LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016874.D

Aca On : 5 May 2015 20:15

Operator : TP/1Z

Sample : PB83180BL

Misc :

ALS Vial : 16 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:\HPCHEM1\BNA G\METHODS\8270-BG050515.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

2.788 13 17 36 rvv 3071533 3635670 72.82% 12.778%
2.917 36 39 47 rVB3 42298 76998 1.54% 0.271%
rvB 148295 219302 4_.39% 0.771%
5.384 453 459 466 rBV 1401219 1992171 39.90% 7.002%
6.971 721 729 735 rBV 1461659 2226335 44.59% 7.824%
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7.335 784 791 798 rBV 1385776 2143610 42.94% 7.534%
7.805 864 871 880 rVB 258701 417591 8.36% 1.468%
8.122 917 925 933 rBV 932984 1512380 30.29% 5.315%
8.963 1058 1068 1076 rBV 785695 1300446 26.05% 4_570%
10.596 1339 1346 1353 rBV 336365 567585 11.37% 1.995%

=
QO ~NO®

11 13.064 1760 1766 1773 rBV 1897784 2813766 56.36% 9.889%
12 14.444 1994 2001 2008 rVB2 514564 783258 15.69% 2.753%
13 15.931 2247 2254 2262 rBV 1616086 2376198 47.60% 8.351%
14 17.188 2460 2468 2476 rBV 724917 1044901 20.93% 3.672%
15 19.815 2909 2915 2922 rBV 4048707 4992425 100.00% 17.546%

16 21.366 3173 3179 3184 rBV 938533 1202895 24.09% 4.228%
17 23.669 3564 3571 3580 rVB 594937 1147931 22.99%% 4._.034%

Sum of corrected areas: 28453462
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016874.D

Aca On : 5 May 2015 20:15

Operator : TP/I1Z

Sample : PB83180BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\HPCHEMI\BNA G\METHODS\8270-BG050515.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016874.D

Aca On : 5 May 2015 20:15

Operator : TP/1Z

Sample : PB83180BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 unknown2.79 Concentration Rank 1

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

2.79 174.13 ng 3635670 1,4-Dichlorobenzene-d4 7.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 45
2 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 23
3 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 9
4 1.3-Diaminoguanidine 89 CH7N5 004364-78-7 9
5 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 9

Abundance Scan 17 (2.788 min): BG016874.D (-13) (-) m/z 73.05 100.00%
73
43
5000
89
55 2.80 2.90 3.00 3.10 3.20
S Wl NN L/ A E— - m/z 43.00 64.57%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #4669: Propane, 2,2-dimethoxy-
73
43
5000
15 29 2.80 2.90 3.00 3.10 3.20
89 m/z 89.00 31.79%
.|2...‘.|.“l‘h.‘h.“..‘5.‘7|...‘.|..‘..|1(.)4;..|....|....|....
m/z--> 0 20 40 60 80 100 120 140 160
Abundance
43
71 2.80 2.90 3.00 3.10 3.20
5000 89 m/z 41.05 13.69%
27
18 59 101
mz-> 0 20 40 60 8 100 120 140 160
Abundance #724: Acetamide, N-methyl-
30 43 73 2.80 2.90 3.00 3.10 3.20
m/z 45.00 10.42%
5000 58
15
'|"“'|'“M'H”'"|"“'|""|""|""|""|""
m/z--> 0 20 40 60 80 100 120 140 160 2.80 2.90 3.00 3.10 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016874.D

Aca On : 5 May 2015 20:15

Operator : TP/1Z

Sample : PB83180BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.93 10.50 ng 219302 1,4-Dichlorobenzene-d4 7.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 25
4 1.3-Dioxane. 4.4-dimethvl- 116 C6H1202 000766-15-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 382 (4.932 min): BG016874.D (-376) (-) m/z 43.00 100.00%
43
5000
1o 460 480 5.00 520
,....,....-,I..1.3.6,.... 2 m/z 59.00 51.93%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 rrrrrrTTrTT T T T T T
4.60 4.80 5.00 5.20
m/z 100.95 17.33%

15 101
‘ N ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance
43
I RAmmEEESL RS
4.60 4.80 5.00 5.20
5000 m/z 58.00 15.22%
101
15 70
L o B B B LA B B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7974: Acetic acid, 1,1-dimethylethyl ester o R
43 4.60 4.80 5.00 5.20
m/z 41.00 8.53%
5000
101
A e e e e L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG050515\
Data File : BG016874.D

Aca On : 5 May 2015 20:15

Operator : TP/1Z

Sample : PB83180BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 4 unknown7.34 Concentration Rank 2

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

7.34 102.67 ng 2143610 1,4-Dichlorobenzene-d4 7.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16

Abundance Scan 792 (7.341 min): BG016874.D (-784) (-) m/z 132.00 100.00%
132
5000 68
40 54 % J 700 7.20 7.40 7.60
e e 27 Tn/z 68.00 45.77%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 LA R R I UL
7.00 7.20 7.40 7.60
31 70 m/z 134.00 34 .46Y%
“o% ] s | e
m/z--> 40 i 80 100 120 140 160 180 200
Abundance
132
700 7.20 7.40 7.60
5000 m/z 66.00 31.84%
69
57
39 89 103
H UL S 7?"' '|"%%5|"" [rrrrprorr T
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #48639: Tranylcypromine—propionyl LUL LI L L Y L L LB L
57 132 7.00 7.20 7.40 7.60
24 m/z 69.00 19.05%
5000 98 116
SN | PR VM“ -Mq ol 188 ..,.1??. S WA GRRNN § SRN—
m/z--> 40 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050515\
Data File : BG016874.D

Acq On : 5 May 2015 20:15

Operator : TP/1Z

Sample - PB83180BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_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]
unknown2 .79 2.79 174.1 ng 3635670 1 7.81 417591 20.0
2-Pentanone, 4-hy... 4.93 10.5 ng 219302 1 7.81 417591 20.0
unknown? .34 7.34 102.7 ng 2143610 1 7.81 417591 20.0
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