LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091915\
Data File : BG018772.D

Acq On : 18 Sep 2015 17:11

Operator : TP

Sample - PB85606BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_G\METHODS\8270-BG091115.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 height area % max. total
1 2.958 16 20 39 rvB 1512473 1921488 54.40% 10.133%
2 3.176 54 57 62 rBv 36784 47650 1.35% 0.251%
3 5.109 378 386 396 rBVY 268287 394065 11.16% 2.078%
4 5.579 460 466 474 rBVY 626899 984222 27.87% 5.190%
5 7.177 729 738 747 rBV 635907 1079750 30.57% 5.694%

7.535 792 799 808 rBV 643417 1099661 31.13% 5.799%
7.999 868 878 887 rBvV 163778 280314 7.94% 1.478%
8.322 924 933 943 rBV 492236 850046 24.07% 4.483%
9.163 1069 1076 1084 rVB 376616 655543 18.56% 3.457%
10.802 1347 1355 1363 rBVY 231338 413245 11.70% 2.179%

=
QO ~NO®

11 13.252 1764 1772 1780 rBV 1274835 1886921 53.42% 9.950%
12 14.627 1998 2006 2016 rBV2 434694 692685 19.61% 3.653%
13 16.113 2248 2259 2275 rBV 1153853 1753764 49.65% 9.248%
14 17.371 2466 2473 2483 rBV2 660961 1010274 28.60% 5.328%
15 19.979 2911 2917 2926 rBV 2720447 3532100 100.00% 18.626%

16 21.630 3191 3198 3205 rBV 745119 1213343 34.35% 6.398%
17 24.821 3731 3741 3754 rVB 387250 1148027 32.50% 6.054%

Sum of corrected areas: 18963098
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091915\
Data File : BG018772.D

Acq On : 18 Sep 2015 17:11

Operator : TP

Sample - PB85606BL

Misc :

ALS Vvial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG018772.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091915\
Data File : BG018772.D

Acq On : 18 Sep 2015 17:11

Operator : TP

Sample - PB85606BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown2.96 Concentration Rank 1

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

2.96 137.10 ng 1921490 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 45
2 N-Ethylformamide 73 C3H7NO 000627-45-2 9
3 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
4 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9
5 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 7

Abundance Scan 20 (2.958 min): BG018772.D (-16) (-) m/z 73.00 100.00%
3.0
5000 43.0
89.0
55.0 2.90 3.00 3.10 3.20 3.30 3.40
ot Vo /S NS —— < 4 m/z 43.00 43.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4670: Propane, 2,2-dimethoxy-
73.0
5000 43.0
2.90 3.00 3.10 3.20 3.30 3.40
310 89.0 m/z 89.00 31.91%
"W'”'P'LH”'ML”'P?Z?””IL'W'“jP'”I“'W”'W'“'P'”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
30.0 73.0
2.90 3.00 3.10 3.20 3.30 3.40
5000 m/z 41.00 8.51%
58.0
44.0
15.0
mﬁmﬁmﬁwﬁmﬁw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2102: Propane, 2-methoxy-2-methyl-
73.0 2.90 3.00 3.10 3.20 3.30 3.40
m/z 45.00 6.79%
5000
41.0
290 ‘\ 57"0
mz-> 10 20 '3'0' T B B B B % 16 1o 150 150 1| | 250 50510 350 55 50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091915\
Data File : BG018772.D

Acq On : 18 Sep 2015 17:11

Operator : TP

Sample - PB85606BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

3.18 3.40 ng 47650 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 59
2 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
3 2,5-Dimethyl-4-hydroxy-3-hexanone 144 C8H1602 000815-77-0 17
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 58 (3.181 min): BG018772.D (-54) (-) m/z 73.00 100.00%
73.0
5000
43.0 550 87.0

3.00 320 340 3.60

134.0
SRS NS VSR ISR NSNS A — m/z 43.00 30.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4386: Butane, 2-methoxy-2-methyl-
73.0
5000 LN L L B L LN LB LB
43.0 3.00 3.20 340 3.60
Y 87.0 m/z 87.00 27.18%
29.0 ‘
..,....,...‘a‘,....‘,‘:.‘..,....,....,.l..,....,....,....,....,....,....,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
73.0
I L
3.00 320 340 3.60
5000 43.0 m/z 55.00 26.09%
58.0
29.0 87.0
wmmﬂwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 A
Abundance #20074: 2,5-Dimethyl-4-hydroxy-3-hexanone T L A maa s e )
73.0 3.00 3.20 340 3.60
m/z 41.00 11.48%
43.0
5000 55.0
27.0 87.0
150 "1 L Ll "~ 1020 1150127.0 142.0
e R e e e e e e e e T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 3.00 320 340 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091915\
Data File : BG018772.D

Acq On : 18 Sep 2015 17:11

Operator : TP

Sample - PB85606BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.11 28.12 ng 394065 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 43
3 2,5,8,11-Tetraoxadodecane 178 C8H1804 000112-49-2 17
4 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 386 (5.109 min): BG018772.D (-378) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0
P T
480 5.00 520 5.40
83.0
...,....,....,....','....,..~!I,....7,1.9..,....,...:,.... ks | m/z 59.00  67.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R LA I UL UL
59.0 480 500 520 540
m/z 101.00 27 .46%
31.0 101.0
'“l“'w'“Tﬂ'“V“'w'”'w“'w'”?ﬁgw'”'$'“l“'w'”'w'“l“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
480 500 520 540
0,
5000 1010 m/z 58.00 18.25%
28.0 59.0
70.0 84.0
15.0
wﬁmmﬁmwwwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #41634: 2,5,8,11-Tetraoxadodecane I  EamaEE RS S
59.0 480 5.00 520 5.40
m/z 41.00 7.67%
5000
31.0 450
103.0
el T 0T ae0 130
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091915\
Data File : BG018772.D

Acq On : 18 Sep 2015 17:11

Operator : TP

Sample - PB85606BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4 unknown7.54 Concentration Rank 2

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

7.54 78.46 ng 1099660 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Amphetaminil 250 C17H18N2 017590-01-1 10
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 800 (7.541 min): BG018772.D (-792) (-) m/z 132.00 100.00%
13p.0
5000 68.0
200 350 oo | 7o T 7k TR
e o m/z 68.00 37.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 " T i T
410 970 m/z 134.00  33.68%
|||||||||||||||||||||||||?-:!-d|.?|||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132.0
00 75 70 78 7k
5000 ' m/z 66.00 24 _47%
31.0 510
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14006: 5-Aminoindole R e R ma mmm o)
13p.0 7.20 7.40 7.60 7.80
m/z 69.00 14 .43%
5000
104.0
66.0
270 500 | 880 | \
m/z--> 20 40 60 80 100 120 140 160 180 200 720 740 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091915\
Data File : BG018772.D

Acq On : 18 Sep 2015 17:11

Operator : TP

Sample - PB85606BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091115_.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]
unknown?2 .96 2.96 137.1 ng 1921490 1 8.01 280314 20.0
Butane, 2-methoxy... 3.18 3.4 ng 47650 1 8.01 280314 20.0
2-Pentanone, 4-hy... 5.11 28.1 ng 394065 1 8.01 280314 20.0
unknown? .54 7.54 78.5 ng 1099660 1 8.01 280314 20.0
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