LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM083117\
Data File : BM011383.D

Aca On : 31 Aug 2017 21:56

Operator : SJ/JU

Sample : 14963-03

Misc :

ALS Vial : 9 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 M\METHODS\8270-BM083117.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 3.057 41 46 56 rBv 979547 1745688 5.10% 1.090%
2 3.134 56 59 70 rvB 388944 525391 1.54% 0.328%
3 5.087 384 391 397 rBV 308325 476065 1.39% 0.297%
4 5.546 461 469 480 rBVY 5016025 7289330 21.31% 4 .550%
5 7.134 732 739 749 rBVY 2976037 4636951 13.55% 2.894%

7.516 797 804 815 rBV 8243257 13543132 39.59% 8.453%
7.992 878 885 892 rvB 1752772 2843933 8.31% 1.775%
8.316 929 940 951 rBV 7239236 11860497 34.67% 7.403%
5934665 9956925 29.10% 6.215%
10.798 1353 1362 1373 rBV 2515408 4250796 12.42% 2.653%
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11 13.251 1771 1779 1786 rBV 15515445 22994817 67.21% 14.353%
12 14.621 2004 2012 2022 rBV2 3618195 5603473 16.38% 3.497%
13 16.104 2257 2264 2281 rBV 12034000 17107308 50.00% 10.678%
14 17.362 2471 2478 2491 rBV 4611449 6708780 19.61% 4.187%
15 19.974 2915 2922 2927 rBV 26031970 34212106 100.00% 21.354%

16 21.521 3180 3185 3192 rBV 6735779 8566605 25.04% 5.347%
17 23.903 3583 3590 3602 rVB2 3849658 7892448 23.07% 4.926%

Sum of corrected areas: 160214245
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA M\DATA\BM083117\

BM011383.D

31 Aug 2017 21:56

SJ/Ju

14963-03

9 Sample Multiplier: 1

Z:\HPCHEMI\BNA M\METHODS\8270-BM083117.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM083117\
Data File : BM011383.D

Aca On : 31 Aug 2017 21:56

Operator : SJ/JU

Sample : 14963-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM083117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.13 3.69 ng 525391 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.5-Dimethvl-4-hvdroxv-3-hexanone 144 C8H1602 000815-77-0 40
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 32
4 2-Hvdroxv-2-methvlbutyric acid 118 C5H1003 003739-30-8 25
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 25

Abundance Scan 58 (3.128 min): BM011383.D (-56) (-) m/z 73.00 100.00%
73.0
5000 43.0 k
I S
3.00 320 3.40
SN[ N TN~ ST - Ly v o e e
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #4391: Butane, 2-methoxy-2-methyl- M}L
73.0
w000 50 SR MRV NEY I
m/z 55.00 29.80%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
73.0

T
43.0 300 320 3.40
5000 m/z 87.00 21.29%
102.0 126.0
s B L o R e B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8155: 3-Pentanol, 2,4-dimethyl- L e o A
73.0 3.00 320 3.40
m/z 41.00 11.75%

5000 55.0
27.0 ‘
_ \H |l 9801150

m/z--> 20 60

80 100 120 140 160 180 200

3.00 320 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM083117\
Data File : BM011383.D

Aca On : 31 Aug 2017 21:56

Operator : SJ/JU

Sample : 14963-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM083117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.09 3.35 ng 476065 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 Formamide. N.N-diethvl- 101 C5H11NO 000617-84-5 9
5 Dimethadione 129 C5H7NO3 000695-53-4 9

Abundance Scan 392 (5.093 min): BM011383.D (-384) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 IDESARRE RN SRR R
480 5.00 5.20 5.40
el 830 | w88 19082080 27 59 00 53.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R LA L L UL
59.0 480 500 520 5.40
0
150 1010 m/z 58.00 15.79%
"ﬂl'WhW“"m"'ﬁ%q'“L"'|“"|'“'|'“'|"“|"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
480 500 520 540
5000 m/z 101.00 14.98%
101.0
15.0 60.0  84.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #3602: l—Propen—Z—oI, acetate LI L L L L L B
43.0 480 5.00 5.20 5.40
m/z 41.00 9.30%
5000
15.0 720  100.0
| . i | |
miz--> 20 40 60 80 100 120 140 160 180 200 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM083117\
Data File : BM011383.D

Aca On : 31 Aug 2017 21:56

Operator : SJ/JU

Sample : 14963-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM083117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 4 unknown7.52 Concentration Rank 1

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

7.52 95.24 ng 13543100 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 805 (7.522 min): BM011383.D (-797) (-) m/z 132.00 100.00%
13p.0
5000 68.0
w0 | oo 750 740 780 7h0
0 190.8 2201 Tn/z 68.00 41.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 N I L IR
7.20 7.40 7.60 7.80
m/z 134.00 33.06%
Sr A ‘
] )l
m/z--> ﬁo 46 eb ab 160 120 140 160 180 200 220 240 2éo 2éo
Abundance
132.0
720 7.40 7.60 7.80
5000 m/z 65.95 28.01%

70.0

W‘mﬁmﬁmﬁmﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14006: 5-Aminoindole A
132.0 7.20 7.40 7.60 7.80
m/z 69.00 15.65%

5000

104.0

66.0
140 440 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.20 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM083117\
Data File : BM011383.D

Acq On : 31 Aug 2017 21:56

Operator : SJ/JU

Sample - 14963-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM083117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 3.13 3.7 ng 525391 1 7.99 2843930 20.0
2-Pentanone, 4-hy... 5.09 3.4 ng 476065 1 7.99 2843930 20.0
unknown? .52 7.52 95.2 ng 13543100 1 7.99 2843930 20.0
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