LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062816\
Data File : BG022684.D

Aca On 28 Jun 2016 20:26

Operator : UM/SJ

Sample : PB91509BL

Misc :

ALS Vial : 13 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-BG062516.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

4.626 298 304 311 rBV 163063 247195 2.08% 0.435%
5.231 400 407 417 rBV 659813 1046809 8.80% 1.840%
rBvV 2378589 3958488 33.27% 6.959%
7.305 752 760 773 rBV 2586376 4509026 37.90% 7.926%
7.687 816 825 834 rBV 2431274 4234934 35.59% 7.445%
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8.157 899 905 913 rBV 452335 781366 6.57% 1.374%
8.486 952 961 968 rBV 1795676 3048283 25.62% 5.359%
9.332 1095 1105 1117 rBV 1532231 2789965 23.45% 4.904%
10.983 1378 1386 1393 rBV 619857 1101687 9.26% 1.937%
13.422 1794 1801 1808 rBVY 4108910 6468272 54.36% 11.370%

=
QO ~NO®

11 14.796 2029 2035 2043 rBV2 1046409 1737576 14.60% 3.054%
12 16.289 2280 2289 2304 rBV 4353123 6776294 56.95% 11.912%
13 17.552 2497 2504 2511 rBV 1579707 2503354 21.04% 4.401%
14 19.838 2889 2893 2901 rVB 93625 119256 1.00% 0.210%
15 20.155 2941 2947 2954 rBV 8746736 11898510 100.00% 20.916%

16 21.847 3228 3235 3244 rBV 1805277 3063164 25.74% 5.385%
17 25.208 3796 3807 3818 rBV 871449 2602394 21.87% 4_575%

Sum of corrected areas: 56886573
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062816\
Data File : BG022684.D

Aca On : 28 Jun 2016 20:26

Operator : UM/SJ

Sample : PB91509BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG062516.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: BG022684.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062816\
Data File : BG022684.D

Aca On : 28 Jun 2016 20:26

Operator : UM/SJ

Sample : PB91509BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062516_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.

4.63 6.33 ng 247195 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 86
2 2-Pentene. 4.4-dimethvl-. (2)- 98 C7H14 000762-63-0 86
3 3-Hexen-2-one 98 C6H100 000763-93-9 86
4 Furan., 2-methoxv- 98 C5H602 025414-22-6 78
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 78

Abundance Scan 305 (4.632 min): BG022684.D (-298) (-) m/z 83.10 100.00%
83
55
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420 4.40 4.60 4.80 5.00
o il 1 127153 188 215241 281 819 357 400424 458 | o555 10 73.48%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 ISR UL N
29 420 4.40 4.60 4.80 5.00
“ m/z 98.10 33.89%
0 iw#---ﬂ""l”"|"”|""w'"|'”'|"'w"
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
55 83
420 440 460 480 5.00
5000 m/z 43.05 29.84%
27
L L A L UL UL UL BB W
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #3109: 3-Hexen-2-one
83 420 4.40 4.60 4.80 5.00
55 m/z 39.10 24 .19%
5000
29
0'th'L”l""P"'I'”'I"'W""I”"I"”I"
m/z--> 50 100 150 200 250 300 350 400 450 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG062816\
Data File : BG022684.D

Aca On : 28 Jun 2016 20:26

Operator : UM/SJ

Sample : PB91509BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062516_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.

5.23 26.79 ng 1046810 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Guanidine 59 CH5N3 000113-00-8 43
3 3-Octanol 130 C8H180 020296-29-1 33
4 Hvdrazine. 1.1-bis(1l-methvlethvl)- 116 C6H16N2 000921-14-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 407 (5.231 min): BG022684.D (-400) (-) m/z 43.10 100.00%
a3
5000
i ko 5k 5a0 ko
Ol 72 142169 232 287318 48 5% 'm/z 59.10 68.89%
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RS L U

480 5.00 520 5.40 5.60
m/z 101.10 22.95%

15 ‘ 101
o,ﬂwi,.”.,..”,............ R e
m/z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59
e EEAR BRI
4.80 5.00 520 5.40 5.60
5000/ 18 m/z 58.10 17.73%
o e
m/z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13175: 3-Octanol R e e R
9 4.80 5.00 5.20 5.40 5.60
m/z 41.05 9.14%
5000
101
o , \129
A B B B B B a B EE
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\BG062816\
Data File : BG022684.D

Aca On : 28 Jun 2016 20:26

Operator : UM/SJ

Sample : PB91509BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG062516_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 3 unknown7.69 Concentration Rank 1

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

7.69 108.40 ng 4234930 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 Xenon 132 Xe 007440-63-3 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 825 (7.687 min): BG022684.D (-816) (-) m/z 132.00 100.00%
132
68
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20 96 e R REREEmmE
7.40 7.60 7.80 8.00
O lh L L 182 253 296 833 412 459 839 | "m/z 68.10 57.13%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 R I L L L
7.40 7.60 7.80 8.00
3 10 m/z 66.10 41.64%
Ol“Jth"l'“'l"“ DN SN S S B B
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
132
% 740 7.60 7.80 8.00
5000 m/z 134.00 33.14%
31
O S L L L B B B B B
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14013: 1H-Benzimidazole, 2-methyl- R Ea e S ERmaan
132 7.40 7.60 7.80 8.00
m/z 69.10 26 .50%
5000
. 28 63‘ 104
iz e 10 1% 3% %0 Ho o 4o o o 740 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062816\
Data File : BG022684.D

Acq On 28 Jun 2016 20:26

Operator : UM/SJ

Sample : PB91509BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062516 .M
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... 4.63 6.3 ng 247195 1 8.16 781366 20.0
2-Pentanone, 4-hy... 5.23 26.8 ng 1046810 1 8.16 781366 20.0
unknown? .69 7.69 108.4 ng 4234930 1 8.16 781366 20.0
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