LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102115\
Data File : BF082403.D
Aca On : 21 Oct 2015 14:42 Instrument :
Operator : UM/1Z gﬁA{s el

- _ lentosampleld :
3?22'6 : G4099-01 20151013MGP208BRV68
ALS Vial : 5 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-BF101015.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

3.634 128 131 138 rVB 28440 51784 1.32% 0.209%
4.926 242 244 252 rBV 378321 467436 11.91% 1.886%
rBvV 1273779 1222174 31.14% 4.932%
6.412 371 374 376 rBV 494621 714405 18.20% 2.883%
6.537 382 385 387 rBV 2468572 2362954 60.21% 9.535%
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6.766 403 405 408 rBvV 669783 639247 16.29% 2.579%
6.926 416 419 421 rBV 2419544 2305441 58.74% 9.303%
7.337 452 455 458 rBV 1163563 1722902 43.90% 6.952%
8.057 516 518 524 rBV 1001612 971404 24.75% 3.920%
9.143 610 613 615 rBVY 3707615 3834656 97.70% 15.473%

=
QO ~NO®

11 9.818 669 672 674 rBVY 1066025 1089743 27.77% 4_.397%
12 10.606 738 741 744 rBV 1859521 2111196 53.79% 8.519%
13 11.303 799 802 804 rBV 1218666 1185451 30.20% 4._.783%
14 11.829 847 848 850 rBV 70871 103569 2.64% 0.418%
15 12.629 916 918 927 rBV 88355 116634 2.97% 0.471%

16 12.915 939 943 945 rBV 2887906 3924835 100.00% 15.837%
17 14.035 1038 1041 1043 rBvV 907623 1092759 27.84% 4._.409%
18 15.612 1176 1179 1182 rBV 678113 865597 22.05% 3.493%

Sum of corrected areas: 24782187

8270-BF101015.M Thu Oct 22 18:04:46 2015 Page: 1



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\BF102115\

BF082403.D

21 Oct 2015 14:42

umsiz

G4099-01

5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

20151013MGP208BRV68
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102115\

Data File : BF082403.D

Aca On : 21 Oct 2015 14:42

Operator : UM/I1Z

3?22 le G4099-01 £0151013MGP208BRV6S
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2

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

4.93 14.62 ng 467436 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 244 (4.926 min): BF082403.D (-242) (-) m/z 43.10 100.00%
31
59.1
5000
o ko 40 sho 520 |
..,....,....,....','.-..?,1-.0.4!,....,....f‘?:l..,...u|....,. m/z 59.10 63.07%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L UL UL UL U
59.0 460 480 500 520
m/z 101.10 20.51%
S S N - IF-~1 b A
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 480 500 520
5000 m/z 58.10 16.09%
41.0
50.0 73.0  86.0
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl-
59.0 4.60 4.80 5.00 5.20
m/z 41.10 8.76%
5000 41.0
31.0
69.0 87.0
15.0 ‘J L] sof] ‘ 98.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102115\
Data File : BF082403.D

Aca On : 21 Oct 2015 14:42

Operator : UM/I1Z

Sample : G4099-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown6.54 Concentration Rank 1

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

6.54 73.93 ng 2362950 1,4-Dichlorobenzene-d4 6.77
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 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 385 (6.537 min): BF082403.D (-382) (-) m/z 132.10 100.00%
13p.1
5000 68.1
96.1 PUSARBIASARESARSE SRR
40.1 54.1 | 6.20 6.40 6.60 6.80
iy ,~:-.|.'.B,1-9. doyrso Moo m/z 68.10 39.45%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRR SRR SRS SR
6.20 6.40 6.60 6.80
310 510 m/z 134.10 33.27%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 Tk om0 ok ok
5000 9go 1160 m/z 66.10 26.11%
158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #13916: Benzene, 1,3,5-trifluoro- B e R
132.0 6.20 6.40 6.60 6.80
m/z 69.10 16.25%
5000
63.0 81.0
3]\-0 SQO\ ‘\‘ L | ‘\ | 99\0 ‘11%0 |
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF102115\

Data File : BF082403.D

Acq On : 21 Oct 2015 14:42

Operator : UM/1Z

ﬁ?ggle - 64099-01 20151013MGP208BRV6S
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.93 14.6 ng 467436 1 6.77 639247 20.0
unknown6 .54 6.54 73.9 ng 2362950 1 6.77 639247 20.0
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