LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071415\
Data File : BF080479.D

Acq On 15 Jul 2015 8:10

Operator : TP/UM

Sample : PB84497BL

Misc :

ALS Vial : 12 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:\HPCHEMI1\BNA_F\METHODS\8270-BF071415_.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

2.155 4 6 16 rvv 79656 155802 19.27% 2.698%
2.293 16 18 26 rvB2 5862 15941 1.97% 0.276%
rBB2 5580 11708 1.45% 0.203%
5.333 282 284 303 rBV 294309 321454 39.76% 5.566%
5.756 319 321 334 rBV 496941 479644 59.33% 8.305%
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6.144 353 355 361 rBB 16571 24296 3.01% 0.421%
6.762 407 409 419 rBvV 531519 509327 63.00% 8.819%
rBv 655656 533753 66.03% 9.242%
7.127 439 441 443 rBvY 113566 119753 14.81% 2.074%
7.276 453 454 457 rBvV 278830 370028 45.77% 6.407%
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11 7.687 488 490 492 rBvV 376155 302704 37.44% 5.241%
12 8.407 551 553 556 rBvV 185339 174813 21.62% 3.027%
13 9.482 645 647 650 rBvV 773588 626757 77.53% 10.852%
14 10.168 705 707 710 rBB 196328 201158 24.88% 3.483%
15 10.956 774 776 779 rBv2 252163 344241 42 .58% 5.961%

16 11.665 836 838 840 rBV 287115 232020 28.70% 4.017%
17 13.322 980 983 985 rBV 869226 808407 100.00% 13.998%

18 14.557 1088 1091 1094 rBV 253660 262414 32.46% 4.544%
19 16.317 1242 1245 1249 rBV 184463 281123 34.77% 4._.868%

Sum of corrected areas: 5775343
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071415\
Data File : BF080479.D

Acq On : 15 Jul 2015 8:10

Operator : TP/UM

Sample : PB84497BL

Misc :

ALS Vial :© 12 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF071415.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF080479.D
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Abundance TIC: BF080479.D
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Abundance TIC: BF080479.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071415\
Data File : BF080479.D

Acq On 15 Jul 2015 8:10

Operator : TP/UM

Sample - PB84497BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071415_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 3 unknown5.33 Concentration Rank 3

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

5.33 53.69 ng 321454 1,4-Dichlorobenzene-d4 7.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 3-Pentanol 88 C5H120 000584-02-1 9

Abundance Scan 284 (5.333 min): BF080479.D (-282) (-) m/z 43.10 100.00%
a3
59
5000
101
51 | 83 | 5.00 520 5.40 5.60
o) BN S P A m/z 59.10 56.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 5.00 5.20 5.40 5.60
m/z 101.10 17.62%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 500 520 540 560
5000 m/z 58.10 14 .15%
29 101
o 15 73 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 1
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester E Eam e R mam

59 5.00 5.20 5.40 5.60
m/z 41.10 9.14%

5000 41

68
1 50, 126 142

T T EEE R el

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.00 5.20 5.40 5.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071415\
Data File : BF080479.D

Acq On 15 Jul 2015 8:10

Operator : TP/UM

Sample - PB84497BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071415_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 4 2-Pentanone, 4-methoxy-4-me... Concentration Rank 5

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

6.14 4_.06 ng 24296 1,4-Dichlorobenzene-d4 7.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 74
2 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 5
3 Heptane 100 C7H16 000142-82-5 4
4 Morpholine, 2,6-dimethyl- 115 C6H13NO 000141-91-3 4
5 N-trimethylsilylaziridine 115 C5H13NSi 002116-90-7 4

Abundance Scan 355 (6.144 min): BF080479.D (-353) (-) m/z 43.10 100.00%
a3 73
5000
A
55 100 15 580 6.00 6.20 6.40
Ol e b e | M/z 73.10  89.53Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43 73
5000 RS SR AR R
5.80 6.00 6.20 6.40
m/z 115.10 12.81%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
30 43 73
580 6.00 620 640
5000 58 m/z 41.10 12.23%
15
24 52
G S R A LS RS AR RS RS LSS SRR SRR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3892:Heptane L L L B B L
43 5.80 6.00 6.20 6.40
m/z 42.10 7.54%
5000 57 71
29
100
oL 15 L‘ 37| 51| es| 8
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 580 600 620 640
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071415\
Data File : BF080479.D

Acq On 15 Jul 2015 8:10

Operator : TP/UM

Sample - PB84497BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071415_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 5 unknown6.90 Concentration Rank 1

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

6.90 89.14 ng 533753 1,4-Dichlorobenzene-d4 7.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 421 (6.899 min): BF080479.D (-419) (-) m/z 132.00 100.00%
5000

6.60 6.80 7.00 7.20

01 m/z 68.10 44 .74%
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 R
5000 LI B L L L L LB L BB |
6.60 6.80 7.00 7.20
0
31 51 78 m/z 134.00 31.27%
38
0 ‘ 1 H N !
B e R B e ARRRA RS B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
B Sl
6.60 6.80 7.00 7.20
5000 m/z 66.10 28.33%
33 44 o g7 105
78
0 51 60 86 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 f\
Abundance #14006: 5-Aminoindole e e R m e )

132 6.60 6.80 7.00 7.20
m/z 69.10 18.23%

5000

104
66
14 27 37445158 7 7T g9 97 | 115 ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071415\
Data File : BF080479.D

Acq On 15 Jul 2015 8:10

Operator : TP/UM

Sample : PB84497BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071415_.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]
unknown5 .33 5.33 53.7 ng 321454 1 7.13 119753 20.0
2-Pentanone, 4-me... 6.14 4.1 ng 24296 1 7.13 119753 20.0
unknown6 .90 6.90 89.1 ng 533753 1 7.13 119753 20.0
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