LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG113017\

Data File : BG031312.D

Aca On : 1 Dec 2017 6:28 Instrument :
Operator : SJ/JU ?:II\:gﬁ(t;Sam ol
3?22 le 16636-02 112917-TID8-E-D-S
ALS Vial : 23 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-BG111017.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

5.207 320 326 338 rBV 66233 109639 1.72% 0.495%
5.688 402 408 424 rBvV 347899 616680 9.69% 2.782%
rBv 203185 426767 6.70% 1.925%
7.663 737 744 758 rBV 629535 1136523 17.85% 5.127%
8.127 817 823 831 rBvV 197287 351156 5.52% 1.584%
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8.456 871 879 891 rBV 844692 1553565 24.41% 7.009%
9.296 1014 1022 1036 rBV 598898 1173898 18.44% 5.296%
10.947 1294 1303 1321 rBV 229142 502685 7.90% 2.268%
13.374 1709 1716 1735 rBV 2014671 3366335 52.88% 15.187%
14.754 1943 1951 1964 rBV2 429014 793831 12.47% 3.581%

=
QO ~NO®

11 16.235 2197 2203 2223 rBV 1074219 1834598 28.82% 8.277%
12 17.492 2410 2417 2434 rBV2 664074 1083239 17.02% 4_.887%
13 20.083 2851 2858 2867 rBV 4689971 6365524 100.00% 28.717%
14 21.370 3072 3077 3086 rBV5 34854 86779 1.36% 0.391%
15 21.764 3137 3144 3155 rBV 826481 1414565 22.22% 6.382%

16 25.060 3694 3705 3723 rBV2 445309 1350534 21.22% 6.093%

Sum of corrected areas: 22166318
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA G\DATA\BG113017\

BG031312.D
1 Dec 2017 6:28
SJ/JuU
16636-02
23 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG111017.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Libra
TIC Integ

C:\Database\NIST11.L
LSCINT.P

ry
ration Parameters:

Abundance

4000000

3000000

2000000

1000000

TIC: BG031312.D

8.46
7.66

7.29 8.13

9.30

5.69 10.95

5.21

0
Time-->

350 4.00 450 500 550 600 6.50

7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 1150 1200 1250

Abundance

4000000

3000000

2000000

1000000

TIC: BG031312.D

20.08

13.37

21.76
17.49
14.75

21.37

0
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

4000000

3000000

2000000

1000000

TIC: BG031312.D

25.06

O
Time--> 23.00 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:\HPCHEM1\BNA G\DATA\BG113017\
Data File : BG031312.D

Aca On : 1 Dec 2017 6:28

Operator : SJ/JU

Sample : 16636-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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.

5.21 6.24 ng 109639 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 327 (5.213 min): BG031312.D (-320) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 NSRS SURRE RN RN
| 83.0 | 480 5.00 5.20 5.40 5.60
I 1 1 M| NSRS VN VS m/z 59.00 63.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R LS UL LI
59.0 480 500 520 540 560
0
150 4, 1010 m/z 101.00 21.78%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
480 500 520 540 5.60
5000 m/z 58.00 16.10%
101.0
| 150 310 58.0 690  86.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0 480 500 520 5.40 5.60
m/z 41.10 8.40%
5000 41.0
o T O =Y 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG113017\
Data File : BG031312.D

Aca On : 1 Dec 2017 6:28

Operator : SJ/JU

Sample : 16636-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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 unknown7.66 Concentration Rank 2

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

7.66 64.73 ng 1136520 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 744 (7.663 min): BG031312.D (-737) (-) m/z 132.00 100.00%
132.0
5000 68.0 /\
wo |o%0 | VRIS P
R L I B T B B i S m/z 68.00 35.97%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 UL R UL UL
7.40 7.60 7.80 8.00
31.0 510 ‘ m/z 134.00 33.43%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0 132.0
740 7.60 7.80 8.00
5000 98.0 m/z 66.00 23.57%
77.0
0 158.0 1890
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal e

132.0 7.40 7.60 7.80 8.00
m/z 69.10 14.70%

5000 67.0
41.0 97.0

m/z--> 60 80 100 120 140 160 180 200 220 240 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG113017\
Data File : BG031312.D

Acq On : 1 Dec 2017 6:28

Operator : SJ/JU

Sample - 16636-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017 .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... 5.21 6.2 ng 109639 1 8.13 351156 20.0
unknown7 .66 7.66 64.7 ng 1136520 1 8.13 351156 20.0
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