LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040419\
Data File : BG040363.D

Acq On 4 Apr 2019 17:17

Operator : JU/SJ

Sample : PB118322BL

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:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_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 3.191 12 17 24 rVB 30641 54709 1.24% 0.240%
2 5.606 419 428 439 rBV 1102319 1817519 41.34% 7.970%
3 7.204 691 700 713 rBV 1111309 1936642 44._.05% 8.492%
4 7.574 755 763 776 rBV 1066312 1888397 42.96% 8.280%
5 8.044 836 843 852 rVvB 232533 399273 9.08% 1.751%

8.367 889 898 907 rBV 808417 1427084 32.46% 6.258%
9.225 1034 1044 1055 rBvV 614518 1162468 26.44% 5.097%
10.864 1314 1323 1337 rBV 279276 535304 12.18% 2.347%
1730 1737 1753 rBV 1665845 2677146 60.90% 11.739%
14.677 1965 1972 1987 rBV2 445405 739736 16.83% 3.244%
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11 16.164 2218 2225 2246 rBV 1263588 2077682 47.26% 9.111%
12 17.421 2431 2439 2452 rBV2 629379 992196 22.57% 4_.351%
13 20.024 2875 2882 2893 rBV 3269428 4395985 100.00% 19.276%
14 21.693 3159 3166 3176 rBV 722812 1245164 28.33% 5.460%

15 23.132 3407 3411 3420 rVB4 29558 58392 1.33% 0.256%

16 23.949 3543 3550 3557 rVB5 31975 71965 1.64% 0.316%

17 24.901 3706 3712 3714 rBV5 31617 61791 1.41% 0.271%

18 24.971 3715 3724 3738 rVB3 408025 1198486 27.26% 5.255%

19 26.035 3900 3905 3914 rVB5 23586 65413 1.49% 0.287%
Sum of corrected areas: 22805352
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA_G\DATA\BG040419\

BG040363.D

4 Apr 2019 17:17

JussJ

PB118322BL

3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

8.19

TIC: BG040363.D

5.61 7.20 757

8.37

8.04 10.86

0
Time-->

350 400 450 5.00 550 6.00 6.50 7.00

750 8.00 8.50 9.00 950 1000 1050 1100 1150 1200 1250

Abundance

3000000

2500000

2000000

1500000

1000000

500000

13.30

TIC: BG040363.D
20.02

16.16

21.69
17.42

14.68

05
Time-->

13.00 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

3000000

2500000

2000000

1500000

1000000

500000

23.13

TIC: BG040363.D

24.97

23.95 26.03

23.00

Time-->

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\HPCHEM1\BNA_G\DATA\BG040419\
Data File : BG040363.D

Acq On 4 Apr 2019 17:17

Operator : JU/SJ

Sample : PB118322BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.19 2.74 ng 54709 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 42
3 3-Hexanol, 2,4-dimethyl- 130 C8H180 013432-25-2 38
4 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 36
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35

Abundance Scan 17 (3.191 min): BG040363.D (-12) (-) m/z 73.00 100.00%
3
43
5000
55 87
| | 3.20 3.30 3.40 3.50 3.60
O e ettt e e e e e e m/z 43.00 56.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 HUA IR IR IR U U
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 87.10 31.83%
0 ?9 L |l 80
LR IR I I UL IULIAS IR IR IR INLR S SRS BARES BRRES SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87
3.20 3.30 3.40 3.50 3.60
5000 41 55 m/z 55.00 24 .72%
29
o 65 80 97 112 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13717: 3-Hexanol, 2,4-dimethyl-
45 73 3.20 3.30 3.40 3.50 3.60
m/z 71.00 13.58%
5000 29 55 87
ol 1° 3$ “M “\‘ |97 105 115 128
m/z--> 10 20 3'0 4'0 50 60 70 80 90 100 110 120 130 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040419\
Data File : BG040363.D

Acq On 4 Apr 2019 17:17

Operator : JU/SJ

Sample : PB118322BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown7.57 Concentration Rank 1

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

7.57 94 .59 ng 1888400 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 762 (7.568 min): BG040363.D (-755) (-) m/z 132.00 100.00%
5000 68
20 54 % J 720 7.40 7.60 7.80 8.00
o | 7o [ ysme | h/z 68.00  44.35%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S RARASRAASS RARR AR
720 7.0 7.60 7.80 8.00
31 51 78 m/z 134.00 32.27%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
720 7.40 7.60 7.80 8.00
5000 67 m/z 66.00 28.60%
41 97
53
29 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R B
57 132 7.20 7.40 7.60 7.80 8.00
24 m/z 69.00 17.15%
5000 og 0 /\
I L 8 I‘;ﬂm,\,\‘l,,m, s 189 G | W
m/z--> 40 60 80 100 120 140 160 180 720 7.0 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040419\
Data File : BG040363.D

Acq On 4 Apr 2019 17:17

Operator : JU/SJ

Sample : PB118322BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.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]
Butane, 2-methoxy... 3.19 2.7 ng 54709 1 8.04 399273 20.0
unknown? .57 7.57 94.6 ng 1888400 1 8.04 399273 20.0
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