LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030218\
Data File : BG032956.D

Aca On : 2 Mar 2018 21:40

Operator : SJ/JU

Sample : PB107009BL

Misc :

ALS Vial : 11 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-BG022118.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

5.825 426 432 438 rBV2 23722 44124 1.25% 0.231%
6.330 509 518 531 rBV 975074 1659427 46.90% 8.678%
rBv 975023 1760479 49.75% 9.207%
8.428 867 875 884 rBvV 934322 1717500 48.54% 8.982%
8.915 949 958 966 rBV 185421 332834 9.41% 1.741%
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9.250 1007 1015 1025 rBV 689619 1293109 36.55% 6.762%
10.114 1153 1162 1176 rBV 550338 1042496 29.46% 5.452%
11.799 1441 1449 1458 rBV 264707 490123 13.85% 2.563%
14.161 1843 1851 1859 rBV 1471286 2373258 67.07% 12.411%
15.530 2077 2084 2093 rVB2 394521 653579 18.47% 3.418%

=
QO ~NO®

11 16.998 2327 2334 2349 rBV 1080534 1694990 47.90% 8.864%
12 18.261 2541 2549 2556 rBv2 512582 819336 23.16% 4._.285%
13 20.776 2971 2977 2991 rBV 2603387 3538351 100.00% 18.504%
14 22.614 3282 3290 3303 rBV2 467081 893311 25.25% 4.672%
15 26.427 3927 3939 3959 rBvV2 215632 809169 22.87% 4.232%

Sum of corrected areas: 19122086
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA G\DATA\BG030218\

BG032956.D

2 Mar 2018 21:40

SJ/Ju

PB107009BL

11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BG032956.D

6.33 8.01 g3

10.11

8.92 11.80

5.83

0
Time-->

350 400 450 500 550 6.00 650 7.00 7.50 8.00 8.50

9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance
2500000

2000000

1500000

1000000

500000

0

TIC: BG032956.D
20,78

14.16

17.00

18.26 22.61

15.53

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

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BG032956.D

26.43

0l
Time--> 23.00 2350 24.00 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030218\
Data File : BG032956.D

Aca On : 2 Mar 2018 21:40

Operator : SJ/JU

Sample : PB107009BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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.

5.83 2.65 ng 44124 1,4-Dichlorobenzene-d4 8.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-0ctanol 130 C8H180 000589-98-0 9
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 7
5 Diacetamide 101 C4H7NO2 000625-77-4 7

Abundance Scan 433 (5.831 min): BG032956.D (-426) (-) m/z 43.05 100.00%
43
5000 59
101 SR RS SR L
51 | 86 540 5.60 5.80 6.00 6.20
o R | M SN EN—— m/z 59.05 48.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SR RS AR LS
59 5.40 5.60 5.80 6.00 6.20
m/z 101.05 22 .25%
15 31 101
0 ‘ Tl N 50 . 83 .
LS IR IR UL IULRR NS UL I LR LSS SN BRARE SRS B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
59
540 560 580 6.00 6.20
m/z 58.05 17.18%
5000 29 4 83 1
101
0 51 69 91 112 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4119: BUtyl aldoxime, 3—methy|—, syn- [Trrr[Trrr [ Trrr[rrrr[rrT
50 540 5.60 5.80 6.00 6.20
m/z 41.05 10.92%
41
5000
86
0 “'l'"'l“"l""|h"|'““'b"?ﬁ""l“"l"'}Q%"|"'w""|"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 540 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030218\
Data File : BG032956.D

Aca On : 2 Mar 2018 21:40

Operator : SJ/JU

Sample : PB107009BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 unknown8.43 Concentration Rank 1

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

8.43 103.21 ng 1717500 1,4-Dichlorobenzene-d4 8.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 875 (8.428 min): BG032956.D (-867) (-) m/z 131.95 100.00%
32
5000 68
| 75 % 03 8.00 8.20 840 8.60 8.80
0 ..,....,....,...:,".'.‘.‘7:,:!..?.1...|,..':.,..5??,..!.,.':..,.1.1.5.,...., - m/z 68.05 41.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I R UL A
8.00 8.20 8.40 8.60 8.80
2 78 m/z 133.95 33.08%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
8.00 8.20 840 8.60 8.80
5000 67 m/z 66.05 27.52%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole P
132 8.00 8.20 8.40 8.60 8.80
m/z 69.00 16.35%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 5'0 60 70 80 90 100 110 120 130 140 800 8.20 840 8.60 8.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG030218\
Data File : BG032956.D

Acq On : 2 Mar 2018 21:40

Operator : SJ/JU

Sample : PB107009BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118_.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... 5.83 2.6 ng 44124 1 8.92 332834 20.0
unknown8 .43 8.43 103.2 ng 1717500 1 8.92 332834 20.0
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