LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110116\
Data File : BG024621.D
Aca On : 2 Nov 2016 10:13 Instrument :
Operator : UM/SJ (BZII\!A_(tSS el

- _ lentosampleld :
a?zgle : H5483-01 DS-P42EB-PFM-20161027
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:\HPCHEM1\BNA G\METHODS\8270-BG102516.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

5.334 418 425 434 rVB 207937 333286 2.81% 0.758%
5.799 496 504 514 rBvV 654851 1108394 9.34% 2.521%
rBv2 447991 866525 7.30% 1.971%
7.790 835 843 851 rBV 1110286 2009856 16.94% 4.571%
8.266 915 924 935 rVB 476469 849715 7.16% 1.933%
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8.595 970 980 988 rBV 1797078 3265321 27.51% 7.427%
9.441 1116 1124 1134 rBV 1599664 2901611 24.45% 6.600%
11.092 1397 1405 1412 rBV 632207 1174417 9.90% 2.671%
4198026 6656823 56.09% 15.141%
14.318 1948 1954 1959 rBV 113518 173325 1.46% 0.394%
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11 14.882 2042 2050 2060 rBV 1018594 1637482 13.80% 3.724%
12 16.363 2294 2302 2311 rBV 2082024 3238588 27.29% 7.366%
13 17.626 2510 2517 2525 rBV2 1261368 2039591 17.19% 4._.639%
14 20.205 2949 2956 2966 rBV 8677390 11867941 100.00% 26.994%
15 21.915 3239 3247 3257 rBV 1682139 2933926 24.72% 6.673%

16 25.352 3818 3832 3842 rVvB2 901753 2908820 24.51% 6.616%

Sum of corrected areas: 43965621
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA G\DATA\BG110116\

BG024621.D

2 Nov 2016 10:13

UmM/sJ

H5483-01

29 Sample Multiplier: 1

: Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
: C:\DATABASE\NIST11.L
LSCINT.P

DS-P42EB-PFM-20161027

Abundance

8000000

6000000

4000000

2000000

TIC: BG024621.D

8.60 9.44

7.79

5.80 7.40

5 33 8.21

11.09

04

Time-->

300 3.50 400 450 500 550 600 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance

8000000

6000000

4000000

2000000

TIC: BG024621.D

13.51

16.36

14.88 17.63

14.32

20121

21.91

O
Time-->

A
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13.00 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

8000000

6000000

4000000

2000000

TIC: BG024621.D

25.35

Time-->

Oy
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 : Z:\HPCHEM1\BNA G\DATA\BG110116\
Data File : BG024621.D

Aca On : 2 Nov 2016 10:13

Operator : UM/SJ

Sample : H5483-01

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.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 Relative to ISTD

333286

1,4-Dichlorobenzene-d4

000123-42-2 53
000143-24-8 37
001072-40-8 25
000921-14-2 25
1000366-78-2 23

m/z 43.10 100.00%

5.00 5.20 5.40 5.60

m/z 59.05 57 .83%

5.00 5.20 5.40 5.60

m/z 101.10 21.03%

5.00 5.20 5.40 5.60

m/z 57.95 13.64%

5.00 5.20 5.40 5.60

m/z 41.05 8.03%

Hit# of 5 Tentative 1D MW  MolForm
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202
2 Tetraalvme 222 C10H2205
3 Hexaethvlene alvcol dimethvl ether 310 C14H3007
4 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2
5 Methyl 2,5,8,11-tetraoxatridecan... 236 C10H2006
Abundance Scan 424 (5.328 min): BG024621.D (-418) (-)
43
5000
101
0 73, | 138 196221 280 314340 391 433 481507
b S S S T e T T e
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
101
0 i “69 L \‘
T O R B L e
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59
5000
31 103
133 177
O Tl T L I e o
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #152528: Hexaethylene glycol dimethyl ether
59
5000
103
31
ol 147175 221 265
T T o e S s I e S T e
miz--> 0 50 100 150 200 250 300 350 400 450 500

5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110116\

Data File : BG024621.D

Aca On : 2 Nov 2016 10:13

Operator : UM/SJ

ﬁ?ggle : H5483-01 DS-P42EB-PFM-20161027
ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.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 2 unknown7.79 Concentration Rank 2

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

7.79 47.31 ng 2009860 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 12

Abundance Scan 843 (7.790 min): BG024621.D (-835) (-) m/z 132.00 100.00%
132
5000 68
by 9f 185 227 274305 344371 438 468 543 7.0 760 780 800 820
ol o dd L A8 22l e S S AR = m/z 68.10 48.90%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 RS RN RN LR
7.40 7.60 7.80 8.00 8.20
3 70 m/z 66.10 36.46%
O'JJ“M"l"“l""w"' LRI S B SO B UL I
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
132
7.40 7.60 7.80 8.00 8.20
5000 m/z 134.00 32.43%
67
102
e L L S S L WL S WL B WL B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14144: 5-Fluoro-2-chloropyrimidine e
132 7.40 7.60 7.80 8.00 8.20
m/z 69.10 22 .84%
5000
105
O'thu'u“"w"w"“ LRI S B SO B UL I LR RN RN RN
m/z--> 50 100 150 200 250 300 350 400 450 500 7.40 7.60 7.80 8.00 8.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG110116\

Data File : BG024621.D

Acq On : 2 Nov 2016 10:13

Operator : UM/SJ

ﬁ?ggle - H5483-01 DS-P42EB-PFM-20161027
ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .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... 5.33 7.8 ng 333286 1 8.27 849715 20.0
unknown7 .79 7.79 47.3 ng 2009860 1 8.27 849715 20.0
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