 2.60
5000 m/z 41.10 27.72%
310 450
o 150 59.0 105.0
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4436: Pentane, 3-methoxy-
73.0 1.80 2.00 2.20 2.40 2.60
m/z 47.05 19.35%
5000
45.0
29.0
0 "I""I"JJI"'“IJ"'IFRQI""I'l"l""l"'%q¥9"l"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060416\
Data File : BF087661.D

Aca On : 4 Jun 2016 12:43

Operator : UM/SJ

Sample : PB91039BL

Misc :

ALS Vial : 6 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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.05 5.44 ng 228196 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 78
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 Acetone 58 C3H60 000067-64-1 12
5 Diacetamide 101 C4H7NO2 000625-77-4 9

Abundance Scan 303 (5.050 min): BFO87661.D (-301) (-) m/z 43.05 100.00%
43.0
5000 59.1
101.1 RN 200 S50 Ean
4.80 500 5.20 5.40
83.0
Ol e ..':|,....,~....,|....,....,....,....,....,297.-9. m/z 59.10 44.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR LS UL LN A
59.0 480 500 5.20 540
0
150 1010 m/z 58.10 18.41%
0 wl ol . 83.0 ! ‘
LI S SULELEL SURLLIL SURLIL DAL DL BN AL L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
480 500 520 540
5000 m/z 101.10 13.75%
59.0
27.0 101.0
0"“|"“|"'w"7%q'"w'"|“"|“"|'“'|"“|"“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4030: 2,3-Butanedione, monooxime R AN Rmmas mo
43.0 4.80 500 5.20 5.40
m/z 41.10 7.76%
5000
101.0
o180 | 600 840
miz--> 20 40 60 80 100 120 140 160 180 200 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060416\
Data File : BF087661.D

Aca On : 4 Jun 2016 12:43

Operator : UM/SJ

Sample : PB91039BL

Misc :

ALS Vial : 6 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 3

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

6.63 63.44 ng 2661730 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 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 441 (6.627 min): BF087661.D (-438) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 AR RARSE SARBE SRR S
401 541 6.20 6.40 6.60 6.80 7.00
Obrrrrr el e 880 Ly 1180l m/z 68.10 37.39%
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
5000 RS LR AR I
6.20 6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 33.77%
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
620 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.10 24.06%
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 A
Abundance #14491: 5-Aminoindole LS AL LN N LI N LA
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.01%
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 6.20 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060416\
Data File : BF087661.D

Acq On : 4 Jun 2016 12:43

Operator : UM/SJ

Sample : PB91039BL

Misc :

ALS Vial : 6 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]
unknownl.78 1.78 76.3 ng 3203080 1 6.86 839154 20.0
Propane, 1,l1-dime... 2.19 8.8 ng 369972 1 6.86 839154 20.0
2-Pentanone, 4-hy... 5.05 5.4 ng 228196 1 6.86 839154 20.0
unknown6 .63 6.63 63.4 ng 2661730 1 6.86 839154 20.0
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