LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO71316\

Data File : BG023089.D

Aca On - 14 Jul 2016 5:13 Instrument :
Operator - UM/SJ BNA_G

Sample - H4005-01 ClientSampleld :
Misc - 071116-P41-E-D-M
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:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 4.615 296 302 315 rBVY 1703979 2542406 25.06% 5.310%
2 5.226 398 406 413 rBVY 1394390 2220332 21.89% 4.637%
3 5.697 479 486 497 rVB 633153 1040428 10.26% 2.173%
4 6.308 584 590 598 rVB 332479 522609 5.15% 1.091%
5 7.306 753 760 769 rBV 484472 830366 8.19% 1.734%

7.682 816 824 832 rBV 1160981 2085456 20.56% 4 _.356%
8.152 895 904 911 rVvB2 432287 751109 7.40% 1.569%
1437874 2587422 25.51% 5.404%
9.328 1096 1104 1115 rBV 1510918 2698603 26.60% 5.636%
10.984 1376 1386 1393 rBV 651076 1193010 11.76% 2.492%
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11 13.423 1791 1801 1810 rBV 4328305 6631843 65.38% 13.851%
12 14.245 1935 1941 1948 rBV 88156 156337 1.54% 0.327%
13 14.804 2029 2036 2044 rBV2 1247816 2033113 20.04% 4.246%
14 16.296 2284 2290 2299 rBV 2510099 4012949 39.56% 8.381%
15 17.559 2498 2505 2511 rBV2 1664692 2562643 25.26% 5.352%

16 18.423 2647 2652 2657 rBV3 98222 138407 1.36% 0.289%
17 19.686 2863 2867 2873 rBV6 63895 110805 1.09% 0.231%
18 20.162 2941 2948 2957 rBV 7122701 10143914 100.00% 21.186%
19 21.860 3230 3237 3245 rBV2 1623089 2939817 28.98% 6.140%
20 25.244 3802 3813 3826 rBV2 882700 2679062 26.41% 5.595%

Sum of corrected areas: 47880631
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071316\

Data File : BG023089.D

Aca On - 14 Jul 2016 5:13

Operator : UM/SJ

ﬁ?ggle i H4005-01 071116-P41-E-D-M
ALS Vvial :© 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG023089.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071316\

Data File : BG023089.D

Aca On : 14 Jul 2016 5:13

Operator : UM/SJ

Sample : H4005-01 s e
Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 1 3-Penten-2-one, 4-methyl- Concentration Rank 2

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

4.62 67.70 ng 2542410 1,4-Dichlorobenzene-d4 8.15
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 91
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80

Abundance Scan 303 (4.621 min): BG023089.D (-296) (-) m/z 83.10 100.00%
55 8B
5000
420 4.40 4.60 4.80 5.00
Olrrrtlt ey .‘,1.1.7. 148177207237 282 36539740 %8 "m/z 55.05 81.59%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 ISR LR SN
29 420 4.40 4.60 4.80 5.00
\ m/z 43.10 31.99%
0|"“"M"""|""|""|""|""l""l""l""l""l"'
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
83
55 420 440 460 480 500
5000 m/z 98.10 30.42%
29
S S o L B L B L L L M
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- T BRam s e
55 83 420 4.40 4.60 4.80 5.00
m/z 39.10 21.81%
5000, .
S S o L B L B L L I M ISR SR U SN
mz-> 0 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\BGO071316\

Data File : BG023089.D

Aca On : 14 Jul 2016 5:13

Operator : UM/SJ

Sample : H4005-01 s e
Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.23 59.12 ng 2220330 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 38
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 37
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 36
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33

Abundance Scan 407 (5.232 min): BG023089.D (-398) (-) m/z 43.05 100.00%
43
5000
101
480 500 520 540 5.60
Ol #82, f 134 166195228 267 338 459488520 | "m/z 59.10 72.66%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AU N L R

480 5.00 520 5.40 5.60
m/z 101.10 27.13%

15 101
0 ‘ Wi !
A e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59
B REa R S
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.10 18.40%
31
87
o e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester e REE mEaR TSRS R
59 4.80 5.00 5.20 5.40 5.60
m/z 41.10 9.97%
5000
\ 126
r-—Attrrr—r—r— MY S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071316\

Data File : BG023089.D

Aca On : 14 Jul 2016 5:13

Operator : UM/SJ

Sample : H4005-01 s e
Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 5

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

6.31 13.92 ng 522609 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 53
2 1.3-Dioxolane. 2-(1-methvlethvl)- 116 C6H1202 000822-83-3 9
3 1-Methoxvethanimine. N-acetvl- 115 C5H9NO2 099028-43-0 9
4 1.3-Dioxolane. 2-propvl- 116 C6H1202 003390-13-4 9
5 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 9

Abundance Scan 590 (6.308 min): BG023089.D (-584) (-) m/z 73.10 100.00%
7B
43
5000
e
15 6.00 6.20 6.40 6.60
Of -t b L 169193 231258 299 999 406 440 | m/z 43.10 70.13%
m/z-> 0 50 100 150 200 250 300 350 400
Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43 73
5000 RSN SRS LN RN
6.00 6.20 6.40 6.60
m/z 115.10 9.24%
115
0 }QWU”M'“'i""'l""I""I""I""I""I""I
m/z-> 0 50 100 150 200 250 300 350 400
Abundance
73
N AR LSS RS LR
6.00 6.20 6.40 6.60
5000 m/z 41.10 7.96%
15 45
115
e S L L B WL UL BN S
m/z-> 0 50 100 150 200 250 300 350 400
Abundance #7558: 1-Methoxyethanimine, N-acetyl-
43 6.00 6.20 6.40 6.60
100 m/z 42.10 5.76%
5000
73
0 "‘”V‘”"|J"'|""|""|""|""|""|""|
m/z-> 0 50 100 150 200 250 300 350 400 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO071316\

Data File : BG023089.D

Aca On : 14 Jul 2016 5:13

Operator : UM/SJ

Sample : H4005-01 s e
Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 4 unknown7.68 Concentration Rank 4

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

7.68 55.53 ng 2085460 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
3 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 10

Abundance Scan 824 (7.682 min): BG023089.D (-816) (-) m/z 131.95 100.00%
132
68
5000
a0 | %° 740 7.60 7.80 8.00
ohrdidh Lo | wrerosose s w0 awem o Teg e 5a.5aw
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U UL UL LR
7.40 7.60 7.80 8.00
m/z 66.10 40.84%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
132
A
7.40 7.60 7.80 8.00
5000 97 m/z 134.00 33.03%
31 g0
L S L B S S S BN SRR SRR SRR
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13666: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-  H A ma s
56 132 7.40 7.60 7.80 8.00
m/z 69.05 28.10%
5000
27
Ol'AwﬂJ“ﬁﬁ"'w"""""" DR PR S LI B U UL IR LR L
mz-> 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\BG071316\
Data File : BG023089.D

Acq On 14 Jul 2016 5:13

Operator : UM/SJ

Sample - H4005-01

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

TIC Top Hit name RT EstConc Units Response
3-Penten-2-one, 4. .. 4.62 67.7 ng 2542410
2-Pentanone, 4-hy... 5.23 59.1 ng 2220330
2-Pentanone, 4-me... 6.31 13.9 ng 522609
unknown7 .68 7.68 55.5 ng 2085460
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|--Internal Standard---|
Resp Conc]

|# RT

751109
751109
751109
751109

071116-P41-E-D-M
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