LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM051117\
Data File : BM009993.D

Aca On : 11 May 2017 20:18

Operator : SJ/MA

Sample - PB98840BL

Misc :

ALS Vial : 11 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 M\METHODS\8270-BM051117.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._.299 202 206 216 rBV 61679 100144 1.72% 0.358%
4.893 303 307 319 rBV 435544 630695 10.84% 2.256%
rBvV 1611824 2320011 39.87% 8.300%
6.946 649 656 668 rBY 1633953 2582602 44.39% 9.240%
7.299 709 716 730 rvVB 1551815 2409468 41.41% 8.620%
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7.763 789 795 803 rBV 264323 416425 7.16% 1.490%
8.081 842 849 861 rBV 1049177 1669122 28.69% 5.972%
8.934 986 994 1009 rBV 916335 1598034 27.47% 5.717%
10.557 1263 1270 1284 rBV 299632 564665 9.71% 2.020%
13.028 1683 1690 1704 rBVY 2205598 3179335 54.64% 11.375%

=
QO ~NO®

11 14.416 1920 1926 1938 rBV2 446571 760112 13.06% 2.719%
12 15.916 2175 2181 2195 rBV 1850690 2746728 47.21% 9.827%
13 17.175 2389 2395 2408 rBV 646686 982531 16.89% 3.515%
14 19.798 2835 2841 2847 rBV 4766288 5818288 100.00% 20.816%
15 21.363 3102 3107 3113 rBV 961180 1248473 21.46% 4._467%

16 23.662 3491 3498 3506 rVB 444338 924002 15.88% 3.306%

Sum of corrected areas: 27950635
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM051117\
Data File : BM009993.D

Aca On : 11 May 2017 20:18

Operator : SJ/MA

Sample : PB98840BL

Misc :

ALS Vial :© 11 Sample Multiplier: 1

Z:\HPCHEMI\BNA M\METHODS\8270-BM051117.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM009993.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051117\
Data File : BM009993.D

Aca On : 11 May 2017 20:18

Operator : SJ/MA

Sample - PB98840BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4.30 4.81 ng 100144 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 87
2 Furan. 2.5-dihvdro-2.5-dimethvl- 98 C6H100 059242-27-2 72
3 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 64
4 2-Pentene. 4.4-dimethvl- 98 C7H14 026232-98-4 64
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 64

Abundance Scan 206 (4.299 min): BM009993.D (-202) (-) m/z 55.10 100.00%
548.1 83.1
5000
43.0 08.1
‘ | e 400 420 440 4.60
SRRSO 11 EUDSER L M M YU LSS P m/z 83.10 90.26%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 AR AR LR I R
20,0 43.0 98.0 400 420 440 4.60
' m/z 43.00 39.76%
Ay iy Il ‘ | 67.0 75.0 | L
miz--> 10 20 30 40 50 6 70 8 90 100
Abundance
43.0 83.0
5.0 Tabo 4k as abo
5000 98.0 m/z 39.10 34.94%
67.0 _c
miz--> 10 20 30 40 50 6 70 8 90 100
Abundance #3310: 2-Pentene, 2,4-dimethyl-
55.0 83.0 4.00 420 4.40 4.60
m/z 98.10 32.37%
5000 41.0
98.0
27.0
67.0
"I}ﬁql'”h“'”'MJ”'I””'W'”“W'”'I'h'l'”'l'”' A SRS AR R R
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 420 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051117\
Data File : BM009993.D

Aca On : 11 May 2017 20:18

Operator : SJ/MA

Sample - PB98840BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.89 30.29 ng 630695 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
5 2-Pentanone 86 C5H100 000107-87-9 10

Abundance Scan 306 (4.887 min): BM009993.D (-303) (-) m/z 43.05 100.00%
43.0
59.1
5000
| ot o |4k 4k sho Sk
et m/z 59.10 58.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I AR RS SN U
460 4.80 5.00 5.20
59.0 m/z 101.10 15.98%
270 H g0 1010
il LIl " L L
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
460 4.80 500 520
5000 41.0 m/z 58.05 14.12%
126.0142.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #3602: 1-Propen-2-ol, acetate
43.0 460 4.80 5.00 5.20
m/z 41.10 8.52%
5000
15.0 ‘ 720 100.0
| ) I | |
miz--> 20 40 60 80 100 120 140 160 180 200 460 480 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051117\
Data File : BM009993.D

Aca On : 11 May 2017 20:18

Operator : SJ/MA

Sample - PB98840BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\8270-BM051117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3 unknown7.30 Concentration Rank 1

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

7.30 115.72 ng 2409470 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
2 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 14
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 12
4 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 10
5 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 10

Abundance Scan 716 (7.299 min): BM009993.D (-709) (-) m/z 132.00 100.00%
132.0
68.1
5000
96.1 L UL L I L
40.0 7205 700 7.20 7.40 7.60
; m/z 68.10 62.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13666: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-
56.0 132.0
5000 AN AR RS RS LA
7.00 7.20 7.40 7.60
m/z 66.10 46.81%
m/z--> 25 45 éo éo 160 120 140 160 180 200 220
Abundance
132.0
700 7.20 7.40 7.60
5000 67.0 m/z 134.00 30.39%
44.0 103.0
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro- L maa am ma
132.0 7.00 7.20 7.40 7.60
m/z 69.10 28.05%
5000
69.0
39.0 ‘
|||||||||‘l“‘|‘|‘|”|‘|l:‘l‘l||‘.|‘1Q60 R e e A R s A REEEE
m/z--> 20 60 80 100 120 140 160 180 200 220 7.00 7.20 7.40 7.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051117\
Data File : BM009993.D

Acq On : 11 May 2017 20:18

Operator : SJ/MA

Sample - PB98840BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\8270-BM051117_M
Quant Title : 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]
3-Penten-2-one, 4... 4.30 4.8 ng 100144 1 7.76 416425 20.0
2-Pentanone, 4-hy... 4.89 30.3 ng 630695 1 7.76 416425 20.0
unknown? .30 7.30 115.7 ng 2409470 1 7.76 416425 20.0
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