LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062016\
Data File : BF088182.D

Aca On : 20 Jun 2016 20:24

Operator : UM/SJ

Sample : PB91363BL

Misc :

ALS Vial : 12 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-BF060716.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 1.655 4 6 14 rVvVv 324231 683852 27.23% 3.136%
2 1.770 14 16 24 rVV 1026919 1717985 68.41% 7.879%
3 1.873 24 25 54 rvB2 83597 351737 14.01% 1.613%
4 4.113 219 221 235 rBV 340920 500516 19.93% 2.295%
5 4.833 279 284 286 rBVY 1026549 1696072 67.54% 7.778%

5.267 320 322 338 rBV 1317704 1256494 50.03% 5.762%
5.667 355 357 360 rBV 99624 92062 3.67% 0.422%
1358278 1266409 50.43% 5.808%
6.433 422 424 427 rBV 1391608 1264068 50.33% 5.797%
6.662 443 444 447 rBV 557646 566862 22.57% 2.600%
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11 6.822 455 458 460 rBV 1761207 1552108 61.80% 7.118%
12 7.233 492 494 497 rBV 1131191 1129000 44.96% 5.177%
13 7.953 555 557 559 rBvV 750047 791888 31.53% 3.632%
14 9.028 648 651 654 rBV 2168694 2252993 89.71% 10.332%
15 9.702 707 710 712 rBV 804757 906948 36.11% 4_.159%

16 10.479 776 778 781 rBv2 606780 756357 30.12% 3.469%
17 11.176 837 839 841 rBV 1059865 936710 37.30% 4._.296%
18 12.765 975 978 980 rBV 1865323 2511341 100.00% 11.517%
19 13.805 1066 1069 1071 rBV 910569 891712 35.51% 4._.089%
20 15.177 1186 1189 1197 rBV 582778 680867 27.11% 3.122%

Sum of corrected areas: 21805981
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF062016\

BF088182.D

20 Jun 2016 20:24

UM/SsJ

PB91363BL

12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062016\
Data File : BF088182.D

Aca On : 20 Jun 2016 20:24

Operator : UM/SJ

Sample : PB91363BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Propane, 1,1-dimethoxy- Concentration Rank 7

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

1.87 12.41 ng 351737 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 64
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 9
3 Glvcine 75 C2H5NO2 000056-40-6 7
4 Methanamine. N.N-dimethvl-. N-oxide 75 C3H9NO 001184-78-7 4
5 1,3-Dioxolane, 2-(chloromethyl)- 122 C4H7CI02 002568-30-1 4

Abundance Scan 25 (1.873 min): BF088182.D (-24) (-) m/z 75.05 100.00%
75
5000
45
| | s 180 200 220
o ] T m/z 73.05 70.69%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4789: Propane, 1,1-dimethoxy-
75
5000 29 45 L L LR R
1.80 200 2.20
m/z 45.00 33.12%
o M P T el e 103
mz-> 20 30 40 50 60 70 80 90 100 110
Abundance
73
ﬂ"W""I""I"”
1.80 200 220
5000 m/z 41.10 21.14%
45
29
o 39 || 509 67 101
mz-> 20 30 40 50 60 70 80 90 100 110
Abundance #87OGchme LI L R L L L B L B
30 1.80 200 220
m/z 47.00 8.93%
5000
75
o I P57 e
m/z--> 20 30 40 50 60 70 8 90 100 110 180 200 220
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062016\
Data File : BF088182.D

Aca On : 20 Jun 2016 20:24

Operator : UM/SJ

Sample : PB91363BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 3-Penten-2-one, 4-methyl- Concentration Rank 6

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

4.11 17.66 ng 500516 1,4-Dichlorobenzene-d4 6.66
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 90
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 86
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2,4-Azetidinedione, 3,3-diethyl- 141 C7H11NO2 042282-85-9 78

Abundance Scan 221 (4.113 min): BF088182.D (-219) (-) m/z 83.10 100.00%
55 g3
5000
43 98
R EEm e
3.80 4.00 4.20 4.40
0 ..,....,....,..??Ll.-‘..‘.‘?n'.:.,6.2.??,...77.,.:..,....',.... m/z 55.10 82.41%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55 83
5000 43 U S R LR U
29 98 3.80 4.00 4.20 4.40
m/z 98.10 36.70%
0 \‘\‘ 3%\\\ 49\ ‘ | 61 67 7 ! 89 .
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance
83
43 5 380 400 420 440
5000 m/z 43.05 30.59%
29 98
15 38
S S S U S S UL SIS FUL I I B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3398: 2-Pentene, 3,4-dimethyl-, (E)- I EREEEEE S EmE AT
5 83 3.80 4.00 4.20 4.40
m/z 39.10 20.92%
5000 41 98
27 69
Uns |'%§'| "'M“' "'M*"'%?““ l'|§?'hh "??I R R S U S R L U
m/z--> 10 20 30 40 50 60 70 80 90 100 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062016\
Data File : BF088182.D

Aca On : 20 Jun 2016 20:24

Operator : UM/SJ

Sample : PB91363BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 5 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

4.83 59.84 ng 1696070 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Guanidine 59 CH5N3 000113-00-8 43
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 284 (4.833 min): BF088182.D (-279) (-) m/z 43.05 100.00%
a3
59
5000
101 B & G
440 460 4.80 5.00 5.20
83
o...,....,....,....',':...?.1.~!~.|,...‘??....,.-...,....-,....,....,....,....,...., m/z 59.10 67.99%
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 59 USRS UL S L
440 4.60 4.80 5.00 5.20
m/z 101.10 26 .48%
31 83 g3 101
O P T e T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43 59
440 460 480 500 520
5000 18 m/z 58.10 18.26%
28
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 S T
59 440 460 4.80 5.00 5.20
m/z 41.10 9.10%
5000 41
68
0 150 . 126 142 .
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 4.40 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062016\
Data File : BF088182.D

Aca On : 20 Jun 2016 20:24

Operator : UM/SJ

Sample : PB91363BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 6 2-Pentanone, 4-methoxy-4-me... Concentration Rank 8

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

5.67 3.25 ng 92062 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 83
2 1.3-Dioxolane. 2-(3-i1odopropvI)- 242 C6H11102 058135-25-4 28
3 Pentanoic acid. 4-oxo- 116 C5H803 000123-76-2 12
4 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 9
5 Borane, dimethoxy- 74 C2H7BO2 004542-61-4 9

Abundance Scan 357 (5.667 min): BF088182.D (-355) (-) m/z 73.10 100.00%
43 73
5000
55 | gg 100119 540 560 580 600
ol b A e e e e e m/z 43.00 82.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13501: 2-Pentanone, 4-methoxy-4-methyl-
73
43
5000 R U L L R
540 5.60 5.80 6.00
115 m/z 115.10 13.61%
. 29 | 55 g5 100
iz 20 40 60 8 100 130 130 1% 180 280 230 230
Abundance
73
540 560 580 600
5000 m/z 41.10 8.45%
45
27 115
ol 15 57 86 98 127 141 155 197 241
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8030: Pentanoic acid, 4-oxo- B o
43 540 5.60 5.80 6.00
m/z 100.10 6.51%
5000
56
27
0 \‘\ Ii] \‘ 73 85 101 116
m/z--> 20 40 60 8|0 100 120 140 160 180 200 220 240 540 560 580 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062016\
Data File : BF088182.D

Aca On : 20 Jun 2016 20:24

Operator : UM/SJ

Sample : PB91363BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 7 unknown6.43 Concentration Rank 4

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

6.43 44 _60 ng 1264070 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 424 (6.433 min): BF088182.D (-422) (-) m/z 132.00 100.00%
32
5000 68
6 ———————
40 ., 54 | 75 104 6.00 6.20 6.40 6.60 6.80
0 ..,....,....,....,".'..?,::..??...' SRR -1 A W . [ N m/z 68.10 40.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R S B R
6.00 6.20 6.40 6.60 6.80
2 78 m/z 134.00 32.40%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 620 6.40 6.60 6.80
5000 m/z 66.10 26.27%
104
oL 14 27 37 4451 58 % 77 599, | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine A B e A LR
132 6.00 6.20 6.40 6.60 6.80
o7 m/z 69.10 16.44%
5000 0
52
0 8t 44 60 78 86 105 116
m/z--> 10 20 30 40 55 éo fo 85 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80

8270-BF060716.M Tue Jun 21 16:56:50 2016 Page: 7



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062016\
Data File : BF088182.D

Acq On : 20 Jun 2016 20:24

Operator : UM/SJ

Sample : PB91363BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.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]
Propane, 1,1-dime... 1.87 12.4 ng 351737 1 6.66 566862 20.0
3-Penten-2-one, 4. .. 4.11 17.7 ng 500516 1 6.66 566862 20.0
2-Pentanone, 4-hy... 4.83 59.8 ng 1696070 1 6.66 566862 20.0
2-Pentanone, 4-me. .. 5.67 3.3 ng 92062 1 6.66 566862 20.0
unknown6 .43 6.43 44.6 ng 1264070 1 6.66 566862 20.0
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