LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG021116\
Data File : BG020858.D

Aca On : 11 Feb 2016 16:11

Operator : SJ/UM

Sample : PB87600BL

Misc :

ALS Vial : 10 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 G\METHODS\8270-BG021116.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 3.097 39 44 62 rvv 985387 1252052 93.11% 16.083%
2 5.323 417 423 430 rBV 52112 78949 5.87% 1.014%
3 5.799 497 504 513 rBV 264101 415466 30.90% 5.337%
4 7.408 770 778 786 rBV 273036 454719 33.82% 5.841%
5 7.796 836 844 853 rBV 287408 478316 35.57% 6.144%

8.266 917 924 932 rBV 60645 102387 7.61% 1.315%
8.595 971 980 989 rBB 213280 359456 26.73% 4.617%
9.441 1115 1124 1132 rBV 162345 283155 21.06% 3.637%
11.098 1396 1406 1415 rBB 100623 177389 13.19% 2.279%
13.512 1810 1817 1825 rBB 589953 881972 65.59% 11.329%

=
QO ~NO®

11 14.881 2044 2050 2057 rBB2 173234 285613 21.24% 3.669%
12 16.361 2296 2302 2312 rBV2 414898 594902 44.24% 7.642%
13 17.618 2510 2516 2523 rBV2 225643 340019 25.29% 4._.368%
14 20.203 2950 2956 2962 rBV 1081763 1344685 100.00% 17.273%
15 21.901 3238 3245 3252 rBV 236377 375274 27.91% 4.821%

16 25.290 3810 3822 3836 rvB2 120570 360549 26.81% 4.631%

Sum of corrected areas: 7784903
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG021116\
Data File : BG020858.D

Aca On : 11 Feb 2016 16:11

Operator : SJ/UM

Sample - PB87600BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.M
Quant Title : 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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG021116\
Data File : BG020858.D

Aca On : 11 Feb 2016 16:11

Operator : SJ/UM

Sample - PB87600BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.M
Quant Title : 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 unknown3.10 Concentration Rank 1

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

3.10 244.57 ng 1252050 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 45
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
3 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 7
5 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 7

Abundance Scan 45 (3.103 min): BG020858.D (-39) (-) m/z 73.15 100.00%
74.2
5000
43.1 89.2
551 300 320 3.40 '
O s e L O O I e ot ST m/z 43.10 33.11%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4665: Propane, 2,2-dimethoxy-
73.0
5000 43.0 300 320 340
310 89.0 m/z 89.15 28 .58%
S0 FO 1 s0 | 1040
miz--> b % 3 40 % e 7 8 90 100 10
Abundance
73.0
300 320 340
5000 m/z 41.15 6.82%
45.0
29.0
0 55.0 101.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8446: 2-Hydroxy-2-methylbutyric acid —
73.0 3.00 320 3.40
43.0 m/z 45.15 5.15%
55.0
5000
29.0
15\.0 “ [ \‘\ ! ! 89\0 100.0
0'"I”"I”"I”"I”"I”"I”"I”"I”"I”"I”"I' L L IR
m/z--> 10 20 40 50 60 70 8 90 100 110 1300 320 340
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG021116\
Data File : BG020858.D

Aca On : 11 Feb 2016 16:11

Operator : SJ/UM

Sample - PB87600BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.M
Quant Title : 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 4

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

5.32 15.42 ng 78949 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 33
3 Acetone 58 C3H60 000067-64-1 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Propanamide, N-ethyl- 101 C5H11NO 005129-72-6 9

Abundance Scan 422 (5.317 min): BG020858.D (-417) (-) m/z 43.15 100.00%
31
59.1
5000
101.1
| 83.2 500 5.20 540 560
R e o o o R m/z 59.15 66 .27%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L UL IS IS UL
59.0 500 520 540 560
0
150 a0 1010 m/z 101.05 27 .55%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
500 520 540 560
5000 m/z 58.15 17.87%
43.0 101.0
o 15.0 310 71.0 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #208: Acetone e
43.0 5.00 520 5.40 5.60
m/z 41.15 8.09%
5000
58.0
150 579
0"'l'm'|"“\"“W¢"'w"'|'“'|"“|"'w""|“"|' AN L U L
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG021116\
Data File : BG020858.D

Aca On : 11 Feb 2016 16:11

Operator : SJ/UM

Sample - PB87600BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.M
Quant Title : 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 unknown7.80 Concentration Rank 2

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

7.80 93.43 ng 478316 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 9

Abundance Scan 845 (7.802 min): BG020858.D (-836) (-) m/z 132.05 100.00%
132.1
5000
68.2
o1 |\ %.0 h 7k 780 500 550
Ol ittt b el e | M/Z 134.05  33.38%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 USRI R UL R
7.40 7.60 7.80 8.00 8.20
310 510 m/z 68.15 33.08%
oL ‘ H\ l|H|||l||‘|||||||‘lll|ll ‘. R A WAL a s s
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132.0
7.40 7.60 7.80 8.00 8.20
5000 67.0 m/z 66.15 19.40%
41.0 97.0
115.0
e L S L AL L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #88584: Amphetaminil P e
132.0 7.40 7.60 7.80 8.00 8.20
m/z 69.15 12.30%
5000
105.0
oL B0  TIO | | | 15001780  206.02220
m/z--> 40 60 80 100 120 140 160 180 200 220 740 7.60 7.80 8.00 8.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG021116\
Data File : BG020858.D

Acq On : 11 Feb 2016 16:11

Operator : SJ/UM

Sample : PB87600BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG021116.M
Quant Title : 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]
unknown3.10 3.10 244 .6 ng 1252050 1 8.27 102387 20.0
2-Pentanone, 4-hy... 5.32 15.4 ng 78949 1 8.27 102387 20.0
unknown? .80 7.80 93.4 ng 478316 1 8.27 102387 20.0
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