LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063016\
Data File : BF088542.D

Acq On : 30 Jun 2016 21:27

Operator : UM/SJ

Sample : PB91726BL

Misc :

ALS Vial : 10 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-BF063016.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
1 1.735 9 13 23 rvB2 688393 1889469 54.30% 5.344%
2 1.873 23 25 45 rVB 1544546 3377552 97.07% 9.552%
3 2.113 45 46 76 rvB3 42089 231657 6.66% 0.655%
4 5.004 295 299 306 rvB 213699 346752 9.97% 0.981%
5 5.416 332 335 337 rBvV 2800032 3023628 86.90% 8.551%

6.444 421 425 427 rBV 2786444 3220982 92.57% 9.109%
6.582 434 437 439 rBV 2902866 3145220 90.40% 8.895%
6.810 455 457 459 rBV 1005207 868040 24.95% 2.455%
6.970 468 471 473 rBV 2654169 2373851 68.23% 6.714%
7.370 503 506 509 rBV 1530570 1876359 53.93% 5.307%

=
QO ~NO®

11 8.090 567 569 572 rBV 823484 1157120 33.26% 3.273%
12 9.176 661 664 666 rBV 3447730 3479369 100.00% 9.840%
13 9.850 720 723 725 rBV 1188803 1328144 38.17% 3.756%
14 10.628 788 791 794 rBV 1724262 1942339 55.82% 5.493%
15 11.325 849 852 854 rBV 1558139 1366557 39.28% 3.865%

16 12.914 988 991 993 rBV 3229250 3384344 97.27% 9.571%
17 13.954 1079 1082 1084 rBV 1054773 1281987 36.85% 3.626%
18 15.348 1201 1204 1207 rBV 883252 1065314 30.62% 3.013%

Sum of corrected areas: 35358684
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063016\
Data File : BF088542.D

Acq On : 30 Jun 2016 21:27

Operator : UM/SJ

Sample : PB91726BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF088542.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063016\
Data File : BF088542.D

Acq On : 30 Jun 2016 21:27

Operator : UM/SJ

Sample : PB91726BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3 Propane, 1,1-dimethoxy- Concentration Rank 6

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

2.11 5.34 ng 231657 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 64
2 Glycine 75 C2H5N02 000056-40-6 4
3 Glycolaldehyde dimethyl acetal 106 C4H1003 030934-97-5 4
4 Methane, nitroso- 45 CH3NO 000865-40-7 3
5 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 2

Abundance Scan 46 (2.113 min): BF088542.D (-45) (-) m/z 75.00 100.00%
75
5000 45
39 | 57 1.80 2.00 2.20 2.40
SR | 1 D A m/z 73.10 80.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4789: Propane, 1,1-dimethoxy-
75
5000 29 45 U S RS LN
1.80 2.00 2.20 2.40
m/z 45.10 46.22%
S
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
30
180 200 220 240
5000 m/z 41.05 29.40%
75
45 57 69
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4987: Glycolaldehyde dimethyl acetal
75 1.80 2.00 2.20 2.40
m/z 47.00 17.07%
5000
31 45
T '|'ﬁ?'| ""M'”' T "'??"' LU IR I }p?'l"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063016\
Data File : BF088542.D

Acq On : 30 Jun 2016 21:27

Operator : UM/SJ

Sample : PB91726BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.00 7-.99 ng 346752 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 Butane 58 C4H10 000106-97-8 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 299 (5.004 min): BF088542.D (-295) (-) m/z 43.05 100.00%
a3
59
5000
101 ISR SRS RS R L
51 | 83 | 4.60 4.80 500 520 5.40
L o R o = X RN m/z 59.10 55.67%
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
5000 ISR SRS RS U L
59 460 4.80 5.00 520 5.40
m/z 101.10 19.94%
15 31 101
‘ 11 ‘ Il 51 Il ‘ 83 ‘
mz-> 10 % 3 40 50 60 70 80 90 100 110 130 130 140
Abundance
43
460 480 500 520 540
5000 m/z 58.10 18.19%
101
15 3 % 60 86
wwwmm‘wwwmwmmw
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 e EEARS Ra R
59 4.60 4.80 500 520 5.40
m/z 41.10 8.48%
5000 41
68
"'I'”'I'"W"'jlA"I"”I'"'P"'I"”I""I”"I"'W'%?§I"”%4?"I DA SN SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063016\
Data File : BF088542.D

Acq On : 30 Jun 2016 21:27

Operator : UM/SJ

Sample : PB91726BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5 unknown6.58 Concentration Rank 2

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

6.58 72.47 ng 3145220 1,4-Dichlorobenzene-d4 6.81
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 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 437 (6.582 min): BF088542.D (-434) (-) m/z 132.00 100.00%
5000 68
20 s ? J 620 640 6.60 6.80 7.00
Qe [ Meus W “miz 68.10  45.25%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 SRR SR U
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 33.17%
‘ L H | L
miz--> 40 60 80 100 120 140 160 180
Abundance
132
6.20 640 6.60 6.80 7.00
5000 m/z 66.10 28.64%
33 44 o 105
60 ™" 80 115
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl LRI Bty e s e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 18.04%
5000 g 1°
SN -NM 8 .p®97.hq ol 158 ..,.1§?. SN § 0 § UN—
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063016\
Data File : BF088542.D

Acq On : 30 Jun 2016 21:27

Operator : UM/SJ

Sample : PB91726BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
Quant Title : 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]
Propane, 1,l1-dime... 2.11 5.3 ng 231657 1 6.81 868040 20.0
2-Pentanone, 4-hy... 5.00 8.0 ng 346752 1 6.81 868040 20.0
unknown6 .58 6.58 72.5 ng 3145220 1 6.81 868040 20.0
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