LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122916\
Data File : BF092022.D

Aca On : 29 Dec 2016 13:54

Operator : UM/SJ

Sample : H6278-04

Misc :

ALS Vial : 8 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-BF122116.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 4.830 238 240 247 rBV 459281 607934 8.14% 1.204%
2 5.299 279 281 284 rBVY 2895396 2759349 36.96% 5.465%
3 6.350 371 373 376 rBVY 2262860 2017377 27 .02% 3.995%
4 6.464 380 383 386 rBY 5690069 5355569 71.73% 10.606%
5 6.693 400 403 405 rBV 1333906 1435996 19.23% 2.844%

6.853 414 417 419 rBV 4239547 5614916 75.20% 11.120%
7.265 450 453 455 rBV 4281309 4895550 65.57% 9.695%
1612882 1575355 21.10% 3.120%
9.059 607 610 612 rBV 6428767 6605407 88.47% 13.081%
9.722 666 668 671 rBV 1323019 1824779 24.44% 3.614%
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11 10.522 735 738 740 rBV 4101735 4584449 61.40% 9.079%
12 11.208 795 798 800 rBV 2159371 1895751 25.39% 3.754%
13 12.796 934 937 940 rBV 4984212 7466511 100.00% 14.787%
14 13.837 1026 1028 1031 rBV 1815124 1822675 24.41% 3.610%
15 15.220 1146 1149 1152 rBV 1197942 1590342 21.30% 3.149%

16 15.642 1183 1186 1192 rBV 49042 81822 1.10% 0.162%

17 16.088 1222 1225 1231 rBVY 60282 102575 1.37% 0.203%

18 16.603 1267 1270 1274 rBV 41102 83664 1.12% 0.166%

19 17.220 1320 1324 1329 rVB 38735 98114 1.31% 0.194%

20 17.928 1382 1386 1392 rBv4 23283 77022 1.03% 0.153%
Sum of corrected areas: 50495157
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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\BF122916\

BF092022.D

29 Dec 2016 13:54

UM/SsJ

H6278-04

8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122916\
Data File : BF092022.D

Aca On : 29 Dec 2016 13:54

Operator : UM/SJ

Sample : H6278-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.83 8.47 ng 607934 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 240 (4.830 min): BF092022.D (-238) (-) m/z 43.00 100.00%
43.0
59.1
5000
1010 440 4.60 4.80 5.00 5.20
el 091880 | "m/z 59.10 57.69%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl- {
43.0
w000 90 a0 5 k0 5B sk
0,
150 a0 1010 m/z 101.00 18.54%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 40 50 70 80 90 100 110
Abundance
43.0
570 440 4.60 480 5.00 5.20
5000 m/z 58.10 14 .49%
20.0 101.0
15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R B s ma
59.0 440 460 4.80 5.00 5.20
m/z 41.05 8.92%
5000 41.0
31.0
‘ 69.0 87.0
15.0 M‘ L1500 98.0 A
m/z--> 10 0 30 40 50 | 7'0 80 90 100 110 440 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122916\
Data File : BF092022.D

Aca On : 29 Dec 2016 13:54

Operator : UM/SJ

Sample : H6278-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 unknown6.46 Concentration Rank 2

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

6.46 74.59 ng 5355570 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 383 (6.464 min): BF092022.D (-380) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 P NARBE SRS NAARE S
40.0 549 J 6.20 6.40 6.60 6.80
4820 | Me0 m/z 68.10 48.16%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
5000 HEREE LN IS R
6.20 6.40 6.60 6.80
33.0 105.0 m/z 134.00 33.38%
51\'0 | 70\.0 | 86.0 ‘ ‘\ “
mz-> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 "3k oa0 650 0B
5000 980 1160 m/z 66.00 30.02%
158.0 189.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- A e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 19.24%
117.0
5000
91.0
39.0 65.0 ‘ ‘
w“--u--W-rm--ﬁu-H-.”--EH-P‘-.---w----u---- BRI
m/z--> 20 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\BF122916\
Data File : BF092022.D

Acq On : 29 Dec 2016 13:54

Operator : UM/SJ

Sample : H6278-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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... 4.83 8.5 ng 607934 1 6.69 1436000 20.0
unknown6 .46 6.46 74.6 ng 5355570 1 6.69 1436000 20.0
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