LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA G\DATA\BG091317\

Data File : BG028696.D

Aca On : 13 Sep 2017 13:30 Instrument :

Operator : SJ/JU (B.‘,'I\!A_(tSS el
- _ lentosampleld :

3?22'6 : 15189-08 C-MW-05-090717

ALS Vial : 6 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-BG091217.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

5.436 310 314 321 rVB2 24953 36272 1.04% 0.318%
5.900 387 393 402 rBV 196514 334221 9.55% 2.929%
rBv 106112 203702 5.82% 1.785%
7.862 718 727 736 rBV 365035 663810 18.97% 5.817%
8.326 800 806 814 rBV 81282 143329 4._.10% 1.256%
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8.655 854 862 870 rBV 337390 606354 17.32% 5.314%
9.496 997 1005 1016 rBV 284896 551680 15.76% 4 _.835%
11.147 1277 1286 1300 rVB 99399 200117 5.72% 1.754%
13.561 1689 1697 1706 rBV 883686 1424208 40.69% 12.481%
14.942 1923 1932 1940 rBV2 189004 327581 9.36% 2.871%

=
QO ~NO®

11 16.429 2178 2185 2198 rBV 936078 1573213 44.95% 13.787%
12 17.692 2392 2400 2414 rVB 344824 551434 15.76% 4._.833%
13 20.277 2833 2840 2850 rBV 2678347 3499978 100.00% 30.672%
14 22.022 3130 3137 3146 rBvV 375554 679489 19.41% 5.955%
15 25.524 3722 3733 3744 rBV2 199255 615487 17.59% 5.394%

Sum of corrected areas: 11410875
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG091317\

Data File : BG028696.D

Aca On : 13 Sep 2017 13:30

Operator : SJ/JU

ﬁ?gg le 15189-08 C-MW-05-090717
ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_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: BG028696.D
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Abundance TIC: BG028696.D
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Time--> 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 TIC: BG028696.D

2500000

2000000

1500000

1000000

500000
25.52

) i REREA R S Ema ma L i R A A Lo L A AR EERA R

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

8270-BG091217.M Thu Sep 14 13:02:22 2017 Page: 2



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG091317\

Data File : BG028696.D

Aca On : 13 Sep 2017 13:30

Operator : SJ/JU

3?22 le 15189-08 C-MW-05-090717
ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_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.

5.44 5.06 ng 36272 1,4-Dichlorobenzene-d4 8.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 78
2 Oxirane. [(1-methvlethoxy)methvll- 116 C6H1202 004016-14-2 38
3 4-Ethvl-3-octanol 158 C10H220 019781-26-1 25
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 23
5 1-Butanol, 3-methoxy- 104 C5H1202 002517-43-3 12

Abundance Scan 315 (5.441 min): BG028696.D (-310) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1
| 82.9 | 520 5.40 5.60 5.80
) S| v m/z 59.10 62.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR NS I UL
59.0 520 540 560 5.80
0,
150 44 1010 m/z 101.10 18.54%
: 83.0
0 ™ N . .
AR SRR NI S IR SR AL IR R RS RS BARSS BN B RN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0 |
20 90 TSk a0 5k0 sk
5000 m/z 58.10 13.37%
101.0
15.0 73.0
0 86.0 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #29613: 4-Ethyl-3-octanol
54.0 520 5.40 5.60 5.80
m/z 41.10 10.62%
5000
41.0
290 98.0
70.0 - 129.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG091317\

Data File : BG028696.D

Aca On : 13 Sep 2017 13:30

Operator : SJ/JU

3?22 le 15189-08 C-MW-05-090717
ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091217_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 unknown7.86 Concentration Rank 1

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

7.86 92.63 ng 663810 1,4-Dichlorobenzene-d4 8.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Tetrazaborole. 5-chloro-4.5-d... 132 C2H6BCIN4 021960-49-6 16
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 5-Dicvanomethvlene-pvrrolidin-2-_... 191 C9H9N302 1000287-77-2 10
5 3-Ethylphenyl isocyanate 147 C9HONO 023138-58-1 10

Abundance Scan 727 (7.862 min): BG028696.D (-718) (-) m/z 132.10 100.00%
132.1
5000 68.1
e
381 103.1 7.60 7.80 8.00 8.20
ol e 2 Tm/z 68.10 47.94%
m/z--> 50 100 150 200 250 300 350
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
5000 L L UL UL
7.60 7.80 8.00 8.20
m/z 66.10 33.36%

31.0
m/z--> 50 100 150 200 250 300 350
Abundance
132.0

7.60 7.80 8.00 8.20

0
50000 o5, 76.0 m/z 134.10 30.28%
ooyt g 4 M
m/z--> 50 100 150 200 250 300 350
Abundance #14144: 5-Fluoro-2-chloropyrimidine R B
132.0 7.60 7. 80 8. OO 8. 20

m/z 69.10 20.38%

5000
33.0 97.
oL LLe2%, T

|
m/z--> 50 100 150 200 250 300 350 7.60 7. 80 8. OO 8.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG091317\

Data File : BG028696.D

Acg On : 13 Sep 2017 13:30

Operator : SJ/JU

3?22 le 15189-08 C-MW-05-090717
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091217 .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... 5.44 5.1 ng 36272 1 8.33 143329 20.0
unknown? .86 7.86 92.6 ng 663810 1 8.33 143329 20.0
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