LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090117\
Data File : BF098234.D

Aca On : 1 Sep 2017 18:41

Operator : SJ/JU

Sample = 14985-01

Misc :

ALS Vial : 22 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:\HPCHEM1I\BNA F\METHODS\8270-BF081517.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 4.922 478 482 501 rvB 183327 303731 9.51% 1.238%
2 5.340 547 553 556 rBY 2705196 3077544 96.38% 12.548%
3 6.369 722 728 744 rVB 2832432 3193200 100.00% 13.019%
4 6.493 744 749 752 rBY 3006414 2934569 91.90% 11.965%
5 6.722 784 788 791 rBV 806127 713782 22.35% 2.910%

6 6.875 810 814 818 rBV 2460450 2297264 71.94% 9.366%
7 7.287 879 884 887 rBV 1900059 1837430 57.54% 7.491%
8 8.004 1002 1006 1019 rBV 895912 846049 26.50% 3.449%
9 9.081 1184 1189 1192 rBV 2952011 2661393 83.35% 10.851%
10 9.475 1252 1256 1259 rBV 615063 506572 15.86% 2.065%
11 9.751 1299 1303 1308 rBv2 805005 699509 21.91% 2.852%
12 10.186 1374 1377 1380 rVB 46022 32472 1.02% 0.132%
13 10.539 1433 1437 1450 rVB 1255799 1197343 37.50% 4.882%
14 10.657 1454 1457 1464 rBV 47395 51853 1.62% 0.211%

15 11.233 1551 1555 1562 rBV 670173 611485 19.15% 2.493%

16 12.822 1820 1825 1828 rBV 2182607 2002141 62.70% 8.163%

17 13.721 1975 1978 1987 rBvV 63963 90297 2.83% 0.368%

18 13.869 1997 2003 2006 rBvV 797592 784961 24.58% 3.200%

19 14.339 2079 2083 2088 rBvV6 27301 42359 1.33% 0.173%

20 14.880 2171 2175 2182 rBV2 19767 38612 1.21% 0.157%

21 15.280 2238 2243 2254 rBV 442017 571338 17.89% 2.329%

22 15.715 2313 2317 2323 rVB2 22887 33111 1.04% 0.135%
Sum of corrected areas: 24527015
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF090117\
BF098234.D
1 Sep 2017 18:41
SJ/Ju
14985-01
22 Sample Multiplier: 1
Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090117\
Data File : BF098234.D

Aca On : 1 Sep 2017 18:41

Operator : SJ/JU

Sample = 14985-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 3

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

4.92 8.51 ng 303731 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 482 (4.922 min): BF098234.D (-478) (-) m/z 43.00 100.00%
43.0
59.0
5000
1011 BN SRR R AR
| 83.0 | 460 4.80 5.00 5.20
N 1 1T MM I M m/z 59.05 58.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R L I I
59.0 460 480 500 520
0
150 4, 1010 m/z 101.10 21.92%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 4.80 500 520
5000 410 m/z 57.95 16.75%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime R e AR ma
43.0 4.60 4.80 5.00 5.20
m/z 41.05 8.64%
5000
101.0
oL 150 310 | 80690 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090117\
Data File : BF098234.D

Aca On : 1 Sep 2017 18:41

Operator : SJ/JU

Sample = 14985-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 2 unknown6.49 Concentration Rank 1

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

6.49 82.23 ng 2934570 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 749 (6.493 min): BF098234.D (-744) (-) m/z 132.10 100.00%
13R.1
5000 68.1
w01 %1 J o0 om0 650 680
.1 54.0 . . . .
ol 72 T | m/z 68.10 45.74%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 RS U R R
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.95%
0 ‘ [ H (1 ‘ “ 1
RN S UL AL AL UARLALEL SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 o5 o o o0
5000 9go 1160 m/z 66.10 27 .69%
158.0 189.0
L S B L U UL ML WL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R maa
132.0 6.20 6.40 6.60 6.80
m/z 69.05 17.99%
117.0
5000
91.0
39.0 65.0 ‘ ‘
0 I'h"u'“M'Fm"mi'“*'lw"lu'P"I""I""I"" RSN U R R
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090117\
Data File : BF098234.D

Aca On : 1 Sep 2017 18:41

Operator : SJ/JU

Sample = 14985-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.72 2.30 ng 90297 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
2 Isobutvl tetradecvl carbonate 314 C19H3803 959275-58-2 91
3 Carbonic acid. isobutvl octadecv... 370 C23H4603 1000314-61-5 90
4 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 83
5 2- Bromopropionic acid, pentadec... 362 C18H35Br02 1000292-44-2 80
Abundance Scan 1978 (13.721 min): BF098234.D (-1975) (-) m/z 57.10 100.00%
57.1
83.0

5000

13.40 13.60 13.80 14.00
m/z 43.10  77.75%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109268: Ethanol, 2-(tetradecyloxy)-

83.0

5000 LA L L L L L L L L L
13 40 13. 60 13. 80 14. OO
29.0 m/z 83.00 71.04%
0 139.0 168.0 196.0 9270 258.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57.0
e
13.40 13.60 13.80 14.00
5000 m/z 71.10 68.32%
83.0
111.0
o 29.0 139.0 168 0 196 0
R A s e A R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #197139: Carbonic acid, isobutyl octadecy! ester
13.40 13.60 13.80 14.00
m/z 55.05 64 .00%
5000

111.0
139.0 168.0 196.0 224.0 253.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13 40 13. 60 13. 80 14. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF090117\
Data File : BF098234.D

Acq On : 1 Sep 2017 18:41

Operator : SJ/JU

Sample - 14985-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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... 4.92 8.5 ng 303731 1 6.72 713782 20.0
unknown6 .49 6.49 82.2 ng 2934570 1 6.72 713782 20.0
Ethanol, 2-(tetra... 13.72 2.3 ng 90297 5 13.87 784961 20.0
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