LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072117\
Data File : BF096945.D
Aca On : 21 Jul 2017 15:41 Instrument :
Operator : SJ/JU gﬁA{s el

- _ lentosampleld :
3?2?:'6 - 14354-03 265434-265578-COMP
ALS Vial : 10 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-BF071317.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 4.704 459 462 472 rBV 102946 140449 5.23% 0.738%
2 5.151 532 538 552 rBY 1540844 1714760 63.86% 9.009%
3 6.204 713 717 729 rBVY 1116180 1090085 40.60% 5.727%
4 6.322 733 737 741 rBV 2431125 2411513 89.81% 12.670%
5 6.551 773 776 780 rBV 714204 568644 21.18% 2.988%

6.710 799 803 806 rBV 2186158 1897209 70.66% 9.968%
7.122 868 873 876 rBV 1775272 1802295 67.12% 9.469%
7.834 990 994 1002 rBV 938381 770162 28.68% 4.046%
2942118 2684989 100.00% 14.107%
9.581 1287 1291 1297 rVB2 796309 732464 27.28% 3.848%
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11 10.369 1420 1425 1429 rBV 1551612 1550634 57.75% 8.147%
12 11.057 1538 1542 1545 rBV 835615 665729 24.79% 3.498%
13 12.645 1807 1812 1815 rBV 2030409 1978379 73.68% 10.394%
14 13.551 1963 1966 1971 rVB3 30727 33057 1.23% 0.174%
15 13.680 1984 1988 1992 rBV 534141 478478 17.82% 2.514%

16 15.045 2215 2220 2224 rBV 419178 484464 18.04% 2.545%
17 15.468 2284 2292 2294 rBV7 15807 29865 1.11% 0.157%

Sum of corrected areas: 19033176
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072117\

Data File : BF096945.D

Aca On : 21 Jul 2017 15:41

Operator : SJ/JU

ﬁ?gg le 14354-03 265434-265578-COMP
ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1I\BNA F\METHODS\8270-BF071317.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF096945.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072117\

Data File : BF096945.D

Aca On : 21 Jul 2017 15:41

Operator : SJ/JU

3?22 le 14354-03 265434-265578-COMP
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF071317 .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.

4.70 4.94 ng 140449 1,4-Dichlorobenzene-d4 6.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
3 3-Hexanol 102 C6H140 000623-37-0 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28

Abundance Scan 461 (4.698 min): BF096945.D (-459) (-) m/z 42.95 100.00%
43.0
5000 591
| 1°|1-1 4.40 4.60 4.80 5.00
SRRSO I PSS | NSSSSS—— o I N— m/z 59.10 51.84%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L I R
59.0 440 460 480 5.00
0
150 a0 1010 m/z 58.00 14 .73%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
440 460 480 500
5000 m/z 101.10 14 .22%
41.0
50.0 73.0  86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417 3-Hexanol T[T T T T[T T[T I
59.0 440 4.60 4.80 5.00
m/z 40.95 7.86%
5000 310 73.0
| ‘ L N 84.0 101.0
m/z--> 10 20 3'0 40 50 6|O 70 80 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF072117\

Data File : BF096945.D

Aca On : 21 Jul 2017 15:41

Operator : SJ/JU

3?22 le 14354-03 265434-265578-COMP
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF071317 .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 unknown6.32 Concentration Rank 1

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

6.32 84.82 ng 2411510 1,4-Dichlorobenzene-d4 6.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 737 (6.322 min): BF096945.D (-733) (-) m/z 132.00 100.00%
13%.0
5000 68.1
40.0 540 L, '6.00 620 640 6.60
: e m/z 68.10 41 _.55%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IBENRERE SRS AR AR
6.00 6.20 6.40 6.60
310 5L0 ‘ m/z 134.00 32.12%
‘ L1 H | !
mz-> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 Tho 550 o 5o
5000 9go 1160 m/z 66.00 27 .23%
158.0 189.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- —
132.0 6.00 6.20 6.40 6.60
m/z 69.10 16.66%
117.0
5000
91.0
39.0 65.0 ‘ ‘
w“--u--W-rm--ﬁu-ﬂ-u“--lH-P‘-.-n-u----u---- B NAERESRE AR AR
m/z--> 20 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF072117\

Data File : BF096945.D

Acq On : 21 Jul 2017 15:41

Operator : SJ/JU

3?22 le 14354-03 265434-265578-COMP
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_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... 4.70 4.9 ng 140449 1 6.55 568644 20.0
unknown6 .32 6.32 84.8 ng 2411510 1 6.55 568644 20.0
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