LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\

Data File : BF097499.D

Aca On > 9 Aug 2017 5:34 Instrument :
Operator : SJ/JU BNA_F

Sample - 14604-05 ClientSampleld :
Misc - PMW-1A-080217
ALS Vial : 25 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-BF072517.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 4.534 464 467 481 rBV 44857 86662 3.95% 0.526%
2 5.004 544 547 578 rBV 933764 1347242 61.41% 8.172%
3 6.081 727 730 743 rBV 614611 809500 36.90% 4.910%
4 6.181 743 747 764 rVB 2193462 2193823 100.00% 13.307%
5 6.404 782 785 798 rVB 489760 472365 21.53% 2.865%
6 6.563 808 812 826 rBVY 1984022 1897863 86.51% 11.512%
7 6.981 879 883 901 rBVY 1643779 1619110 73.80% 9.821%
8 7.686 1000 1003 1016 rBV 529298 564622 25.74% 3.425%
9 8.098 1069 1073 1077 rBV3 33691 51098 2.33% 0.310%
10 8.769 1183 1187 1190 rBV 2296500 2053914 93.62% 12.458%
11 9.169 1252 1255 1262 rBV 88472 80339 3.66% 0.487%

12 9.433 1296 1300 1309 rVB 606022 544599 24 .82% 3.303%
13 10.222 1430 1434 1448 rBV 1063281 1019712 46.48% 6.185%
14 10.904 1547 1550 1560 rVB 501024 470352 21.44% 2.853%
15 11.145 1586 1591 1599 rBV 41750 74874 3.41% 0.454%

16 12.292 1782 1786 1797 rBV 99393 147906 6.74% 0.897%
17 12.492 1815 1820 1823 rBV 1664466 1734480 79.06% 10.521%

18 13.292 1950 1956 1962 rBvV 55017 91625 4.18% 0.556%
19 13.439 1975 1981 1986 rVB5 16634 29364 1.34% 0.178%
20 13.533 1993 1997 2004 rVB 453835 453646 20.68% 2.752%
21 14.174 2102 2106 2113 rVB2 30519 50453 2.30% 0.306%
22 14.315 2124 2130 2134 rVB6 16811 30142 1.37% 0.183%
23 14.604 2176 2179 2182 rBV 29779 27842 1.27% 0.169%
24 14.868 2221 2224 2228 rBV 308327 348212 15.87% 2.112%
25 14.904 2228 2230 2235 rVB2 45793 49509 2.26% 0.300%
26 15.251 2285 2289 2293 rVB 36848 53368 2.43% 0.324%
27 15.639 2351 2355 2361 rVB2 51068 88010 4.01% 0.534%
28 16.092 2430 2432 2437 rVB3 18909 31451 1.43% 0.191%
29 16.633 2520 2524 2530 rVvB4 30111 41474 1.89% 0.252%
30 19.268 2969 2972 2977 rVB6 14432 22924 1.04% 0.139%
Sum of corrected areas: 16486481
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\

Data File : BF097499.D

Aca On : 9 Aug 2017 5:34

Operator : SJ/JU

ﬁ?ggle i 14604-05 PMW-1A-080217
ALS Vial :© 25 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF072517 .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: BF097499.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\

Data File : BF097499.D

Aca On : 9 Aug 2017 5:34

Operator : SJ/JU

ﬁ?ggle i 14604-05 PMW-1A-080217
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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.

4.53 3.67 ng 86662 1,4-Dichlorobenzene-d4 6.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 3-0Octanol 130 C8H180 000589-98-0 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 25
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 466 (4.528 min): BF097499.D (-464) (-) m/z 43.00 100.00%
43.0
5000 59.0
| 84.0 10|1-0 420 4.40 4.60 4.80
L | . m/z 59.00 50.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
420 4.40 4.60 4.80
59.0 m/z 58.00 13.00%
0 270 || 90 80 10
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
59.0
420 440 460 480
m/z 101.00 11.91%
5000 29.0 41.0 83.0 1
101.0
69.0 112.0  129.0
G R R R AR RS AR RRARS RAARS RRRAE SRS LRSS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8346: 2-Hexanol, 2—methy|— LA L L B N N LB |
59.0 420 4.40 4.60 4.80
m/z 41.00 7.98%
5000
410 101.0
ol 150 3O | 690 830
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 130 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\

Data File : BF097499.D

Aca On : 9 Aug 2017 5:34

Operator : SJ/JU

ﬁ?ggle i 14604-05 PMW-1A-080217
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknown6.18 Concentration Rank 1

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

6.18 92.89 ng 2193820 1,4-Dichlorobenzene-d4 6.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 747 (6.181 min): BF097499.D (-743) (-) m/z 132.10 100.00%
13R.1
5000 68.1
00 sao ||t 250 b0 60 0 ko
Obrrrrrrr e e e SR b b e A e m/z 68.10 40.97%
m/z--> 10 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 R LS UL R A
5.80 6.00 6.20 6.40 6.60
2.0 510 m/z 134.00 32.39%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
580 6.00 620 6.40 6.60
5000 67.0 m/z 66.00 27.26%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole TTTT T £ [T T
132.0 5.80 6.00 6.20 6.40 6.60
m/z 69.05 16.30%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.80 6.00 6.20 6.40 6.60
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEM1I\BNA F\DATA\BF080817\

BF097499.D

9 Aug 2017 5:34

SJ3/JU

14604-05 PMW-1A-080217
25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= 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 unknownl1l.15 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.15 3.18 ng 74874 Phenanthrene-d10 10.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbamic acid. methvlphenvl-. et... 179 C10H13NO2 002621-79-6 38
2 Benzoic acid. 2-methoxv-. ethvl ... 180 C10H1203 007335-26-4 22
3 3.4-Methvlenedioxvphenvlacetic acid 180 C9H804 002861-28-1 14
4 4-Methoxv-3-methvlphenvlacetic acid 180 C10H1203 004513-73-9 14
5 Benzeneacetonitrile, 3-fluoro- 135 C8H6FN 000501-00-8 12
Abundance Scan 1592 (11.151 min): BF097499.D (-1586) (-) m/z 179.10 100.00%
179.1
5000 135.1 ]\
41.0 57|-° 770 911 071 10,80 11.00 11.20 11.40
0...,...thuw,:v.JT.JJ.“nnnﬂ..n:,...w.... — m/z 135.10 48 .00%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44723: Carbamic acid, methylphenyl-, ethyl ester
179.0
5000 106.0
120.0 10.80 11.00 11.20 11.40
770 m/z 57.00 16.40%
290 510 T 1340 1510 |
-
miz--> 20 40 60 80 100 120 140 160 180
Abundance
135.0
10.80 11.00 11.20 11.40
5000 m/z 107.10 15.93%
77.0
105.0 180.0
15.0 29.0 4309, 30 91,0 121.0 1510465 9
miz-> 20 40 60 80 100 120 140 160 180
Abundance #46259: 3,4-Methylenedioxyphenylacetic acid
135.0 10.80 11.00 11.20 11.40
m/z 41.00 12.53%
5000
51.0 77.0 180.0
0 37,0 “H . “H 91.0 10“5'0 121.0 | 162.0 |
m/z--> 26 Jo A 85 160 150 1&0 1éo 1§0 1dso 1150 1f20 1f40 '

8270-BF072517.M Wed Aug 09 19:15:14 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\

Data File : BF097499.D

Aca On : 9 Aug 2017 5:34

Operator : SJ/JU

ﬁ?ggle i 14604-05 PMW-1A-080217
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Ethanol, 2-[2-[4-(1,1,3,3-t... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.29 6.52 ng 147906 Chrysene-di12 13.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-T2-T4-(1.1.3.3-tetram... 294 C18H3003 002315-61-9 92
2 Pvrrololl.2-al-1.3.5-triazine-7-... 223 C9HIN304 054449-89-7 83
3 Thvmol 150 C10H140 000089-83-8 35
4 ((1.2-Diethvlethvlenelbis(p-phen... 354 C22H2604 004547-76-6 35
5 4-Cyanobenzoic acid, 2-(1-adaman... 309 C20H23NO2 1000292-45-1 27
Abundance Scan 1786 (12.292 min): BF097499D(1782)() m/z 223.20 100.00%
135.1 28.2
45.0
5000
670 270 | e sodn 200 1220 12 260

o

|""||L'"'|"'."|""|""|""|""|""|""|"" AN BARS SARAN SRR B m/z 135.05 85.69%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139591: Ethanol, 2-[2-[4-(1,1,3,3-tetramethylbutyl)phenox...
223.0
135.0
5000

12.00 12.20 12.40 12.60
m/z 45.00 58.39%

45.0

107.0
0 ‘ 770\‘ \‘ Lol i} 15601790 2940
T P e T T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
223.0
135.0 L
178.0 12.00 12.20 12.40 12.60
5000 m/z 57.00 25.13%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #23667: Thymol
135.0 12.00 12.20 12.40 12.60
m/z 41.00 16.20%
5000
91.0
20 0 1" o | |
0,ﬂ”,”MPH”P”.PHHH.WHL,””P.”.”..”.”.q””,unp R N REEE SRS R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. OO 12 20 12. 40 12 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\

Data File : BF097499.D

Aca On : 9 Aug 2017 5:34

Operator : SJ/JU

ﬁ?ggle i 14604-05 PMW-1A-080217
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Propanamide, N-ethyl-N-(3-m... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.29 4.04 ng 91625 Chrysene-di12 13.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanamide. N-ethvl-N-(3-methvl... 267 C18H21NO 1000308-21-3 52
2 7H-Dibenzolc.alcarbazole 267 C20H13N 000194-59-2 32
3 Ethanol. 2-T2-T2-T4-(1.1.3.3-tet... 338 C20H3404 002315-62-0 27
4 N-(1-Methvl-2-benzovlethvlidene)... 267 C17H17NO2 039137-44-5 12
5 13H-Dibenzo[a, i]Jcarbazole 267 C20H13N 000239-64-5 10
Abundance Scan 1956 (13.292 min): BF097499.D (-1950) (-) m/z 45.00 100.00%
43.0
267.2
5000

13.00 13.20 13.40 13.60

0! m/z 267.20 63.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #116601: Propanamide, N-ethyl-N-(3- methylphenyl) 3-phenyl-
120.0 26
5000 L L
91.0 13.00 13.20 13.40 13.60
m/z 135.10 54 _.51%
194.0
200 650 | | L 1600 (7l 2220
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
267.0
133.0 13.00 13.20 13.40 13.60
5000 ‘ m/z 57.00 32.77%
106.0
ol 510 790 163.0187.0213.0239-0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175380: Ethanol, 2-[2-[2-[4-(1,1,3,3- tetramethylbutyl)phe R B
67.0 13.00 13.20 13.40 13.60
m/z 89.00 24 .29%
5000
45 0 133 0
161 0
0 n n by \l‘ JI‘ \ul 2050 237 0 2950 3380
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\

Data File : BF097499.D

Aca On : 9 Aug 2017 5:34

Operator : SJ/JU

ﬁ?ggle i 14604-05 PMW-1A-080217
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 7 unknownl14.17 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .17 2.22 ng 50453 Chrysene-di12 13.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexaethvlene alvcol monododecvl ... 450 C24H5007 003055-96-7 38
2 Heptaethvlene alvcol monododecvl... 494 C26H5408 003055-97-8 32
3 3.6.9.12.15-Pentaoxanonadecan-1-ol 294 C14H3006 001786-94-3 32
4 1-Methoxv-3-(2-trimethvisilvloxv... 274 C15H3402Si 1000216-82-7 25
5 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet. .. 370 C16H3409 005117-19-1 25
Abundance Scan 2105 (14.168 min): BF097499.D (-2102) (-) m/z 45.00 100.00%
45.0
5000
89.0 1351 311.2
l | }77.0 13.80 14.00 14.20 14.40
0,...Lh4wwwwm.mymﬂ.,h...,....,.”.,....,...w. m/z 135.10 28.61%
mz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #227076: Hexaethylene glycol monododecy! ether
45.0
5000
89.0 13.80 14.00 14.20 14.40
‘ 133.0 m/z 57.00 28.06%
o CLb ) ] 17702130 257.0  317.0 363.0 407.0 451.0
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
45.0
8.0 15780 1400 1420 1440
5000 m/z 311.20 27.31%
133.0
0 17792130 257.0 301.0 361.0 407.0
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #139150: 3,6,9,12,15-Pentaoxanonadecan-1-ol R o e R
45.0 13.80 14.00 14.20 14.40
m/z 89.00 25.11%
5000 89.0
133.0
Gl"”L lI'J'i w'“Jh‘l}?%ql "'%SLP"'l R DAL SUR LN S NN SN B
mz—-> 0 50 100 150 200 250 300 350 400 450 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097499.D

Aca On > 9 Aug 2017 5:34

Operator : SJ/JU

Sample : 14604-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 8 Eicosane, 10-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.25 3.07 ng 53368 Perylene-d12 14.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 64
2 Eicosane. 2-methvl- 296 C21H44 001560-84-5 64
3 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 64
4 Tetracosane 338 C24H50 000646-31-1 64
5 5-Ethylnonadecane 296 C21H44 1000360-43-1 59

Abundance Scan 2289 (15.251 min): BF097499.D (-2285) (-) m/z 57.10 100.00%
571.1
5000
134.0165.1197.3 0811 15.00 15.20 15.40 15.60
0 : m/z 43.05 59.21%
m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl-
57.0
5000 LA B L L L L LB
15.00 15.20 15.40 15.60
990 m/z 71.05 41 .39%
‘ ’ 154.0
ol Ll gy ) 197.0 2390 2810
bl L B e
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
I a BREmEEES
15.00 15.20 15.40 15.60
5000 m/z 85.10 34.62%
99.0
28.0 141.0 1830 253.0
ol b g
m/z--> 50 100 150 200 250 300 350
Abundance #205394: Silane, trichlorooctadecyl- T
57.0 15.00 15.20 15.40 15.60
m/z 55.00 26.63%
5000
99.0
0zw‘“JAIPW1BM%OMMWM3EM%O%W
il e T I a BREmEEES
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60

8270-BF072517.M Wed Aug 09 19:15:16 2017

PMW-1A-080217

Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\
Data File : BF097499.D

Aca On > 9 Aug 2017 5:34

Operator : SJ/JU

Sample : 14604-05

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 9 Heptacosane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.64 5.05 ng 88010 Perylene-d12 14 .87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
3 Heptadecane. 3-methvl- 254 C18H38 006418-44-6 86
4 Triacontane 422 C30H62 000638-68-6 86
5 Pentacosane 352 C25H52 000629-99-2 86

Abundance Scan 2355 (15.639 min): BF097499.D (-2351) (-) m/z 57.10 100.00%
57.1
5000
U111 m72 i 1500 1560 1550 16,00
0! - m/z 71.10 63.51%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0
5000 LRI UL I BRI B
mmmmmmmm
99.0 m/z 43.00 61.27%
0 27\\‘0“‘\ “‘ u‘\ H\ H I‘ “‘14‘:‘[ 0\ 183 0 225 0 267 0 309 O 351 0380 0
m/z--> 55 100 1éo 200 250 360 3éo
Abundance
57.0
" 1540 15.60 15.80 16.00
5000 m/z 85.10 47 .86%
99.0
0 1410 1830 290650 3080 3520
m/z--> 55 160 150 200 2éo 300 3éo
Abundance #105891: Heptadecane, 3-methyl- T
57.0 15.40 15.60 15.80 16.00
m/z 55.05 33.55%
5000
225.0
0 270 L L\ 141 O\ 183.0 L 2540
m/z--> 55 100 150 260 2éo 360 3éo 15%0 1560 1580 1600
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080817\

Data File : BF097499.D

Aca On : 9 Aug 2017 5:34

Operator : SJ/JU

ﬁ?ggle i 14604-05 PMW-1A-080217
ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 10 unknownl6.63 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.63 2.38 ng 41474 Perylene-d12 14 .87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Nonadecanone 282 C19H380 000504-57-4 38
2 Eilcosane 282 C20H42 000112-95-8 30
3 Undecane. 5-ethvl- 184 C13H28 017453-94-0 27
4 Tridecane. 2-methvl- 198 C14H30 001560-96-9 27
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 27

Abundance Scan 2524 (16.633 min): BF097499.D (-2520) (-) m/z 57.05 100.00%

5000

16.40 16.60 16.80 17.00

0 m/z 71.10 59.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129462: 10-Nonadecanone
43.0 71.0 155.0

5000 LA B L L L L L L
16. 40 16 60 16. 80 17. 00
m/z 43.00 57.02%
183.0
0 18.0, | | 211.0 239.0 282.0
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
R N EEEE S s E R
16.40 16.60 16.80 17.00
5000 m/z 85.10 33.59%
85.0
29.0

113.0 141.0 169.0 197.0 225.0 253.0 282.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48841: Undecane, 5-ethyl- e RARREEE RS
57.0 16.40 16.60 16.80 17.00
m/z 55.00 28.51%
5000
29.0 85.0
iy
o] M S et et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16. 40 16 60 16. 80 17. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF080817\

Data File : BF097499.D

Acg On : 9 Aug 2017 5:34

Operator : SJ/JU

3?22'6 i 14604-05 PMW-1A-080217
ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .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 .53 3.7 ng 86662 1 6.40 472365 20.0
unknown6.18 6.18 92.9 ng 2193820 1 6.40 472365 20.0
unknownll.15 11.15 3.2 ng 74874 4 10.90 470352 20.0
Ethanol, 2-[2-[4-... 12.29 6.5 ng 147906 5 13.53 453646 20.0
Propanamide, N-et... 13.29 4.0 ng 91625 5 13.53 453646 20.0
unknownl14 .17 14.17 2.2 ng 50453 5 13.53 453646 20.0
Eicosane, 10-methyl- 15.25 3.1 ng 53368 6 14.87 348212 20.0
Heptacosane 15.64 5.0 ng 88010 6 14.87 348212 20.0
unknownl16.63 16.63 2.4 ng 41474 6 14.87 348212 20.0
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