LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO60717\
Data File : BG027289.D

Aca On : 7 Jun 2017 18:39

Operator : SJ/MA

Sample = PB99548BL

Misc :

ALS Vial : 4 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:\HPCHEM1\BNA G\METHODS\8270-BG060517.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 5.703 337 343 354 rBV 92166 156027 3.49% 0.729%
2 6.143 410 418 431 rBVY 1010733 1735678 38.86% 8.107%
3 7.694 673 682 695 rBY 1006088 1862011 41.69% 8.697%
4 8.094 742 750 759 rBV 971638 1778699 39.82% 8.308%
5 8.558 821 829 837 rBV 168550 305425 6.84% 1.427%

8.887 877 885 894 rBvV 668043 1225637 27.44% 5.725%
9.721 1018 1027 1039 rBV 535752 1021088 22.86% 4._.769%
11.378 1301 1309 1317 rBV 261201 488159 10.93% 2.280%
13.764 1708 1715 1724 rVB 1681841 2743958 61.44% 12.816%
15.139 1942 1949 1957 rBV2 425373 709449 15.88% 3.314%

=
QO ~NO®

11 16.619 2194 2201 2213 rBV 1236606 1973100 44.18% 9.216%
12 17.888 2410 2417 2427 rVB 555453 889190 19.91% 4._.153%
13 20.468 2849 2856 2865 rBV 3264777 4466409 100.00% 20.861%
14 22.271 3156 3163 3172 rBV 572769 1082615 24.24% 5.057%
15 25.961 3781 3791 3806 rVB3 292443 972784 21.78% 4.544%

Sum of corrected areas: 21410229
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA G\DATA\BG060717\

BG027289.D
7 Jun 2017 18:39
SJ/MA
PB99548BL
4 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG060517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L
LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG027289.D

6.14 7.69 8.09

8.89
9.72

|

5.70 8.56

11.38

0
Time-->

4.00 450 5.00 5.50

6.00 6.50 7.00 750 8.00 850 9.00

9.50 10.00 1050 1100 1150 1200 1250 1300

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG027289.D

13.76

16.62

17.89
15.14

20.47

22.27

|

o~
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

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG027289.D

25.96

A

Time-->

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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO60717\
Data File : BG027289.D

Aca On : 7 Jun 2017 18:39

Operator : SJ/MA

Sample = PB99548BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060517_.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.

5.70 10.22 ng 156027 1,4-Dichlorobenzene-d4 8.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 16
3 Acetone 58 C3H60 000067-64-1 12
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 9
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 9

Abundance Scan 343 (5.703 min): BG027289.D (-337) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.0 IR RAREERAREE SRS LR
| 83.0 5.40 5.60 5.80 6.00
Y RSSO | REOENEMBRSEDL.c USRS MMM m/z 59.00 59.11%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 "ok 5ko sho b0
0
150 a0 1010 m/z 101.00 20.17%
'”I'”'I”"P'”Pﬂ"ﬁw"W"JI"”I'”'?%q'l”'km”"P
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
410 540 560 580 6.00
5000 m/z 58.00 19.19%
86.0
50.0 69.0 101.0
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #214: Acetone S R EEma LR
43.0 540 560 580 6.00
m/z 41.00 9.35%
5000
15.0
58.0
27.0
"'%Q'W'l”l'”WP"WI'”I”'lP"W'”'I”"P"W"”I' 4*“h+*ﬁ*jiﬁ*Tﬁﬂ*4ﬁH
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO60717\
Data File : BG027289.D

Aca On : 7 Jun 2017 18:39

Operator : SJ/MA

Sample = PB99548BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060517_.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 unknown8.09 Concentration Rank 1

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

8.09 116.47 ng 1778700 1,4-Dichlorobenzene-d4 8.56
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 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 749 (8.088 min): BG027289.D (-742) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 R R R L I
40.0 540 82.0 1149 J 7.80 8.00 8.20 8.40
B e e B e e m/z 68.00 49_73%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 L R LR L I
7.80 8.00 8.20 8.40
33.0 105.0 m/z 134.00 33.40%
e Mo |
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 "7hY b 60 a0
5000 9go 1160 m/z 66.00 30.67%
158.0 189.0
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R R L o A Rmm
132.0 7.80 8.00 8.20 8.40
m/z 69.00 18.64%
5000 67.0
41.0 97.0
‘ ‘ 117.0
....“..5}10“ Hflo ....“l..H. N R R ma mia e
m/z--> 100 120 140 160 180 7.80 8.00 8.20 8.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO60717\
Data File : BG027289.D

Acq On : 7 Jun 2017 18:39

Operator : SJ/MA

Sample - PB99548BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .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... 5.70 10.2 ng 156027 1 8.56 305425 20.0
unknown8 .09 8.09 116.5 ng 1778700 1 8.56 305425 20.0
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