LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041015\
Data File : BF078403.D

Acq On : 10 Apr 2015 17:00

Operator : TP/1Z

Sample : PB82621BL

Misc :

ALS Vial : 4 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_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 height area % max. total
1 1.035 11 13 15 rBV 626608 591875 52.71% 6.925%
2 1.115 18 20 26 rvB 14416 37051 3.30% 0.434%
3 1.516 54 55 63 rBv 161564 336980 30.01% 3.943%
4 1.618 63 64 81 rvB 245123 417619 37.19%  4.886%
5 4.522 316 318 325 rBvY 47806 82009 7.30% 0.960%

5.116 367 370 379 rBV 616947 691533 61.59% 8.091%
6.453 485 487 490 rBvV 577269 676061 60.21% 7.910%
6.567 495 497 500 rBvV 661347 727956 64.83% 8.518%
6.853 520 522 525 rBV 123993 145521 12.96% 1.703%
7.048 536 539 541 rBV 460653 569684 50.74% 6.666%

=
QO ~NO®

11 7.562 581 584 586 rBV 435668 438347 39.04% 5.129%
12 8.442 658 661 663 rBv 143685 197899 17.63% 2.316%
13 9.779 776 778 781 rBV 927759 890294 79.29% 10.417%
14 10.591 847 849 852 rVB 251369 234157 20.85% 2.740%
15 11.562 932 934 937 rBV2 432144 517729 46.11% 6.058%

16 12.419 1006 1009 1011 rBV 239725 250905 22.35% 2.936%
17 14.408 1180 1183 1186 rBV 1049929 1122802 100.00% 13.137%

18 15.677 1292 1294 1297 rBV 277499 297860 26.53% 3.485%
19 17.403 1442 1445 1448 rBV 265163 320263 28.52% 3.747%

Sum of corrected areas: 8546545
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_F\DATA\BF041015\

BF078403.D

10 Apr 2015 17:00

TP/1Z

PB82621BL

4 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041015\
Data File : BF078403.D

Acq On : 10 Apr 2015 17:00

Operator : TP/1Z

Sample : PB82621BL

Misc :

ALS Vial : 4 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

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 unknownl.04 Concentration Rank 2

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

1.04 81.35 ng 591875 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 38
2 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15CIO 100244-09-5 9
3 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9
4 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
5 Borane, dimethoxy- 74 C2H7BO2 004542-61-4 7

Abundance Scan 13 (1.035 min): BF078403.D (-11) (-) m/z 73.10 100.00%
7B
5000 43
89
55 ‘ 1.00 1.10 1.20 1.30 1.40
"WH“V“'v“ﬁmbWH“l““v“'VHWH'WH”V“'VHW“'W““V" m/z 43.05 49.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 A AAMAR AR UARRE RARA AR B
1.00 1.10 1.20 1.30 1.40
a1 89 m/z 89.10 29.83%
"W”'W”th'hwbﬂ'ﬁn”'ﬂh'ﬂ”'ﬂ”'W”'W”'W“'W”'W”'W”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
73
1.00 1.10 1.20 1.30 1.40
5000 55 m/z 41.05 9.36%
43
27 35 65 81 89 101109 119 129137145
WWWWWWWTWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8446: 2-Hydroxy-2-methylbutyric acid
73 1.00 1.10 1.20 1.30 1.40
43 m/z 45.10 7.03%
55
5000
29
15
"'I”h'I”QMJ”'J“HL“I“QLI”"I'”'?}”éf'”%?g”'l”"I”"I”"I”"I”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 1.00 1.10 1.20 1.30 1.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041015\
Data File : BF078403.D

Acq On : 10 Apr 2015 17:00

Operator : TP/1Z

Sample : PB82621BL

Misc :

ALS Vial : 4 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

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 unknownl.12 Concentration Rank 7

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

1.12 5.09 ng 37051 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 45
2 3-Buten-1-ol, 2-methyl- 86 C5H100 004516-90-9 9
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 9
4 Cyclobutane 56 C4H8 000287-23-0 7
5 2-Butene, (E)- 56 C4H8 000624-64-6 7

Abundance Scan 20 (1.115 min): BF078403.D (-18) (-) m/z 56.10 100.00%
56
84
5000 41
69
“ | 100 120 140
LA AN LAY LA RARAJ AL RASY ALY AAARY KAL) LA RALL AR RARAY AMY ANR) AL LARL A m/z 84.00 71.65%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1465: 1-Pentene, 2-methyl-
56
41
5000 AN A IR
27 69 84 1.00 1.20  1.40
m/z 41.10 50.14%
o0 3033 38 44 5953 6165 | 747781
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
2 100 120 140
5000 29 m/z 55.10 44 _35%
53 68
1519 26 32 38 44 50 59 65 't 8386

mmﬁwmmmmm
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90

Abundance #1471: Cyclopentane, methyl- A VAN R

56 1.00 1.20 1.40
m/z 39.10 39.23%

41
5000 69
28
84
15 34‘ ‘ 5053‘ 65

T e T N B N BELEE A e o

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 1.00 1.20 1.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041015\
Data File : BF078403.D

Acq On : 10 Apr 2015 17:00

Operator : TP/1Z

Sample : PB82621BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me...

Concentration Rank 6

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

4.52 11.27 ng 82009 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 3-0Octanol 130 C8H180 000589-98-0 28
5 Ethanone, 1-(2-methylcyclopropyl)- 98 C6H100 000930-56-3 9

Abundance Scan 318 (4.522 min): BFO78403.D (-316) (-) m/z 43.05 100.00%
43
59
5000
101 BESARDLARINARE AR
a3 4.20 4.40 4.60 4.80
R e L S e e e SO T m/z 59.10 55.63%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L A AN LR AR
59 420 440 460 480
m/z 101.10 18.69%
25 3! 37 | 83 g3
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
- 420 4.40 460 480
5000 m/z 58.10 16.09%
29 101
15 37 51 73 8 95
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R B
59 4.20 4.40 4.60 4.80
m/z 41.10 10.11%
5000 41
31
‘ 69 87
"'I'%é'l"'hl"' Jiﬁ"'léﬁuk"' 'ﬂi""l""l "??I""I' SRR SRR SRR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041015\
Data File : BF078403.D

Acq On : 10 Apr 2015 17:00

Operator : TP/1Z

Sample : PB82621BL

Misc :

ALS Vial : 4 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

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 6 unknown6.57 Concentration Rank 1

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

6.57 100.05 ng 727956 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 497 (6.567 min): BF078403.D (-495) (-) m/z 132.00 100.00%
132
5000 68
0 o || % o5 6u0 5o 650 700
I B e B B m/z 68.10 44 .82%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14006: 5-Aminoindole
132
5000 LA RS RS SRR
620 640 6.60 6.80 7.00
104 m/z 134.00 32.38%
51 66 77 ‘
14 27 39 7 | . 89 | 115 |
miz--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 640 6.60 6.80 7.00
5000 gg 116 m/z 66.10 28.26%
158 189
miz--> 20 40 60 80 100 120 140 160 180 )
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R o R o
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17.26%
117
5000
39 91
7t en lmL )
| i | A | | m
m/z--> 20 Jo 60 80 100 120 140 160 180 620 640 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041015\
Data File : BF078403.D

Acq On : 10 Apr 2015 17:00

Operator : TP/1Z

Sample : PB82621BL

Misc :

ALS Vial : 4 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]
unknownl .04 1.04 81.3 ng 591875 1 6.85 145521 20.0
unknownl.12 1.12 5.1 ng 37051 1 6.85 145521 20.0
2-Pentanone, 4-hy... 4.52 11.3 ng 82009 1 6.85 145521 20.0
unknown6 .57 6.57 100.1 ng 727956 1 6.85 145521 20.0
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