LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112217\

Data File : BF100872.D

Aca On - 23 Nov 2017 13:45 Instrument :
Operator : SJ/JU gﬁgiéamlem'
a?zgle i 16567-04 11ZH%ﬂDg$4LS
ALS Vial : 43 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-BF110817.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 5.075 504 508 515 rBV 136920 143413 5.89% 1.078%
2 5.469 572 575 579 rBV 640331 614645 25.24% 4.618%
3 6.481 743 747 755 rVB 421225 422921 17.37% 3.178%
4 6.628 767 772 775 rBVY 1212388 1140402 46.83% 8.569%
5 6.857 807 811 814 rBV 516673 414371 17.02% 3.114%

6 7.016 833 838 841 rBV 1817563 1613619 66.26% 12.125%
7 7.422 901 907 910 rBV 1227625 1322282 54.30% 9.936%
8 8.139 1024 1029 1032 rBV 664354 540199 22.18% 4_.059%
9 9.216 1206 1212 1215 rBV 2613314 2435142 100.00% 18.298%
10 9.604 1275 1278 1281 rBV 65524 48931 2.01% 0.368%
11 9.892 1321 1327 1331 rVB2 680405 605582 24.87% 4 _550%
12 10.316 1391 1399 1402 rBV2 31643 30515 1.25% 0.229%
13 10.563 1438 1441 1444 rVB 35499 26392 1.08% 0.198%
14 10.680 1457 1461 1465 rBV 935117 855708 35.14% 6.430%
15 10.786 1476 1479 1487 rVB 32007 29522 1.21% 0.222%

16 11.380 1576 1580 1583 rBV 670941 542403 22.27% 4._.076%
17 12.969 1845 1850 1853 rBV 1899944 1763261 72.41% 13.249%
18 14.021 2025 2029 2032 rBV 388639 359337 14.76% 2.700%
19 15.492 2273 2279 2287 rBV 320412 399711 16.41% 3.003%

Sum of corrected areas: 13308356
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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

Z:\HPCHEMI\BNA F\DATA\BF112217\

BF100872.D

23 Nov 2017 13:45

SJ/Ju

16567-04

43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100872.D

Aca On : 23 Nov 2017 13:45

Operator : SJ/JU

Sample : 16567-04

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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.

5.07 6.92 ng 143413 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol 102 C6H140 000623-37-0 28
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 507 (5.069 min): BF100872.D (-504) (-) m/z 43.00 100.00%
43.0
59.1
5000
1o 480 500 520 540
o..,....,....','::..5,1'.°.~:!,....,....,83'.1..,...:,|....,. m/z 59.10 55.68%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L LI UL I
59.0 480 500 520 540
m/z 101.10 18.50%
31.0 830 o930 1010
O L T o e e e e
mz-> 20 30 40 50 60 70 8 9 100 110
Abundance
59.0
480 500 520 540
5000 m/z 58.00 13.96%
41.0
29.0 101.0
Oy -§9'9- T "|7?3q T ,?Q-?I U S
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4417 3-Hexanol LI L L L L L L BB
59.0 4.80 500 5.20 5.40
m/z 41.10 8.34%
5000 310 430 73.0
0 \‘\‘ ‘ ‘\ 11 510 \‘ I 840 1010
mz-> 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100872.D

Aca On : 23 Nov 2017 13:45

Operator : SJ/JU

Sample : 16567-04

Misc :

ALS Vial : 43 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

TIC Library :
TIC Integration Parameters:

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 unknown6.63 Concentration Rank 2

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

6.63 55.04 ng 1140400 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 772 (6.628 min): BF100872.D (-767) (-) m/z 132.00 100.00%
132.0
5000
68.1
w150 || N e | 3o ek sbo ok 70
O e T L e e m/z 68.10 35.33%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R UG AR I
6.20 6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 32.97%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
74.0 620 640 6.60 6.80 7.00
5000 ggo 1160 m/z 66.10 21.83%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 13.83%
5000 67.0
41.0 97.0
‘ ‘ 117.0
oL HS‘LO\HHF ....“luuH. N — S e o
m/z--> 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112217\
Data File : BF100872.D

Acq On : 23 Nov 2017 13:45

Operator : SJ/JU

Sample - 16567-04

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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... 5.07 6.9 ng 143413 1 6.86 414371 20.0
unknown6 .63 6.63 55.0 ng 1140400 1 6.86 414371 20.0
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