LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081817\
Data File : BF097845.D

Aca On : 18 Aug 2017 21:03

Operator : SJ/JU

Sample : 14811-03

Misc :

ALS Vial : 9 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 4.969 486 490 499 rvVB 420741 542730 15.85% 1.752%
2 5.381 554 560 563 rBY 3150527 3296232 96.25% 10.639%
3 6.404 728 734 737 rBVY 3171480 3400831 99.30% 10.976%
4 6.539 752 757 760 rBVY 3215322 3282952 95.86% 10.596%
5 6.769 793 796 800 rBV 991813 795661 23.23% 2.568%

6.928 819 823 826 rBV 2855797 2486852 72.61% 8.026%
7.334 887 892 895 rBV 2160403 2145843 62.66% 6.926%
8.051 1010 1014 1018 rBV 1177514 1032816 30.16% 3.333%
9.133 1193 1198 1201 rBV 3587301 3424723 100.00% 11.053%
9.522 1260 1264 1268 rBV 490454 408492 11.93% 1.318%

=
QO ~NO®

11 9.804 1308 1312 1316 rBV2 1156947 1091489 31.87% 3.523%
12 10.592 1441 1446 1450 rBV 2053131 2082273 60.80% 6.721%
13 11.286 1560 1564 1568 rBV 1239198 1137390 33.21% 3.671%
14 12.880 1830 1835 1838 rBV 3410692 3331434 97.28% 10.752%
15 13.774 1983 1987 1995 rBV 325461 324236 9.47% 1.046%

16 13.921 2008 2012 2016 rBV 1275277 1131411 33.04% 3.652%
17 15.351 2250 2255 2260 rBV 769522 919499 26.85% 2.968%

18 15.821 2331 2335 2339 rVB2 29269 37451 1.09% 0.121%

19 15.862 2339 2342 2352 rBV6 35244 63886 1.87% 0.206%

20 16.309 2412 2418 2423 rVB3 25286 47253 1.38% 0.153%
Sum of corrected areas: 30983454
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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

Z:\HPCHEMI\BNA F\DATA\BF081817\

BF097845.D

18 Aug 2017 21:03

SJ/Ju

14811-03

9 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 : Z:\HPCHEM1\BNA F\DATA\BF081817\
Data File : BF097845.D

Aca On : 18 Aug 2017 21:03

Operator : SJ/JU

Sample : 14811-03

Misc :

ALS Vial : 9 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.

4.97 13.64 ng 542730 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 12
3 Acetone 58 C3H60 000067-64-1 10
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 490 (4.969 min): BF097845.D (-486) (-) m/z 43.00 100.00%
43.0
59.0
5000
100 460 4.80 500 520 5.0
83.0 . : : : :
o...,....,....,....,....','::..,..~.'I,..??-,9....,.-...,...:,|....,. m/z 58.95 53.44%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AL R UL AL
59.0 460 480 500 520 540
0
150 a0 1010 m/z 101.00 19.28%
0 1 \. i . 83.0 . ‘
RIS L SO UL UL SURIL IUL IS UL UL UL L
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
460 4.80 500 520 5.0
5000 m/z 58.00 17.23%
101.0
. 150 310 %80 690 860
miz--> 0 10 20 30 40 50 60 70 8 90 100 110
Abundance #214: Acetone L L L L L DL B
43.0 460 4.80 5.00 5.20 5.40
m/z 41.00 9.11%
5000
15.0
58.0
27.0
0"'%Q'W“L'I”HH"”Th"P'”I”"P'”I”"P'”I'”'P
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081817\
Data File : BF097845.D

Aca On : 18 Aug 2017 21:03

Operator : SJ/JU

Sample : 14811-03

Misc :

ALS Vial : 9 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 unknown6.54 Concentration Rank 1

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

6.54 82.52 ng 3282950 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 757 (6.539 min): BF097845.D (-752) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 RSS!
40.0 540 ‘ | 78.0 | 106.0 6.20 6.40 6.60 6.80
ObrrrrrrrrrrHl el 80 LS80l Tm/z 68.10  48.32%
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 A
5000 AN L LR LN LR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.28%
. | | ‘ 750 1
s R RN RN RN AR RS RAARA RRARS AN AR LRSS SRR RN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 680
5000 m/z 66.00 31.01%
33.0 44.0 0.0 105.0
o 60.0 "7 80.0 115.0
JUNBIUNEERS UL IR UL NI IR RS SRS BRASE SERRS SRR
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- R AR
132.0 6.20 6.40 6.60 6.80
m/z 69.10 19.65%
117.0
5000
39.0 910
o | Yo wmoomo | awmo || |
0::::‘::::: ||||‘|‘||||l|||||||||||||||‘|‘|||||l|||l‘ ERARS S N W B N ——
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081817\
Data File : BF097845.D

Aca On : 18 Aug 2017 21:03

Operator : SJ/JU

Sample : 14811-03

Misc :

ALS Vial : 9 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 Behenic alcohol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.77 5.73 ng 324236 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 91
2 9-Eicosene. (EBE)- 280 C20H40 074685-29-3 91
3 1-Heneicosanol 312 C21H440 015594-90-8 91
4 n-Nonadecanol-1 284 C19H400 001454-84-8 91
5 1-Nonadecene 266 C19H38 018435-45-5 91
Abundance Scan 1986 (13.768 min): BF097845.D (-1983) (-) m/z 57.00 100.00%
57.0| 83.0
e __\LA
13.40 13.60 13.80 14.00
Oy m/z 43.05 96.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol
55,0
5000 LUV BRI U
13.40 13.60 13.80 14.00
9.0 m/z 83.05 95.31%
o b 167.0 196.0 224.0 252.0 280.0 308.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0 83.0
13.40 13.60 13.80 14.00
5000 m/z 69.05 95.15%
29.0 111.0
o 139.0 168.0 196.0 223.0 252.0 280.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol ST T T T T
55,0 83.0 13.40 13.60 13.80 14.00
m/z 55.00 89.34%
5000 111.0 —vgv’vMM&N_N_AkUJ*‘MAmﬁ¢A~
29.0
0 139.0 167.0 1960 238.0 266.0 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13140 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081817\
Data File : BF097845.D

Acq On : 18 Aug 2017 21:03

Operator : SJ/JU

Sample - 14811-03

Misc :

ALS Vial : 9 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_97 13.6 ng 542730 1 6.77 795661 20.0
unknown6 .54 6.54 82.5 ng 3282950 1 6.77 795661 20.0
Behenic alcohol 13.77 5.7 ng 324236 5 13.92 1131410 20.0
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