Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Intearation
Intearator:
Smoothing :
Sampling :
Start Thrs:
Stop Thrs :

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

LSC Area Percent Report

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110818\
BGO37899.D
8 Nov 2018 23:47
Ju/sJ
PB114622BL

18

Sample Multiplier: 1

Parameters: rteint.p

RTE
ON
1
0.2
0

Peak separation: 5

Filtering: 5

Min Area: 3 % of largest Peak

Max Peaks: 100
Peak Location: TOP

Method = Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG101818.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 5.174 315 321 327 rBV 26827 46442 1.74% 0.316%
2 5.632 392 399 413 rBV 621737 1051504 39.51% 7.152%
3 7.236 664 672 681 rBV 680131 1201622 45.15% 8.173%
4 7.618 729 737 747 rBV 634246 1128000 42.38% 7.672%
5 8.088 808 817 827 rVB 165265 294407 11.06% 2.002%
6 8.411 865 872 880 rVB 459886 851826 32.01% 5.794%
7 9.269 1010 1018 1029 rBV 395379 741330 27.85% 5.042%
8 10.914 1288 1298 1307 rBV 255484 485107 18.23% 3.300%
9 13.347 1705 1712 1721 rBV 1220919 1936925 72.78% 13.174%
10 14.728 1939 1947 1962 rBV2 436162 739682 27.79% 5.031%
11 16.214 2193 2200 2217 rBV5 721611 1212621 45.56% 8.248%
12 17.471 2407 2414 2426 rBvV 555867 875012 32.88% 5.952%
13 20.074 2850 2857 2869 rBVY 1860498 2661439 100.00% 18.102%
14 21.755 3136 3143 3161 rBV2 447857 886546 33.31% 6.030%
15 25.086 3698 3710 3724 rBV2 161281 589727 22.16% 4.011%
Sum of corrected areas: 14702190
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Abundance

1500000

1000000

500000

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110818\

BG037899.D

8 Nov 2018 23:47

JussJ

PB114622BL

18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

TIC: BG037899.D

7.24

5.63 7.62

8.41 927

10.91
8.09

5.17

0
Time-->
Abundance

3.50

1500000

1000000

500000

O.
Time-->
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1500000

1000000

500000

V.
LI LI L L L L I L L L L L L LB B L |

13.35

6.00 6.50 7.00 750 8.00 850 9.00 950 1000 1050 1100 1150 1200 12.50

TIC: BG037899.D

4.00 4.50 5.00 5.50

20,07

16.21

17.47

14.73 21.75

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

TIC: BG037899.D

25.09

O
Time--> 23.00

8270-BG101818.

23.50 24.00 24.50 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:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110818\
Data File : BG037899.D

Aca On : 8 Nov 2018 23:47

Operator : JU/SJ

Sample : PB114622BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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.

5.17 3.15 ng 46442 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
3 Diacetamide 101 C4H7NO2 000625-77-4 9
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 9
5 2-Pentanol, 2,3-dimethyl- 116 C7H160 004911-70-0 9

Abundance Scan 320 (5.168 min): BG037899.D (-315) (-) m/z 43.00 100.00%
43.0
59.0
5000
100.9 A R IR L
| 10 82.9 | 480 5.00 5.20 5.40 5.60
) v 1 31 YT | P BN N m/z 59.00 60.40%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L LSS UL L
59.0 480 500 520 540 5.60
m/z 58.00 24 _.71%
31.0 ‘ 83.0 g3 1010
O o . e e e B T L e
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl-
59.0
480 500 520 540 5.60
5000 m/z 100.90 18.95%
101.0
a0 40 69.0 83.0
O"I}?qI"m”“"ﬁt't?ﬁqw“l”"I'”'I"”I"'W""P
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4023: Diacetamide R o R Ramm
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 11.41%
5000 59.0
73.0
101.0
o 28.0 |l 510 | 86.0 \
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110818\
Data File : BG037899.D

Aca On : 8 Nov 2018 23:47

Operator : JU/SJ

Sample : PB114622BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 unknown7.62 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.62 76.63 ng 1128000 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 12
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
Abundance Scan 737 (7.618 min): BG037899.D (-729) (-) m/z 131.90 100.00%
131.9
5000 68.0
w00 st0 || o %0 J P50 T Tk 7R 8bo
0 e o o O T B B e B m/z 68.00 41 .10%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AR A A

7.20 7.40 7.60 7.80 8.00
m/z 133.90 33.07%

31.0 510
0 ‘ L1 H (11 . |
— e
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
e e
74.0 7.20 7.40 7.60 7.80 8.00
5000 ggo 1160 m/z 66.00 26.78%
b M o L | a0 amo
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal AREm R
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 15.86%
5000 67.0
41.0 97.0
‘ ‘ 117.0
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG110818\
Data File : BG037899.D

Acq On > 8 Nov 2018 23:47

Operator : JU/SJ

Sample : PB114622BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_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... 5.17 3.1 ng 46442 1 8.09 294407 20.0
unknown7 .62 7.62 76.6 ng 1128000 1 8.09 294407 20.0
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