LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094712.D

Aca On : 30 Apr 2017 14:11

Operator : SJ/MA

Sample = PB98552BL

Misc :

ALS Vial : 7 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-BF041717 .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

3.384 241 246 260 rBV 1547466 1582245 47.20% 5.966%
3.943 333 341 344 rBV 2103483 3064299 91.40% 11.554%
rBvV 1675674 1788510 53.35% 6.744%
4.701 467 470 478 rBvV 240688 227003 6.77% 0.856%
5.390 583 587 605 rBV 1798045 1748174 52.14% 6.592%
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5.519 605 609 618 rvB 2079377 1877926 56.01% 7.081%
5.766 647 651 657 rBvV 712205 613377 18.30% 2.313%
5.942 677 681 685 rBV 2309116 2122535 63.31% 8.003%
6.419 757 762 765 rBV 1536432 1634005 48.74% 6.161%
7.254 901 904 913 rBV 853381 835283 24.91% 3.149%

=
QO ~NO®

11 8.578 1125 1129 1133 rBV 3061992 3227366 96.27% 12.169%
12 9.389 1263 1267 1281 rBV2 945238 954652 28.48% 3.600%
13 10.366 1429 1433 1445 rBvV 963671 990750 29.55% 3.736%
14 11.213 1573 1577 1587 rBV 999526 992769 29.61% 3.743%
15 13.195 1908 1914 1918 rBV 2916147 3352548 100.00% 12.641%

16 14.465 2125 2130 2137 rBV 844666 885437 26.41% 3.339%
17 16.095 2402 2407 2417 rBV 503974 624311 18.62% 2.354%

Sum of corrected areas: 26521190
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF043017\

BF094712.D

30 Apr 2017 14:11

SJ/MA

PB98552BL

7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P
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TIC: BF094712.D
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TIC: BF094712.D
8|58
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Time-->
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13.50
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TIC: BF094712.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094712.D

Aca On : 30 Apr 2017 14:11

Operator : SJ/MA

Sample - PB98552BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

3.38 51.59 ng 1582250 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80

Abundance Scan 245 (3.378 min): BF094712.D (-241) (-) m/z 83.10 100.00%
55 83
5000 43 o8
50 3.00 3.20 3.40 3.60 3.80
0 ...,....,....,..?7:|i':...;'.|.:.?1..‘?7.,...7?,.:..,....,...., m/z 55.10 88.79%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55 83
5000 43 RN AR LR
29 98 3.00 3.20 3.40 3.60 3.80
m/z 43.00 36.52%
0 ‘ 37“‘ 49 ||, 61 67 77 | 89
miz--> 2 30 40 s 60 70 s 0 10
Abundance
83
55
43 3.00 3.20 3.40 3.60 3.80
5000 m/z 98.10 34.17%
29
98
37 49 62 69
S S S S SR I UL UL UL UL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)- R R R o
5 83 3.00 3.20 3.40 3.60 3.80
m/z 39.10 25.61%
41
5000 7 o8
15 69
0 ...,..t.,..::M.34.agJ..f%ﬂal.,??.hﬁ..??,ul..?%...4...., S |
m/z--> 10 20 30 40 50 60 70 80 90 100 3.00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094712.D

Aca On : 30 Apr 2017 14:11

Operator : SJ/MA

Sample - PB98552BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

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

3.94 99.92 ng 3064300 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 341 (3.943 min): BF094712.D (-333) (-) m/z 42.95 100.00%
43
59
5000
101 SRR K SN
3.60 3.80 4.00 4.20
83
0...,....,....,....','::..‘?.1.'51,...‘.3?....,.-...,...:,....,....,....,....,...., m/z 59.10 61.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I LN L L
59 360 3.80 400 420
m/z 101.10 23.04%
31 83 g3 101
Ot T T P R P e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 360 3.80 4.00 420
5000 m/z 58.10 15.54%
29 101
o 15 73 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester B e R
50 3.60 3.80 4.00 4.20

m/z 41.10 9.32%

5000 41

68
Il 50, 126 142

O e e e e e EEE e A REman R

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094712.D

Aca On : 30 Apr 2017 14:11

Operator : SJ/MA

Sample - PB98552BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 5

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

4.70 7.40 ng 227003 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 83
2 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 12
3 2-Pentanone. 3-methvl- 100 C6H120 000565-61-7 10
4 1.3-Dioxolane. 2-(l-methvlethvl)- 116 C6H1202 000822-83-3 10
5 Acetamide, N-butyl- 115 C6H13NO 001119-49-9 9

Abundance Scan 470 (4.701 min): BF094712.D (-467) (-) m/z 73.10 100.00%
43 3
5000
'[\' rTrTTTTT T T T T T
50 56 g5 100 115 4.40 4.60 4.80 5.00
bl 000 & L "m/z 43.00 98.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13496: 2-Pentanone, 4-methoxy-4-methyl-
43 73
5000 IRBERAARE SRR LLRRE AR
440 4.60 4.80 5.00
m/z 115.10 12.61%
oL 15 P g %5 & g3 10 1P
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
73
440 460 480 500
5000 m/z 41.10 11.73%
41 57
29
15 50
G R S R R UL IS UL RS RN SRS RRARS B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3864: 2-Pentanone, 3-methyl-
43 440 4.60 4.80 5.00
m/z 39.10 7.41%
5000
29 57
72
0 L 37“‘ 51»‘ 63 85 100
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 440 460 480 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043017\
Data File : BF094712.D

Aca On : 30 Apr 2017 14:11

Operator : SJ/MA

Sample - PB98552BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown5.52 Concentration Rank 3

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

5.52 61.23 ng 1877930 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 609 (5.519 min): BF094712.D (-605) (-) m/z 132.00 100.00%
5000 68
40 % 520 540 560 580
54 75 104 - - -
o ol A 1A e L | m/z 68.10 38.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 SRS RS S AR
a1 o7 520 5.40 5.60 5.80
53 117 m/z 134.00 32.26%
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
520 540 560 580
5000 m/z 66.00 22_.67%

15 28 39 52 6 77 o0 104 o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 /L
Abundance #14144: 5-Fluoro-2-chloropyrimidine B s

132 520 540 5.60 5.80
m/z 69.10 15.11%

5000

33 44 g7 105

70 78
|5 e 7T e LR

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.20 540 5.60 5.80

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF043017\
Data File : BF094712.D

Acq On : 30 Apr 2017 14:11

Operator : SJ/MA

Sample - PB98552BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
3-Penten-2-one, 4. .. 3.38 51.6 ng 1582250 1 5.77 613377 20.0
2-Pentanone, 4-hy... 3.94 99.9 ng 3064300 1 5.77 613377 20.0
2-Pentanone, 4-me... 4.70 7.4 ng 227003 1 5.77 613377 20.0
unknown5 .52 5.52 61.2 ng 1877930 1 5.77 613377 20.0
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