LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM083117\
Data File : BM011382.D

Aca On : 31 Aug 2017 21:20

Operator : SJ/JU

Sample : 14963-02

Misc :

ALS Vial : 8 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 40 46 56 rBvYy 1053321 1935689 5.49% 1.215%
2 3.134 56 59 73 rvVB 529233 724818 2.05% 0.455%
3 5.087 384 391 398 rBV 403682 600324 1.70% 0.377%
4 5.545 462 469 483 rBV 4254526 6265533 17.76% 3.933%
5 7.134 732 739 749 rBVY 2563902 4028477 11.42% 2.529%

7.522 797 805 817 rBV 7050485 11637966 32.99% 7.306%
7.992 874 885 891 rBV 1858163 3003998 8.52% 1.886%
8.316 932 940 947 rBV 7602422 12504402 35.45% 7 .850%
9.157 1074 1083 1090 rBV 6243348 10427053 29.56% 6.546%
10.798 1352 1362 1371 rBV 2561279 4426104 12.55% 2.778%

=
QO ~NO®

11 13.251 1770 1779 1787 rBV 16549756 24415042 69.21% 15.326%
12 14.621 2005 2012 2025 rBV2 3736333 5771005 16.36% 3.623%
13 16.104 2257 2264 2285 rBV 10340129 14433642 40.92% 9.061%
14 17.362 2471 2478 2488 rBV 4801969 6926850 19.64% 4.348%
15 19.509 2839 2843 2849 rBvV 408281 545567 1.55% 0.342%

16 19.974 2915 2922 2927 rBV 26782158 35275892 100.00% 22.144%
17 21.521 3180 3185 3194 rBV 6749194 8677647 24.60% 5.447%
18 23.903 3584 3590 3600 rVvB2 3791446 7700781 21.83% 4._.834%

Sum of corrected areas: 159300790
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

: Z:\HPCHEMI\BNA M\DATA\BM083117\
: BM011382.D

: 31 Aug 2017 21:20

: SJ/JU

: 14963-02

8 Sample Multiplier: 1

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

TIC Library : C:\DATABASE\NISTO2.L

TIC Integ

ration Parameters: LSCINT.P

Abundance

2.5e+07

2e+07

1.5e+07

le+07

5000000

TIC: BM011382.D

8.32
7.52 9.16

5.55

7.13 7.99 10.80

34963 5.09

0
Time-->

I T
300 350 400 450 500 550 600 650 700 750 800 850 9.00 9.50

T T
10.00 10.50 11.00

Abundance

2.5e+07

2e+07

1.5e+07

le+07

5000000

TIC: BM011382.D
1997

13.25

16.10

17.36
14.62

19.514}

0
Time-->

12.00 1250 13.00 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

Abundance

2.5e+07

2e+07

1.5e+07

le+07

5000000

TIC: BM011382.D

21.52
23.90

|

0
Time-->

21.00 2150 22.00 22.50 23.00 23.50 24.00 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM083117\
Data File : BM011382.D

Aca On : 31 Aug 2017 21:20

Operator : SJ/JU

Sample : 14963-02

Misc :

ALS Vial : 8 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 4.83 ng 724818 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 2.5-Dimethvl-4-hvdroxv-3-hexanone 144 C8H1602 000815-77-0 33
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 25
4 2-Hvdroxv-2-methvlbutyric acid 118 C5H1003 003739-30-8 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 58 (3.128 min): BM011382.D (-56) (-) m/z 73.00 100.00%

73.0
5000 43.0

| 300 320 3.40
96.0 147.0 176.8 206.9 266.9 4300 45 90%

T e L AR Lol m/z

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

5000 R
43.0 3.00 320 3.0

m/z 55.00 33.59%
o

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

B o
43.0 300 320 3.40
5000 m/z 87.00 23.08%
102.0 126.0
WTWWWWWWW
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1967: Silane, tetramethyl- e
73.0 3.00 3. 20 3.40

m/z 41.00 13.28%

5000
43.0
15.0 | \‘ A

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 : BM011382.D

Aca On : 31 Aug 2017 21:20

Operator : SJ/JU

Sample : 14963-02

Misc :

ALS Vial : 8 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 4.00 ng 600324 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 64
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 38
3 3-Octanol 130 C8H180 020296-29-1 36
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 12
5 Acetone 58 C3H60 000067-64-1 12

Abundance Scan 392 (5.092 min): BM011382.D (-384) (-) m/z 43.00 100.00%
43.0
5000

4.80 5.00 5.20 5.40

134.9 176.8 206.9 m/z 59.00 47300,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA L L L L LB L L

480 5.00 5.20 5.40
m/z 57.95 16.28%

101.0
,,‘,670,,‘,,, e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
59.0

480 5.00 5.20 5.40

5000 m/z 101.00 15.24%
101.0
31.0 29.0
T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #13175: 3-Octanol L e B
59.0 4.80 5.00 5.20 5.40

m/z 41.05 6.83%

5000 830
112.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 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 : BM011382.D

Aca On : 31 Aug 2017 21:20

Operator : SJ/JU

Sample : 14963-02

Misc :

ALS Vial : 8 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 2

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

7.52 77.48 ng 11638000 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 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Amphetaminil 250 C17H18N2 017590-01-1 10

Abundance Scan 805 (7.522 min): BM011382.D (-797) (-) m/z 132.00 100.00%
132.0
5000 68.0
00 | 90 75 i 1o 78
0 206.9 2820 Tm/z 67.95 41.30%
m/z--> 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 R L L IR
7.20 7.40 7.60 7.80
m/z 134.00 32.96%
31.0 ‘
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132.0
720 7.40 7.60 7.80
5000 67.0 m/z 65.95 27.65%
41.0 97.0
mz-> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13679: 5-Fluoro-2-chloropyrimidine A ey
132.0 7.20 7.40 7.60 7.80
m/z 69.00 15.44%
5000
1, |
] | | 1
m/z--> Jo éo 80 100 120 140 160 180 200 220 240 260 280 720 740 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM083117\
Data File : BM011382.D

Acq On : 31 Aug 2017 21:20

Operator : SJ/JU

Sample - 14963-02

Misc :

ALS Vial : 8 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 4.8 ng 724818 1 7.99 3004000 20.0
2-Pentanone, 4-hy... 5.09 4.0 ng 600324 1 7.99 3004000 20.0
unknown? .52 7.52 77.5 ng 11638000 1 7.99 3004000 20.0
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