LSC Area Percent Report

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

Data File : BG031466.D

Aca On - 11 Dec 2017 21:44 Instrument :
Operator : SJ/JU ?:II\:gﬁ(t;Sam ol
3?22'6 i 16762-04 12mu7$ogipus
ALS Vial : 16 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 5.186 317 323 334 rBV 53364 86790 1.63% 0.483%
2 5.668 398 405 424 rBV 255758 479457 9.01% 2.667%
3 7.277 671 679 698 rBV2 157723 328026 6.16% 1.825%
4 7.642 733 741 761 rBV 492061 901329 16.93% 5.014%
5 8.112 815 821 833 rBV 164517 297236 5.58% 1.654%

8.435 868 876 888 rBvV 681575 1248885 23.46% 6.948%
9.275 1011 1019 1034 rBV 466524 953614 17.91% 5.305%
178679 415952 7.81% 2.314%
13.353 1706 1713 1736 rBV 1607625 2657467 49.92% 14.784%
14.733 1941 1948 1960 rBV 375577 652472 12.26% 3.630%
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11 16.220 2190 2201 2215 rBV 774995 1339657 25.17% 7.453%
12 17.471 2408 2414 2431 rBV2 557399 927445 17 .42% 5.160%
13 20.062 2849 2855 2871 rBV 3844772 5323147 100.00% 29.614%
14 21.743 3133 3141 3155 rBV 716845 1244283 23.37% 6.922%
15 25.021 3689 3699 3717 rBV3 360482 1119547 21.03% 6.228%

Sum of corrected areas: 17975307
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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 G\DATA\BG121117\

BG031466.D

11 Dec 2017 21:44

SJ/Ju

16762-04

16 Sample Multiplier: 1

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

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

120417-FOPI-F-U-S

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG031466.D

8.43
7.64

7.28 8.11

9.28
5.67
5.19

10.93

Time--> 3.50

O A

400 450 5.00 550 6.00 650 700 750 8.00 8.50

T T I T T
9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG031466.D

13.35

16.22
17.47
14.73

20,06

21.74

Time-->

Oty

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

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG031466.D

25.02

0

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 : BG031466.D

Aca On : 11 Dec 2017 21:44

Operator : SJ/JU

ﬁ?ggle i 16762-04 120417-FOPI-F-U-S
ALS Vial : 16 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

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 5.84 ng 86790 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 64
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hvdroxv-3-methvIl-2-butanone 102 C5H1002 000115-22-0 25
4 Propane. 2-ethoxvy-2-methvl- 102 C6H140 000637-92-3 17
5 Acetic acid, chloro-, 1,1-dimeth... 150 C6H11Cl102 000107-59-5 17

Abundance Scan 324 (5.192 min): BG031466.D (-317) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 ARRARESARRERRARE LR NN
| 83.0 | 480 500 520 5.40 5.60
o) Y 1 HURSUCSRRSY | S SHNSMSST S8 NS m/z 59.00 55.84Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SRR SRR SRR RN
4.80 500 520 5.40 5.60
59.0 1010 m/z 101.00 18.97%
0 270 | 510 ‘ 690 830910 [
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 480 500 520 540 560
5000 m/z 58.00 16.63%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone
59.0 480 500 520 5.40 5.60
m/z 41.10 9.26%
5000 43.0
31.0
0 15'0 L | 1] N 69.0 87\0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 500 520 5.40 5.60

8270-BG121117.M Tue Dec 12 17:48:44 2017 Page: 3



Library Search Compound Report

Data Path :

Data File : BG031466.D

Aca On - 11 Dec 2017 21:44
Operator : SJ/JU

Sample - 16762-04

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method :
Quant Title :
C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

\\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG121117\

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

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 60.65 ng 901329 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 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 741 (7.642 min): BG031466.D (-733) (-) m/z 132.00 100.00%
132.0
5000 68.1 /k
00 so || ®0 TR Tk Tk 85
0....,....,...:,.'...,::..,....,....,....,.]'?.. el m/z 68.10  38.10%
m/z--> 30 40 50 80 90 100 110 120 130 140
Abundance #14142. 3 Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R U I IR
7.40 7.60 7.80 8.00
210 510 m/z 134.00 31.67%
0 ‘ [, | H | L 750 1
”"P"W"”I'”'I”"P"W"”I'”'I”"P"W"“I T T
m/z--> 30 40 70 80 90 100 110 120 130 140
Abundance
132.0
740 7.60 7.80 8.00
5000 67.0 m/z 66.00 26.07%
41.0 97.0
53.0
79.0 117.0
0'”'I”"P"W"”I'”'I”"P"W"”I&qzo”"ﬁ"W"”l'”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0 7.40 7.60 7.80 8.00
m/z 69.10 16.70%
5000
33.0 44.0 0.0 105.0
0'"'I'”'I""ﬁ"éﬁ?"'l'”qqp"W""I'ﬁhl%%qgl"”l AR
m/z--> 30 40 50 70 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 : BG031466.D

Acq On : 11 Dec 2017 21:44

Operator : SJ/JU

ﬁ?ggle i 16762-04 120417-FOPI-F-U-S
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG121117 .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]
2-Pentanone, 4-hy... 5.19 5.8 ng 86790 1 8.11 297236 20.0
unknown? .64 7.64 60.6 ng 901329 1 8.11 297236 20.0
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