LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112717\

Data File : BF100914.D

Aca On - 28 Nov 2017 1:58 Instrument :
Operator : SJ/JU BNA_F

Sample  : 16584-03 Gl
Misc i 112117-JETT-F-U-B
ALS Vial : 34 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-BF110817.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

5.069 504 507 515 rBV 112550 118286 5.83% 1.044%
5.475 572 576 587 rBV 568377 547549 26.99% 4_.833%
rvB 394680 381950 18.83% 3.371%
6.628 767 772 775 rBV 1065940 990576 48.83% 8.743%
6.857 807 811 814 rBV 425290 334698 16.50% 2.954%
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7.016 833 838 841 rBV 1445592 1290357 63.61% 11.389%
7.422 902 907 910 rBV 1112646 1090711 53.76% 9.627%
8.139 1025 1029 1032 rBV 511874 426778 21.04% 3.767%
9.216 1206 1212 1215 rBV 2205765 2028680 100.00% 17.905%
9.892 1321 1327 1336 rVB2 542083 493437 24.32% 4 _355%

=
QO ~NO®

11 10.680 1457 1461 1469 rBV 827402 756331 37.28% 6.675%
12 11.380 1576 1580 1583 rBV 5565111 438904 21.63% 3.874%

13 11.898 1665 1668 1671 rBV 30226 27154 1.34% 0.240%
14 12.969 1845 1850 1853 rBV 1823335 1712110 84.40% 15.111%
15 13.857 1998 2001 2010 rBV 50448 63468 3.13% 0.560%

16 14.016 2025 2028 2036 rVB 352579 329143 16.22% 2.905%
17 15.486 2273 2278 2288 rVB2 222882 299956 14.79% 2.647%

Sum of corrected areas: 11330088
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112717\
Data File : BF100914.D

Aca On - 28 Nov 2017 1:58

Operator : SJ/JU

Sample : 16584-03

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF100914.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112717\
Data File : BF100914.D

Aca On : 28 Nov 2017 1:58

Operator : SJ/JU

Sample : 16584-03

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.07 7.07 ng 118286 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol 102 C6H140 000623-37-0 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 507 (5.069 min): BF100914.D (-504) (-) m/z 43.00 100.00%
43.0
59.0
5000
1011 RN S IR
| 83.0 | 4.80 5.00 5.20 5.40
o} Y X POV | AN AN m/z 59.00 55.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L LI UL L
50.0 480 500 520 5.40
m/z 101.10 19.40%
o 3o | 830 93,0'%1"
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 480 500 520 540
5000 m/z 58.00 12.69%
20.0 101.0
0ty }?lq RSN S SRS SR 7?;9. ??3q URIIS S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4417 3-Hexanol TT T T[T T T T[T T T[T T T T [TrTT
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.95%
5000 310 430 73.0
0 \‘\‘ “\H 510\‘ ! | 840 1010
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112717\
Data File : BF100914.D

Aca On : 28 Nov 2017 1:58

Operator : SJ/JU

Sample : 16584-03

Misc :

ALS Vial : 34 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.63 Concentration Rank 2

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

6.63 59.19 ng 990576 1,4-Dichlorobenzene-d4 6.86
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 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 772 (6.628 min): BF100914.D (-767) (-) m/z 132.00 100.00%
132.0
5000 8.1
w150 || N e | 3o ek sbo ok 70
O e e T e A T e e e m/z 68.10 35.54%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AR IR LN IR
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.73%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
74.0 620 640 6.60 6.80 7.00
5000 ggo 1160 m/z 66.10 22.03%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal e e
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14.07%
5000 67.0
41.0 97.0
‘ ‘ 117.0
oL HS‘LO\HHF ....“luuH. N — e
m/z--> 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112717\
Data File : BF100914.D

Aca On : 28 Nov 2017 1:58

Operator : SJ/JU

Sample : 16584-03

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 4 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.86 3.86 ng 63468 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 91
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 91
Abundance Scan 2002 (13.863 min): BF100914.D (-1998) (-) m/z 55.10 100.00%
581 g71
5000
125.2
13.60 13.80 14.00 14.20
oL, .',.|.|..,....2,06.-9...,....,....,. m/z 57.00 88.67%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55.0 83.0
5000 111.0
13.60 13.80 14.00 14.20
29.0 m/z 43.05 85.17%
ol \‘ H M‘ m 1\139016701960 238,0266.0294.0
m/z--> éo 200 2%0 360 3éo
Abundance
57.0
97.0 13.60 13.80 14.00 14.20
5000 m/z 97.10 82.72%
9.0 125.0
0 154.0182.0 224.0252.0 297.0 348.0
m/z--> éo 160 150 200 2%0 360 3éo
Abundance #175127: Trifluoroacetoxy hexadecane e ,n. T
57.0 13.60 13.80 14.00 14.20
97.0 m/z 83.00 81.35%
5000
29.0 125.0
oL LA || ] gsa0 1060z2a0 290 a0 A
m/z--> éo 160 1%0 260 2%0 300 350 1360 13.80 14.00 1450
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112717\
Data File : BF100914.D

Acq On : 28 Nov 2017 1:58

Operator : SJ/JU

Sample - 16584-03

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817 .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]
2-Pentanone, 4-hy... 5.07 7.1 ng 118286 1 6.86 334698 20.0
unknown6.63 6.63 59.2 ng 990576 1 6.86 334698 20.0
1-Heneicosanol 13.86 3.9 ng 63468 5 14.02 329143 20.0
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