LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040115\
Data File : BF078166.D

Aca On : 1 Apr 2015 21:57

Operator : TP/1Z

Sample - PB82442BL

Misc :

ALS Vial : 13 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

1.195 25 27 30 rBv 324148 315577 22.76% 3.263%

1

2 1.287 31 35 40 rvB2 12499 33545 2.42% 0.347%
3 1.607 60 63 70 rvB 13099 24189 1.74% 0.250%
4 1.710 70 72 77 rVB 28291 41649 3.00% 0.431%
5 4.739 336 337 344 rBV 55796 97274 7.02% 1.006%

5.299 384 386 389 rBV 801745 854807 61.66% 8.840%
6.602 498 500 503 rBvV 844628 815974 58.86% 8.438%
rBv 879117 908970 65.57% 9.400%
7.013 534 536 539 rBvV 217307 223790 16.14% 2.314%
7.196 550 552 555 rBvV 529479 726288 52.39% 7.511%
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11 7.710 595 597 600 rBvV 485645 513495 37.04% 5.310%
12 8.590 672 674 677 rBV 332587 313766 22.63% 3.245%
13 9.939 790 792 795 rBV 1163100 1166759 84.17% 12.066%
14 10.762 862 864 866 rBvV 364951 370154 26.70% 3.828%
15 11.734 947 949 952 rBV 565235 612917 44.21% 6.338%

16 12.591 1022 1024 1027 rBV 407702 393612 28.39% 4_.070%
17 14.282 1170 1172 1176 rBB 41728 37030 2.67% 0.383%
18 14.591 1196 1199 1201 rBV 1247523 1386259 100.00% 14.335%
19 15.871 1308 1311 1313 rBV 380620 424984 30.66% 4 _.395%
20 17.608 1460 1463 1466 rBV 341211 409152 29.51% 4.231%

Sum of corrected areas: 9670191
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040115\
Data File : BF078166.D

Aca On : 1 Apr 2015 21:57

Operator : TP/1Z

Sample - PB82442BL

Misc :

ALS Vial : 13 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

Abundance TIC: BF078166.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040115\
Data File : BF078166.D

Aca On : 1 Apr 2015 21:57

Operator : TP/1Z

Sample - PB82442BL

Misc :

ALS Vial : 13 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 unknownl.20 Concentration Rank 3

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

1.20 28.20 ng 315577 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 36
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 9
3 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
4 1.3-Dioxolane. 2-(3-bromo-5.5.5-... 352 C10H16BrCI302 1000115-31-4 9
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9

Abundance Scan 27 (1.195 min): BF078166.D (-25) (-) m/z 73.10 100.00%
73
5000 43
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o] NSNS 1 Y Oy A S VMBS m/z 43.10 46.96%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 ESEEBESEEA RN
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a1 89 m/z 89.10 29.57%
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m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2101: Propane, 2-methoxy-2-methy!l- o
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m/z 45.10 6.51%
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040115\
Data File : BF078166.D

Aca On : 1 Apr 2015 21:57

Operator : TP/1Z

Sample - PB82442BL

Misc :

ALS Vial : 13 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.74 8.69 ng 97274 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 37
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 337 (4.739 min): BF078166.D (-336) (-) m/z 43.10 100.00%
a3
59
5000
101 IEAREBENARSENARRE SRR B
83 | 440 4.60 4.80 5.00
)Y W' UV | PN N m/z 59.10 57.50%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR RS N SRR
4.40 4.60 4.80 5.00
59 m/z 101.10 17.63%
0 21 37 53“‘ o7 778 o ‘O
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
21 4.40 460 480 500
5000 m/z 58.10 16.88%
86
51 69 101
e S S S I IS UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- B e R
59 4.40 4.60 4.80 5.00
m/z 41.10 10.49%
5000
a1 101
0% '|'%§'| "”'?&" “JJ'M' |??H”i "'éﬁ" "|§?"| URELR B B IDEARERENARSE RN SRR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040115\
Data File : BF078166.D

Aca On : 1 Apr 2015 21:57

Operator : TP/1Z

Sample - PB82442BL

Misc :

ALS Vial : 13 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 6 unknown6.73 Concentration Rank 1

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

6.73 81.23 ng 908970 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 511 (6.727 min): BF078166.D (-509) (-) m/z 132.00 100.00%
32
5000 68
96 USRS S U
40 47 54 61 | | 75 87 104 6.40 6.60 6.80 7.00
L A | N m/z 68.10 42.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR SRS AR
6.40 6.60 6.80 7.00
3 78 m/z 134.00 31.37%
138 ‘
O T T e
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Abundance
132
6.40 6.60 6.80 7.00
5000 67 m/z 66.10 26.86%
41 97
53 117
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wwmwﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole R mam s B AR
132 6.40 6.60 6.80 7.00
m/z 69.10 16.70%
5000
104
o 14 27 37 4451 58 % T 8597 | 115
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040115\
Data File : BF078166.D

Acq On 1 Apr 2015 21:57

Operator : TP/1Z

Sample : PB82442BL

Misc :

ALS Vial : 13 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]
unknownl1 .20 1.20 28.2 ng 315577 1 7.01 223790 20.0
2-Pentanone, 4-hy... 4.74 8.7 ng 97274 1 7.01 223790 20.0
unknown6.73 6.73 81.2 ng 908970 1 7.01 223790 20.0
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