LSC Area Percent Report

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

Data File : BG031310.D

Aca On : 1 Dec 2017 5:13 Instrument :
Operator : SJ/JU ?:II\:gﬁ(t;Sam ol
a?zgle i 16635-08 11%n%ﬂD8£¢Ls
ALS Vial : 21 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
1 5.206 320 326 333 rBV 59303 95982 1.65% 0.455%
2 5.688 402 408 422 rBV 288323 528971 9.10% 2.508%
3 7.298 675 682 694 rBV 171613 362800 6.24% 1.720%
4 7.662 736 744 757 rBV 562332 1018665 17.52% 4 .830%
5 8.126 816 823 832 rBV 202809 366977 6.31% 1.740%
6 8.455 871 879 892 rBV 798809 1447486 24.89% 6.864%
7 9.295 1012 1022 1035 rBV 541056 1090772 18.76% 5.172%
8 10.946 1295 1303 1321 rBV 242281 523875 9.01% 2.484%
9 13.373 1709 1716 1729 rBV 1928957 3126346 53.76% 14.824%
10 14.754 1943 1951 1963 rBV3 466825 853514 14.68% 4_.047%
11 16.023 2162 2167 2176 rBV 49100 69855 1.20% 0.331%

12 16.240 2197 2204 2221 rBV 977997 1684577 28.97% 7.988%
13 17.492 2411 2417 2432 rBV2 687742 1133659 19.49% 5.376%
14 18.361 2559 2565 2574 rBV3 32689 66776 1.15% 0.317%
15 19.619 2775 2779 2785 rBv4 33134 62532 1.08% 0.297%

16 20.083 2852 2858 2866 rBV 4279672 5815476 100.00% 27.576%
17 21.763 3137 3144 3158 rBV2 825162 1454076 25.00% 6.895%
18 25.059 3694 3705 3718 rBV2 438525 1386779 23.85% 6.576%

Sum of corrected areas: 21089118
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

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

BG031310.D

1 Dec 2017 5:13

SJ/Ju

16635-08

21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BG031310.D

8.46
7.66

5.69 730

8.13
5.21

10.95

0

Time--> 3.50

A
LI L L L L L L L

7.00 750 8.00 8.50

4.00 450 5.00 550 6.00 6.50 9.00

T T
9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance

4000000

3000000

2000000

1000000

TIC: BG031310.D

13.37

16.24

17.49
14.75

16.0: 18.36

19.62

20.08

21.76

0

Time-->

A
LN B N B e B N B N L B B B

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: BG031310.D

25.06

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\BG113017\
Data File : BG031310.D

Aca On : 1 Dec 2017 5:13

Operator : SJ/JU

Sample : 16635-08

Misc :

ALS Vial : 21 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 5.23 ng 95982 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 72
2 1.2-Butanediol 90 C4H1002 000584-03-2 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 17
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 327 (5.212 min): BG031310.D (-320) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 INREAE SRR RARRE B
| 83.0 | 4.80 5.00 5.20 5.40 5.60
Obrrr e e e e m/z 59.00 58.72%
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 LA AL LS I
59.0 480 500 520 540 560
0
150 4, 1010 m/z 101.00 20.43%
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
31.0 59.0
480 500 520 540 560
5000 m/z 58.00 14.61%
43.0
ol 15.0 71.0  89.0
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
54.0 480 5.00 520 5.40 5.60
m/z 41.00 8.93%
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 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG113017\
Data File : BG031310.D

Aca On : 1 Dec 2017 5:13

Operator : SJ/JU

Sample : 16635-08

Misc :

ALS Vial : 21 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 55.52 ng 1018670 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 744 (7.662 min): BG031310.D (-736) (-) m/z 132.00 100.00%
13p.0
5000 68.1 /\\
w00 9%.0 e TA Tho 7By gbo
ol 46.1 m/z 68.10 37.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 i T T e
41.0 970 m/z 134.00 33.89%
0...|....|.... ......|....|... AR B mE
m/z--> 20 80 100 120 140 160 180 200 220 240
Abundance
57.0 132.0
740 7.60 7.80 800
5000 98.0 m/z 66.00 24 .10%
77.0
0 158.0 1890
m/z--> ﬁo 45 eb éo 160 150 150 1é0 180 200 250 250
Abundance #14491: 5-Aminoindole e

132.0 7.40 7.60 7.80 8.00
m/z 69.00 14.76%

5000
104.0
66.0
140 440 | 850 | |
O o T R o O

m/z--> 20 40 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 : BG031310.D

Acq On : 1 Dec 2017 5:13

Operator : SJ/JU

Sample - 16635-08

Misc :

ALS Vial : 21 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 5.2 ng 95982 1 8.13 366977 20.0
unknown7 .66 7.66 55.5 ng 1018670 1 8.13 366977 20.0
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