LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG021816\
Data File : BG020937.D

Aca On : 18 Feb 2016 15:55

Operator : SJ/UM

Sample - PB88335BL

Misc :

ALS Vial : 3 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 3.087 37 42 62 rvv 1018585 1321922 93.97% 16.769%
2 5.313 416 421 428 rBV 48541 71206 5.06% 0.903%
3 5.789 496 502 511 rBV 270876 437021 31.07% 5.544%
4 7.405 768 777 786 rBV 284962 479144 34.06% 6.078%
5 7.786 835 842 851 rBV 305213 505043 35.90% 6.407%

8.256 916 922 931 rBV 50136 84616 6.01% 1.073%
8.585 971 978 986 rVB 224467 381599 27.13% 4.841%
9.431 1114 1122 1131 rBV 166817 295335 20.99% 3.746%
11.088 1395 1404 1412 rBV 81862 147401 10.48% 1.870%
13.502 1808 1815 1821 rBV 617465 913531 64.94% 11.589%

=
QO ~NO®

11 14.871 2041 2048 2057 rVB2 156225 240395 17.09% 3.050%
12 16.351 2293 2300 2309 rBV2 442231 652973 46.42% 8.283%
13 17.608 2507 2514 2520 rBV 204231 306618 21.80% 3.890%
14 20.187 2947 2953 2963 rBV 1154737 1406753 100.00% 17.845%
15 21.879 3234 3241 3250 rBV 196088 328077 23.32% 4.162%

16 25.251 3803 3815 3827 rBv2 107887 311427 22.14% 3.951%

Sum of corrected areas: 7883061
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG021816\
Data File : BG020937.D

Aca On : 18 Feb 2016 15:55

Operator : SJ/UM

Sample - PB88335BL

Misc :

ALS Vial : 3 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: BG020937.D

3.09
1000000

800000
600000

400000

579 7.40 7-79
8.59
200000 9.43

5.31 8.26 11.09

Time--> 3.00 350 400 450 500 550 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: BG020937.D

20119

1000000

800000

13.50
600000

16.35
400000
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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: BG020937.D
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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 : BG020937.D

Aca On : 18 Feb 2016 15:55

Operator : SJ/UM

Sample - PB88335BL

Misc :

ALS Vial : 3 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 unknown3.09 Concentration Rank 1

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

3.09 312.45 ng 1321920 1,4-Dichlorobenzene-d4 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 45
2 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 28
3 1.3-Dioxolane. 2-heptvl- 172 C10H2002 004359-57-3 9
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 7
5 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 7

Abundance Scan 43 (3.093 min): BG020937.D (-37) (-) m/z 73.15 100.00%
7B
5000
43 89 K
- 300 320 340
O o e L S o S R m/z 43.10 32.53%
m/z--> 20 40 60 80 100 120 140 160
Abundance #4665: Propane, 2,2-dimethoxy-
73
5000 43 1300 320 340
89 m/z 89.15 29.84%
15 31 H
0 | hH\ ‘\ [ ?7 ! 104
LR S L S L UL WAL SURLEL LN DU UL
m/z--> 20 40 60 80 100 120 140 160
Abundance
73
1300 320 340
5000 43 55 m/z 41.15 6.63%
29
89 103
L L L W UL B S
m/z--> 20 40 60 80 100 120 140 160
Abundance #37215: 1,3-Dioxolane, 2-heptyl- —
73 3.00 320 3.40
m/z 45.15 5.08%
5000 jk
45
0 27 7 57 | 8 99 110 129 144 171
LR S L S L UL WAL UL DAL AL A L 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 : BG020937.D

Aca On : 18 Feb 2016 15:55

Operator : SJ/UM

Sample - PB88335BL

Misc :

ALS Vial : 3 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 unknown5.31 Concentration Rank 4

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

5.31 16.83 ng 71206 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 45
2 Guanidine 59 CH5N3 000113-00-8 38
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 12
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 12
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 420 (5.307 min): BG020937.D (-416) (-) m/z 43.10 100.00%
43
59
5000
101
| 83 500 520 540 560
S 1] MG | NS SN VSN m/z 59.15 69.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR I LR IR L
59 500 520 540 560
m/z 101.05 28.39%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43 59
500 520 540 560
5000 18 m/z 58.15 19.16%
28
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester e R e
59 5.00 5.20 5.40 5.60
m/z 41.15 8.34%
5000 41
68
0 150 . 126 147
R I AN IR UL LI I IR IR LA SRR LRSS RS SRS BARRY HRE UL S I R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG021816\
Data File : BG020937.D

Aca On : 18 Feb 2016 15:55

Operator : SJ/UM

Sample - PB88335BL

Misc :

ALS Vial : 3 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 unknown7.79 Concentration Rank 2

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

7.79 119.37 ng 505043 1,4-Dichlorobenzene-d4 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 843 (7.792 min): BG020937.D (-835) (-) m/z 132.05 100.00%
5000
68
96 40 760 7.80 8.00 820
40 54 ‘ 7.40 7.60 7.80 8.00 8.20
o...4n..w.“..ﬁ?.!m...,”J.,”..,”..,.”.,.”.,.” m/z 134.05  32.64%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
32
5000 67 UL LR R R
a1 o7 7.40 7.60 7.80 8.00 8.20
53 - 117 m/z 68.15 31.57%
0....|. .“.“. f““l‘.‘.“l‘. e B S B o O
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
69 LS LR R R
104 7.40 7.60 7.80 8.00 8.20
5000 m/z 66.15 19.23%
31 51
e L S AL L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #88584: Amphetaminil R A Ram s B
132 7.40 7.60 7.80 8.00 8.20
m/z 69.15 11.85%
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 : BG020937.D

Acq On : 18 Feb 2016 15:55

Operator : SJ/UM

Sample - PB88335BL

Misc :

ALS Vial : 3 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 3.09 312.4 ng 1321920 1 8.26 84616 20.0
unknown5.31 5.31 16.8 ng 71206 1 8.26 84616 20.0
unknown7 .79 7.79 119.4 ng 505043 1 8.26 84616 20.0
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