LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061215\
Data File : BG017667.D

Acq On : 13 Jun 2015 10:07

Operator : TP/1Z

Sample - G2592-09

Misc :

ALS Vial : 28 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-BG061215_.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

4.010 221 225 230 rBV 55788 70898 2.29% 0.650%
4.621 323 329 340 rBV2 46358 75184 2.43% 0.689%
rBv 418698 586773 18.96% 5.376%
6.737 682 689 698 rBvV 377983 576594 18.63% 5.282%
7.066 738 745 753 rBV 496665 737592 23.84% 6.757%
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7.524 817 823 834 rVB 105342 164810 5.33% 1.510%
7.841 870 877 884 rBV 371198 578665 18.70% 5.301%
8.693 1014 1022 1034 rBV 260805 443214 14.32% 4._.060%
10.321 1292 1299 1307 rBV2 103900 191725 6.20% 1.756%
12.818 1717 1724 1733 rBVY 741821 1109584 35.86% 10.165%

=
QO ~NO®

11 14.204 1954 1960 1967 rBvV2 178405 293059 9.47% 2.685%
12 15.708 2210 2216 2228 rBV 793748 1245527 40.25% 11.411%
13 16.960 2424 2429 2441 rBV 303266 458832 14.83% 4_.203%
14 19.604 2873 2879 2889 rBV 2570495 3094267 100.00% 28.347%
15 21.161 3139 3144 3153 rBV 512295 656239 21.21% 6.012%

16 23.358 3512 3518 3530 rBV 321777 632612 20.44% 5.795%

Sum of corrected areas: 10915575

8270-BG061215.M Mon Jun 15 18:13:15 2015 S Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061215\
Data File : BG017667.D

Acq On : 13 Jun 2015 10:07

Operator : TP/1Z

Sample - G2592-09

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG061215.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG017667.D
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Abundance TIC: BG017667.D
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Abundance TIC: BG017667.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061215\
Data File : BG017667.D

Acq On : 13 Jun 2015 10:07

Operator : TP/1Z

Sample - G2592-09

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG061215_M
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 1 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4.01 8.60 ng 70898 1,4-Dichlorobenzene-d4 7.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 83
2 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80
3 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 80
4 3-Hexen-2-one 98 C6H100 000763-93-9 72
5 2-Pentene, 4,4-dimethyl-, (2)- 98 C7H14 000762-63-0 72

Abundance Scan 225 (4.010 min): BG017667.D (-221) (-) m/z 83.00 100.00%
a3
5000 55
3.60 3.80 4.00 4.20 4.40
o‘rrrru#.u...,....,....2,0.7...,....3?0...?‘}9....,.‘.‘2.9.,..4?? m/z 55.00 37.87%
mz--> 0 50 100 150 200 250 300 350 400 450
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 IR LRI L L I
29 3.60 3.80 4.00 4.20 4.40
‘ m/z 98.00 26 .73%
Ol”kwﬂ'”'i"”I"”I"'W"'W""P"'I”"I”"
mz--> 0 50 100 150 200 250 300 350 400 450
Abundance
83
55 S RARANNARSE RARRE LA R
3.60 3.80 4.00 4.20 4.40
5000 m/z 39.00 20.78%
27
O S U UL B WL IS B L
mz--> 0 50 100 150 200 250 300 350 400 450
Abundance #3342: 2-Pentene, 3,4-dimethyl-, (2)-
5 83 3.60 3.80 4.00 4.20 4.40
m/z 43.00 19.86%
5000
27
mz-> 0 50 100 150 200 250 300 350 400 450 3.60 3.80 4.00 4.20 4.40

8270-BG061215.M Mon Jun 15 18:13:19 2015 S Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061215\
Data File : BG017667.D

Acq On : 13 Jun 2015 10:07

Operator : TP/1Z

Sample - G2592-09

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG061215_M
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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
462 9.12ng 75184  1,4-Dichlorobenzene-d4 7.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 47

2 Oxirane, [(1-methylethoxy)methyl]- 116 C6H1202 004016-14-2 39
3 2-Pentanol, 5-methoxy-2-methyl- 132 C7H1602 055724-04-4 38
4 Hydrazine, 1,1-bis(l1-methylethyl)- 116 C6H16N2 000921-14-2 33
5 5-Ethyl-3-methylhept-1-en-4-ol 156 C10H200 286424-80-4 28

Abundance Scan 329 (4.621 min): BG017667.D (-323) (-) m/z 43.00 100.00%
5000
420 4.40 4.60 4.80 5.00
182 221 281
0 m/z 59.00 70.16%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LA L
420 4.40 4.60 4.80 5.00
m/z 101.00 32.66%
“ 101
o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
43
420 4.40 4.60 4.80 5.00
5000 m/z 58.00 21.31%
101
73
O T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #13975: 2-Pentanol, 5-methoxy-2-methyl-
9 420 4.40 4.60 4.80 5.00
m/z 41.00 15.41%
5000 85
m/z--> 50 100 150 200 250 300 350 400 450 500 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061215\
Data File : BG017667.D

Acq On : 13 Jun 2015 10:07

Operator : TP/1Z

Sample - G2592-09

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG061215_M
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 3H-1,2-Dithiol-3-one, 5-met... Concentration Rank 1

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

7.07 89.51 ng 737592 1,4-Dichlorobenzene-d4 7.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3H-1,2-Dithiol-3-one, 5-methyl- 132 C4H40S2 003620-08-4 10
2 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 10
3 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
4 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 10
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 10

Abundance Scan 746 (7.071 min): BG017667.D (-738) (-) m/z 132.00 100.00%
132
5000 66
a0 | 96 " '6.80 7.00 7.20 7.40
o il L aseaa o7s 435 475505 0" 66 00 46.25%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #13684: 3H-1,2-Dithiol-3-one, 5-methyl-
132
5000 67 UL LA UL I I
6.80 7.00 7.20 7.40
m/z 68.00 43.13%
103
0"ﬂlwm'ﬂ"hl"'W""P"'I”"I'”'I"”I"'W"
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
132
"AI'”'I”"P"W"”
6.80 7.00 7.20 7.40
5000 m/z 134.00 31.04%
69
39 103
e S o L B S UL S B L
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE e
132 6.80 7.00 7.20 7.40
m/z 68.95 26 .49%
5000
92
39 65 \
0"ﬁfﬂﬁJ|h' ORI SRLELEL DAL UARLLEL SR UARLLEL LI W
m/z--> 50 100 150 200 250 300 350 400 450 500 6.80 7.00 7.20 7.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061215\
Data File : BG017667.D

Acq On : 13 Jun 2015 10:07

Operator : TP/1Z

Sample - G2592-09

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG061215_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 4.01 8.6 ng 70898 1 7.52 164810 20.0
2-Pentanone, 4-hy... 4.62 9.1 ng 75184 1 7.52 164810 20.0
3H-1,2-Dithiol-3-_.. 7.07 89.5 ng 737592 1 7.52 164810 20.0
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