LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050218\
Data File : BG034127.D

Aca On : 2 May 2018 22:03

Operator : SJ/JU

Sample : J2157-20

Misc :

ALS Vial : 10 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:\HPCHEM1\BNA G\METHODS\8270-BG050118.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 4_.578 214 219 225 rBV 122383 177831 1.97% 0.433%
2 5.177 314 321 329 rBV 368483 546167 6.06% 1.329%
3 5.635 392 399 410 rVB 1813804 2880896 31.98% 7 .009%
4 7.222 660 669 680 rVB 1757697 2967295 32.94% 7.219%
5 7.604 726 734 743 rBVY 1862902 3199170 35.51% 7.784%

8.074 805 814 822 rBV 327493 567574 6.30% 1.381%
8.397 861 869 877 rvB 1386738 2404493 26.69% 5.850%
9.237 1004 1012 1022 rVB 1258870 2272094 25.22% 5.528%
10.888 1286 1293 1299 rBV 428824 741053 8.23% 1.803%
13.338 1702 1710 1717 rVB 3171494 4894623 54.33% 11.909%

=
QO ~NO®

11 14.713 1934 1944 1952 rBV2 689531 1134409 12.59% 2.760%
12 16.199 2187 2197 2210 rBV 3137059 4703389 52.21% 11.443%
13 17.463 2407 2412 2419 rBV 1013968 1586767 17.61% 3.861%
14 18.361 2561 2565 2576 rBv4 65870 112620 1.25% 0.274%
15 19.636 2778 2782 2787 rBV6 59974 97063 1.08% 0.236%

16 20.083 2852 2858 2864 rBV 6446621 9009322 100.00% 21.920%
17 21.758 3135 3143 3153 rVB 1209887 1956826 21.72% 4.761%
18 25.042 3690 3702 3715 rBV2 620744 1850117 20.54% 4_.501%

Sum of corrected areas: 41101709
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

> Z:\HPCHEM1\BNA G\DATA\BG050218\
: BG034127.D

: 2 May 2018 22:03

: SJ/JU

: J2157-20

- 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA G\METHODS\8270-BG050118.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
ration Parameters: LSCINT.P

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BG034127.D

5.64 7.22 7.60

8.40 9.24

|

5.18 8.07 10.89

4.58
A

0
Time-->
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T T T T
00 10.50 11.00 11.50 12.

00 12.50
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6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BG034127.D

20.08

13.34 16.20

17.46 2176

14.71

18.36 19.64

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

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BG034127.D

25.04

0
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\BG050218\
Data File : BG034127.D

Aca On : 2 May 2018 22:03

Operator : SJ/JU

Sample : J2157-20

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG050118.M
Quant Title : 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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4.58 6.27 ng 177831 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 90
2 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 86
3 3-Hexen-2-one 98 C6H100 000763-93-9 86
4 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 86
5 2-Pentene, 3,4-dimethyl- 98 C7H14 024910-63-2 80

Abundance Scan 219 (4.578 min): BG034127.D (-214) (-) m/z 83.10 100.00%
55 8B
5000

\A 420 4.40 4.60 4.80 5.00
pral 408 149 185215 253281 322347 SOMS 4| m/z 55.10  85.20%

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #3246: 3-Penten-2-one, 4-methyl-
55 83

5000 II T |||||III|IIII|IIII|II
29 420 4.40 4.60 4.80 5.00
I

m/z 43.10 38 .53%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance

55 83

420 4.40 4.60 4.80 5.00
5000 m/z 98.10 33.03%

27

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #3168: 3-Hexen-2-one
83 4.20 4.40 4.60 4.80 5.00
m/z 39.10 24 _40%
43
5000
15” ‘
|
et e e
m/z--> 0 50 100 150 200 250 300 350 400 450 4.20 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050218\
Data File : BG034127.D

Aca On : 2 May 2018 22:03

Operator : SJ/JU

Sample : J2157-20

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG050118.M
Quant Title : 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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.18 19.25 ng 546167 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Dimethadione 129 C5H7NO3 000695-53-4 40
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 17
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 17

Abundance Scan 322 (5.183 min): BG034127.D (-314) (-) m/z 43.10 100.00%
5000
1 480 500 520 540 560
Al | e 092 sosso am e P C0e 0 Gs o
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-

43

5000 ||||||||III|IIII|IIII|II
4.80 5.00 5.20 5.40 5.60

m/z 101.10 19.16%

‘ 101
o |
R o e e L i e o e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43
R o R R
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.10 17.59%
129
15 70
T T T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #40911: 1,8-Nonanediol, 8-methyl-
59 4.80 5.00 5.20 5.40 5.60
m/z 41.10 11.55%
5000
, .95 123 159
m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050218\
Data File : BG034127.D

Aca On : 2 May 2018 22:03

Operator : SJ/JU

Sample : J2157-20

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG050118.M
Quant Title : 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 3 unknown7.60 Concentration Rank 1

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

7.60 112.73 ng 3199170 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 10

Abundance Scan 733 (7.598 min): BG034127.D (-726) (-) m/z 131.95 100.00%
132
68
5000
o | 5 Tk 1k 1 aho
A .|-,l. A 162 208 260 301 345 402 45 "m/z 68.10 65.03%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
5000 i (AR AR RS LR
7.20 7.40 7.60 7.80 8.00
70 m/z 66.10 50.39%

31
\ Hh‘\

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance

132

69 |26...|(.)...|66...|86..8.|06.
104 7. 7.40 7. 7. .

5000 m/z 134.00 33.78%

31

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14503: 1H-Benzimidazole, 2-methyl- e e
132 7.20 7.40 7.60 7.80 8.00
m/z 69.10 32.33%

5000

63 104
1539J)UL

T e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050218\
Data File : BG034127.D

Acq On : 2 May 2018 22:03

Operator : SJ/JU

Sample - J2157-20

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG050118.M
Quant Title : 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]
3-Penten-2-one, 4... 4.58 6.3 ng 177831 1 8.07 567574 20.0
2-Pentanone, 4-hy... 5.18 19.3 ng 546167 1 8.07 567574 20.0
unknown? .60 7.60 112.7 ng 3199170 1 8.07 567574 20.0
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