LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041416\
Data File : BG021661.D

Acq On : 14 Apr 2016 20:34

Operator : UM/SJ

Sample : PB89775BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_G\METHODS\8270-BG041316.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 height area % max. total
1 3.107 40 46 68 rvB 2739266 4033210 100.00% 25.123%
2 5.763 491 498 506 rBVY 559988 888733 22.04% 5.536%
3 7.361 762 770 778 rBVY 580947 1001341 24.83% 6.237%
4 7.743 826 835 845 rBV 529692 933106 23.14% 5.812%
5 8.213 909 915 922 rVB 100807 172834  4.29% 1.077%

8.542 963 971 978 rBV 381105 662473 16.43% 4.127%
9.382 1106 1114 1125 rVB 323305 584798 14 .50% 3.643%
11.033 1387 1395 1405 rVB 143388 261806 6.49% 1.631%
13.454 1799 1807 1815 rBV 911646 1463297 36.28% 9.115%
14.823 2033 2040 2048 rVB2 248742 405414 10.05% 2.525%

=
QO ~NO®

11 16.298 2282 2291 2307 rBV 798888 1187295 29.44% 7.396%
12 17.555 2498 2505 2512 rBV2 357323 548923 13.61% 3.419%
13 20.140 2939 2945 2951 rBV 1877823 2563851 63.57% 15.971%
14 21.827 3225 3232 3241 rBV 426289 693275 17.19% 4.318%
15 25.152 3788 3798 3814 rVB3 217828 653274 16.20% 4_.069%

Sum of corrected areas: 16053630
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041416\
Data File : BG021661.D

Acq On : 14 Apr 2016 20:34

Operator : UM/SJ

Sample : PB89775BL

Misc :

ALS Vvial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG041316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG021661.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041416\
Data File : BG021661.D

Acq On : 14 Apr 2016 20:34

Operator : UM/SJ

Sample : PB89775BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG041316 .M
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 unknown3.11 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
3.11 466.72 ng 4033210 1,4-Dichlorobenzene-d4 8.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 39
2 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 25

3 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 9
4 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 9
5 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 9
Abundance Scan 46 (3.107 min): BG021661.D (-40) (-) m/z 73.00 100.00%
3
43
5000 89
- 55 300 320 340
1 X N vt S m/z 43.00 62.49%
m/z--> 10 30 40 50 60 70 80 90 100
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 L UL L R
3.00 320 3.40
31 89 m/z 89.00 35.91%
"|""|'?§M“M'??ML'““|"§Z|""|l*"|""|""|""
m/z--> 10 40 50 60 70 80 90 100
Abundance
43
71 300 320 340
5000 89 m/z 40.95 13.50%
27
18 37 53 59 101
mz-> 10 20 30 40 50 60 70 8 9 100
Abundance #2183: 1,3-Diaminoguanidine e
43 3.00 320 3.40
32 m/z 45.00 10.42%
58 89
5000 18 j\
'l'l'ggh'“"ﬁl"l"“\""ﬂ%"l"“l""w"'l LA LA L AL
m/z--> 10 20 40 50 60 70 80 90 100 3.00 320 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041416\
Data File : BG021661.D

Acq On : 14 Apr 2016 20:34

Operator : UM/SJ

Sample : PB89775BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG041316 .M
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 unknown7.74 Concentration Rank 2

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

7.74 107.98 ng 933106 1,4-Dichlorobenzene-d4 8.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 834 (7.737 min): BG021661.D (-826) (-) m/z 132.00 100.00%
5000 68
rrrprrTTrTTTTrTTT T T T T
40 54 2% J 7.40 7.60 7.80 8.00
A e s W/z 68.00 48.44%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR LA SRS RARRE N
7.40 7.60 7.80 8.00
m/z 134.00 31.88%

| oy |

I
m/z--> 20 40 60 80 100 120 140 160 180

Abundance
57 132
S R
74 7.40 7.60 7.80 8.00
5000 gg 116 m/z 66.00 29.83%
89 | 107 158 189
e o L o T S
mz--> 20 40 60 80 100 120 140 160 180
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e e
132 7.40 7.60 7.80 8.00
m/z 69.00 19.45%
117
5000
a0 91
27 7 51 65 77 ‘ 105 ‘
,.h..f.NM.HN..N,.H.,wh.lu.:W.,....,....,.... TS S
mz-> 20 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041416\
Data File : BG021661.D

Acq On : 14 Apr 2016 20:34

Operator : UM/SJ

Sample : PB89775BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG041316_.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]
unknown3.11 3.11 466.7 ng 4033210 1 8.22 172834 20.0
unknown?7 .74 7.74 108.0 ng 933106 1 8.22 172834 20.0
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