LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG021116\
Data File : BG020884.D

Aca On : 12 Feb 2016 9:09

Operator : SJ/UM

Sample : H1408-03

Misc :

ALS Vial : 31 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 3.249 64 70 79 rBv 54953 95904 6.69% 1.463%
2 3.326 79 83 94 rvVB 35130 50288 3.51% 0.767%
3 5.323 416 423 430 rBV 15409 23848 1.66% 0.364%
4 5.799 497 504 511 rBV 122399 192758 13.44% 2.940%
5 7.408 770 778 789 rBV 79088 133406 9.30% 2.035%

7.796 836 844 850 rBV 273631 458708 31.99% 6.997%
8.266 918 924 932 rBB 56875 94159 6.57% 1.436%
262926 443995 30.96% 6.772%
9.441 1116 1124 1131 rBV 214715 369058 25.74% 5.629%
11.097 1398 1406 1415 rVB 93981 168369 11.74% 2.568%
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11 13.512 1809 1817 1825 rBV 772444 1151412 80.29% 17.562%
12 14.322 1949 1955 1962 rBB 35576 48904 3.41% 0.746%
13 14.880 2043 2050 2058 rBV2 166921 260243 18.15% 3.969%
14 16.361 2296 2302 2313 rVB 475881 708841 49.43% 10.812%
15 16.555 2328 2335 2346 rBV 14367 26816 1.87% 0.409%

16 17.618 2509 2516 2523 rBV 200881 286239 19.96% 4 _366%
17 20.197 2950 2955 2961 rBV 1104085 1433992 100.00% 21.873%

18 21.900 3238 3245 3252 rBV 191699 312715 21.81% 4_770%
19 25.278 3810 3820 3833 rvB2 101622 296481 20.68% 4.522%

Sum of corrected areas: 6556136
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG021116\
Data File : BG020884.D

Aca On : 12 Feb 2016 9:09

Operator : SJ/UM

Sample - H1408-03

Misc :

ALS Vial : 31 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: BG020884.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG021116\
Data File : BG020884.D

Aca On : 12 Feb 2016 9:09

Operator : SJ/UM

Sample - H1408-03

Misc :

ALS Vial : 31 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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.33 10.68 ng 50288 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 90
2 N-EthvIformamide 73 C3H7NO 000627-45-2 9
3 Acetaldehvde. O-ethvloxime- 87 C4H9NO 1000288-34-6 9
4 Acetamide. N-ethvl- 87 C4HONO 000625-50-3 9
5 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 9

Abundance Scan 84 (3.331 min): BG020884.D (-79) (-) m/z 73.15 100.00%
74.
5000
43.1 55.1 8r.2 A SR R
| 49.0 | | 3.00 3.20 3.40 3.60
0'w“P“WMW““PMP“wmhh“Lmh“W“W““vmv'hMW““W“v“W“ m/z 43.15 25.96%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4386: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 3.00 3.20 3.40 3.60
' 55.0 87.0 m/z 87.15 25.35%
0 %D%O\‘ ‘ NO\‘%O
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30.0
3.0 L SRR RS R
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5000 m/z 55.15 18.16%
44.0 58.0
18.0
0 38.0
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Abundance #1870: Acetaldehyde, O-ethyloxime- R e R R mmam
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41.0 m/z 71.15 11.26%
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG021116\
Data File : BG020884.D

Aca On : 12 Feb 2016 9:09

Operator : SJ/UM

Sample - H1408-03

Misc :

ALS Vial : 31 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 unknown5.32 Concentration Rank 5

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

5.32 5.07 ng 23848 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Guanidine 59 CH5N3 000113-00-8 9
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 2-Propanone. l1l-cvclopropvl- 98 C6H100 004160-75-2 9
5 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 9

Abundance Scan 423 (5.323 min): BG020884.D (-416) (-) m/z 43.15 100.00%
1
59.1
5000
101.1
83.0 5.00 5.20 5.40 5.I60
o) EESEEEESSESESSSRT E MR | SIS M m/z 59.15  71.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #249: Guanidine
43.0 59.0
5000 AN AN RN R
5.00 5.20 5.40 5.60
0
28.0 m/z 101.05 27.18%
0 \‘\ | | |
LR UL SR SR UL UL FULRLEL IR S SR S B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
500 520 540 560
0
5000 1010 m/z 58.15 23.45%
28.0 59.0
70.0 84.0
15.0
mz-> 10 20 30 40 50 60 70 8 9 100 110
Abundance #3098: 5-Hexen-2-one e e n
43.0 5.00 5.20 5.40 5.60
m/z 56.15 9.33%
5000
55.0
27.0
10 | 110 830 980
0 “'l'm“|"*m"'ﬂm"'|“"|'“'|"“|“"w"'lw"'|' AN AN UL
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.00 5.20 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 : BG020884.D

Aca On : 12 Feb 2016 9:09

Operator : SJ/UM

Sample - H1408-03

Misc :

ALS Vial : 31 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown7.80 Concentration Rank 1

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

7.80 97.43 ng 458708 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 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 845 (7.802 min): BG020884.D (-836) (-) m/z 132.05 100.00%
13R.1
5000
68.2
01 501 %0 740 750 780 800 820
o} R B m/z 68.15 33.99%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
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104.0
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0 ‘ L1 H (1A L 1
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132.0
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5000 67.0 m/z 66.15 19.57%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e
57.0 132.0 7.40 7.60 7.80 8.00 8.20
m/z 96.05 12.38%
74.0
5000 9go 1160
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SRR B
m/z--> 40 60 80 100 120 140 160 180 740 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 : BG020884.D

Acq On : 12 Feb 2016 9:09

Operator : SJ/UM

Sample - H1408-03

Misc :

ALS Vial : 31 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]
Butane, 2-methoxy... 3.33 10.7 ng 50288 1 8.27 94159 20.0
unknown5 .32 5.32 5.1 ng 23848 1 8.27 94159 20.0
unknown? .80 7.80 97.4 ng 458708 1 8.27 94159 20.0
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