LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081717\
Data File : BF097802.D

Aca On 17 Aug 2017 22:48

Operator : SJ/JU

Sample : 14761-04

Misc :

ALS Vial : 18 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_.975 485 491 499 rVB 267587 361535 10.58% 1.378%
2 5.387 555 561 564 rBY 3189779 3179581 93.04% 12.119%
3 6.410 729 735 745 rBVY 3305553 3417515 100.00% 13.026%
4 6.545 753 758 761 rBVY 3320051 3122426 91.37% 11.901%
5 6.775 794 797 801 rVB 1085410 851368 24.91% 3.245%
6 6.934 820 824 827 rBVY 2714109 2324675 68.02% 8.860%
7 7.340 888 893 896 rBY 2101469 1898097 55.54% 7.234%
8 8.057 1011 1015 1018 rBV 1258615 1009992 29.55% 3.850%
9 9.133 1193 1198 1202 rBvV 2945738 2789826 81.63% 10.633%
10 9.528 1261 1265 1268 rBV 398247 302125 8.84% 1.152%

11 9.810 1309 1313 1317 rVB 1010234 860296 25.17% 3.279%
12 10.598 1442 1447 1450 rBV 1401375 1298936 38.01% 4_.951%
13 10.722 1465 1468 1473 rBV 51320 52445 1.53% 0.200%
14 11.292 1561 1565 1569 rBV 882451 729119 21.33% 2.779%
15 12.880 1831 1835 1838 rBV 2304464 2063333 60.38% 7.864%

16 13.780 1983 1988 1995 rBV 197908 214094 6.26% 0.816%
17 13.927 2009 2013 2020 rVB 931720 821056 24.02% 3.129%
18 14.416 2093 2096 2102 rBV2 104624 125814 3.68% 0.480%

19 14.692 2140 2143 2145 rBvV2 32902 37045 1.08% 0.141%

20 14.851 2167 2170 2173 rVB3 34725 36446 1.07% 0.139%

21 15.039 2199 2202 2204 rBV3 32428 44506 1.30% 0.170%

22 15.063 2204 2206 2212 rVB4 45678 57430 1.68% 0.219%

23 15.357 2251 2256 2260 rBV 516210 587055 17.18% 2.238%

24 15.833 2332 2337 2340 rBv4 29160 52194 1.53% 0.199%
Sum of corrected areas: 26236909
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081717\
Data File : BF097802.D

Aca On 17 Aug 2017 22:48

Operator : SJ/JU

Sample : 14761-04

Misc :

ALS Vial : 18 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

Abundance TIC: BF097802.D
5,39 6|46|55
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Abundance TIC: BF097802.D
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Abundance TIC: BF097802.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081717\
Data File : BF097802.D

Aca On 17 Aug 2017 22:48

Operator : SJ/JU

Sample : 14761-04

Misc :

ALS Vial : 18 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 8.49 ng 361535 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 72
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 9
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 490 (4.969 min): BF097802.D (-485) (-) m/z 43.00 100.00%
43.0
59.0
5000
1010 460 480 500 520 5.40
83.0 : : : : :
o...,....,....,....','!...5,1.1..1,....,....,....,....,|....,. m/z 59.00 53.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SR L UL R
4.60 4.80 5.00 5.20 5.40
59.0 1010 m/z 101.00 17.66%
0 270 | 510 ‘ 6900 830910 ]
miz--> 1 % % 4 % 6 70 s % 100 10
Abundance
43.0
460 480 500 520 5.40
5000 m/z 58.00 17.61%
101.0
o150 31.0 58.0 690 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3152: 5-Hexen-2-one L L L L L DL B
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.20%
5000
27.0 55.0
. Lo ] 710 830 980
m/z--> 10 20 30 40 50 60 70 8IO 90 1(')0 110 4.60 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 : BF097802.D

Aca On 17 Aug 2017 22:48

Operator : SJ/JU

Sample : 14761-04

Misc :

ALS Vial : 18 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 unknown6.55 Concentration Rank 1

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

6.55 73.35 ng 3122430 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 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 759 (6.551 min): BF097802.D (-753) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 BN RS SR
40.0 54.0 6.20 6.40 6.60 6.80
0 gLl e m/z 68.10 40.51%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 BN S SR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.78%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
'6.20 6.40 6.60 6.80
5000 m/z 66.00 25.91%
5.0 00 g5
L B N L WL W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl B e AR
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 16.31%
74.0
5000 98.0 116.0
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R e  ABARREEE
m/z--> 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 : Z:\HPCHEM1\BNA F\DATA\BF081717\
Data File : BF097802.D

Aca On 17 Aug 2017 22:48

Operator : SJ/JU

Sample : 14761-04

Misc :

ALS Vial : 18 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 Trichloroacetic acid, hexad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.78 5.22 ng 214094 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 3-Eicosene. (B)- 280 C20H40 074685-33-9 91
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91

Abundance Scan 1988 (13.780 min): BF097802.D (-1983) (-) m/z 83.05 100.00%

.0

5000

:

13.40 13.60 13.80 14.00
208.1 281.0 m/z 57.05  94.47%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43.0
69.0

5000 [TTrr[rrrr[rrrryrrror|m
13.40 13.60 13.80 14.00
195.0 m/z 69.05 85.07%
o 153.0 196.0 224.0
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55,0 83.0
e
13.40 13.60 13.80 14.00
5000 111.0 m/z 55.05 85.01%
29.0 139.0

0 167.0 196.0 224.0 252.0 280.0 308.0

m@mwwmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #127771: 3-Eicosene, (E)- AL R e
13.40 13.60 13.80 14.00

m/z 43.05 83.30%

:

5000
29.0 111.0

:

139.0 167.0 196.0 224.0 252.0 280.0
e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081717\
Data File : BF097802.D

Aca On 17 Aug 2017 22:48

Operator : SJ/JU

Sample : 14761-04

Misc :

ALS Vial : 18 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 5 1-Heptacosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.42 3.06 ng 125814 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 91
2 l17-Pentatriacontene 491 C35H70 006971-40-0 91
3 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 90
4 1-Docosene 308 C22H44 001599-67-3 87
5 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 83
Abundance Scan 2097 (14.421 min): BF097802.D (-2093) (-) m/z 83.05 100.00%
83.0
43.0
5000
25.1 R S AL SO B
167.1 211.0 300.1 14.20 14.40 14.60 14.80
Ok m/z 57.05 94 _46%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #210517: 1-Heptacosanol
57.0 97.0
5000 LRI MRS UL UM A
14.20 14.40 14.60 14.80
m/z 97.10 87 .79%
ol h } % b A 1h81 0222.0264.0306.0 3780
m/z--> 0 55 100 150 200 250 300 350 400 450 '
Abundance
57.0
97.0 R S L SO
14.20 14.40 14.60 14.80
5000 m/z 69.10 83.49%
139.0
OISO | L 1502230 267.0306.0 3480 390.0 4340 490.0
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #222139: Nonadecy! pentafluoropropionate A L R REmms e
570 g7 14.20 14.40 14.60 14.80
' m/z 43.00 77.51%
- WJWAV“JAV\I\\
o1, \ &3?'0 182.0222.0 266.0 311.0 412.0
m'z--> 0 50 100 150 200 250 300 350 400 450 ' 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081717\
Data File : BF097802.D

Acq On 17 Aug 2017 22:48

Operator : SJ/JU

Sample : 14761-04

Misc :

ALS Vial : 18 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 8.5 ng 361535 1 6.77 851368 20.0
unknown6 .55 6.55 73.3 ng 3122430 1 6.77 851368 20.0
Trichloroacetic a... 13.78 5.2 ng 214094 5 13.93 821056 20.0
1-Heptacosanol 14.42 3.1 ng 125814 5 13.93 821056 20.0
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