LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG112117\
Data File : BG031172.D

Aca On : 22 Nov 2017 4:06

Operator : SJ/JU

Sample : PB104448BL

Misc :

ALS Vial : 20 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 G\METHODS\8270-BG111017.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

4.602 218 223 232 rBV2 46838 72024 1.52% 0.383%
5.213 320 327 337 rBV 340562 527970 11.15% 2.807%
rBv 524922 913747 19.31% 4._.858%
7.304 674 683 695 rBvV 542126 973045 20.56% 5.173%
7.669 738 745 755 rBV 551600 984816 20.81% 5.235%
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8.133 817 824 834 rBV 171434 302036 6.38% 1.606%
8.462 872 880 891 rBvV 650367 1164827 24.61% 6.192%
9.302 1015 1023 1037 rBvV 448225 874683 18.48% 4 _.650%
rBv 213332 441745 9.33% 2.348%
13.380 1710 1717 1730 rBV 1586481 2510698 53.05% 13.347%
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11 14.760 1944 1952 1966 rBV2 368638 679049 14.35% 3.610%
12 16.241 2198 2204 2220 rBV 716191 1262619 26.68% 6.712%
13 17.498 2411 2418 2433 rBV2 561079 946407 20.00% 5.031%
14 20.089 2852 2859 2870 rBV 3586917 4733109 100.00% 25.162%
15 21.770 3138 3145 3158 rBV2 714294 1291289 27.28% 6.865%

16 25.072 3696 3707 3724 rBvV2 373520 1132499 23.93% 6.021%

Sum of corrected areas: 18810563
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG112117\
Data File : BG031172.D

Aca On - 22 Nov 2017 4:06

Operator : SJ/JU

Sample : PB104448BL

Misc :

ALS Vvial :© 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG111017.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG031172.D
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10.95
o 460 8.13
Time--> 350 400 450 5.00 550 6.00 6.50 7.00 7.50 8.00 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG031172.D
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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 TIC: BG031172.D
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Time--> 23.00 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\BG112117\
Data File : BG031172.D

Aca On : 22 Nov 2017 4:06

Operator : SJ/JU

Sample : PB104448BL

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG111017 .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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4.60 4.77 ng 72024 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 94
2 3-Hexen-2-one 98 C6H100 000763-93-9 86
3 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 80
4 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 80
5 2-Pentene, 3,4-dimethyl- 98 C7H14 024910-63-2 80

Abundance Scan 223 (4.602 mm) BG031172.D (-218) (-) m/z 83.00 100.00%

55.1 83.0
5000 43.0 98.0

420 440 460 480 500

67.0
S R TR TN ANRUOPOI PRI (S m/z 55.10  90.95%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 430 | NI LI L L L LB LB L

2.0 98.0 420 4.40 4.60 4.80 5.00
m/z 43.00 43.78%

“ ‘\\ M‘ 670750 |
0...,....,....,....,....,....,....,....,....,....,....
m/z--> 10 20 40 50 60 70 80 90 100
Abundance
83.0
55.0

43.0 420 4.40 460 4.80 5.00
5000 m/z 98.00 36.92%
29.0
98.0
69.0
ot e e e e e
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance #3371: 2-Pentene, 2,4-dimethyl- T R B
83.0 420 4.40 460 4.80 5.00
55.0 m/z 39.00 26.57%
41.0
5000
27.0 98.0
15.0 ‘
67.0
o\\\uwm
miz--> 10 40 50 60 70 8 90 100 420 4.40 460 4.80 5.00

8270-BG111017.M Wed Nov 22 16:47:22 2017 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG112117\
Data File : BG031172.D

Aca On : 22 Nov 2017 4:06

Operator : SJ/JU

Sample : PB104448BL

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG111017 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.21 34.96 ng 527970 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 327 (5.213 min): BG031172.D (-320) (-) 43.00 100.00%

43.0
59.1
5000
101.0

| 83.0 | 4.80 5.00 5.20 5.40 5.60
0"'I'"'I'"'I""II""I"!"i'"'I'"'I""I""'I""I""I""I""|""| m/z 59.10 62.02%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 | SLANLINLILE LI L LN L LI L B
480 5.00 520 5.40 5.60
59.0 m/z 101.00 22.85%
7o 710 830 1OM°
Ot et e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
T
480 5.00 520 5.40 5.60
5000 41.0 m/z 58.00 15.51%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime B I B .

43.0 480 500 520 540 5.60
m/z 41.00 8.74%

5000
101.0
15.0 58.0
| 280 I " 69.0 840

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40 5.60

o

8270-BG111017.M Wed Nov 22 16:47:23 2017 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG112117\
Data File : BG031172.D

Aca On : 22 Nov 2017 4:06

Operator : SJ/JU

Sample : PB104448BL

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG111017 .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 3 unknown7.67 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.67 65.21 ng 984816 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
Abundance Scan 745 (7.669 min): BG031172.D (-738) (-) m/z 132.00 100.00%

132.0

w00 si0 || %0 | ke 7k T b
0 O | m/z 68.00 39.46%

mz--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 i T T A
41.0 97.0 : : : :
‘ ‘ 170 m/z 134.00 32.02%
b “ SLO“ “F I ...ju..”.,....,....,....
m/z--> 100 120 140 160 180
Abundance
57.0 132.0
SRR 1 LR —
74.0 7.40 7.60 7.80 8.00
5000 ggo 1160 m/z 66.00 24.91%

0 158.0 189.0
T T T T T T T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!-

132.0

7.40 7.60 7.80 8.00
m/z 69.05 16.00%

5000
63.0 104.0
i { 770 o) ure
i Lly pl Il AL 1 11
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m/z--> 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG112117\
Data File : BG031172.D

Acq On : 22 Nov 2017 4:06

Operator : SJ/JU

Sample : PB104448BL

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017 .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]
3-Penten-2-one, 4... 4.60 4.8 ng 72024 1 8.13 302036 20.0
2-Pentanone, 4-hy... 5.21 35.0 ng 527970 1 8.13 302036 20.0
unknown? .67 7.67 65.2 ng 984816 1 8.13 302036 20.0
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