LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081717\
Data File : BF097808.D

Aca On : 18 Aug 2017 1:37

Operator : SJ/JU

Sample : 14761-03

Misc :

ALS Vial : 24 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_.975 486 491 502 rVvB 444391 561320 18.14% 2.323%
2 5.387 556 561 564 rBY 2985237 2931597 94.76% 12.132%
3 6.410 729 735 741 rBVY 2738900 3093656 100.00% 12.803%
4 6.545 753 758 761 rBVY 2989545 2859885 92.44% 11.836%
5 6.775 793 797 801 rVB 1047300 807651 26.11% 3.342%

6 6.934 820 824 827 rBV 2499543 2125683 68.71% 8.797%
7 7.339 888 893 896 rBV 1867827 1710174 55.28% 7.078%
8 8.057 1011 1015 1019 rBV 1165646 946448 30.59% 3.917%
9 9.133 1194 1198 1202 rBV 2639983 2483732 80.28% 10.279%
10 9.527 1261 1265 1269 rBV 338917 253524 8.19% 1.049%
11 9.810 1306 1313 1317 rBV2 940814 813571 26.30% 3.367%
12 10.251 1386 1388 1390 rVB 48445 32806 1.06% 0.136%
13 10.469 1420 1425 1428 rBV 49761 75297 2.43% 0.312%

14 10.598 1442 1447 1450 rBV 1312634 1131636 36.58% 4.683%
15 10.739 1465 1471 1477 rBV2 90723 154219 4._.99% 0.638%

16 11.204 1547 1550 1552 rVB 64175 59761 1.93% 0.247%
17 11.292 1562 1565 1569 rBV 819565 712979 23.05% 2.951%
18 12.880 1831 1835 1839 rBV 2148535 1950364 63.04% 8.072%
19 13.780 1985 1988 1996 rVB 100303 116716 3.77% 0.483%
20 13.927 2009 2013 2017 rBV 881069 763545 24 .68% 3.160%

21 14.851 2167 2170 2176 rBV6 31743 38187 1.23% 0.158%
22 15.357 2251 2256 2262 rBV 468638 540628 17.48% 2.237%

Sum of corrected areas: 24163379

8270-BF081517 .M Fri Aug 18 17:54:44 2017 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF081717\
Data File : BF097808.D

Aca On : 18 Aug 2017 1:37

Operator : SJ/JU

Sample : 14761-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF097808.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081717\
Data File : BF097808.D

Aca On : 18 Aug 2017 1:37

Operator : SJ/JU

Sample : 14761-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .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.

4.97 13.90 ng 561320 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 25
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 17
4 Acetone 58 C3H60 000067-64-1 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 490 (4.969 min): BF097808.D (-486) (-) m/z 42.95 100.00%
43.0
5000 590
e 460 4.80 500 520 5.40
o....,....','...:|,....Eﬁ'l...,|....,....,....,....,....,297.-9. m/z 59.00 50.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AL I UL L
59.0 460 480 500 520 540
0
150 1010 m/z 101.00 18.63%
0 wl ol " 83.0 \
LI S SULELEL SURLLIL SURLIL DAL DL BN AL L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
460 4.80 500 520 5.0
5000 m/z 58.00 18.34%
101.0
o 15.0 60.0  84.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #4119: BUtyl aldoxime, 3—methy|—, syn- L L L L L DL B
59.0 460 4.80 5.00 5.20 5.40
m/z 40.95 8.31%
41.0
5000
86.0
0"”I"'Wh'“WWN"IL"I'”'I'”'I"”I"'W""P"' S L R LS
m/z--> 20 40 60 80 100 120 140 160 180 200 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081717\
Data File : BF097808.D

Aca On : 18 Aug 2017 1:37

Operator : SJ/JU

Sample : 14761-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .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 2 unknown6.55 Concentration Rank 1

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

6.55 70.82 ng 2859890 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 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 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 759 (6.551 min): BF097808.D (-753) (-) m/z 132.00 100.00%
130.0
5000 68.1
BN RS SR
400 540 | | 780 %I'O 106.0 620 6.40 6.60 6.80
R WITHRMS ik HRSIATN 1 W1 it MM s MM || M m/z 68.10 38.53%
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 BN RS SR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.71%
0'w'“'m'J\J'WH“'V'Jlﬁ?%q“'w'“l“'WH'w'“'l““ T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
'6.20 6.40 6.60 6.80
5000 m/z 66.00 25.11%
33.0 44.0 0.0 105.0
Oy |""|""|"'§?l?"'{"'Q?'P"'l""|""|¥%559|""l""l"
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14396: 1,2,4-Trifluorobenzene LA L L L L B L
132.0 6.20 6.40 6.60 6.80
m/z 69.10 15.37%
5000 63.0 610
S0 500 || | 9101010120
O e e e e —— e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081717\
Data File : BF097808.D

Aca On : 18 Aug 2017 1:37

Operator : SJ/JU

Sample : 14761-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .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 Pentadecane, 2,6,10,14-tetr... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.74 4.33 ng 154219 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 83
2 Undecane. 3.8-dimethvl- 184 C13H28 017301-30-3 83
3 Tridecane. 4-methvl- 198 C14H30 026730-12-1 80
4 Decane. 5-propvl- 184 C13H28 017312-62-8 78
5 Sulfurous acid, 2-ethylhexyl und... 348 C19H4003S 1000309-19-4 78
Abundance Scan 1471 (10.739 min): BF097808.D (-1465) (-) m/z 57.10 100.00%
57.1
5000
10.40 10.60 10.80 11.00
o paQissl 182 m/z 71.05  93.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117658: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 ARSI SRR AR
10 40 10. 60 10 80 11.00
113.0 m/z 43.10 53.49Y%
290‘ 183.0
O b ek L2250 2530
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57.0
10.40 10.60 10.80 11.00 |
0
5000 85.0 m/z 85.05 35.04%
29.0
. 1130 1410
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59892: Tridecane, 4-methyl- RS B e
43.0 10.40 10.60 10.80 11.00
m/z 41.05 19.92%
5000
71.0
o | ] 990 1260 1550 183.0
m/z--> 2'0 4'0 6|0 8|O 1(')0 12'0 140 160 180 200 220 24'10 2('30 10 40 10. 60 10 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081717\
Data File : BF097808.D

Aca On : 18 Aug 2017 1:37

Operator : SJ/JU

Sample : 14761-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .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 5 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.78 3.06 ng 116716 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 91
2 2- Chloropropionic acid. octadec... 360 C21H41CIl02 088104-31-8 90
3 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 90
4 11-Tricosene 322 C23H46 052078-56-5 87
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 80
Abundance Scan 1988 (13.780 min): BF097808.D (-1985) (-) m/z 57.05 100.00%
5000 Mn%WINVJMVWWJA\\pNWAV“AWWWM
1340 13.60 13.80 14.00
ob—— m/z 83.00 92.11%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55.0 83.0
5000 111.0 AN AR S UL
13 40 13. 60 13. 80 14. oo
m/z 43.00 87.03%
o 27“\“ d HJ }3?0;6701960 238.0266.0294.0
m/z--> 50 200 2%0 360 3éo
Abundance
51.0  g74
13.40 13.|60 13.I80 14.'00 '
5000 m/z 69.05 85.03%
125.0
29.0
. 154.0182.0 2220200 2970 360.0 WW"N“A““MAAMAWMVMKAWKMWM
m/z--> 55 160 1éo 260 250 360 3éo
Abundance #207396: Bromoacetic acid, octadecyl ester A B o
43.0 13.40 13.60 13.80 14.00
0
83.0 m/z 55.05 83.23%
5000
‘ 111.0
139.0
LA 0 ere 00 e T
m/z--> 50 100 150 200 250 300 350 13 40 13. 60 13. 80 14. oo
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081717\
Data File : BF097808.D

Acq On : 18 Aug 2017 1:37

Operator : SJ/JU

Sample - 14761-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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... 4_97 13.9 ng 561320 1 6.77 807651 20.0
unknown6 .55 6.55 70.8 ng 2859890 1 6.77 807651 20.0
Pentadecane, 2,6,... 10.74 4.3 ng 154219 4 11.29 712979 20.0
1-Heneicosanol 13.78 3.1 ng 116716 5 13.93 763545 20.0
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