LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM083117\
Data File : BM011380.D

Aca On : 31 Aug 2017 20:07

Operator : SJ/JU

Sample : 14963-17

Misc :

ALS Vial : 6 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 rBvY 2328336 4157067 10.98% 2.376%
2 3.134 56 59 72 rVB 1112656 1531808 4 .05% 0.875%
3 5.087 385 391 398 rVB 292579 423053 1.12% 0.242%
4 5.545 461 469 480 rBV 4666341 6906874 18.24% 3.947%
5 7.134 732 739 750 rBVY 2680233 4247726 11.22% 2.427%

7.522 796 805 814 rBV 8576135 13898117 36.70% 7.942%
7.992 877 885 892 rBV 1979110 3159532 8.34% 1.806%
8.316 930 940 949 rBV 7790744 12815782 33.84% 7.324%
9.157 1074 1083 1092 rBV 6421904 10479063 27.67% 5.988%
10.798 1355 1362 1371 rVB 2705983 4566673 12.06% 2.610%

=
QO ~NO®

11 13.251 1771 1779 1791 rBV 16834385 25099539 66.28% 14.343%
12 14.621 2005 2012 2020 rBV2 4050720 6068090 16.02% 3.468%
13 16.104 2256 2264 2290 rBV 13558267 19404964 51.25% 11.089%
14 17.362 2471 2478 2488 rBV 5087614 7386558 19.51% 4.221%
15 19.974 2915 2922 2927 rBV 29568798 37866706 100.00% 21.639%

16 21.521 3180 3185 3192 rBV 6865594 9069045 23.95% 5.182%
17 23.909 3584 3591 3601 rVB 3914142 7913398 20.90% 4.522%

Sum of corrected areas: 174993995
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM083117\
Data File : BM011380.D

Aca On : 31 Aug 2017 20:07

Operator : SJ/JU

Sample : 14963-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library - 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 : BM011380.D

Aca On : 31 Aug 2017 20:07

Operator : SJ/JU

Sample : 14963-17

Misc :

ALS Vial : 6 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 9.70 ng 1531810 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 83
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 58 (3.128 min): BM011380.D (-56) (-) m/z 73.00 100.00%

73.0
5000 43.0

3.00 320 3.40
e b (980 2089 2809 s tTAm 00 49.73%

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4386: Butane, 2-methoxy-2-methyl-
73.0

5000 e
43.0 3.00 320 3.0

m/z 55.00 29.79%
o

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0

3.00 320 3.40

o

5000 m/z 87.00 23.27%
43.0
15.0
WWTWWWWWW
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8155: 3-Pentanol, 2,4-dimethyl- R e i maan
73.0 3.00 3. 20 3.40

m/z 41.00 14.21%

5000
43.0
1501, M‘\ | L 980

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3.00 320 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM083117\
Data File : BM011380.D

Aca On : 31 Aug 2017 20:07

Operator : SJ/JU

Sample : 14963-17

Misc :

ALS Vial : 6 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 2.68 ng 423053 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 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 Acetone 58 C3H60 000067-64-1 12
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Propanenitrile, 3-ethoxy- 99 C5H9NO 002141-62-0 9

Abundance Scan 392 (5.093 min): BM011380.D (-385) (-) m/z 43.00 100.00%
43.0
5000
101.0 PSSR SR SRR A
480 5.00 520 5.40
.0 830
e R0 B30 | 1851 1768 2079 | 757 Eg 95 51.31%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R A AN R IR
480 5.00 520 5.40
m/z 58.00 15.60%

15.0 101.0
‘ \‘ L1 60 830 \‘
T A i o B I IS B o
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
43.0

480 5.00 5.20 5.40

5000 m/z 101.00 13.94%
101.0
61.0 78.0
R LI o B e R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #205: Acetone R R e
43.0 4.80 5.00 5.20 5.40
m/z 41.00 7.76%
5000
15.0
I A M
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM083117\
Data File : BM011380.D

Aca On : 31 Aug 2017 20:07

Operator : SJ/JU

Sample : 14963-17

Misc :

ALS Vial : 6 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 87.98 ng 13898100 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 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 805 (7.522 min): BM011380.D (-796) (-) m/z 132.00 100.00%
13R.0
5000 68.0
%0 9.0 75Tk 7k 780
0 1928 2209 2008 "m/z 68.00 41.37%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 N U L U
7.20 7.40 7.60 7.80
m/z 134.00 33.23%
31.0
..‘..‘,?9.9,.:..‘,....,.‘... L —
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
132.0
720 7.40 7.60 7.80
5000 m/z 66.00 27 .40%
70.0
mz-> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal A
132.0 7.20 7.40 7.60 7.80
m/z 68.95 15.43%
5000 67.0
41.0 97.0
|||||||| |||||||||||||| ||H| R na e e A RRAS e
m/z--> 60 80 100 120 140 160 180 200 220 240 260 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 : BM011380.D

Acq On : 31 Aug 2017 20:07

Operator : SJ/JU

Sample : 14963-17

Misc :

ALS Vial : 6 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 9.7 ng 1531810 1 7.99 3159530 20.0
2-Pentanone, 4-hy... 5.09 2.7 ng 423053 1 7.99 3159530 20.0
unknown? .52 7.52 88.0 ng 13898100 1 7.99 3159530 20.0
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