LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG073116\
Data File : BG023358.D

Acq On : 30 Jul 2016 15:26

Operator : UM/SJ

Sample - PB92558BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-BG072616_-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 height area % max. total

4_.583 291 297 304 rBV 122930 185485 1.56% 0.290%
5.194 395 401 410 rVB 1222041 1892117 15.88% 2.954%
rBV 2663562 4474484 37 .56% 6.986%
7.291 750 758 768 rBV 2847377 5139364 43.14% 8.024%
7.661 813 821 831 rBV 2660520 4784781 40.16% 7.470%
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8.137 895 902 911 rBV 467759 804008 6.75% 1.255%
8.460 947 957 965 rBV 1828851 3220201 27.03% 5.027%
9.311 1094 1102 1115 rBV 1702137 3132445 26.29% 4 _890%
10.968 1376 1384 1393 rBV 735736 1345261 11.29% 2.100%
13.418 1794 1801 1808 rBY 4886048 7823392 65.67% 12.214%

=
QO ~NO®

11 14.804 2030 2037 2048 rVvB2 1360067 2201935 18.48% 3.438%
12 16.302 2285 2292 2309 rBV 4622821 7820747 65.65% 12.210%
13 17.571 2498 2508 2515 rBV2 2099400 3307161 27.76% 5.163%
14 20.179 2945 2952 2963 rBV 8373504 11913401 100.00% 18.600%
15 21.889 3236 3243 3256 rVB2 1758682 3080808 25.86% 4_.810%

16 25.296 3812 3823 3838 rvB2 939879 2926322 24.56% 4 _569%

Sum of corrected areas: 64051912
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO73116\
Data File : BG023358.D

Acq On : 30 Jul 2016 15:26

Operator : UM/SJ

Sample - PB92558BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG072616 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG023358.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG073116\
Data File : BG023358.D

Acq On : 30 Jul 2016 15:26

Operator : UM/SJ

Sample - PB92558BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG072616 .M
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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4.58 4.61 ng 185485 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 83
2 3-Hexen-2-one 98 C6H100 000763-93-9 80
3 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80
4 2,4-Azetidinedione, 3,3-diethyl- 141 C7H11NO2 042282-85-9 72
5 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 72

Abundance Scan 297 (4.583 min): BG023358.D (-291) (-) m/z 83.05 100.00%
55 83
5000

4.20 4.40 4.60 4.80 5.00

Olprrr Aot | 141 178205 281 327355389417 487 %82 q/z 55.00  90.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3246: 3-Penten-2-one, 4-methyl-
55 83
5000 S L L B

4.20 4.40 4.60 4.80 5.00

21 m/z 98.05 35.67%
0,.wﬁ¢..”,...w............ NN MMM
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
83
55
4.20 4.40 4.60 4.80 5.00
5000 m/z 43.05 33.73%
27
ol A e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3371: 2-Pentene, 2,4-dimethyl- L B s e S
83 4.20 4.40 4.60 4.80 5.00
55 m/z 39.00 22 .59%
5000
27
m/z--> 0 50 100 150 200 250 300 350 400 450 500 420 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG073116\
Data File : BG023358.D

Acq On : 30 Jul 2016 15:26

Operator : UM/SJ

Sample - PB92558BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG072616 .M
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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.19 47 .07 ng 1892120 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Butane, l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 400 (5.188 min): BG023358.D (-395) (-) m/z 43.05 100.00%
a3
5000
101 Y 1 W
4.80 5.00 5.20 5.40 5.60
Ol h L, -,l 129 169 207236267 300329 381 462 5% 'm/z 59.00 67.28%
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 rrrrrTrTTT T T T T T T T T

480 5.00 5.20 5.40 5.60
m/z 101.05  23.40%

15 ‘ 101
o,ﬂwi,.”.,.”.,.”. TR I e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59
R R e
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.00 17.17%
126
[ RRERET LSS
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4030: 2,3-Butanedione, monooxime R AREREE RS
43 4.80 5.00 5.20 5.40 5.60
m/z 41.00 8.96%
5000
101
o L UGS 1 VIt—".
m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG073116\
Data File : BG023358.D

Acq On : 30 Jul 2016 15:26

Operator : UM/SJ

Sample - PB92558BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG072616 .M
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 3 unknown7.66 Concentration Rank 1

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

7.66 119.02 ng 4784780 1,4-Dichlorobenzene-d4 8.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 35
2 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
3 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 821 (7.661 min): BG023358.D (-813) (-) m/z 132.05 100.00%
132
68
5000
40J ? 740 7.60 7.80 8.00
oyt s L 163105 a0 o7 mirass sen 7 "eg 05" 57 san
m'z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 RN BAARS RS AR RS
69 7.40 7.60 7.80 8.00
39 m/z 66.05 36 .00%
‘“ 103
0,..‘!”‘i““‘.‘“.“‘.‘.“lm...|....|....|....|....|....|....|....|..
m/z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
132
740 7.60 7.80 8.00
5000 m/z 134.05 33.62%
3g 63 104
O S L L UL UL B WL B WAL
m'z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14142: 3-Chloro-6-fluoro-pyrazine R o  E maa
132 7.40 7.60 7.80 8.00
69 m/z 69.05 23.33%
104
5000
31
OI"MML“"I'”'I""I”"I"'W'"'I'”'I""P"'I" R IR UL IR UL
m/z-> 0 50 100 150 200 250 300 350 400 450 500 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG073116\
Data File : BG023358.D

Acq On : 30 Jul 2016 15:26

Operator : UM/SJ

Sample - PB92558BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG072616 .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]
3-Penten-2-one, 4... 4.58 4.6 ng 185485 1 8.14 804008 20.0
2-Pentanone, 4-hy... 5.19 47.1 ng 1892120 1 8.14 804008 20.0
unknown? .66 7.66 119.0 ng 4784780 1 8.14 804008 20.0

8270-BG072616.M Mon Aug 01 06:42:55 2016 Page: 6



