LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG102716\
Data File : BG024532.D

Acq On : 27 Oct 2016 22:09

Operator : UM/SJ

Sample - H5434-01

Misc :

ALS Vial : 9 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-BG102516.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

5.334 418 425 432 rBvV 229454 398154 3.97% 1.001%
5.799 497 504 513 rBvV 609243 1046963 10.44% 2.633%
rBv 413472 754589 7.52% 1.897%
7.796 834 844 854 rBV 1073252 1925277 19.19% 4.841%
8.272 918 925 935 rVB 393568 714055 7.12% 1.795%

OOrWNPE
~
N
o
w
~
o
©
~
~
~
~
(00]
by

8.595 973 980 989 rvB 1719182 3209721 32.00% 8.071%
9.447 1116 1125 1132 rBV 1555537 2844939 28.36% 7.154%
11.098 1396 1406 1414 rBV 483907 939103 9.36% 2.361%
13.513 1809 1817 1825 rVB 3780285 6026646 60.08% 15.154%
14.324 1946 1955 1961 rBV 273942 416897 4.16% 1.048%

=
QO ~NO®

11 14.888 2043 2051 2059 rVB 798359 1290851 12.87% 3.246%
12 15.681 2181 2186 2192 rVB4 90471 145932 1.45% 0.367%
13 16.369 2297 2303 2313 rBV 1874567 2861065 28.52% 7.194%
14 16.545 2328 2333 2341 rBV3 79216 138381 1.38% 0.348%
15 17.626 2511 2517 2526 rBV 1064199 1708360 17.03% 4._.296%

16 20.211 2950 2957 2963 rBV 7452848 10031728 100.00% 25.225%
17 21.510 3174 3178 3183 rBV6 86689 172895 1.72% 0.435%

18 21.921 3242 3248 3259 rVB 1371482 2519647 25.12% 6.336%
19 25.358 3821 3833 3844 rVvB2 832914 2624573 26.16% 6.599%

Sum of corrected areas: 39769776
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG102716\
Data File : BG024532.D

Acq On : 27 Oct 2016 22:09

Operator : UM/SJ

Sample - H5434-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG024532.D
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Abundance TIC: BG024532.D
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Abundance TIC: BG024532.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG102716\
Data File : BG024532.D

Acq On : 27 Oct 2016 22:09

Operator : UM/SJ

Sample - H5434-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .M
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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.33 11.15 ng 398154 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 47
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 9
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 9
5 Erythro-2-methyl-3,4-dibromo-2-b... 244 C5H10Br20 1000288-19-3 9

Abundance Scan 424 (5.329 min): BG024532.D (-418) (-) m/z 43.05 100.00%
a3
5000
1 500 520 540 560
,....,J...A.,|..??2.17?.,??.2.,2‘?9..,.3??.3?9..3.9?..‘?3.8,...49?.. m/z 59.10 68.18%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 rrrrrrTrTTr T T T T T T
5.00 520 5.40 5.60
m/z 101.10 17.96%

15 ‘ 101
‘ N ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance
43
R e b !
5.00 5.20 5.40 5.60
5000 m/z 58.00 14.41%
101
15 69
L L e B B B L o S
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59 5.00 5.20 5.40 5.60
m/z 41.00 10.27%
5000
126
T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG102716\
Data File : BG024532.D

Acq On : 27 Oct 2016 22:09

Operator : UM/SJ

Sample - H5434-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .M
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 unknown7.80 Concentration Rank 2

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

7.80 53.93 ng 1925280 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 18
2 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H3N2 034760-58-2 14
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 10
5 1H-Indazole, 7-methyl- 132 C8H8N2 1000316-00-7 10

Abundance Scan 845 (7.802 min): BG024532.D (-834) (-) m/z 132.00 100.00%
132
68
5000
I I R 2 )
1 u t3n 2 m/z 68.10 56.80%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRS IR R U
7.40 7.60 7.80 8.00 8.20
m/z 66.05 39.05%

31
‘H\“ \‘ ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance

132

7.40 7.60 7.80 8.00 8.20
5000 m/z 134.00 34.88%
104

39 78

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #14503: 1H-Benzimidazole, 2-methyl- T T
132 740 7.60 7.80 8.00 8.20
m/z 69.10 27.94%
5000
281163‘}04
L B B B B R AREEEERaE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.40 7.60 780 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG102716\
Data File : BG024532.D

Acq On : 27 Oct 2016 22:09

Operator : UM/SJ

Sample - H5434-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .M
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 4 unknownl5.68 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.68 2.26 ng 145932 Acenaphthene-d10 14.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid, isohexyl tridec-2... 428 C27H4004 1000315-44-4 43
2 Phthalic acid, 3,4-dichloropheny... 394 C20H20C1204 1000315-28-2 38
3 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 35
4 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 35
5 Undecane, 5-ethyl- 184 C13H28 017453-94-0 35
Abundance Scan 2186 (15.681 min): BG024532.D (-2181) (-) m/z 57.20 100.00%
g7
5000 149
85
121 177 205 15.40 15.60 15.80 16.00
A, 221 253 324 397423 469 n/z 43.10 66.97%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #221725: Phthalic acid, isohexyl tridec-2-yn-1-yl ester
149
85
5000 R ISR SUNN N B
15.40 15.60 15.80 16.00
43 m/z 149.10 52.57%
\‘ [[ENTRNTR | ‘\1109 | 176 233 326
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
149
85 15.40 15.60 15.80 16.00
5000 m/z 85.10 36.06%
43
233
121 101 293
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #149369: Sulfurous acid, butyl dodecyl ester
57 15.40 15.60 15.80 16.00
m/z 71.10 35.99%
5000
85
29
iy J (113139 169 291
m/z--> 50 100 150 200 250 300 350 400 450 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG102716\
Data File : BG024532.D

Acq On : 27 Oct 2016 22:09

Operator : UM/SJ

Sample - H5434-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .M
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]
2-Pentanone, 4-hy... 5.33 11.2 ng 398154 1 8.27 714055 20.0
unknown? .80 7.80 53.9 ng 1925280 1 8.27 714055 20.0
unknownl15.68 15.68 2.3 ng 145932 3 14.89 1290850 20.0
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