LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG121217\

Data File : BG031518.D

Aca On - 13 Dec 2017 8:03 Instrument :

Operator : SJ/JU (BZII\!A_(tSS el
- _ lentosampleld :

a?zgle : 16763-10 120517-TIDO-F-U-S

ALS Vial : 32 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-BG121117.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 5.184 315 322 332 rBV 47167 77051 1.24% 0.393%
2 5.671 399 405 424 rBV 281671 516496 8.32% 2.634%
3 7.281 671 679 690 rBVY2 171880 358528 5.78% 1.828%
4 7.645 733 741 751 rBV 532429 990956 15.97% 5.053%
5 8.110 812 820 830 rBV 171974 304809 4_.91% 1.554%

8.433 866 875 888 rBvV 735629 1335676 21.52% 6.811%
9.279 1011 1019 1030 rBV 488024 982480 15.83% 5.010%
10.924 1292 1299 1317 rBV 198570 442008 7.12% 2.254%
1789260 3000860 48.36% 15.302%
14.731 1940 1947 1958 rBV2 403913 734419 11.83% 3.745%
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11 16.224 2195 2201 2220 rBV 382089 739871 11.92% 3.773%
12 17.475 2408 2414 2426 rBV2 642273 1027534 16.56% 5.240%
13 20.066 2849 2855 2870 rBV 4461380 6205691 100.00% 31.644%
14 21.747 3134 3141 3155 rBV 835258 1487059 23.96% 7.583%
15 25.031 3689 3700 3718 rBV2 461984 1407530 22.68% 7.177%

Sum of corrected areas: 19610968
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG121217\
BG0O31518.D

13 Dec 2017 8:03

SJ/JuU

16763-10

32 Sample Multiplier: 1

= Z:\HPCHEM1\BNA G\METHODS\8270-BG121117.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
- C:\Database\NIST11.L
LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BG031518.D

8.43
7.65

7.28 8.11

9.28
5.67
5.18

10.92

O

Time--> 3. 50

700

7.50 8.00 8.50

4.00 450 500 550 600 650

9.00 9.50 10.00 10.50 1100 1150 12.00 1250

Abundance

4000000

3000000

2000000

1000000

TIC: BG031518.D

13.35

17.48
14.73

|

16.22

20,07

21.75

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: BG031518.D

25.03

0l

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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121217\
Data File : BG031518.D

Aca On : 13 Dec 2017 8:03

Operator : SJ/JU

Sample : 16763-10

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG121117_.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.

5.18 5.06 ng 77051 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 321 (5.178 min): BG031518.D (-315) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 AR RS AR R
| 83.0 | 4.80 5.00 520 5.40 5.60
oY USSSHOOY | RS AU MM m/z 59.00 57.16%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R UL S R
4.80 5.00 520 5.40 5.60
59.0 m/z 101.00 17.10%
0 20 | a9y @0 g0 ™0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
o 280 500 520 540 560
5000 m/z 58.00 13.32%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4-methyl-
43.0 4.80 5.00 520 5.40 5.60
m/z 41.10 9.18%
5000
101.0
15.0
| 21. 560 T
0"'w*"w'NHV"'ﬁl"w'{'w"'h"'VQQQw"'V"'w
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121217\
Data File : BG031518.D

Aca On : 13 Dec 2017 8:03

Operator : SJ/JU

Sample : 16763-10

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG121117_.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 unknown7.65 Concentration Rank 2

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

7.65 65.02 ng 990956 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 742 (7.651 min): BG031518.D (-733) (-) m/z 132.00 100.00%
132.0
5000 /\\_
68.1
96.0 SRR RALRE SR S
40.1 540 740 7.60 7.80 8.00
o Ml A | OB M S N m/z 68.10 34.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 N I L L U
740 7.60 7.80 8.00
2.0 510 m/z 134.00 32.62%
0'W'”'P'”J”J“'h'M'”I”'h'”'P'”I”“I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
740 7.60 7.80 8.00
5000 67.0 m/z 66.00 23.81%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole e EEmas L e S RE.
132.0 740 7.60 7.80 8.00

m/z 69.00 14 .55%

5000
104.0
66.0
149 270 390 SO0 1 708 s90 | mso |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00

o
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG121217\
Data File : BG031518.D

Acq On : 13 Dec 2017 8:03

Operator : SJ/JU

Sample - 16763-10

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG121117 .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... 5.18 5.1 ng 77051 1 8.11 304809 20.0
unknown? .65 7.65 65.0 ng 990956 1 8.11 304809 20.0
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