LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111280.D

Aca On : 11 Dec 2018 15:53

Operator : JU/SJ

Sample : J6327-01

Misc :

ALS Vial : 11 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-BF120818.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 5.016 491 498 505 rBV 303355 415759 4.78% 0.640%
2 5.422 561 567 570 rBVY 7052736 7102320 81.67% 10.941%
3 6.434 733 739 753 rBY 6617924 8089663 93.02% 12.461%
4 6.569 757 762 766 rBVY 7213808 7344029 84.45% 11.313%
5 6.798 797 801 804 rBVY 2391266 1892974 21.77% 2.916%

6.957 823 828 831 rBV 7625860 6520104 74.97% 10.044%
7.357 890 896 899 rBV 5286920 5521296 63.49% 8.505%
8.081 1015 1019 1022 rBV 3431296 2712306 31.19% 4.178%
9.157 1197 1202 1205 rBV 9452994 8696631 100.00% 13.396%
9.545 1265 1268 1272 rBV 685152 529409 6.09% 0.816%

=
QO ~NO®

11 9.833 1313 1317 1321 rVB2 2814682 2289813 26.33% 3.527%
12 10.622 1446 1451 1454 rBV 3655587 3179248 36.56% 4._.897%
13 11.316 1565 1569 1573 rBV 2125052 1778493 20.45% 2.740%
14 11.851 1655 1660 1667 rBV 565004 567782 6.53% 0.875%
15 12.633 1790 1793 1799 rBV 211467 241646 2.78% 0.372%

16 12.904 1835 1839 1843 rBV 5773439 5553124 63.85% 8.554%
17 13.816 1990 1994 1999 rBV2 181405 262609 3.02% 0.405%
18 13.951 2014 2017 2021 rBV 1207123 1189066 13.67% 1.832%
19 15.398 2259 2263 2268 rBV 692018 831215 9.56% 1.280%
20 15.704 2312 2315 2317 rBV4 120906 199974 2.30% 0.308%

Sum of corrected areas: 64917461
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF121118\
Data File : BF111280.D

Aca On : 11 Dec 2018 15:53

Operator : JU/SJ

Sample : J6327-01

Misc :

ALS Vial :© 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF120818.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: BF111280.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111280.D

Aca On : 11 Dec 2018 15:53

Operator : JU/SJ

Sample : J6327-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 6

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

5.02 4.39 ng 415759 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-Hexanol 102 C6H140 000623-37-0 33
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 N,N"-Bis(2-methyl-2-nitrosopenta... 258 C12H22N204 094514-30-4 10

Abundance Scan 499 (5.022 min): BF111280.D (-491) (-) m/z 42.95 100.00%
43.0
59.1
5000
101 460 4.80 5.00 5.20 5.40
Oy SL0 L 690 831 | ee 0 53 00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RSN LN UL AR I
59.0 460 480 500 520 5.40
m/z 101.10 16.56%
o o | 830 093,0'%}"
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417: 3-Hexanol
59.0
460 480 500 520 540
5000 310 430 73.0 m/z 58.10 13.63%
0 \‘\‘ “\H 510\‘ I | 840 1010
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime Pt
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 8.41%
5000
101.0
o 180 30 || %80 69,0 86.0
miz--> 0 20 30 40 50 60 70 8 90 100 110 | 4.60 4.80 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111280.D

Aca On : 11 Dec 2018 15:53

Operator : JU/SJ

Sample : J6327-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 unknown6.57 Concentration Rank 1

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

6.57 77.59 ng 7344030 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 762 (6.569 min): BF111280.D (-757) (-) m/z 132.00 100.00%
132.0
5000 68.1
400 540 ‘ %60 620 640 6.60 6.80 7.00
o..,....,....'!'.'..:,!!..,:.'.'|,..7.5.‘,1....,..I.,%??.?.l.l.?,o....,-'...,... m/z 68.10 43.75%
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 AT

620 6.40 6.60 6.80 7.00
m/z 134.00 33.28%

31.0 51.0
0 [T 790 .
T R e e R e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
T e
6.20 6.40 6.60 6.80 7.00
5000 m/z 66.10 29.09%
33.0 44.0 0.0 105.0
| 00 w0 | Luso |
O e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14396: 1,2,4-Trifluorobenzene L B RRE R
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.05 18.06%
5000 63.0 810
31.0 101.0 112.0
0 ..,....,h...,...?? ?.J.ﬂl.:l,..ﬂ. AT N R /N SN U | G
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 700
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111280.D

Aca On : 11 Dec 2018 15:53

Operator : JU/SJ

Sample : J6327-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.85 6.38 ng 567782 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 Undecanoic acid 186 C11H2202 000112-37-8 68
Abundance Scan 1660 (11.851 min): BF111280.D (-1655) (-) m/z 43.10 100.00%
431 3.0
5000
129.1 kwwwwdwﬂw_
97.1 213.2 B AmEEEEms
1571 1852 256.3 1160 11.80 12,00 12.20
b e m/z 73.00 90.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0 ----u----ulkfﬁu----u---
83.0 11.60 11.80 12.00 12.20
‘J‘“ 1570 1gso 2130 2560 | | M/Z 60.00  85.75%
4 A
0‘
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
4

40
0 , 730
e R
11.60 11.80 12.00 12.20
5000 129.0 m/z 57.10 81.04%
ol15.0 .
40

m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid T e
73.0 11.60 11.80 12.00 12.20
43.0 m/z 55.00 70.72%
5000 129.0
- IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111280.D

Aca On : 11 Dec 2018 15:53

Operator : JU/SJ

Sample : J6327-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.63 2.72 ng 241646 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1792 (12.627 min): BF111280.D (-1790) (-) m/z 57.10 100.00%
5111
5000 831 vadkMM{VWwaAmpwﬂ\uthvaJ
129.1
185.1 L I I I I
M 157.2 213.1 2412 5004 12.40 12.60 12.80 13.00
O-rrrprrr Al m/z 60.00 95.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 , 73.0
5000 129.0 RN BRI SO BN B
12.40 12.60 12.80 13.00
241.0 284.0 m/z 72.95 89.78%
207.0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43.0 ,73.0
12140 1260 12:80 13.00
5000 129.0 m/z 41.00 89.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid R AEEmEEES L
60.0 12.40 12.60 12.80 13.00
m/z 43.10 80.34Y%
5000 129.0
83.0
J‘L 157.0 1g5.0 213.0 256.0
0 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1£4o 12%0 1280 1350
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111280.D

Aca On : 11 Dec 2018 15:53

Operator : JU/SJ

Sample : J6327-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 6 Cyclotetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.82 4.42 ng 262609 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetracosane 336 C24H48 000297-03-0 93
2 1-Eicosene 280 C20H40 003452-07-1 92
3 Cvclodocosane. ethvl- 336 C24H48 1000151-22-6 91
4 1-Heneicosanol 312 C21H440 015594-90-8 90
5 n-Heptadecanol-1 256 C17H360 001454-85-9 90
Abundance Scan 1995 (13.821 min): BF111280.D (-1990) (-) m/z 43.10 100.00%
43.1 83.0
5000
194.1 2481 295.0 344.1 4162 4821 13.60 13.80 14.00 14.20
Ol m/z 69.10 89.22%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #174179: Cyclotetracosane
429 &30
5000 LRI BN BUULI UM B
13.60 13.80 14.00 14.20
250 m/z 57.10 88.71%
o , | , 167.0 210. 0250.0293.0 336.0
m'z-> 0 50 100 1%0 200 250 300 350 400 450 500
Abundance #127765: 1-Eicosene
57.0 97.0
1360 13.80 14.00 14.20
5000 m/z 55.00 87.05%
‘139 0 280.0
o159, | 12020
mz-> 0 55 100 150 200 250 300 350 400 450 500
Abundance #174181: Cyclodocosane, ethyl- A L R REmms e
57.0 13.60 13.80 14.00 14.20
70 m/z 83.05 86.14%
5000
307.0
o 1390 181.0223.0265.0 " |
m'z-> 0 5'0 100 150 200 250 300 350 400 450 500 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF121118\
Data File : BF111280.D

Acq On : 11 Dec 2018 15:53

Operator : JU/SJ

Sample - J6327-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.02 4.4 ng 415759 1 6.80 1892970 20.0
unknown6 .57 6.57 77.6 ng 7344030 1 6.80 1892970 20.0
n-Hexadecanoic acid 11.85 6.4 ng 567782 4 11.32 1778490 20.0
Octadecanoic acid 12.63 2.7 ng 241646 4 11.32 1778490 20.0
Cyclotetracosane 13.82 4.4 ng 262609 5 13.96 1189070 20.0
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