LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062916\
Data File : BF088507.D

Aca On 29 Jun 2016 22:30

Operator : UM/SJ

Sample : PB91573BL

Misc :

ALS Vial : 11 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 F\METHODS\8270-BF062916.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 1.770 8 16 19 rvVV 6039277 16809276 100.00% 24.618%
2 1.873 23 25 47 rVB 1487133 2870882 17.08% 4 ._.205%
3 2.147 47 49 73 rvB2 71820 239246 1.42% 0.350%
4 5.027 298 301 307 rBV 260179 444871 2.65% 0.652%
5 5.427 332 336 339 rBVY 3633820 5221195 31.06% 7.647%

6.456 422 426 428 rBV 3880346 4849906 28.85% 7.103%
6.593 434 438 440 rBV 4337435 5245971 31.21% 7.683%
6.822 455 458 460 rBV 1565631 1395165 8.30% 2.043%
469 472 474 rVB 3711163 4266611 25.38% 6.249%
7.382 504 507 510 rBV 2720149 3310390 19.69% 4.848%

=
QO ~NO®
(9}
O
o0}
N

11 8.102 567 570 573 rVB 1755640 1832322 10.90% 2.684%
12 9.188 661 665 667 rBVY 4034982 6315421 37.57% 9.249%
13 9.851 720 723 726 rBV 1787975 1987731 11.83% 2.911%
14 10.639 788 792 795 rBV 2644109 3168729 18.85% 4.641%
15 11.336 850 853 855 rvB 1525792 2002908 11.92% 2.933%

16 12.925 988 992 994 rBV 4097320 5180253 30.82% 7.587%
17 13.954 1080 1082 1085 rBV 1540765 1433418 8.53% 2.099%

18 15.360 1202 1205 1208 rBV 1100593 1282497 7.63% 1.878%
19 15.760 1234 1240 1244 rBV 118361 422766 2.52% 0.619%

Sum of corrected areas: 68279558
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF062916\
BF088507.D

29 Jun 2016 22:30

UM/SJ

PB91573BL

11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062916\
Data File : BF088507.D

Aca On : 29 Jun 2016 22:30

Operator : UM/SJ

Sample : PB91573BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Propane, 2,2-dimethoxy- Concentration Rank 1

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

1.77 240.97 ng 16809300 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 56
2 1.3-Diaminoquanidine 89 CH7N5 004364-78-7 25
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 9

Abundance Scan 16 (1.770 min): BF088507.D (-8) (-) m/z 73.10 100.00%
73
5000
89
3 55 7 1.701.801.90 2.00 2.10 2.20
Y A | N RS -T A TSRO FENNN— m/z 43.10 56.52%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4788: Propane, 2,2-dimethoxy-
73
5000 43
1.701.801.90 2.00 2.10 2.20
31 89 m/z 89.05 35.05%
0 "I'"'I'?§M“M'??ML'““I"ézl""Ill"l""l""l""
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
43
32
58 89 1.701.801.90 2.00 2.10 2.20
5000 18 m/z 41.05 11.18%
%6 72
S R U S S SRS SURIILS IR IR UL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4436: Pentane, 3-methoxy-
73 1.701.801.90 2.00 2.10 2.20
m/z 45.10 8.96%
5000
45
29
0 3O ™ er | 101 [ .
m/z--> 10 20 30 40 5 6 70 8 90 100 1.701.801.90 2.00 2.10 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062916\
Data File : BF088507.D

Aca On : 29 Jun 2016 22:30

Operator : UM/SJ

Sample : PB91573BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 Propane, 1,1-dimethoxy- Concentration Rank 7

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

2.15 3.43 ng 239246 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1l.1-dimethoxv- 104 C5H1202 004744-10-9 83
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 27
3 Glvcolaldehvde dimethvl acetal 106 C4H1003 030934-97-5 9
4 Methane. isothiocvanato- 73 C2H3NS 000556-61-6 5
5 1-Propene-1-thiol 74 C3H6S 000925-89-3 5

Abundance Scan 49 (2.147 min): BF088507.D (-47) (-) m/z 75.05 100.00%
3
5000 45
39‘ B o 180 200 220 240
-ttt m/z 73.10 75.59%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4789: Propane, 1,1-dimethoxy-
75
5000 29 45 S R R I I
1.80 2.00 2.20 2.40
m/z 45.10 44 _16%
o M P e e s
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
73
S RS R I I
1.80 2.00 2.20 2.40
5000 m/z 41.05 31.00%
45
29
o 39 5 g7 101
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4987: Glycolaldehyde dimethyl acetal
75 1.80 2.00 2.20 2.40

m/z 47.00 19.85%

5000
31 4
15
\ \“ “ 59 ‘ 105
R A A A

5
m/z--> 10 20 30 40 50 60 70 80 90 100 110 1.80 2.00 2.20 2.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062916\
Data File : BF088507.D

Aca On : 29 Jun 2016 22:30

Operator : UM/SJ

Sample : PB91573BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.03 6.38 ng 444871 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 301 (5.027 min): BF088507.D (-298) (-) m/z 43.05 100.00%
a3
5000 %9
| s 1‘|’1 . 460 480 500 520 540
O‘W—V—Vﬂ—rv—v—Vﬂ‘Hlu---'l|----|'----'|----|----|----|----|----|---- m/Z 59-10 50-07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ISR A S R
59 460 4.80 5.00 520 5.40
m/z 58.10 18.15%
15 4 101
M 1y ' 83 L ‘
R L I S L S SIS S S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
460 480 500 520 5.40
5000 57 m/z 101.10 15.98%
29
101
78
L L UL S L S LIS S S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8346: 2-Hexanol, 2-methyl- T R B R
50 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.15%
5000
a1 101
0% '}?l?Z“'JU"H“i'z}'F?"'l"' S S DL SIS S S ISR S SR R
m/z--> 20 40 60 80 100 120 140 160 180 200 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062916\
Data File : BF088507.D

Aca On : 29 Jun 2016 22:30

Operator : UM/SJ

Sample : PB91573BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknown6.59 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.59 75.20 ng 5245970 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 N-(-3.4-Methvlenedioxvphenvlisop... 267 C17H17N0O2 1000378-96-6 10
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
Abundance Scan 438 (6.593 min): BF088507.D (-434) (-) m/z 132.10 100.00%
132
5000 68
96 SRS SRR
40 54 81 15 6.20 6.40 6.60 6.80 7.00
0 m/z 68.10 48.85%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 AR L UL R
6.20 6.40 6.60 6.80 7.00
31 51 ‘ m/z 134.00 33.97%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.10 31.82%
33 105
51 70 86
- e e e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #116545: N-(-3,4-Methylenedioxyphenylisopropyl)benzaldimine L e e e o e N AEE
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 19.78%
5000
105
77
oL 38 ea || 90 | 118 | 147 165 190 224 267
m/z--> 4'0 6|O 80 100 120 140 160 180 200 220 240 2('30 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062916\
Data File : BF088507.D

Aca On : 29 Jun 2016 22:30

Operator : UM/SJ

Sample : PB91573BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 7 Dibenzylidene 4,4"-biphenyl... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

15.76 6.59 ng 422766 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzvlidene 4.4"-biphenvlenedi... 360 C26H20N2 006311-48-4 87
2 Benzaldehvde. 4-hvdroxv-3.5-dime... 360 C18H20N206 014414-32-5 49
3 1.10-Phenanthroline. 2.9-dimethyv... 360 C26H20N2 004733-39-5 46
4 1.3.2-Dioxaborolane. bis(spirol4... 360 C20H13B06 1000150-23-7 43
5 N,N"-di-2-Naphthyl-p-phenylenedi... 360 C26H20N2 000093-46-9 38
Abundance Scan 1240 (15.760 min): BF088507.D (-1234) (-) ; m/z 360.20 100.00%

360
152
5000
179
7w 254 15.40 15.60 15.80 16.00
51 103 127 i 228 281

0...-.,'.'.-|l.-.,..'.:,I..'. A e A b Tm/z 152.10  55.35%

m/z--> 50 100 150 200 250 300 350
Abundance #190926: Dibenzylidene 4,4"-biphenylenediamine
360

5000 e |
15.40 15.60 15.80 16.00

152 m/z 179.10 29.89%

179 272
oL_28 51 77 103 127 | | 202 228 254 |
L e e e T S
m/z--> 50 100 150 200 250 300 350
Abundance
360

15. 40 15. 60 15.80 16.00

5000 m/z 361.20 27 .44%
207
332
180
NECHE 67 93 123 153 225 257 285 314
— T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #190932: 1,10-Phenanthroline, 2,9-dimethyl-4,7-diphenyl- R EEE maa e
360 1540 15. 60 1580 1600

m/z 359.20 24 .18%

5000
o 28 51 78 109129151 180 514 240258 284 317 342 |

m/z--> 50 100 150 200 250 300 350 15. 40 15. 60 15. 80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062916\
Data File : BF088507.D

Acq On 29 Jun 2016 22:30

Operator : UM/SJ

Sample : PB91573BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF062916_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Propane, 2,2-dime... 1.77 241.0 ng 16809300 1 6.82 1395170 20.0
Propane, 1,l1-dime... 2.15 3.4 ng 239246 1 6.82 1395170 20.0
2-Pentanone, 4-hy... 5.03 6.4 ng 444871 1 6.82 1395170 20.0
unknown6 .59 6.59 75.2 ng 5245970 1 6.82 1395170 20.0
Dibenzylidene 4,4_... 15.76 6.6 ng 422766 6 15.36 1282500 20.0
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