LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091117\
Data File : BG028643.D

Aca On : 11 Sep 2017 15:53

Operator : SJ/JU

Sample : 15167-04

Misc :

ALS Vial : 10 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-BG090717.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 5.445 311 316 321 rBV 24590 39329 1.02% 0.249%
2 5.909 388 395 405 rBV 326988 566116 14.63% 3.588%
3 7.490 655 664 676 rBV 192712 388539 10.04% 2.462%
4 7.872 718 729 741 rBV 564332 1037436 26.81% 6.574%
5 8.336 801 808 816 rBV2 121152 218393 5.64% 1.384%

8.659 851 863 874 rBV 510789 910606 23.53% 5.771%
9.505 998 1007 1016 rBV 419735 787714 20.36% 4.992%
161531 308303 7.97% 1.954%
12.073 1433 1444 1453 rBV2 308241 682982 17.65% 4.328%
13.565 1690 1698 1705 rBY 1313822 2026175 52.36% 12.840%
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11 14.946 1925 1933 1941 rBV2 280428 467445 12.08% 2.962%
12 15.663 2047 2055 2061 rBV 109794 163411 4.22% 1.036%
13 16.432 2179 2186 2204 rBV 1078437 1765516 45.62% 11.188%
14 17.696 2393 2401 2410 rBV2 438513 671272 17.35% 4._.254%
15 20.281 2834 2841 2849 rBV 2977556 3869827 100.00% 24.523%

16 22.026 3131 3138 3150 rVB 452716 829376 21.43% 5.256%
17 22.854 3272 3279 3287 rBV 135929 270863 7.00% 1.716%
18 25.528 3724 3734 3748 rVB3 243855 776812 20.07% 4.923%

Sum of corrected areas: 15780115
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091117\
Data File : BG028643.D

Aca On : 11 Sep 2017 15:53

Operator : SJ/JU

Sample : 15167-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG090717_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG028643.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091117\
Data File : BG028643.D

Aca On : 11 Sep 2017 15:53

Operator : SJ/JU

Sample : 15167-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA G\METHODS\8270-BG090717_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown5.45 Concentration Rank 5

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

5.45 3.60 ng 39329 1,4-Dichlorobenzene-d4 8.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octanol 130 C8H180 000589-98-0 36
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 3-Heptanol. 4-methvl- 130 C8H180 014979-39-6 28
4 4.5-Dimethvl-3-heptanol 144 C9H200 019549-76-9 25
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 317 (5.451 min): BG028643.D (-311) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.1
83.0 5.20 5.40 5.60 5.80
ol .-.-.-!-|....,'....',|....,...?‘f?‘?..,....,...l?g,'.l. m/z 59.10 65.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13627: 3-Octanol
59.0
83.0
5000 N RS AN LS R
410 520 540 560 580
101.0 m/z 101.10 20.15%
O.EI-.‘L.Ol....l....l....|....|....|....|....|....|....|..
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
520 540 560 580
5000 m/z 58.05 13.39%
101.0
41.0
15.0 83.0
G T S S UL L UL UL S WL W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13680: 3-Heptanol, 4-methyl-
54.0 520 5.40 5.60 5.80
m/z 41.10 10.24%
5000
27.0 43.0
T P
0'“'|'”'Jﬁt'ui'ﬂ“'w"'|'"'ﬁ%%ql""l'”'l""l”
m/z--> 20 40 80 100 120 140 160 180 200 520 5.40 560 5.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091117\
Data File : BG028643.D

Aca On : 11 Sep 2017 15:53

Operator : SJ/JU

Sample : 15167-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG090717_M
Quant Title : 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 unknown7.87 Concentration Rank 1

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

7.87 95.01 ng 1037440 1,4-Dichlorobenzene-d4 8.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 10

Abundance Scan 729 (7.872 min): BG028643.D (-718) (-) m/z 132.10 100.00%
13%.1
5000 68.1
401 541 ‘ | 71 97-1 1061 760 7.80 8.00 820
S TN O A= PR - [ m/z 68.10 47.80%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 R LR R U L
7.60 7.80 8.00 8.20
310 70.0 m/z 66.10 32.61%
0 ‘ 44.0 L, 6(‘)\0 860 | 116.0 !
m/z--> 30 40 50 60 75 80 90 100 110 120 130 140
Abundance
132.0
A AR AR AR AR
69.0 104.0 7.60 7.80 8.00 8.20
5000 ' m/z 134.10 32.26%
31.0 51.0
79.0
e R RS AR AR RS RAARS RSN BALRN SERSS RS RARRE
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- A s mae
132.0 7.60 7.80 8.00 8.20
m/z 69.10 19.73%
5000
69.0
390 *? ‘ 89.0 103.0
0....,....‘:‘”..‘.“‘” |...‘.|..‘??R...|...‘.|.‘l‘..|1.1.5.9|....| | e MMM,
m/z--> 30 80 90 100 110 120 130 140 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091117\
Data File : BG028643.D

Aca On : 11 Sep 2017 15:53

Operator : SJ/JU

Sample : 15167-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG090717_M
Quant Title : 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 Diethyltoluamide Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.66 6.99 ng 163411 Acenaphthene-d10 14.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvltoluamide 191 C12H17NO 000134-62-3 95
2 Benzamide. N.N-diethvl-4-methvl- 191 C12H17NO 002728-05-4 83
3 3-(4-MethvlbenzovbDacrvlic acid 190 C11H1003 020972-36-5 78
4 Benzamide. N-(l.l-dimethvlethvl)... 191 C12H17NO 042498-32-8 58
5 Benzoyl chloride, 3-methyl- 154 C8H7CIO 001711-06-4 52
Abundance Scan 2055 (15.663 min): BG028643.D (-2047) (-) m/z 119.10 100.00%
119.1
5000 911 190.1
65.1 RIS BN DU DAL SUR
391 | 162.1 | 15.40 15.60 15.80 16.00
Ol vt e e e e m/z 190.10 42 .55%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53785: Diethyltoluamide
119.0
5000 190.0 B A i o
910 1540 15.60 15.80 16.00
65.0 m/z 91.10 37.81%
o 39.0 | ) | 145,0 162.0 |
miz--> % 4 G 8 10 10 10 1% 180
Abundance
119.0
" 15.40 15.60 15.80 16.00
5000 m/z 65.10 17.31%
91.0
190.0
65.0
o 42.0 136.0 162.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52839: 3-(4-Methylbenzoyl)acrylic acid R e R
119.0 15.40 15.60 15.80 16.00
m/z 191.10 14 .79%
5000 91.0
65.0 190.0
o140 39.0 “ N 145.0 162.0
m/z--> 20 4'0 60 80 1(')0 120 14'10 1('30 15';0 ' 15'40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG091117\
Data File : BG028643.D

Aca On : 11 Sep 2017 15:53

Operator : SJ/JU

Sample : 15167-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG090717_M
Quant Title : 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 5 Phenol, 4,4"-butylidenebis[... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
'22.85 6.53ng 270863  Chrysene-di2 22.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Phenol. 4.4"-butvlidenebisl2-(1.... 382 C26H3802 000085-60-9 93

129086-91-5 64
136009-90-0 64
102012-79-3 59
309279-63-8 53

1-(2.6-Dimethviphenvliiminomethvl... 339 C23H17N0O2
3 2.4-Bis(4-aminophenv)-6-(pvridy... 339 C21H17N5
4 lsoauinoline. 6.7-dimethoxy-1-me... 339 C20H21N04
5 Phenol, 4-nitro-2-diphenylphosph... 339 C18H14NO4P

Abundance Scan 3278 (22.848 min): BG028643.D (-3272) (-) m/z 339.20 100.00%

339.2
5000
57.1

148.1177.1 2823 22.60 22.80 23.00 23.20
91.2119.1 207.0 . 281.1309.3 .
ol L 2AHY L T 2002390 281093 LYY m/z 340.30 27.65%

m/z--> 50 100 150 200 250 300 350
339.0
5000

Abundance #203691: Phenol, 4,4-butylidenebis[2-(1,1-dimethylethyl)
22.60 22.80 23.00 23.20

m/z 57.10 11.72%

57.0 148.0
01280 | 910119.07"*717F. 0 219.0251.0281.0309.0 | 3820
e e e
miz--> 50 100 150 200 250 300 350
Abundance
339.0
22.60 22.80 23.00 23.20
5000 m/z 148.10 6.95%
77.0 132.0 292.0
. 44.0 16301030 20
e T e e e T o a E T
miz--> 50 100 150 200 250 300 350
Abundance #176065: 2,4-Bis(4-aminopheny!l)-6-(pyridyl)pyrimidine
339.0 22.60 22.80 23.00 23.20
m/z 177.10 5.41%
5000
221.0
o 440 780 11591430 1950 | %610 3110 |
e A e T ———r
miz--> 50 100 150 200 250 300 350 22.60 22.80 23.00 23.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG091117\
Data File : BG028643.D

Acq On : 11 Sep 2017 15:53

Operator : SJ/JU

Sample - 15167-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG090717 .M
Quant Title : 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]
unknown5 .45 5.45 3.6 ng 39329 1 8.34 218393 20.0
unknown? .87 7.87 95.0 ng 1037440 1 8.34 218393 20.0
Diethyltoluamide 15.66 7.0 ng 163411 3 14.95 467445 20.0
Phenol, 4,4"-buty... 22.85 6.5 ng 270863 5 22.03 829376 20.0
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