LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082018\
Data File : BF108279.D

Aca On : 20 Aug 2018 10:25

Operator : JU/SJ

Sample : PB112152BL

Misc :

ALS Vial : 4 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF080818 .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 2.419 10 14 23 rvVB 71502 109794 1.62% 0.220%
2 5.278 495 500 510 rBV 161040 219020 3.23% 0.438%
3 5.654 558 564 567 rBY 4702262 4798168 70.67% 9.596%
4 6.642 725 732 735 rBVY 4725064 5010035 73.79% 10.020%
5 6.789 752 757 760 rBVY 5109521 5005986 73.73% 10.012%

7.013 791 795 799 rBV 1315873 1167776 17.20% 2.336%
7.172 818 822 826 rBV 4250833 3956715 58.27% 7.913%
7.578 885 891 894 rBV 2974051 3368635 49.61% 6.737%
8.301 1009 1014 1017 rBV 1555649 1472404 21.69% 2.945%
9.378 1190 1197 1200 rBV 5725773 6220291 91.61% 12.440%

=
QO ~NO®

11 10.060 1308 1313 1325 rBV2 1853646 1778799 26.20% 3.558%
12 10.860 1443 1449 1452 rBV 4114545 4000721 58.92% 8.001%
13 11.560 1564 1568 1571 rBV 2275563 1887990 27.81% 3.776%
14 13.148 1833 1838 1841 rBV 6313268 6789773 100.00% 13.579%
15 13.477 1883 1894 1912 rVB3 68208 364615 5.37% 0.729%

16 14.071 1988 1995 2009 rBV 109930 479745 7.07% 0.959%
17 14.213 2015 2019 2023 rBV 1900610 1843857 27.16% 3.688%
18 15.777 2279 2285 2295 rVB 1052697 1526283 22.48% 3.053%

Sum of corrected areas: 50000607
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082018\
Data File : BF108279.D

Aca On : 20 Aug 2018 10:25

Operator : JU/SJ

Sample : PB112152BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF108279.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082018\
Data File : BF108279.D

Aca On : 20 Aug 2018 10:25

Operator : JU/SJ

Sample : PB112152BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.28 3.75 ng 219020 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 500 (5.278 min): BF108279.D (-495) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 s A LS UL R
| 83.1 | 5.00 520 5.40 5.60
o e m/z 59.10 53.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L I UL
59.0 500 520 540 560
0
150 a0 1010 m/z 101.10 16.48%
: 83.0
Ot e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
54.0
500 520 540 560
5000 m/z 58.10 15.08%
41.0
29.0 101.0
0 W 1)], 500 ] 73.0  86.0 \
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2—methy|— L L LI L L NI LB B
54.0 5.00 520 5.40 5.60
m/z 41.10 8.78%
5000
410 101.0
oL 150 30 Tls00, | 690 830
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.00 520 5.40 5.60

8270-BF080818.M Tue Aug 21 15:23:10 2018 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082018\
Data File : BF108279.D

Aca On : 20 Aug 2018 10:25

Operator : JU/SJ

Sample : PB112152BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknown6.79 Concentration Rank 1

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

6.79 85.74 ng 5005990 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 25
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10

Abundance Scan 757 (6.789 min): BF108279.D (-752) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 g || BT Sh0 6k 60 1o 750
Obrr et e 850 L 070 L m/z 68.10 46.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 BRI R L LN
6.40 6.60 6.80 7.00 7.20
2.0 510 m/z 134.00 33.76%
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.05 30.61%
150 280 390 520 830 770 900 1040 .., ||
mz> 15 % 30 40 50 6 7 80 90 100 110 130 130 140 i
Abundance #14144: 5-Fluoro-2-chloropyrimidine R E e e
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.05 19.01%
5000
33.0 44.0 0.0 105.0
0"I”"P"W'L”I'L“Iﬁqﬂ*'“l:”llﬁgﬂ"il'”hl”"P"W T ARSI SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082018\
Data File : BF108279.D

Aca On : 20 Aug 2018 10:25

Operator : JU/SJ

Sample : PB112152BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 4 unknownl3.48 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.48 3.95 ng 364615 Chrysene-di12 14.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. monoamide. N-meth... 297 C18H19NO3 1000322-83-9 47
2 Phthalic acid. 5-methvlhex-2-vl ... 292 C17H2404 1000371-09-3 43
3 3-Phenvlpropanoic acid. l-adaman... 298 C20H2602 1000282-93-6 43
4 5H-Pvrrolo(3.2-d)pvrimidine-2.4-_... 149 C6H7N5 1000244-21-4 43
5 Dimethylmalonic acid, di(3-methy... 312 C19H2004 1000363-61-8 43
Abundance Scan 1894 (13.477 min): BF108279.D (-1883) (-) m/z 149.00 100.00%
149.0
5000 NWAKWM///J\\\W//LL/\W\\1
104.0
533.1 1alo0 12140 12 60 1280
50.0 193.0 2401 284.1 445.1 13.20 13.40 13.60 13.80
obrrpond ek LA LT 20027715 3009 4001 | | “m/z 104.00  34.99%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #141966: Phthalic acid, monoamide, N-methyl-N-phenyl-, pro...
149.0
5000 N BN BN I S
13.20 13.40 13.60 13.80
191.0 m/z 162.05 14 .29%
27.0 770 238.0 2970
mz> %0 100 150 200 2% 306 30 460 4%0 a0 |
Abundance #137799: Phthalic acid, 5-methylhex-2-yl ethyl ester
149.0
13.20 13.40 13.60 13.80
5000 m/z 76.05 13.58%
Lo mo | 1
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #143233: 3-Phenylpropanoic acid, 1-adamantylmethyl ester B e N E Eamad
149.0 13.20 13.40 13.60 13.80
m/z 533.15 12 .34%
5000
91.0
41.0 \Luﬂ ‘ 207.0 298.0
m/z--> 50 100 150 200 250 300 350 400 450 500 ' 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082018\
Data File : BF108279.D

Aca On : 20 Aug 2018 10:25

Operator : JU/SJ

Sample : PB112152BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 5 2-((2-Ethylbutoxy)carbonyl)... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.07 5.20 ng 479745 Chrysene-d12 14.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-((2-Ethvlbutoxv)carbonvl)benzo... 250 C14H1804 1000373-62-8 53
2 2-(Heptvloxvcarbonvl)benzoic acid 264 C15H2004 1000373-67-7 50
3 Phthalic acid. dodecvl oct-3-vl ... 446 C28H4604 1000377-72-1 50
4 Phthalic acid. hexvl undec-2-en-... 402 C25H3804 1000315-41-7 47
5 2-(Pentyloxycarbonyl)benzoic acid 236 C13H1604 1000373-49-7 47
Abundance Scan 1995 (14.071 min): BF108279.D (-1988) (-) m/z 149.00 100.00%
14b.0
. M
104.0
284.1 a451 5331 13.80 14.00 14.20 14.40
193.1 400.1 - : : : : :
Ob 2800 ey 20 L ek m/Zz 104.00  34.25%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #102168: 2-((2-Ethylbutoxy)carbonyl)benzoic acid
149.0
5000 104.0 13.80 14.00 14.20 14.40
43.0 m/z 105.00 10.11%
0 T e e e T e T
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #113875: 2-(Heptyloxycarbonyl)benzoic acid
149.0
| 13.80 14.00 14.20 14.40
5000 m/z 533.10 9.98%
o 56.0 1000 | | 93 00640
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #226343: Phthalic acid, dodecyl oct-3-y! ester A EEEEE T
149.0 13.80 14.00 14.20 14.40
m/z 76.10 9.85%
5000
55.0
104.0 335.0
O bbbl A 1L0 20
miz--> 0 50 100 150 200 250 300 350 400 450 500 13.80 14.00 14.20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082018\
Data File : BF108279.D

Acq On : 20 Aug 2018 10:25

Operator : JU/SJ

Sample : PB112152BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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... 5.28 3.8 ng 219020 1 7.01 1167780 20.0
unknown6.79 6.79 85.7 ng 5005990 1 7.01 1167780 20.0
unknownl13.48 13.48 4.0 ng 364615 5 14.21 1843860 20.0
2-((2-Ethylbutoxy... 14.07 5.2 ng 479745 5 14.21 1843860 20.0
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