LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG011918\
Data File : BG032161.D

Aca On : 19 Jan 2018 20:59

Operator : SJ/JU

Sample : PB105788BL

Misc :

ALS Vial : 12 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 G\METHODS\8270-BG011218.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

5.658 397 403 413 rBV 25153 43513 1.12% 0.290%
6.169 482 490 504 rBvV 529967 901965 23.32% 6.008%
rBv 521731 919148 23.76% 6.122%
8.255 837 845 856 rBV 557736 997609 25.79% 6.645%
8.742 921 928 936 rBB 118891 208608 5.39% 1.389%
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9.077 977 985 996 rBV 442590 820673 21.22% 5.466%
9.941 1121 1132 1142 rBV 295211 564081 14.58% 3.757%
11.627 1411 1419 1426 rBV 150712 286599 7.41% 1.909%
14.007 1816 1824 1836 rBY 1099025 1778512 45.98% 11.846%
15.376 2049 2057 2067 rBB2 252032 441458 11.41% 2.940%

=
QO ~NO®

11 16.850 2301 2308 2321 rBV 976497 1502229 38.84% 10.006%
12 18.108 2515 2522 2532 rBV 419010 672752 17.39% 4.481%
13 20.646 2948 2954 2964 rBV 2893069 3867828 100.00% 25.762%
14 22.444 3250 3260 3271 rBV2 551609 1004111 25.96% 6.688%
15 26.145 3876 3890 3906 rBV2 302586 1004776 25.98% 6.692%

Sum of corrected areas: 15013862
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG011918\
Data File : BG032161.D

Aca On : 19 Jan 2018 20:59

Operator : SJ/JU

Sample : PB105788BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG011218_.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: BG032161.D
2500000
2000000
1500000

1000000

6.17 85 8.25
500000 7.85 9.08
9.94

11.63
566 8.74

L 1 A —

Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG032161.D

20.65

2500000

2000000

1500000

14.01

1000000 16.85

22.44
500000 18.11
15.38

O T T T T T e T T T T T T T T T e e e T T T T T T

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG011918\
Data File : BG032161.D

Aca On : 19 Jan 2018 20:59

Operator : SJ/JU

Sample : PB105788BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG011218_.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.

5.66 4_.17 ng 43513 1,4-Dichlorobenzene-d4 8.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 2-Nonanone, 9-hydroxy- 158 C9H1802 025368-56-3 9

Abundance Scan 403 (5.658 min): BG032161.D (-397) (-) m/z 43.00 100.00%
a3
59
5000
101
83 | 5.40 5.60 5.80 6.00
Obrrrrrrrrprrrerreetlire et e oo e e || M/Z 59.00  61.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R R I I
59 540 560 580 6.00
m/z 101.10 25.97%
31 83 g3101
0“W““V“W“Wﬂ“WH“V“W“HVMWH“ﬂHWH“V“W““PHW““V“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43
540 5.60 580 6.00
0
5000 101 m/z 58.00 13.93%
28 59
70 84
0 15 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 A
Abundance #3159: 5-Hexen-2-one R e B
43 540 5.60 5.80 6.00
m/z 41.10 9.75%
5000
55
0 20 ] les7 8 98 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 540 560 580 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG011918\
Data File : BG032161.D

Aca On : 19 Jan 2018 20:59

Operator : SJ/JU

Sample : PB105788BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG011218_.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 unknown8.25 Concentration Rank 1

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

8.25 95.64 ng 997609 1,4-Dichlorobenzene-d4 8.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 1H-Indazole, 7-methyl- 132 C8H8N2 1000316-00-7 10

Abundance Scan 844 (8.249 min): BG032161.D (-837) (-) m/z 132.00 100.00%
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o v T /A e T | N m/z 68.10 34.91%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
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5000 /'\"'I""I""I""I"'
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33 44 0 g7 105 m/z 134.00 32.32%
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Abundance
132
69 o "800 8.20 8.40 8.60
5000 m/z 66.10 24 .50%
78
31 35 ,, 5t
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m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R Emman i
132 8.00 8.20 8.40 8.60
m/z 69.10 15.80%
5000 67
41 97
‘ 53 . 117
0 34 ‘ ‘ ‘\ I 61\“\‘ L1l 89 L, 103 110 124
m/z--> 30 4'0 50 60 70 8|O 9'0 100 110 12'0 130 140 800 820 8.40 8.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG011918\
Data File : BG032161.D

Acq On : 19 Jan 2018 20:59

Operator : SJ/JU

Sample : PB105788BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_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... 5.66 4.2 ng 43513 1 8.74 208608 20.0
unknown8.25 8.25 95.6 ng 997609 1 8.74 208608 20.0
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