LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121715\
Data File : BF083870.D
Aca On - 17 Dec 2015 6:20 Instrument :
Operator : UM/SJ EﬁAfs el

- _ lentosampleld :
3?22'6 : G4775-17 COMPOSITE-B-20150873
ALS Vial : 29 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-BF121315.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 4.453 204 207 213 rBV 366165 439581 15.53% 1.934%
2 5.093 260 263 268 rBV 368460 479355 16.93% 2.109%
3 5.516 297 300 302 rBVY 1748498 1956993 69.13% 8.610%
4 6.533 386 389 391 rBVY 1568622 1857256 65.61% 8.171%
5 6.659 398 400 403 rBVY 1579489 2035792 71.91% 8.956%

6 6.887 418 420 423 rBvV 604442 626616 22.14% 2.757%
7 7.047 432 434 437 rBV 1778051 1669963 58.99% 7.347%
8 7.402 463 465 467 rBvV 55135 40356 1.43% 0.178%
9 7.459 467 470 472 rBV 1030286 1442142 50.94% 6.345%
10 8.179 530 533 537 rBv2 937734 1308753 46.23% 5.758%
11 8.888 593 595 597 rBvV 94495 77959 2.75% 0.343%
12 8.991 601 604 606 rvB 48602 43624 1.54% 0.192%

13 9.253 624 627 629 rBV 2904083 2686229 94.89% 11.818%
14 9.928 684 686 688 rBY 1106691 1046476 36.97% 4.604%
15 10.133 702 704 707 rVB 58818 48980 1.73% 0.215%

16 10.476 732 734 736 rVB 67402 55626 1.96% 0.245%
17 10.716 752 755 758 rBV 1630121 1587337 56.07% 6.983%
18 11.414 813 816 818 rBV 1244750 1117098 39.46% 4.915%
19 13.002 952 955 957 rBV 2407178 2830859 100.00% 12.454%
20 14.042 1044 1046 1049 rBvV 662476 738694 26.09% 3.250%

21 15.494 1170 1173 1183 rBV 397405 640580 22.63% 2.818%

Sum of corrected areas: 22730269
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121715\

Data File : BF083870.D

Aca On - 17 Dec 2015 6:20

Operator : UM/SJ

ﬁ?ggle : G4775-17 COMPOSITE-B-20150873
ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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: BF083870.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121715\

Data File : BF083870.D

Aca On - 17 Dec 2015 6:20

Operator : UM/SJ

ﬁ?ggle : G4775-17 COMPOSITE-B-20150873
ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4.45 14.03 ng 439581 1,4-Dichlorobenzene-d4 6.89
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 207 (4.453 min): BF083870.D (-204) (-) m/z 83.10 100.00%
55 3
5000
43 98
420 4.40 4.60 4.80
0 ...,....,....,..??Ll:..‘.‘?l.'.:.??.‘??,...7?,.:..,....,.... m/z 55.10 81.72%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 R LR UL R
29 98 420 4.40 4.60 4.80
m/z 98.10 33.91%
0 \‘\ ‘ 37\‘\ Ly 49\ ‘ | 61 67 7 ! 89 .
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
83
55 420 4.40 460 480
5000 43 m/z 43.10 32.45%
98
29
0 23 37 49 63 69 77 91
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- e R L RAS
5 83 420 4.40 4.60 4.80
m/z 39.10 21.90%
41
5000 7 o8
15 ‘ 69
0 ...,..t.,..::h.34.a;:..?%ahl.,??.hﬁ..??,ul..?%...q.... e ——
m/z--> 10 20 30 40 50 60 70 8 90 100 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121715\

Data File : BF083870.D

Aca On - 17 Dec 2015 6:20

Operator : UM/SJ

ﬁ?ggle : G4775-17 COMPOSITE-B-20150873
ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.09 15.30 ng 479355 1,4-Dichlorobenzene-d4 6.89
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. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Acetone 58 C3H60 000067-64-1 10
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 263 (5.093 min): BF083870.D (-260) (-) m/z 43.10 100.00%
43
59
5000
101 R B S
83 480 5.00 5.20 5.40
0...,....,....,....,....',..-..‘?.1.-.-!,...‘.3?....,.-...,...:,....,....,....,....,...., m/z 59.10 63.40%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LRI R LI I I
59 480 500 520 5.40
m/z 101.10 25.42%
15 31 ‘ 101
0'”P”WJ”PNN””w”?{“P”W””ﬁaﬁ”“m”ﬁ””P”W””P”W
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 M m/z 58.10 18.02%
68
o 50 126 142
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #205: Acetone T
43 480 5.00 5.20 5.40
m/z 41.10 9.43%
5000
15
58
0 2 . 2\\? 1
RS SN AR RN NLARS RRARE SN ARREE R NARRA RS LARASERRAS LRSS UARS RRRRY U U L TR
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121715\

Data File : BF083870.D

Aca On - 17 Dec 2015 6:20

Operator : UM/SJ

ﬁ?ggle : G4775-17 COMPOSITE-B-20150873
ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121315.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 3 unknown6.66 Concentration Rank 1

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

6.66 64 .98 ng 2035790 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 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 400 (6.659 min): BF083870.D (-398) (-) m/z 132.00 100.00%
32
5000 68
40 ‘ 75 0 640 6.60 6.80 7.00
54 104 . . . .
0 .,....,...:I'!..?,:.'..?.1:~.-.|,..':'.,..f.‘?,....,.'!..,.1.1?.,...., | N m/z 68.10 44.12%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 U SRR UL UL SRR
6.40 6.60 6.80 7.00
3, 5 78 m/z 134.00 32.08%
0'P'”I”JM'h'm'”l”'“'”'v”'v'”l”'W'”'P'”I“"”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 6.80 7.00
5000 m/z 66.10 28.68%
33 44 o g7 105
o 51 60 8 g6 115
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e T R )
132 6.40 6.60 6.80 7.00
m/z 69.10 18.51%
117
5000
39 91
51 65
A - R TSN Yo o - N B PR | 0 | S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

8270-BF121315.M Thu Dec 17 18:24:35 2015 Page: 5



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121715\

Data File : BF083870.D

Acq On = 17 Dec 2015 6:20

Operator : UM/SJ

ﬁ?ggle - G47r5-17 COMPOSITE-B-20150873
ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121315_.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]
3-Penten-2-one, 4... 4.45 14.0 ng 439581 1 6.89 626616 20.0
2-Pentanone, 4-hy... 5.09 15.3 ng 479355 1 6.89 626616 20.0
unknown6 .66 6.66 65.0 ng 2035790 1 6.89 626616 20.0
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