LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122316\
Data File : BF091949.D
Aca On - 24 Dec 2016 4:13 Instrument :
Operator : UM/SJ gﬁA{s el

- _ lentosampleld :
3?22'6 : H6205-04 EAST-NY-FB-1-122016
ALS Vial : 32 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-BF122116.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 4.899 243 246 252 rBV 545405 824867 13.40% 2.025%
2 5.367 285 287 290 rBVY 3016342 2994727 48.67% 7.353%
3 6.419 376 379 381 rBVY 1753153 1708499 27.76% 4.195%
4 6.522 385 388 390 rBVY 5159907 4812445 78.21% 11.816%
5 6.739 405 407 409 rBV 1366356 1208025 19.63% 2.966%

6.899 418 421 423 rVB 4533464 4711106 76.56% 11.568%
7.310 454 457 459 rBV 3615634 3846887 62.51% 9.446%
8.019 517 519 522 rBV 1103216 1499373 24.37% 3.682%
6447088 6153553 100.00% 15.109%
9.779 670 673 675 rBV 1406794 1657453 26.93% 4_.070%
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11 10.568 739 742 744 rBV 3314550 3300485 53.64% 8.104%
12 11.253 800 802 805 rBV 1561519 1416617 23.02% 3.478%
13 12.671 924 926 928 rBV 87993 72860 1.18% 0.179%
14 12.842 938 941 944 rBV 4407578 4455474 72.40% 10.940%
15 13.882 1030 1032 1035 rBV 899174 1036277 16.84% 2.544%

16 15.288 1152 1155 1164 rBV 718996 1028322 16.71% 2.525%

Sum of corrected areas: 40726970
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122316\

Data File : BF091949.D

Aca On - 24 Dec 2016 4:13

Operator : UM/SJ

ﬁ?ggle i H6205-04 EAST-NY-FB-1-122016
ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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: BF091949.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122316\
Data File : BF091949.D

Aca On : 24 Dec 2016 4:13

Operator : UM/SJ

Sample : H6205-04

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.90 13.66 ng 824867 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 246 (4.899 min): BF091949.D (-243) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.1
83.0 4.60 4.80 5.00 5.20
Ofrrrrrerrrrr e b e e e e e e m/z 59.10 60.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 DR SR S R
460 4.80 5.00 5.20
59.0 m/z 101.10 22.52%
27\0\ 1] 71.0 83.0 10%.0
) R R SN AN ARAR RRARA RARSA AN AARAN LALA SALRS RS RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520
5000 41.0 m/z 58.10 15.46%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3993: Morpholine, 4-methyl-
43.0 4.60 4.80 5.00 5.20
m/z 41.10 9.25%
5000
101.0
15.0 270 71.0
o L Th %60 | gep
R AR AN IR UL R I IR UL AN SN LA B SRS BARRY IR RS LR S R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122316\

Data File : BF091949.D

Aca On - 24 Dec 2016 4:13

Operator : UM/SJ

ﬁ?ggle i H6205-04 EAST-NY-FB-1-122016
ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 unknown6.52 Concentration Rank 1

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

6.52 79.67 ng 4812450 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 388 (6.522 min): BF091949.D (-385) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 SRR AR A SRR
400 40 ‘ ‘ 6.20 6.40 6.60 6.80
0 ..,....,....'l'.'...,:!..,.:.-.|,..7.8.,0....,..!.,’.1?‘?.?.1.1.7.,0...., lrr | [m/z 68.10 47.01%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRR AR A SRR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.75%
| P H 1 7$0 L
A AR AR RS AN RS RAARA RS LA RN SR SRR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.20 640 660 680
5000 m/z 66.10 28.84%
63.0 81.0
T e PR NI T A S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13916: Benzene, 1,3,5-trifluoro- T |A- TOTT T T T[T T
132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.54%
5000
63.0 81.0
31.0 50.0 ‘ 10‘1011‘20 |
O R o A R L e et e b ey
m/z--> 2'0 3'0 4'0 5'0 6|0 7'0 8|0 9'0 1(')0 11'0 150 150 140 6. I20 6. I40 6. 60 6|80 !
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122316\

Data File : BF091949.D

Acq On : 24 Dec 2016 4:13

Operator : UM/SJ

ﬁ?ggle i H6205-04 EAST-NY-FB-1-122016
ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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]
2-Pentanone, 4-hy... 4.90 13.7 ng 824867 1 6.74 1208030 20.0
unknown6 .52 6.52 79.7 ng 4812450 1 6.74 1208030 20.0
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