LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040715\
Data File : BF078297.D

Aca On : 7 Apr 2015 14:46

Operator : TP/1Z

Sample = PB82554BL

Misc :

ALS Vial : 3 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-BF040115.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 1.104 17 19 22 rBvY 1969405 1910244 100.00% 16.609%
2 1.207 24 28 32 rvB 16608 38866 2.03% 0.338%
3 1.561 57 59 66 rBv 13445 20963 1.10% 0.182%
4 1.664 66 68 80 rBv 57074 109116 5.71% 0.949%
5 4.624 325 327 337 rVB 57523 101224 5.30% 0.880%

5.207 375 378 384 rBV 655111 836766 43.80% 7.275%
6.533 491 494 496 rBvV 662233 833191 43.62% 7.244%
6.647 501 504 506 rBvV 933045 897766 47.00% 7.806%
6.933 526 529 531 rBV 242717 232549 12.17% 2.022%
7.116 543 545 548 rBV 792480 709839 37.16% 6.172%

=
QO ~NO®

11 7.630 587 590 593 rBvV 590070 520331 27.24% 4.524%
12 8.510 665 667 669 rBv 364653 325665 17.05% 2.832%
13 9.859 782 785 787 rBV 1344299 1143144 59.84% 9.939%
14 10.625 849 852 854 rBV 11430 19634 1.03% 0.171%
15 10.671 854 856 859 rvB 408433 384637 20.14% 3.344%

16 11.654 939 942 944 rBV 523455 648205 33.93% 5.636%
17 12.499 1014 1016 1019 rBV 426370 408010 21.36% 3.547%
18 14.191 1162 1164 1169 rBV 17553 20318 1.06% 0.177%
19 14.500 1188 1191 1193 rBV 1204348 1400881 73.34% 12.180%
20 15.768 1300 1302 1305 rBV 395136 468641 24.53% 4_.075%

21 17.528 1453 1456 1459 rBvV 387855 471407 24.68% 4_.099%

Sum of corrected areas: 11501397
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040715\
Data File : BF078297.D

Aca On 7 Apr 2015 14:46

Operator : TP/I1Z

Sample : PB82554BL

Misc :

ALS Vvial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEMI\BNA F\METHODS\8270-BF040115.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF078297.D
1]10
1500000
1000000 6.65
7.12
. 6.53
5.21 7 62
500000
6.93
o 1.21 L%fG 4.62 A
B o e e o L e o e e e o . e e e o e e o L s o s o e I ML e
Time-->  1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF078297.D
1500000
9.86
14.5
1000000
500000 1165
851 10.67 12.50
o 10.62 14.19 J_L
L e e LA o o e e e e e I s e e o e e e e L B e e e e e e B LA B e e o
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00
Abundance TIC: BF078297.D
1500000
1000000
500000 15.77 17.53
O L o e e o e e e o e L e e e e e B B e B B B B e e B e e e e e B e B
Time--> 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040715\
Data File : BF078297.D

Aca On : 7 Apr 2015 14:46

Operator : TP/1Z

Sample - PB82554BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 1

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

1.10 164.29 ng 1910240 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 56
2 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
3 1.3-Dioxolane. 2-(3-bromo-5.5.5-... 352 C10H16BrCI1302 1000115-31-4 9
4 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
5 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 9

Abundance Scan 19 (1.104 min): BF078297.D (-17) (-) m/z 73.10 100.00%
7B
5000 43
89
A
1.00 120  1.40
55
Obrr et i e et e e e || M/7Z 43,10 50.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 LA L L L L IL
1.00 120  1.40
a1 89 m/z 89.10 28.86%
0 "|""|'?QJ|M'§ﬂiL'““|'“??l""ll*"|""M""|""|""|"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
73
100 120 140
5000 m/z 41.10 10.02%
41 57
29
15 50
e R RS AN RS NN RS IS AR RARRS RS RS B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #141656: 1,3-Dioxolane, 2-(3-bromo-5,5,5-trichloro-2,2-dim... =
73 1.00 120  1.40
m/z 45.10 7.71%
5000
45
0 36 55 67 |, 109115
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 100 120 140
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040715\
Data File : BF078297.D

Aca On : 7 Apr 2015 14:46

Operator : TP/1Z

Sample - PB82554BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 2 1-Pentene, 2-methyl- Concentration Rank 6

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

1.21 3.34 ng 38866 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 72
2 1-Hexene. 5-methvl- 98 C7H14 003524-73-0 32
3 2.3.4.5-Tetrahvdropvridazine 84 C4H8N2 000694-06-4 9
4 2-Pentene. 3-methvl- 84 C6H12 000922-61-2 9
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 9

Abundance Scan 28 (1.207 min): BF078297.D (-24) (-) m/z 56.10 100.00%

56
84
41
5000
69 78

HI ‘ ‘ 100 120 140 160
1]

0...,.”.,.”.,.”.,.”.,...,..”,..”,J.”,..”,..” m/z 84.05 77.03%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1465: 1-Pentene, 2-methyl-
41 5p
5000 LI L L L L LB L L
27 69 84 1.00 120 140 1.60
m/z 41.10 58.38%
1 ‘J 33 |, 50| 63 77
O e T e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
41 56
B B e e I B
1.00 120 140 1.60
5000 27 m/z 55.10 38.66%
70
15
50 63 778 91 o8
O T T T T T T e T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1333: 2,3,4,5-Tetrahydropyridazine TP
28 84 100 120 140 1.60

m/z 39.10 31.19%

5000 55
41
| i
T

m/z--> 10 20 30 40 50 60 70 80 90 100 1.00 120 140 1.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040715\
Data File : BF078297.D

Aca On : 7 Apr 2015 14:46

Operator : TP/1Z

Sample - PB82554BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 5

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

4.62 8.71 ng 101224 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 37
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 32
4 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 28
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28

Abundance Scan 327 (4.624 min): BFO78297.D (-325) (-) m/z 43.10 100.00%
43
59
5000
101 IS L R B
51 | 83 | 420 4.40 4.60 4.80 5.00
o} SN A S m/z 59.10 54.66%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ISR SRR S S
420 4.40 4.60 4.80 5.00
59 101 m/z 101.00 16.71%
o 2l.35, 51 o my X
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59
420 440 460 480 500
5000 m/z 58.10 16.35%
43
o 69 83 gg 123 141 159
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #4036: Butyl aldoxime, 3-methyl-, syn- T EEamE B A EE.
59 420 4.40 4.60 4.80 5.00
m/z 41.10 9.40%
41
5000
s T 4y
S R R A A AR RN REARA R RAN LSS ALY SARAN AALRS ARSI AL SARE ISR SRR S S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040715\
Data File : BF078297.D

Aca On : 7 Apr 2015 14:46

Operator : TP/1Z

Sample - PB82554BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 unknown6.65 Concentration Rank 2

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

6.65 77.21 ng 897766 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 504 (6.647 min): BF078297.D (-501) (-) m/z 132.00 100.00%
5000 o8
40 | % J 640 6.60 6.80 7.00
54 - - - -
b2t M 77 e L W w/z 68.10  36.64%
m/z--> 40 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 R U U L
a1 o7 6.40 6.60 6.80 7.00
53 - 117 m/z 134.00 32.53%
oL e I f““l‘.‘.“l‘ .8.8..|1.0.6..|...|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
69 o 640 6.60 6.80 7.00
5000 m/z 66.10 22 .69%
31 5l 8
L B S L WL W S L WL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R b A mmaas p
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 14 .94%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S | O |
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040715\
Data File : BF078297.D

Acq On > 7 Apr 2015 14:46

Operator : TP/1Z

Sample - PB82554BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.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... 1.10 164.3 ng 1910240 1 6.93 232549 20.0
1-Pentene, 2-methyl- 1.21 3.3 ng 38866 1 6.93 232549 20.0
2-Pentanone, 4-hy... 4.62 8.7 ng 101224 1 6.93 232549 20.0
unknown6 .65 6.65 77.2 ng 897766 1 6.93 232549 20.0
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