LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081619\
Data File : BF116346.D

Aca On 17 Aug 2019 4:26

Operator : HP/JU

Sample : K4319-05DL 5X

Misc :

ALS Vial : 23 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-BF073019.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 5.475 573 576 600 rBV 187271 518188 28.07% 3.726%
2 6.492 746 749 766 rBV 207146 606183 32.84% 4 .358%
3 6.610 766 769 791 rVB 463463 752489 40.77% 5.410%
4 6.816 801 804 822 rVB 912255 824759 44.68% 5.930%
5 6.975 827 831 849 rVB 524901 537280 29.11% 3.863%
6 7.386 898 901 917 rBV 243999 389856 21.12% 2.803%
7 8.098 1018 1022 1042 rBVY 1019266 1064729 57.69% 7 .655%
8 9.169 1200 1204 1216 rBV 773542 748205 40.54% 5.380%
9 9.574 1269 1273 1285 rBV 39539 50704 2.75% 0.365%
10 9.845 1316 1319 1343 rVB 1132207 1179559 63.91% 8.481%

11 10.645 1452 1455 1470 rBV 304265 390898 21.18% 2.811%
12 11.333 1569 1572 1586 rBV 1022675 1119620 60.66% 8.050%

13 11.857 1657 1661 1664 rBV 41259 55098 2.99% 0.396%
14 11.886 1664 1666 1670 rVB2 26489 26831 1.45% 0.193%
15 12.557 1777 1780 1785 rBV 82614 85458 4.63% 0.614%

16 12.780 1813 1818 1825 rVvB2 106869 121132 6.56% 0.871%
17 12.910 1837 1840 1848 rBV 684435 608739 32.98% 4._.377%
18 13.386 1916 1921 1924 rBV 2005514 1845759 100.00% 13.271%
19 13.833 1987 1997 2003 rBV9 32671 96512 5.23% 0.694%
20 13.939 2011 2015 2018 rBV 1013809 844570 45.76% 6.072%

21 13.980 2018 2022 2034 rVB 710299 828198 44.87% 5.955%

22 14.421 2093 2097 2100 rBv4 23648 33587 1.82% 0.241%
23 14.580 2121 2124 2127 rVB 38877 35846 1.94% 0.258%
24 14.721 2145 2148 2150 rBV 23475 22338 1.21% 0.161%
25 15.021 2196 2199 2201 rBV 38515 50642 2.74% 0.364%
26 15.051 2201 2204 2210 rVB 59107 73573 3.99% 0.529%
27 15.321 2246 2250 2256 rBV 21444 31274 1.69% 0.225%
28 15.386 2258 2261 2263 rVV 26405 35168 1.91% 0.253%
29 15.433 2263 2269 2287 rVB 489760 785922 42_.58% 5.651%
30 15.833 2333 2337 2342 rVB 41885 58243 3.16% 0.419%
31 16.321 2416 2420 2429 rVB2 34042 58128 3.15% 0.418%
32 16.892 2512 2517 2520 rBV2 16045 28631 1.55% 0.206%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081619\
Data File : BF116346.D

Aca On 17 Aug 2019 4:26

Operator : HP/JU

Sample : K4319-05DL 5X

Misc :

ALS Vial : 23 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 13908119
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116346.D

Aca On : 17 Aug 2019 4:26

Operator : HP/JU

Sample : K4319-05DL 5X

Misc :

ALS Vial :© 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF073019.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: BF116346.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116346.D

Aca On 17 Aug 2019 4:26

Operator : HP/JU

Sample : K4319-05DL 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.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 1 unknown6.61 Concentration Rank 1

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

6.61 18.25 ng 752489 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 16
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 769 (6.610 min): BF116346.D (-766) (-) m/z 131.95 100.00%
131.9

%

5000 68.0
96.0
400 40 | 78.0 | 105.9 6.20 6.40 6.60 6.80 7.00
0.,”.W.H.H.”,H.W:LHP.”,”.W.”.P.”,”.w.”.phnln m/z 68.00 39.64%
m/z--> 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
6.20 6.40 6.60 6.80 7.00
0
310 51.0 m/z 134.00 32.15%
0 [T _.7po .
B o e e B e REAREEESEE R EEEE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
RS R s
6.20 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 26.63%
41.0 97.0
‘ 79.0 117.0
0““‘1070“‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.00 15.65%
117.0
5000
39.0 910
o | Ay G | weo |l
0.“.M,”.W.H.LH”,J.W.”.P”.P.”,mﬂw.”l..w\...”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116346.D

Aca On 17 Aug 2019 4:26

Operator : HP/JU

Sample : K4319-05DL 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Oxazolidine, 3-phenyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.83 2.33 ng 96512 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxazolidine. 3-phenvl- 149 C9H11NO 020503-92-8 59
2 2.2"-(Ethane-1.2-divlbis(oxv))bi... 358 C20H2206 1000366-99-4 59
3 2-(2-(2-Methoxvethoxv)ethoxv)eth. .. 268 C14H2005 1000366-99-1 59
4 3.6.9.12-Tetraoxatetradecane-1.1... 446 C24H3008 1000366-97-0 45
5 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 45
Abundance Scan 1996 (13.827 min): BF116346.D (-1987) (-) m/z 105.00 100.00%
.0
5000
248.1
178.0 208.0 302.1 13.60 13.80 14.00 14.20
o} m/z 149.00 72 .50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #23601: Oxazolidine, 3-phenyl-
91.0 149.0
5000 R BN SO S IR
120.0 13.60 13.80 14.00 14.20
51.0 m/z 55.00 49_77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #189292: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diyl...
105.0 ,Af
149.0 " 13.60 13.80 14.00 14,20
5000 m/z 43.00 49_.73%
77.0
280 °10 | | 179.0 2090 236.0
m/z--> 20 40 60 85 100 120 140 160 180 200 220 240 260 280 300
Abundance #117026: 2-(2-(2-Methoxyethoxy)ethoxy)ethyl benzoate B A REEE SR L
105.0 13.60 13.80 14.00 14.20
149.0 m/z 83.00 47 .13%
5000 590
0 20 | A 1790 2090 wMM*,~,*~A~J\\JL*M-~M~A
IIII""I'"'I""I""I""I""IIIII IR SR DR D D BN B LU DU DU D D
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081619\
Data File : BF116346.D

Acq On 17 Aug 2019 4:26

Operator : HP/JU

Sample : K4319-05DL 5X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.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]
unknown6 .61 6.61 18.3 ng 752489 1 6.82 824759 20.0
Oxazolidine, 3-ph... 13.83 2.3 ng 96512 5 13.98 828198 20.0
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