LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71715\
Data File : BG017930.D

Acq On 17 Jul 2015 18:03

Operator : TP/UM

Sample : PB84519BL

Misc :

ALS Vial : 11 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-BG071715_.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

4.145 244 248 258 rVB 56268 78934 1.54% 0.306%
4.733 342 348 356 rBV 812876 1085785 21.23% 4.216%
rBvV 1043264 1465900 28.67% 5.692%
6.766 687 694 707 rBV 1003862 1530243 29.93% 5.942%
7.118 747 754 764 rBV 1063135 1638051 32.04% 6.360%
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7.583 827 833 841 rBvV 347528 547026 10.70% 2.124%
7.900 880 887 896 rBV 1160409 1855143 36.28% 7.203%
8.734 1022 1029 1039 rBvV 844930 1394745 27.28% 5.416%
10.368 1299 1307 1316 rVB 461534 778049 15.22% 3.021%
12.859 1724 1731 1739 rBV 2387152 3441682 67.31% 13.364%

=
QO ~NO®

11 14.239 1960 1966 1978 rBV2 666658 1054217 20.62% 4._.093%
12 15.738 2214 2221 2235 rBV 976090 1407537 27.53% 5.465%
13 16.995 2428 2435 2443 rBV2 889139 1281245 25.06% 4_975%
14 19.645 2880 2886 2898 rBV 4052897 5113283 100.00% 19.855%
15 21.196 3144 3150 3163 rBV 1189295 1473375 28.81% 5.721%

16 23.411 3519 3527 3535 rBvV 736369 1409400 27.56% 5.473%
17 24.715 3736 3749 3764 rVB7 40912 199061 3.89% 0.773%

Sum of corrected areas: 25753676
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71715\
Data File : BG017930.D

Acq On 17 Jul 2015 18:03

Operator : TP/UM

Sample : PB84519BL

Misc :

ALS Vial :© 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715.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: BG017930.D
4000000

3000000

2000000

5.19 6.77 7.12 7.90
1000000 4.73 8.73
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Time--> 300 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00

Abundance TIC: BG017930.D
4000000 19.64

3000000
12.86

2000000

1000000 15.74 17.00
14.24
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Time--> 12.00 12,50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance TIC: BG017930.D
4000000

3000000

2000000

21.20

1000000 2341

24.72
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Time--> 21.00 2150 22.00 2250 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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71715\
Data File : BG017930.D

Acq On 17 Jul 2015 18:03

Operator : TP/UM

Sample : PB84519BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4._.15 2.89 ng 78934 1,4-Dichlorobenzene-d4 7.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 87
2 3-Hexen-2-one 98 C6H100 000763-93-9 86
3 2-Pentene, 2,3-dimethyl- 98 C7H14 010574-37-5 86
4 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86
5 Cyclohexane, methyl- 98 C7H14 000108-87-2 80

Abundance Scan 249 (4.151 min): BG017930.D (-244) (-) m/z 83.00 100.00%
55 83
5000 %
43
 m e R S
3.80 4.00 4.20 4.40
0 ...,....,....,..?7.|,':..‘.‘?'.|:.'.,‘??..,....,.:..,....~,.... m/z 55.10 82.75%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 SRR SER REE
29 98 3.80 4.00 4.20 4.40
m/z 98.00 49.12%
0 \‘\‘ 37\‘\\\ 49\ ‘ | 61 67 7 ! 89 .
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
83
55 3.80 4.00 420 440
5000 43 m/z 43.00 30.58%
98
29
0 23 37 49 63 69 77 91
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3308: 2-Pentene, 2,3-dimethyl- B B B
5 83 3.80 4.00 4.20 4.40
a1 m/z 39.00 21.72%
5000 o7 98
69
15
Ottt J..??MM l.,??nu, ..??,. l..?%.. s
m/z--> 10 20 30 40 50 70 80 90 100 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71715\
Data File : BG017930.D

Acq On 17 Jul 2015 18:03

Operator : TP/UM

Sample : PB84519BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.73 39.70 ng 1085790 1,4-Dichlorobenzene-d4 7.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Acetone 58 C3H60 000067-64-1 10
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 347 (4.727 min): BG017930.D (-342) (-) m/z 43.00 100.00%
43
59
5000
101 S VS —
4.40 4.60 4.80 5.00
83
0.,....,....','..-.'|,..7.1.,'....',....,....,....,....,....,....2,2.1. m/z 59.00 56.90%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ISR AR R S
4.40 4.60 4.80 5.00
59 m/z 101.00 24.78%
2\7\ L H 71 83 1?1
o s R R R I S L SRS LA RN SRS
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance
59
4.40 460 480 500
5000 M m/z 58.00 18.40%
o 73 126 142
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #205: Acetone A RARAR RS s LIS
43 4.40 4.60 4.80 5.00
m/z 41.05 8.34%
5000
15
58
0 2 | 2\\? L
H L SULELL SURILS UL IR S B B SRS BRSY SRS B ISEARREE AR L L
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71715\
Data File : BG017930.D

Acq On 17 Jul 2015 18:03

Operator : TP/UM

Sample : PB84519BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.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 3 unknown7.12 Concentration Rank 2

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

7.12 59.89 ng 1638050 1,4-Dichlorobenzene-d4 7.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 754 (7.118 min): BG017930.D (-747) (-) m/z 132.00 100.00%
132
5000 68
40 54 h 80 T 115 172 207 256 680 700 7.20 740 _
Ol 80 Ly 115 W 472 207 2% o 68.10  35.81Y%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR A AR RARRY
6.80 7.00 7.20 7.40
2 ‘ m/z 134.00 31.60%
o.ﬂJHHH.“i”,”..“.” R
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
132
6.80 7.00 7.20 7.40
5000 67 m/z 66.00 23.56%
41 97
53
79 117
e R L R L L L RS S RS RS RN
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48639: Tranylcypromine-propionyl R EERE R EEEs e
57 132 6.80 7.00 7.20 7.40
24 m/z 69.10 14 .75%
5000 o MO
0IIIIIIII,IQIIMIIMIIMMIL‘IJHI 8 }??I S DS VNN A —
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71715\
Data File : BG017930.D

Acq On 17 Jul 2015 18:03

Operator : TP/UM

Sample : PB84519BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.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 5 Dibenzylidene 4,4"-biphenyl... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24.72 2.82 ng 199061 Perylene-di12 23.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzylidene 4,4"-biphenylenedi... 360 C26H20N2 006311-48-4 93
2 1,10-Phenanthroline, 2,9-dimethy... 360 C26H20N2 004733-39-5 52
3 Benzaldehyde, 4-hydroxy-3,5-dime... 360 C18H20N206 014414-32-5 47
4 N,N"-di-2-Naphthyl-p-phenylenedi... 360 C26H20N2 000093-46-9 47
5 Pentacyclo[18.4.1.1(2,7).1(8,13)... 360 C28H24 101077-60-5 47
Abundance Scan 3750 (24.721 min): BG017930(%D (-3736) (-) m/z 360.15 100.00%
360
5000 152
179
43 77 443 207 254281 357 536 24.40 24.60 24.80 25.00
0’ m/z 152.00 43.34%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #145066: Dibenzylidene 4,4'—biphenglenediamine
360
5000 152 24.40 24.60 24.80 25.00
77 179 m/z 179.00 33.06%
OI ..“““ﬂ‘.“.“h.“.lﬁ‘)f‘r‘.“‘.“a‘ i‘.“.“h‘. 2I]I_9I ??fl... — L S M
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
360
24.40 24.60 24.80 25.00
5000 m/z 361.10 21.84%

51 78 115 151180 214 257284 317

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #144793: Benzaldehyde, 4-hydroxy-3,5-dimethoxy-, [(4-hydro...
360

24.40 24.60 24.80 25.00
m/z 359.15  20.26%

5000

207

332

180

39 67 95123153 257285

m/z--> 0 50 100 150 200 250 300 350 400 450 500 24.40 24.60 24.80 25.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71715\
Data File : BG017930.D

Acq On 17 Jul 2015 18:03

Operator : TP/UM

Sample : PB84519BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715_.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]
3-Penten-2-one, 4... 4.15 2.9 ng 78934 1 7.58 547026 20.0
2-Pentanone, 4-hy... 4.73 39.7 ng 1085790 1 7.58 547026 20.0
unknown7 .12 7.12 59.9 ng 1638050 1 7.58 547026 20.0
Dibenzylidene 4,4_... 24.72 2.8 ng 199061 6 23.41 1409400 20.0
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