LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090582.D

Aca On : 15 Oct 2016 3:05

Operator : UM/SJ

Sample : PB94073BL

Misc :

ALS Vial : 21 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 F\METHODS\8270-BF101316.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

5.114 240 243 253 rBV 1033796 1514890 23.02% 2.949%
5.526 276 279 282 rBV 3969536 5588125 84.91% 10.879%
rBvV 4512207 5793615 88.03% 11.279%
6.691 378 381 383 rBV 4944379 6205894 94.30% 12.081%
6.920 398 401 412 rBV 881720 1127477 17.13% 2.195%
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7.069 412 414 417 rBV 3413554 4685662 71.20% 9.122%
7.480 447 450 471 rBV 2869831 4175163 63.44% 8.128%
8.200 511 513 522 rBV 1231505 1580894 24.02% 3.078%
8.314 522 523 537 rVB2 28769 89048 1.35% 0.173%
9.286 605 608 610 rBVY 6471991 6581288 100.00% 12.812%

=
QO ~NO®

11 9.960 665 667 670 rBV 1853472 1651433 25.09% 3.215%
12 10.749 734 736 739 rBV2 2594459 3278546 49.82% 6.382%
13 11.446 795 797 810 rBV 1119532 1503691 22.85% 2.927%
14 13.035 934 936 939 rBV 3761040 5643603 85.75% 10.987%
15 14.086 1026 1028 1042 rBV 598126 988430 15.02% 1.924%

16 15.549 1153 1156 1169 rBV 562988 960179 14.59% 1.869%

Sum of corrected areas: 51367938
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090582.D

Aca On : 15 Oct 2016 3:05

Operator : UM/SJ

Sample : PB94073BL

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF090582.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101416\
Data File : BF090582.D

Aca On : 15 Oct 2016 3:05

Operator : UM/SJ

Sample : PB94073BL

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.11 26.87 ng 1514890 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Acetone 58 C3H60 000067-64-1 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 243 (5.114 min): BF090582.D (-240) (-) m/z 43.10 100.00%
43
59
5000
1 480 500 520 540
83 : : :
.,....','-=...'|,.‘?9..,~....~,|....,....,....,....,....,2.0.7.. m/z 59.10 60.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
4.80 5.00 520 5.40
59 101 m/z 101.10 19.06%
T %Z“'T“' ,,|,§9 '??""l""l N P SR SR B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
4.80 5.00 5.20 5.40
5000 m/z 58.10 16.73%
41
29 101
73 86
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
50 4.80 5.00 5.20 5.40
m/z 41.10 8.96%
5000 41 /&
T ""JN"'d‘i'¢q U "'|{2§"%4?"' [rrrrprrrrprre BN RN LR R
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 F\DATA\BF101416\
Data File : BF090582.D

Aca On : 15 Oct 2016 3:05

Operator : UM/SJ

Sample : PB94073BL

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2 unknown6.69 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.69 110.09 ng 6205890 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17

2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 Amphetaminil 250 C17H18N2 017590-01-1 10
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
Abundance Scan 381 (6.691 min): BF090582.D (-378) (-) m/z 132.00 100.00%
32
5000 68
96
40 54 85 | 107 6.40 6.60 6.80 7.00
R S e B m/z 68.10 39.02%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
32
5000 67
a1 o7 6.40 6.60 6.80 7.00
53 117 m/z 134.00 34 .69%
79
R |“|“||‘|“l‘|‘|“|‘ R B e
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
69 108 6.40 6.60 6.80 7.00
5000 m/z 66.10 23.98%
31 51
mz-> 40 60 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil
132 6.40 6.60 6.80 7.00
m/z 96.10 15.32%
5000
91 105
39 51 65 77 | 117 | 145159 178 208 222
m/z--> 40 60 80 100 120 140 160 180 200 220 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101416\
Data File : BF090582.D

Acq On : 15 Oct 2016 3:05

Operator : UM/SJ

Sample - PB94073BL

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101316.M
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]
2-Pentanone, 4-hy... 5.11 26.9 ng 1514890 1 6.92 1127480 20.0
unknown6 .69 6.69 110.1 ng 6205890 1 6.92 1127480 20.0
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