LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051115\
Data File : BF079129.D

Aca On : 11 May 2015 21:36

Operator : TP/1Z

Sample : PB83301BL

Misc :

ALS Vial : 21 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-BF043015.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 1.450 21 23 26 rvB 863489 927908 29.46% 4_.533%
2 1.735 47 48 57 rBv 738236 1150803 36.54% 5.622%
3 1.861 57 59 92 rVB 1714206 3149270 100.00% 15.385%
4 5.096 340 342 349 rBV 118426 190181 6.04% 0.929%
5 5.599 383 386 389 rBVY 1496878 1467624 46.60% 7.170%

6.856 494 496 499 rBV 1193396 1445104 45.89%% 7.060%
7.004 507 509 512 rBV 1223032 1542358 48.98% 7.535%
7.302 532 535 537 rBvV 268955 335810 10.66% 1.640%
7.485 548 551 553 rBV 1339728 1195798 37.97% 5.842%
7.987 592 595 597 rBV 1068814 920816 29.24% 4.498%

=
QO ~NO®

11 8.867 670 672 675 rBV 364180 468279 14.87% 2.288%
12 10.216 788 790 793 rBV 1818784 1797335 57.07% 8.780%
13 11.051 860 863 865 rBvV 565608 533549 16.94% 2.606%
14 12.034 946 949 951 rBV 1078566 1193959 37.91% 5.833%
15 12.891 1022 1024 1027 rBV 505756 557791 17.71% 2.725%

16 14.891 1196 1199 1202 rBV 2116022 2135863 67.82% 10.434%
17 16.183 1310 1312 1315 rBV 566633 609788 19.36% 2.979%
18 16.320 1321 1324 1327 rBV2 22094 33458 1.06% 0.163%
19 16.811 1364 1367 1370 rBV 97100 156758 4.98% 0.766%
20 17.897 1459 1462 1465 rBV 468338 657807 20.89% 3.213%

Sum of corrected areas: 20470259
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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:\HPCHEMI\BNA F\DATA\BF051115\

BF079129.D

11 May 2015 21:36

TP/1Z

PB83301BL

21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 F\DATA\BF051115\
Data File : BF079129.D

Aca On : 11 May 2015 21:36

Operator : TP/1Z

Sample : PB83301BL

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Propane, 2,2-dimethoxy- Concentration Rank 5

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

1.45 55.26 ng 927908 1,4-Dichlorobenzene-d4 7.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 72
2 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
3 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 9
4 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
5 Borane, dimethoxy- 74 C2H7BO2 004542-61-4 7

Abundance Scan 23 (1.450 min): BF079129.D (-21) (-) m/z 73.10 100.00%
3
5000 43
89 SN & G —
1.40 1.60 1.80
55
o AL N ZR B I VS —— m/z 43.10 51.66%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 L NN N R N
140 1.60 1.80
31 89 m/z 89.10 26.94%
0 III'"'I"25""I"':'37"i"""'I"§‘7‘I""Ill"l""I""I""I
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
140 160 180
5000 m/z 41.05 9.93%
41 57
29
15 50
G L U S I SRS SURIILS I IR UL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #13101: Propanoic acid, 2-methyl-, propyl ester LA L L L B B B B R
43 1.40 1.60 1.80
m/z 45.10 7.56%
71
5000 89
27
0 18 | ar] sa s i} 101
miz--> 0 20 30 40 50 60 70 8 90 100 140 160 180
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051115\
Data File : BF079129.D

Aca On : 11 May 2015 21:36

Operator : TP/1Z

Sample : PB83301BL

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.10 11.33 ng 190181 1,4-Dichlorobenzene-d4 7.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 342 (5.096 min): BF079129.D (-340) (-) m/z 43.05 100.00%
a3
59
5000
T 250 oho 520 540
83 : : : :
0...,....,....,....',':...‘?.1.-!],....,....,.-...,....-,|....,....,....,....,...., m/z 59.10 58.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 I LA SRR U I
4.80 5.00 5.20 5.40
59 m/z 101.10 21.48%
7 “ g3 o 101
0"'v"w'”wﬂ§§ﬁw‘“?}“'|“§?v"w“'“?}“*”“"v"w"“l'“'l“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 M m/z 58.10 16.76%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone B
43 4.80 5.00 5.20 5.40
m/z 41.10 9.37%
5000 101
28 59
‘ ‘ 70 84
0'“lﬁil“mw“'WJ'E%MH'“w”“'ww“w'“lh“l”'w'“w'“w'“'l I LA SRR U I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051115\
Data File : BF079129.D

Aca On : 11 May 2015 21:36

Operator : TP/1Z

Sample : PB83301BL

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 5 unknown7.00 Concentration Rank 2

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

7.00 91.86 ng 1542360 1,4-Dichlorobenzene-d4 7.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 509 (7.004 min): BF079129.D (-507) (-) m/z 132.00 100.00%
132
5000 68
96 SRR S S LU
40 54 - | 106 J 6.60 6.80 7.00 7.20 7.40
0 4N W - N | R m/z 68.10  46.55%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A AL R UL
6.60 6.80 7.00 7.20 7.40
2 51 m/z 134.00 31.72%
0'"|"Lﬂﬁlw'l'l”j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
6.60 6.80 7.00 7.20 7.40
5000 m/z 66.10 29.22%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine- proplonyl R e e
57 132 6.60 6.80 7.00 7.20 7.40
24 m/z 69.10 17.90%
5000 og 116
| I ”qu .JM Ll |m“-‘f| 198 ..,.1??. SN § S A SN
m/z--> 20 40 100 120 140 160 180 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051115\
Data File : BF079129.D

Aca On : 11 May 2015 21:36

Operator : TP/1Z

Sample : PB83301BL

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 7 unknownl6.81 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

16.81 5.14 ng 156758 Chrysene-di12 16.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3-ethvl- 142 C10H22 005881-17-4 47
2 Tridecane. 7-methvl- 198 C14H30 026730-14-3 47
3 Undecane. 6.6-dimethvl- 184 C13H28 017312-76-4 43
4 Heptane. 3-ethvl-5-methvl- 142 C10H22 052896-90-9 38
5 Heptane, 3-[(ethenyloxy)methyl]- 156 C10H200 000103-44-6 38

Abundance Scan 1367 (16.811 min): BF079129.D (-1364) (-) m/z 57.10 100.00%

5000

-

16.40 16.60 16.80 17.00 17.20

137151165179193 209

0 m/z 71.10 75.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18425: Octane, 3-ethyl-
57 71
43
5000 ||||||||||||||||||
29 112 16 40 16. 60 16. 80 17. OO 17. 20
m/z 55.10 61.18%
ob14 I L 4 J 8 142
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 | 1 e o
16.40 16.60 16.80 17.00 17.20
5000 m/z 69.10 39.84%
112
85
0 127141155169183 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45585: Undecane, 6,6-dimethyl- A e E ma e E s
57 16.40 16.60 16.80 17.00 17.20
71 m/z 43.10 39.75%
5000 43
113
29
o | \ L ) 8599 | 127141 170
e e e e e e R A REEEEEEE S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16 40 16. 60 16. 80 17. 00 17. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF051115\
Data File : BF079129.D

Acq On : 11 May 2015 21:36

Operator : TP/1Z

Sample - PB83301BL

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.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]
Propane, 2,2-dime... 1.45 55.3 ng 927908 1 7.30 335810 20.0
2-Pentanone, 4-hy... 5.10 11.3 ng 190181 1 7.30 335810 20.0
unknown? .00 7.00 91.9 ng 1542360 1 7.30 335810 20.0
unknownl16.81 16.81 5.1 ng 156758 5 16.18 609788 20.0
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