LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110117\
Data File : BF100062.D

Aca On : 1 Nov 2017 23:18

Operator : SJ/JU

Sample : 16140-01

Misc :

ALS Vial : 20 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-BF102317.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 4.993 491 494 512 rBV 71881 116395 4.84% 0.773%
2 5.398 560 563 595 rBV 813406 1047049 43.52% 6.957%
3 6.422 734 737 755 rBV 543934 714122 29.69% 4._.745%
4 6.551 755 759 773 rVB 1897239 1741617 72.40% 11.571%
5 6.781 794 798 807 rBV 468842 466621 19.40% 3.100%

6.934 820 824 842 rBV 1861578 1635952 68.01% 10.869%
7.351 891 895 913 rBV 1258643 1196666 49.74% 7.951%
8.063 1013 1016 1033 rBvV 725374 627615 26.09% 4._.170%
8.628 1109 1112 1117 rBB 38057 37070 1.54% 0.246%
9.139 1195 1199 1202 rBV 2582323 2405633 100.00% 15.983%

=
QO ~NO®

11 9.822 1311 1315 1325 rVB 800326 657063 27.31% 4 _.366%
12 10.539 1434 1437 1441 rBV 52957 40750 1.69% 0.271%
13 10.622 1447 1451 1462 rBV 1211970 1107756 46.05% 7.360%
14 11.328 1568 1571 1580 rBV 621688 558293 23.21% 3.709%
15 13.098 1867 1872 1875 rBV 1668038 1778522 73.93% 11.817%

16 14.269 2067 2071 2084 rBV3 12189 25098 1.04% 0.167%
17 14.474 2102 2106 2115 rVB 393040 454625 18.90% 3.021%
18 16.515 2448 2453 2464 rBV 307598 440188 18.30% 2.925%

Sum of corrected areas: 15051035
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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

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110117\

- BF100062.D

- 1 Nov 2017 23:18

- 373U

- 16140-01

- 20 Sample Multiplier: 1

: Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BF100062.D

6.55

5.40
6.42

4.99 L

6.93

6.78

7.35

0
Time-->

5.00

5.50
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2500000

2000000

1500000

1000000

500000

0

TIC: BF100062.D

10.62

8.06 9.82
11.33

10.

A
T T T T T T T [ 1 T T T [ T T T 7T

13.10

Time-->

9.50 10.00 10.50 11.00 11.50 12.00

12.50

13.00 13.50

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BF100062.D

14.47

1427J\

16.52

Time-->

18.00

17.00 17.50

16.00 16.50

14.00 14.50

15.00 15.50

18.50
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8270-BF102317.M Thu Nov 02 16:55:53 2017

Page: 2




Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110117\
Data File : BF100062.D

Aca On : 1 Nov 2017 23:18

Operator : SJ/JU

Sample : 16140-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.99 4.99 ng 116395 1,4-Dichlorobenzene-d4 6.78
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 23
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 494 (4.993 min): BF100062.D (-491) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 AR S AR R
| 83.0 4.60 4.80 5.00 5.20 5.40
o} S . m/z 59.00 64.39%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L LS LRI R
59.0 460 480 500 520 5.40
m/z 101.00 25.12%
31.0 g3 1010
O'W'“Wﬂ'“T“'w'”'w'“l“'w“”'w'“”“'w'“'w'”l”'w'“'l
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520 540
5000 210 m/z 58.10 16.89%
o 73.0 126.0 1420
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3159: 5-Hexen-2-one R
43.0 4.60 4.80 5.00 5.20 5.40

m/z 41.10 9.98%
5000

55.0
27.0 | 710 830 980

O AR AN R R s R e m e A ARERAR AR AR RRRRARAY  REAREEEEEamaEt L

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110117\
Data File : BF100062.D

Aca On : 1 Nov 2017 23:18

Operator : SJ/JU

Sample : 16140-01

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 2 unknown6.55 Concentration Rank 1

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

6.55 74.65 ng 1741620 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 10
4 Xenon 132 Xe 007440-63-3 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 759 (6.551 min): BF100062.D (-755) (-) m/z 132.00 100.00%
132.0
5000
68.1
960 """""""""'l'
40.1 54.0 6.20 6.40 6.60 6.80
Ot bl 280 L 4980 M| Tm/z 68.10 34.65%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 BN AR RS SRR
6.20 6.40 6.60 6.80
210 510 m/z 134.00 32.28%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
6.20 640 6.60 680
5000 67.0 m/z 66.10 20.65%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14500: 1H-Indazole, 7-methyl-
132.0 6.20 6.40 6.60 6.80
m/z 96.00 13.56%
5000
51.0 770 104.0
39.0
ool el 870l w50 b N
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF110117\
Data File : BF100062.D

Acq On : 1 Nov 2017 23:18

Operator : SJ/JU

Sample : 16140-01

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .M
Quant Title : 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]
2-Pentanone, 4-hy... 4.99 5.0 ng 116395 1 6.78 466621 20.0
unknown6 .55 6.55 74.7 ng 1741620 1 6.78 466621 20.0
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