LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG021816\
Data File : BG020941.D

Aca On : 18 Feb 2016 18:32

Operator : SJ/UM

Sample - PB88350BL

Misc :

ALS Vial : 7 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 3.090 38 43 60 rvv 870105 1167877 91.99% 16.581%
2 5.311 415 421 429 rVB 38151 58268 4 _.59% 0.827%
3 5.792 496 503 514 rvB 228513 361017 28.44% 5.126%
4 7.402 768 777 787 rBV 234176 390350 30.75% 5.542%
5 7.784 835 842 853 rBV 248742 416079 32.77% 5.907%

8.260 916 923 930 rVB 48754 81011 6.38% 1.150%
8.589 971 979 987 rVB 182221 314751 24.79% 4._.469%
9.429 1114 1122 1132 rBV 142118 243930 19.21% 3.463%
11.085 1396 1404 1413 rBV 79239 140374 11.06% 1.993%
13.500 1808 1815 1822 rBV 517287 768286 60.51% 10.908%

=
QO ~NO®

11 14.868 2041 2048 2056 rVvB2 152336 242501 19.10% 3.443%
12 16.349 2294 2300 2313 rVB4 399877 586442 46.19% 8.326%
13 17.606 2507 2514 2523 rVB 221984 326378 25.71% 4.634%
14 20.185 2947 2953 2959 rBV 979106 1269608 100.00% 18.025%
15 21.882 3235 3242 3249 rBV 215255 344002 27.10% 4 _.884%

16 25.248 3802 3815 3827 rBV 117638 332645 26.20% 4.723%

Sum of corrected areas: 7043519
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG021816\
Data File : BG020941.D

Aca On : 18 Feb 2016 18:32

Operator : SJ/UM

Sample - PB88350BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BG020941.D
3.09
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579 7.40 7.78
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200000 943

531 8.26 11.09

0'I""I""I'"'I''''I'"A'I'"'I""I""I""I""I"AII RPN UV AL A A A

Time--> 3.00 3.50 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG020941.D
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Time--> 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 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG020941.D
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25.25
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Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG021816\
Data File : BG020941.D

Aca On : 18 Feb 2016 18:32

Operator : SJ/UM

Sample - PB88350BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.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 1 unknown3.09 Concentration Rank 1

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

3.09 288.33 ng 1167880 1,4-Dichlorobenzene-d4 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 28
2 1.3-Dioxolane. 2-heptvl- 172 C10H2002 004359-57-3 9
3 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 9
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 7
5 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 7

Abundance Scan 43 (3.090 min): BG020941.D (-38) (-) m/z 73.10 100.00%
3
5000 }\\_
43 89
- 1300 320 340
et m/z 43.15 33.08%
m/z--> 20 40 60 80 100 120 140 160
Abundance #8445: 2-Hydroxy-2-methylbutyric acid
73
5000 43 55 L L LA L
3.00 320 3.40
29 m/z 89.15 29.84%
89
0 ”'l'uh'wﬂ“'*h"“|'”"¥p'”|""|""|”"|
m/z--> 20 40 60 80 100 120 140 160
Abundance
73
300 320 340
5000 m/z 41.15 6.55%
45
o 27 57 86 99 110 129 144 171
LR S L S L UL WAL UL DAL AL
m/z--> 20 40 60 80 100 120 140 160
Abundance #4665: Propane, 2,2-dimethoxy- =
73 3.00 320 3.40
m/z 45.15 5.19%
5000 43
a1 89
0 "1§|""|" '?z L }QQ S PR SR SR A LA L I
m/z--> 20 40 60 80 100 120 140 160 3.00 320 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG021816\
Data File : BG020941.D

Aca On : 18 Feb 2016 18:32

Operator : SJ/UM

Sample - PB88350BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.31 14.39 ng 58268 1,4-Dichlorobenzene-d4 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 47
3 Guanidine 59 CH5N3 000113-00-8 43
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Propanamide, N-ethyl- 101 C5H11NO 005129-72-6 10

Abundance Scan 421 (5.311 min): BG020941.D (-415) (-) m/z 43.15 100.00%
43
59
5000
101
R A
| 53|| 83 5.00 5.20 5.40 5.60 '
-ttt e m/z 59.15 68.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R LS I L
59 500 520 540 560
m/z 101.05 29.51%
15 31 101
o | 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
500 520 540 560
0
5000 101 m/z 58.15 18.53%
28 59
70 84
0 15 53 78 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #248: Guanidine A e ey
3 59 5.00 520 5.40 5.60
m/z 41.15 8.75%
5000 18
28
0"'ﬁ%”'w'““$"'ﬁ"'w"'P"'w"'w"'w"'w"'w U S LR UL AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG021816\
Data File : BG020941.D

Aca On : 18 Feb 2016 18:32

Operator : SJ/UM

Sample - PB88350BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.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 unknown7.78 Concentration Rank 2

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

7.78 102.72 ng 416079 1,4-Dichlorobenzene-d4 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
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 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 841 (7.778 min): BG020941.D (-835) (-) m/z 132.05 100.00%
5000
68
0 5 || g5 F 7.40 7.60 7.80 8.00 8.20
bl e 8 | W | m/z 68.15 34.83%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 AL LI IR L
7.40 7.60 7.80 8.00 8.20
31 51 m/z 134.05 32.07%
0"hMI'Hw'l'L"'w"'w"""'w"'w"'w"'w"'
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
7.40 7.60 7.80 8.00 8.20
5000 67 m/z 66.15 20.35%
41 97
53
79 117
e L S L AL L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220 A
Abundance #88584: Amphetaminil P e
132 7.40 7.60 7.80 8.00 8.20
m/z 96.05 13.00%
5000
91 105
39 51 65 77 | 117 | 145159 178 208 222
m/z--> 4'0 6|0 80 1(')0 120 140 160 180 200 220 740 7.60 7.80 8.00 8.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG021816\
Data File : BG020941.D

Acq On : 18 Feb 2016 18:32

Operator : SJ/UM

Sample - PB88350BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021116 .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]
unknown3 .09 3.09 288.3 ng 1167880 1 8.26 81011 20.0
2-Pentanone, 4-hy... 5.31 14.4 ng 58268 1 8.26 81011 20.0
unknown7 .78 7.78 102.7 ng 416079 1 8.26 81011 20.0
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