LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF080717\
Data File : BF097431.D
Aca On : 7 Aug 2017 16:09 Instrument :
Operator : SJ/JU E?Afs el

- _ lentosampleld :
3?22Ie - 14625-01 CLINTON-AVE-COMP-1
ALS Vial : 7 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 4.540 464 468 485 rBV 132958 244707 10.59% 1.206%
2 5.004 544 547 574 rBVY 1882715 2309749 100.00% 11.379%
3 6.081 726 730 744 rBVY 1959586 2238383 96.91% 11.028%
4 6.187 744 748 759 rVB 2041865 2085078 90.27% 10.272%
5 6.410 783 786 797 rVB 661845 610428 26.43% 3.007%
6 6.563 809 812 822 rBVY 1576487 1591627 68.91% 7.841%
7 6.981 879 883 900 rBVY 1387981 1396244 60.45% 6.879%
8 7.692 1000 1004 1009 rBV 995848 853411 36.95% 4.204%
9 7.734 1009 1011 1017 rVB2 24465 25132 1.09% 0.124%
10 8.769 1183 1187 1191 rBV 2002849 1995788 86.41% 9.833%

11 9.175 1252 1256 1265 rBV 287799 261179 11.31% 1.287%
12 9.433 1296 1300 1309 rBV 858994 822397 35.61% 4._.052%

13 9.892 1375 1378 1381 rVB 41379 33001 1.43% 0.163%
14 10.222 1431 1434 1451 rBV 1207289 1288796 55.80% 6.349%
15 10.363 1454 1458 1465 rVV 66223 84002 3.64% 0.414%
16 10.810 1530 1534 1536 rBV2 28720 30329 1.31% 0.149%

17 10.910 1547 1551 1559 rVB 856960 761308 32.96% 3.751%
18 11.469 1642 1646 1652 rBV 158580 143841 6.23% 0.709%
19 12.245 1775 1778 1788 rBV 118940 133561 5.78% 0.658%
20 12.333 1790 1793 1799 rVB2 20096 25388 1.10% 0.125%

21 12.492 1815 1820 1823 rBV 1685403 1633353 70.72% 8.047%
22 13.421 1973 1978 1990 rBV2 89847 197880 8.57% 0.975%
23 13.533 1993 1997 2005 rVB 606881 595031 25.76% 2.932%

24 14.027 2077 2081 2083 rBV 37083 37583 1.63% 0.185%
25 14.057 2083 2086 2095 rVB4 46317 91012 3.94% 0.448%
26 14.604 2176 2179 2183 rBV 42897 41960 1.82% 0.207%
27 14.657 2183 2188 2194 rVV6 20257 46069 1.99% 0.227%
28 14.868 2220 2224 2229 rBV 461380 517043 22.39% 2.547%
29 15.062 2251 2257 2262 rBVS8 17447 44914 1.94% 0.221%
30 15.245 2284 2288 2294 rVB 30910 43255 1.87% 0.213%
31 15.862 2390 2393 2399 rVB7 20160 30965 1.34% 0.153%
32 16.239 2450 2457 2462 rBV5 29389 60154 2.60% 0.296%
33 17.262 2627 2631 2635 rBV7 12273 24231 1.05% 0.119%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080717\

Data File : BF097431.D

Aca On : 7 Aug 2017 16:09

Operator : SJ/JU

a?ggle i 14625-01 CLINTON-AVE-COMP-1
ALS Vial : 7 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF072517.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 20297799
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080717\

Data File : BF097431.D

Aca On : 7 Aug 2017 16:09

Operator : SJ/JU

a?ggle i 14625-01 CLINTON-AVE-COMP-1
ALS Vial : 7 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

TIC: BF097431.D
5.00

Abundance
2000000

6.56

1500000 6.98
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500000
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4.50 5.00
TIC: BF097431.D
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Time--> 6.00
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1000000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080717\

Data File : BF097431.D

Aca On : 7 Aug 2017 16:09

Operator : SJ/JU

a?ggle i 14625-01 CLINTON-AVE-COMP-1
ALS Vial : 7 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 3

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

4.54 8.02 ng 244707 1,4-Dichlorobenzene-d4 6.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 468 (4.540 min): BF097431.D (-464) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.0 ESARDERRESE SRR SRR
| 83.0 | 420 4.40 4.60 4.80
ot i e e e e m/z 59.00 54.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 B SARDE REEE SR R

4,20 4.40 460 4.80
59.0 m/z 101.00 16.72%

101.0
0 20 | 510 | e #0g10 0
T B L B B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
e A RAAEmEa
4.20 4.40 4.60 4.80
5000 57.0 m/z 58.00  14.26%
29.0
101.0
78.0
o) MRS 1 Y 1 S L VRN 2 B E—
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime E EEma s e  E B
43.0 4.20 4.40 4.60 4.80
m/z 41.10 8.69%
5000
101.0
o 180 30 || %80 69,0 86.0
R R o o e e e e R maa
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.20 440 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080717\

Data File : BF097431.D

Aca On : 7 Aug 2017 16:09

Operator : SJ/JU

a?ggle i 14625-01 CLINTON-AVE-COMP-1
ALS Vial : 7 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 unknown6.19 Concentration Rank 1

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

6.19 68.32 ng 2085080 1,4-Dichlorobenzene-d4 6.41
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 C6HOCIO 031357-76-3 17
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 749 (6.192 min): BF097431.D (-744) (-) m/z 132.00 100.00%
132.0
5000
68.1
00 o || g % 580 6.00 6.0 6.40 6.60
Obrrprrrr e bbbt PR bt e e e e m/z 68.10 33.58%
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 N
5000 L L UL I R
5.80 6.00 6.20 6.40 6.60
2.0 510 m/z 134.00 33.26%
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 6.20 6.40 6.60
5000 67.0 m/z 66.00 22.62%
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 o
Abundance #14491: 5-Aminoindole  EEAmE L o e RN

132.0 5.80 6.00 6.20 6.40 6.60
m/z 69.10 12 .99%

5000

104.0
66.0
a9 270 390 SO0 I 700 s90 | mso o [l

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 580 6.00 620 6.40 6.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080717\

Data File : BF097431.D

Aca On : 7 Aug 2017 16:09

Operator : SJ/JU

a?ggle i 14625-01 CLINTON-AVE-COMP-1
ALS Vial : 7 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 4 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

10.36 2.21 ng 84002 Phenanthrene-d10 10.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tetradecane 198 C14H30 000629-59-4 83
3 Nonadecane 268 C19H40 000629-92-5 72
4 Decane. 2.9-dimethvl- 170 C12H26 001002-17-1 59
5 Heptacosane 380 C27H56 000593-49-7 59

Abundance Scan 1458 (10.363 min): BF097431.D (-1454) (-) m/z 57.05 100.00%

571.0
5000

10.00 10.20 10.40 10.60

0! m/z 43.00 73.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83025: Hexadecane
57.0
5000 LA L L L L L L B B
85.0 10.00 10.20 10.40 10.60
29.0 ‘ m/z 71.10 51.77%
0 JLM“Jﬂ%mmm%mmnm
T T T T T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
10.00 10.20 10.40 10.60
5000 85.0 m/z 85.10 33.59%
29.0

0 113.0 141.0 169.0 198.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #117637: Nonadecane

10.00 10.20 10.40 10.60
m/z 41.00 26.99%

[V N

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10 00 10. 20 10. 40 10 60

85.0
5000

113.0 141.0 169.0 197.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080717\

Data File : BF097431.D

Aca On : 7 Aug 2017 16:09

Operator : SJ/JU

a?ggle i 14625-01 CLINTON-AVE-COMP-1
ALS Vial : 7 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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.47 3.78 ng 143841 Phenanthrene-d10 10.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Undecanoic acid 186 C11H2202 000112-37-8 86
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 53
Abundance Scan 1646 (11.469 min): BF097431.D (-1642) (-) m/z 43.05 100.00%
430 230
5000
129.1
or.1 711 231 111,20 11.40 11.60 11.80
1 152. ' 256.2 : : : :
bl m/z 60.00 81.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 L B B B B
83.0 umnmnmnm
Ji 1570 1geo 2130 2560 | M/Z 57.00  78.78%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0
11.20 11.40 11.60 11.80
5000 129.0 m/z 73.00 78.76%
185.0
97.0 228.0
0L15:0 157.0 2090
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #50053: Undecanoic acid T PR
60.0 11.20 11.40 11.60 11.80
m/z 41.05 70.36%
5000 29.0
0 R EEEEESRSLt s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11. 40 11. 60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080717\

Data File : BF097431.D

Aca On : 7 Aug 2017 16:09

Operator : SJ/JU

a?ggle i 14625-01 CLINTON-AVE-COMP-1
ALS Vial : 7 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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.25 4.49 ng 133561 Chrysene-di12 13.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Octadecanoic acid 284 C18H3602 000057-11-4 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Oxalic acid, cyclobutyl pentadec... 354 C21H3804 1000309-70-5 15
Abundance Scan 1779 (12.251 min): BF097431.D (-1775) (-) m/z 43.05 100.00%
43.0
5000
129.1
97.1 R e e ot
le 185.2 2412 s 12.00 12:20 12.40 12.60
b e m/z 57.05 81.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T UL R RS
83.0 12.00 12.20 12.40 12.60
J‘u 1570 1850 2130 2560 m/z 59.95 80.32%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 | 73.0
12.00 12.20 12.40 12.60
5000 129.0 m/z 55.00 77.85%
9r.0 185.0
570 070 241.0 284.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid S et B
43.0 ,73.0 12.00 12.20 12.40 12.60
m/z 72.95 75.89%
5000 129.0
0l15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080717\

Data File : BF097431.D

Aca On : 7 Aug 2017 16:09

Operator : SJ/JU

a?ggle i 14625-01 CLINTON-AVE-COMP-1
ALS Vial : 7 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 Heptafluorobutyric acid, pe... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.42 6.65 ng 197880 Chrysene-di12 13.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
2 1-Docosene 308 C22H44 001599-67-3 91
3 5-Eicosene. (BE)- 280 C20H40 074685-30-6 91
4 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 90
Abundance Scan 1978 (13.421 min): BF097431.D (-1973) (-) m/z 57.05 100.00%
57.0
97.1
5000
e - 1350 1340 1360 1380
0 7 m/z 55.10 89.23%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
57.0
97.0
5000 RS N BN SN U
13.20 13.40 13.60 13.80
m/z 43.05 84 .50%
‘ 1690 5100
o260l || || 107" 200 a0 oo
m/z--> 50 100 150 200 250 300 350 400
Abundance
55.0
97.0 " 13.20 13.40 13.60 13.80
5000 m/z 83.10 70.00%
0240 139.0 1810 308.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
58.0 13.20 13.40 13.60 13.80
m/z 97.10 66 .29%
5000 97.0
o 23 LI | ) | 1390 1800 2230 2800
m/z--> 50 100 150 200 250 300 350 400 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080717\
Data File : BF097431.D

Aca On : 7 Aug 2017 16:09

Operator : SJ/JU

Sample : 14625-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 8 Octacosyl trifluoroacetate Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14 .06 3.06 ng 91012 Chrysene-di12 13.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 62
2 Cvclopentane. 1.1.3-trimethvl- 112 C8H16 004516-69-2 62
3 1-Heptacosanol 396 C27H560 002004-39-9 62
4 n-Nonadecanol- 284 C19H400 001454-84-8 52
5 2-Hexenal, (E)- 98 C6H100 006728-26-3 49
Abundance Scan 2087 (14.063 min): BF097431.D (-2083) (-) m/z 43.05 100.00%
43.0
83.1
5000
25.1
208.0 0811 13.80 14.00 14.20 14.40
CIm— ' m/z 57.05 86.64%
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance #235928: Octacosy! trifluoroacetate
57.0
97.0
5000 L U UL SULRLS B
13.80 14.00 14.20 14.40
m/z 55.00 85.70%
N \\“ h \H ! % I ?18102220264030603480 392.0 437.0 488.0
mz> 0 50 100 150 200 250 300 350 400 450 '
Abundance
55.0
070 13,80 14.00 14.20 14.40
5000 : m/z 69.05 81.20%
15.0
O S L L L S B B WL S|
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance #210517: 1-Heptacosanol L L
57.0 97.0 13.80 14.00 14.20 14.40
m/z 83.10 80.63%
5000
39.0
oL | j{ |, 181.0222.0264.0306.0 __ 378.0
mz> 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\BF080717\

Data File : BF097431.D

Aca On : 7 Aug 2017 16:09

Operator : SJ/JU

a?ggle i 14625-01 CLINTON-AVE-COMP-1
ALS Vial : 7 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 9 wunknownl6.24 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.24 2.33 ng 60154 Perylene-d12 14.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanone. l-cvclopentvl- 126 C8H140 001122-98-1 35
2 Carbonic acid. 2-methoxvethvl 2-... 232 C12H2404 1000357-86-9 25
3 Undecanal. 2-methvl- 184 C12H240 000110-41-8 22
4 4.5-Dimethvl-3-heptanol 144 C9H200 019549-76-9 16
5 7-Octen-2-one 126 C8H140 003664-60-6 14
Abundance Scan 2457 (16.239 min): BF097431.D (-2450) (-) m/z 59.00 100.00%
43.0 590
5000
135.0
191.0207.0 16.00 16.20 16.40 16.60
O e m/z 43.00 83.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11399: 2-Propanone, 1-cyclopentyl-
43.0
59.0
5000 LR BRI BN UL B
16.00 16.20 16. 40 16 60
27.0 ‘ 83.0 m/z 57.00 71.60%
0""'l"""‘i""'l Jh"lh"' }P§F{T%ﬁ?'l' R S DN S
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
58.0
" 16.00 16,20 16.40 16.60
5000 m/z 58.00 62.95%
41.0 83.0 112.0
134.0
S R L S UL L WL B I B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48747: Undecanal, 2-methyl-
58.0 16.00 16.20 16.40 16.60
m/z 71.00 42 .22%
5000
. alo | |8L0g79 1260559
miz--> ""zb""4b""éo""s'o'"iéd"iéd"iid"iéd"iéo'"éc')d"' " 16.00 16,20 16.40 16.60

8270-BF072517.M Wed Aug 09 11:09:20 2017 Page: 11



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF080717\

Data File : BF097431.D

Acg On : 7 Aug 2017 16:09

Operator : SJ/JU

a?ggle i 14625-01 CLINTON-AVE-COMP-1
ALS Vial : 7 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... 4.54 8.0 ng 244707 1 6.41 610428 20.0
unknown6.19 6.19 68.3 ng 2085080 1 6.41 610428 20.0
Hexadecane 10.36 2.2 ng 84002 4 10.91 761308 20.0
n-Hexadecanoic acid 11.47 3.8 ng 143841 4 10.91 761308 20.0
Octadecanoic acid 12.25 4.5 ng 133561 5 13.53 595031 20.0
Heptafluorobutyri... 13.42 6.7 ng 197880 5 13.53 595031 20.0
Octacosyl trifluo... 14.06 3.1 ng 91012 5 13.53 595031 20.0
unknownl16 .24 16.24 2.3 ng 60154 6 14.87 517043 20.0
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