LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010816\
Data File : BF084331.D

Acq On : 8 Jan 2016 16:46

Operator : SJ/UM

Sample : PB87699BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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_F\METHODS\8270-BF123115.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 height area % max. total

2.167 4 7 20 rvB2 88619 230176 3.26% 0.382%
5.047 256 259 265 rBV 1231965 1856928 26.28% 3.081%
rBvV 5935717 6052547 85.64% 10.042%
6.499 383 386 388 rBV 5879858 6087024 86.13% 10.100%
6.624 394 397 400 rBV 6143430 6021063 85.20% 9.990%
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6.853 415 417 419 rBV 2022415 1616144 22.87% 2.682%
7.013 428 431 433 rBV 5702983 5162172 73.04% 8.565%
7.424 463 467 469 rBV 4169956 4717666 66.75% 7.828%
8.144 527 530 532 rBV 2051659 2156161 30.51% 3.578%
9.219 621 624 627 rBV 6782867 6731777 95.25% 11.169%

=
QO ~NO®

11 9.893 681 683 686 rVvB 2576429 2351858 33.28% 3.902%
12 10.682 749 752 755 rBV 4020623 4458451 63.09% 7.397%
13 11.379 810 813 815 rBV 2848875 2399056 33.95% 3.981%
14 12.968 949 0952 955 rBV 6699324 7067225 100.00% 11.726%
15 14.008 1041 1043 1046 rBV 1427284 1981775 28.04% 3.288%

16 15.437 1165 1168 1171 rBV 971640 1379850 19.52% 2.289%

Sum of corrected areas: 60269873
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010816\
Data File : BF084331.D

Acq On : 8 Jan 2016 16:46

Operator : SJ/UM

Sample : PB87699BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF084331.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010816\
Data File : BF084331.D

Acq On : 8 Jan 2016 16:46

Operator : SJ/UM

Sample : PB87699BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1 Propane, 1,1-dimethoxy- Concentration Rank 4

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

2.17 2.85 ng 230176 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 1,l1-dimethoxy- 104 C5H1202 004744-10-9 56
2 2-Propanol, 1,1-dimethoxy- 120 C5H1203 042919-42-6 45
3 Glycine 75 C2H5NO2 000056-40-6 9
4 Acetic acid, dimethoxy-, methyl ... 134 C5H1004 000089-91-8 9
5 Ethane, 1,1,2-trimethoxy- 120 C5H1203 024332-20-5 9

Abundance Scan 7 (2.167 min): BF084331.D (-4) (-) m/z 75.00 100.00%
75
5000 45 /\\
39 57 220 2.30 2.40 2.50 2.60
Ot by 88 193 "m/z 73.10  68.08%
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #4671: Propane, 1,1-dimethoxy-
75
5000 29 45 L U UL UL UL I
2.20 2.30 2.40 2.50 2.60
m/z 45.10 46 .55%
o w il ST e9 | &7 103
e B 5'0 & 70 80 8 10 110 130
Abundance
75
1220 2.30 2.40 250 2.60
5000 m/z 41.05 34 .75%
31 47 57 89
0 41 103 119
mz-> 20 30 40 50 60 70 80 90 100 110 120
Abundance #854: Glycine T e e TR
30 220 2.30 2.40 2.50 2.60

m/z 47.00 26.01%

5000
75
| 45 5 e

ol e e R e e e e e e S

m/z--> 20 30 40 50 60 70 80 9 100 110 120 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010816\
Data File : BF084331.D

Acq On : 8 Jan 2016 16:46

Operator : SJ/UM

Sample : PB87699BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.05 22.98 ng 1856930 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 3-Hexanol 102 C6H140 000623-37-0 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 259 (5.047 min): BF084331.D (-256) (-) m/z 43.05 100.00%
43
59
5000
1o 480 500 520 540
O 30l 3 e 8 |t ee 10 56, 51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.10 16.89%
15 31 101
0 \ 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
- 480 500 520 540
5000 m/z 58.10 14 .42%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- A B
509 4.80 500 5.20 5.40
m/z 41.05 8.93%
5000 41
31
| © g
0 ...,..15..,....,....,....,.5:.3..,....,....,....,...9.8,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010816\
Data File : BF084331.D

Acq On : 8 Jan 2016 16:46

Operator : SJ/UM

Sample : PB87699BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.62 Concentration Rank 1

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

6.62 74.51 ng 6021060 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
3 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 397 (6.624 min): BF084331.D (-394) (-) m/z 132.00 100.00%
32
5000 68
6 TTrrr[rrrr [ T rrr [ rTrrrrr
54 ‘ 75 104 6.20 6.40 6.60 6.80 7.00
o.,....,...:l'!.‘.‘?,.'! .6:1!'.'.|,..'=~.,..f.‘?,....,.'!..,.1.1.5.,....,'.~..,... m/z 68.10 46.55%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 I I R L
6.20 6.40 6.60 6.80 7.00
78 m/z 134.00 33.59%
e o
0'P'”I”J“'h'P'”I”'“'“'P'”I”'W'“'P'”I“'W‘”'P”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 m/z 66.10 30.58%
33 44 g7 105
51 60 70 78 g 115
O T T T T T R T T T T T T e T T
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE e
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 19.95%
5000
92
o273 Sl s \ m | T
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 620 640 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010816\
Data File : BF084331.D

Acq On : 8 Jan 2016 16:46

Operator : SJ/UM

Sample : PB87699BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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]
Propane, 1,l1-dime... 2.17 2.9 ng 230176 1 6.85 1616140 20.0
2-Pentanone, 4-hy... 5.05 23.0 ng 1856930 1 6.85 1616140 20.0
unknown6 .62 6.62 74.5 ng 6021060 1 6.85 1616140 20.0
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