LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA G\DATA\BG121117\

Data File : BG031464.D

Aca On - 11 Dec 2017 20:29 Instrument :
Operator : SJ/JU ?:II\:gﬁ(t;Sam ol
3?22'6 i 16762-02 12mu7$ogipos
ALS Vial : 14 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 G\METHODS\8270-BG121117.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 5.186 317 323 340 rVB 40534 67735 1.35% 0.412%
2 5.668 399 405 419 rBV 222604 411290 8.18% 2.504%
3 7.277 673 679 698 rBV 132860 286466 5.70% 1.744%
4 7.642 734 741 756 rBV 427700 790412 15.72% 4.812%
5 8.112 814 821 830 rBV 137635 249367 4 .96% 1.518%

8.435 867 876 891 rBV 603565 1095285 21.78% 6.668%
9.275 1011 1019 1033 rBvV 398562 833081 16.56% 5.072%
10.926 1294 1300 1318 rBV 146715 349070 6.94% 2.125%
1468004 2428885 48.29% 14.788%
14.733 1941 1948 1958 rBV2 322415 583145 11.59% 3.550%
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11 16.220 2194 2201 2228 rBV 723387 1286819 25.59% 7.834%
12 17.471 2407 2414 2430 rBV2 506567 860793 17.11% 5.241%
13 20.062 2849 2855 2866 rBV 3737707 5029477 100.00% 30.620%
14 21.743 3134 3141 3154 rBV 640148 1124617 22.36% 6.847%
15 25.021 3687 3699 3716 rBV3 326525 1028761 20.45% 6.263%

Sum of corrected areas: 16425203
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG121117\

Data File : BG031464.D

Aca On : 11 Dec 2017 20:29

Operator : SJ/JU

ﬁ?ggle i 16762-02 120417-FOPI-F-D-S
ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA G\METHODS\8270-BG121117_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BG031464.D

3500000
3000000
2500000
2000000
1500000

1000000

8.43
7.64

5.19 7.28 8.11

T T I T T
350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.
TIC: BG031464.D

500000 9.28

5.67 10.93

0
Time-->
Abundance

00 12.50

20.06

3500000

3000000

2500000

2000000

1500000 13.35

1000000

16.22 21.74
17.47

500000 14.73

0
Time-->
Abundance

13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
TIC: BG031464.D

3500000

3000000

2500000

2000000

1500000

1000000

500000 25.02

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG121117\

Data File : BG031464.D

Aca On : 11 Dec 2017 20:29

Operator : SJ/JU

ﬁ?ggle i 16762-02 120417-FOPI-F-D-S
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG121117 .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.

5.19 5.43 ng 67735 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 35
3 Propanoic acid. 2-hvdroxv-2-methvl- 104 C4H303 000594-61-6 25
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Thiocyanic acid, propyl ester 101 C4H7NS 004251-16-5 9

Abundance Scan 324 (5.192 min): BG031464.D (-317) (-) m/z 43.00 100.00%

43.0
59.1
5000

101.0 LI DL IR L L L L B L LI
4.80 5.00 5.20 5.40 5.60

83.1
0...,....,....,....',':...,..-!-I,....,....,.-...,...:,|....,. m/z 59.10 54.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LIS L L L L L B L L B LB
590 480 500 520 5.40 5.60
m/z 58.00 17.38%
o 3o | 830 93,0'%1"
T T T T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
31.0 59.0
480 5.00 5.20 5.40 5.60
5000 m/z 101.00 16.69%
41.0
50.0 730  g7o 1020
o 1N NNy SR CS S S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4710: Propanoic acid, 2-hydroxy-2-methyl- R
59.0 480 5.00 5.20 5.40 5.60
m/z 41.10 9.68%
5000 43.0
31.0
T AN R A 1 69.0 77.0 _ 89.0
T T o e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG121117\

Data File : BG031464.D

Aca On : 11 Dec 2017 20:29

Operator : SJ/JU

ﬁ?ggle i 16762-02 120417-FOPI-F-D-S
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG121117 .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 unknown7.64 Concentration Rank 2

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

7.64 63.39 ng 790412 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 741 (7.642 min): BG031464.D (-734) (-) m/z 132.00 100.00%
132.0
96.0 T T LT LT
40.0 540 | 740 7.60 7.80 8.00
Ottt il A7O 87O | 3060 Wl w7z 68.00  39.43%
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 U U L IR
7.40 7.60 7.80 8.00
310 510 m/z 134.00 33.48%
0 ‘ 1, | H | L 79.0 1
”'W'”'P'”I”'W'”'P'”I“'W'”'P'”I”'W'”'I'”I”
m/z--> 30 40 60 70 80 90 100 110 120 130 140
Abundance
132.0
740 7.60 7.80 8.00
5000 m/z 66.00 25.88%
33.0 44.0 0.0 105.0
o 600 "7 g0.0 115.0
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0 7.40 7.60 7.80 8.00
m/z 69.10 16.36%
97.0
5000
70.0
31.0
0 ‘ 44\.0 Ly 6(‘)\0 | 860 | 116.0 \‘
m/z--> 30 40 50 60 7'0 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA_ G\DATA\BG121117\

Data File : BG031464.D

Acq On : 11 Dec 2017 20:29

Operator : SJ/JU

ﬁ?ggle i 16762-02 120417-FOPI-F-D-S
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG121117 .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... 5.19 5.4 ng 67735 1 8.11 249367 20.0
unknown? .64 7.64 63.4 ng 790412 1 8.11 249367 20.0
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