LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF100815\

Data File : BF082130.D

Aca On : 8 Oct 2015 16:34 Instrument :
Operator : UM/1Z BNA_F

Sample - 63932-01 ClientSampleld :
Misc : TP-1-AT-11

ALS Vial : 3 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-BF092815.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 5.051 251 255 264 rVB 676109 1068499 37.42% 4.819%
2 5.463 288 291 293 rBVY 1909376 1996727 69.93% 9.006%
3 6.491 379 381 384 rBVY 1398580 1976825 69.23% 8.916%
4 6.629 390 393 395 rBVY 2219385 2041413 71.49% 9.208%
5 6.857 411 413 416 rBV 363922 409767 14.35% 1.848%
6 7.017 425 427 429 rBV 1953290 1705122 59.71% 7.691%
7 7.429 460 463 466 rBVY 1165182 1189748 41.67% 5.366%
8 7 .509 469 470 476 rvVB2 15106 29641 1.04% 0.134%
9 8.149 523 526 528 rBV 632483 560650 19.63% 2.529%
10 9.223 618 620 623 rBY 2132351 2411719 84.46% 10.878%

11 9.623 652 655 657 rBv 467024 399526 13.99% 1.802%
12 9.909 677 680 682 rBvV 479657 658887 23.07% 2.972%
13 10.698 746 749 751 rBV 1518533 1617908 56.66% 7.298%
14 10.800 757 758 763 rVB 50195 57709 2.02% 0.260%
15 11.246 796 797 799 rBV 31265 37415 1.31% 0.169%

16 11.395 807 810 812 rBV 474885 642836 22.51% 2.899%
17 11.921 854 856 858 rBvV 137679 134632 4.71% 0.607%
18 12.789 930 932 934 rBV 86694 102514 3.59% 0.462%
19 12.983 946 949 951 rBV 2424436 2855448 100.00% 12.879%
20 13.201 964 968 973 rVB3 17999 30707 1.08% 0.139%

21 13.498 992 994 996 rBV 88320 75439 2.64% 0.340%
22 13.864 1024 1026 1036 rBV 443972 572529 20.05% 2.582%
23 14.024 1038 1040 1043 rBV 434058 615527 21.56% 2.776%
24 14.195 1052 1055 1061 rVB 29225 53904 1.89% 0.243%
25 14.504 1079 1082 1091 rBV2 140784 257287 9.01% 1.160%

26 15.121 1133 1136 1138 rBV 30861 41970 1.47% 0.189%

27 15.475 1164 1167 1173 rBV 339452 499556 17.49% 2.253%

28 15.909 1202 1205 1207 rBV 24782 37682 1.32% 0.170%

29 15.967 1207 1210 1214 rBV2 24347 59876 2.10% 0.270%

30 17.064 1301 1306 1312 rBV7 6077 29163 1.02% 0.132%
Sum of corrected areas: 22170626
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF100815\

BF082130.D

8 Oct 2015 16:34

umsiz

63932-01

3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BF082130.D
6.63

5.46 7.02

6.49
7.43

5.05

0
Time-->
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B
6.00 6.50

T
4.50

5.00 5.50
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2000000

1500000

1000000

500000

TIC: BF082130.D

12,98

9.22

10.70

9.62 9.91 11.39

11.92

13.861.02
4
A

1080 112

.

0

Time-->

A
T T T T T

10.50 11.00

11.50 12.00

10.00

13.50 A‘ﬂ_ 1
13.20 o , B0 N —

L LA e s e e s e s s s e B
12.50 13.00 13.50 14.00 14.50

.50
1

9.00 9.50

Abundance

2000000

1500000

1000000

500000

.12

TIC: BF082130.D

15.48

/L 15997

17.06

Time-->

20.00

19.00 19.50
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17.00 17.50

15.50 16.00 16.50

20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100815\

Data File : BF082130.D

Aca On : 8 Oct 2015 16:34

Operator : UM/I1Z

Sample : 63932-01 |
Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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.

5.05 52.15 ng 1068500 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 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 255 (5.051 min): BF082130.D (-251) (-) m/z 43.10 100.00%
43.1
59.1
5000
1011 U UL AR L
4.80 5.00 5.20 5.40
83.1
o...,....,....,....',':...,..~.'.|,...6.9-,°....,.~...,....~,....,. m/z 59.10 64.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR LR UL UL R
59.0 480 500 520 5.40
0
150 a0 1010 m/z 101.10 22.18%
0'"I”t'l”'wﬁ”'“ﬂh"l”*'l”"I”"?iq'l”'*ﬂ"'v
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
570 480 5.00 520 540
5000 m/z 58.10 17.05%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3993: Morpholine, 4—methy|— LA L L L L L L
43.0 480 5.00 5.20 5.40
m/z 41.10 8.94%
5000
101.0
15.0 27 71.0
0"'V*L'w'NHV"'ﬁ"'wéﬁéw"'P"'wqqql“"i“"l' T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100815\

Data File : BF082130.D

Aca On : 8 Oct 2015 16:34

Operator : UM/I1Z

Sample : 63932-01 |
Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown6.63 Concentration Rank 1

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

6.63 99.64 ng 2041410 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 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 393 (6.629 min): BF082130.D (-390) (-) m/z 132.00 100.00%
132.0
5000 68.1
| I 620 640 Sbo 5k 700
S NN RS U it || N m/z 68.10 41.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R S IR R
6.20 6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 33.20%
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
620 640 6.60 6.80 7.00
5000 m/z 66.10 27 .79%
104.0
ol 140 270 300 510 06.0 77.0 490 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13916: Benzene, 1,3,5-trifluoro- e i AmmmpEEEEE S
132.0 6.20 6.40 6.60 6.80 7.00

m/z 69.10 17.08%

5000

63.0 81.0

31.0 500 | ‘ 101.0112.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00

o
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

Library Search Compound Report

Z:\HPCHEM1I\BNA F\DATA\BF100815\
BF082130.D
8 Oct 2015 16:34
umziz
G3932-01

TP-1-AT-11

3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.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 4 n-Hexadecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.92 4.19 ng 134632 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tridecanoic acid 214 C13H2602 000638-53-9 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Pentadecanoic acid 242 C15H3002 001002-84-2 72
5 Tridecane 184 C13H28 000629-50-5 11

Abundance Scan 856 (11.921 min): BF082130.D (-854) (-) m/z 73.10 100.00%
430 731
5000 129.1
97.1 213.2
112 256.3 11.60 11.80 12.00 12.20
o} m/z 43.05 84 .85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 R R B AR RS
nmnmnmnm
1290 2560 m/z 60.00 84.31%
. L T 90170 2150 |
m/z--> 25 Jo éo 80 100 120 150 160 180 200 220 210 2éo
Abundance
73.0
3.0 11,60 11.80 12,00 12.20
5000 m/z 57.10 72.66%
1290 171.0
98.0 : 214.0
o 18.0 149.0
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 210 2éo
Abundance #75071: Tetradecanoic acid A EE S e
73.0 11.60 11.80 12.00 12.20
43.0 m/z 55.05 71.84%
5000 129.0
185.0 228.0
e |
b \\ 0 NI T N A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11. 80 12. 00 12 20

8270-BF092815.
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100815\

Data File : BF082130.D

Aca On : 8 Oct 2015 16:34

Operator : UM/I1Z

Sample : 63932-01 |
Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Hexadecanoic acid, 1,1-dime... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.79 3.33 ng 102514 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 91
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 72
3 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 037910-65-9 38
4 Pentadecane. 8-methvlene- 224 C16H32 055668-09-2 37
5 1-Pentadecene, 2-methyl- 224 C16H32 029833-69-0 37
Abundance Scan 932 (12.789 min): BF082130.D (-930) (-) m/z 56.10 100.00%
56.1
5000
| u\“ Lo e, 2573 1240 1760 1280 13,66 1550
Obrrprre il o m/z 57.10 56.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester M
56.0
5000 AR AR RN
29.0 12.40 12.60 12. 80 13. oo 13. 20
630 129 m/z 43.10 41 .59%
0 “ h “‘ \‘H\ H\ Lo 157.0 1850 2130 ] 21 0281 0 312.0
m/z--> 25 45 60 80 100 150 140 160 180 200 220 240 260 2éo 360 '
Abundance
56.0
12:40 12,60 12.80 13.00 13.20
5000 m/z 41.10 37.72%
280 257.0
129.0 .
. 83.0 157.0 185.0 213.0 283.0 312.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12470: Cyclopentanecarboxylic acid, 2-amino-, cis- R e R
56.0 12.40 12.60 12.80 13.00 13.20
m/z 55.05 33.87%
5000
30.0 100.0 129.0
0'”PN”P”‘PW'“”¢'”W”"”” LB AN RS SRS BRRAS AN BRRAS SRR SRR UL BRI SRR BN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12. 60 12. 80 13. oo 13. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100815\

Data File : BF082130.D

Aca On : 8 Oct 2015 16:34

Operator : UM/I1Z

Sample : 63932-01 |
Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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, butyl ester Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.50 2.45 ng 75439 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 83
2 Cvclobutane. 1.1-dimethvl-2-octvl- 196 C14H28 062338-30-1 38
3 Decane. 2.2.3-trimethvl- 184 C13H28 062338-09-4 37
4 Pentadecane. 8-methvlene- 224 C16H32 055668-09-2 37
5 Urea, N,N"-di-2-propenyl- 140 C7H12N20 001801-72-5 35

Abundance Scan 994 (13.498 min): BF082130.D (-992) (-) m/z 56.10 100.00%
56.1
5000
129.1
31 185.2 oa1p 2853 13.20 13.40 13.60 13.80
0! m/z 57.10 61.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #137336: Octadecanoic acid, butyl ester
56.0
5000
290 13.20 13.40 13.60 13.80
. 0
gso 1290 1850 285.0 m/z 43.10 39.08%
o b ] 15701902130 2410 5110 340.0
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
56.0
13.20 13.40 13.60 13.80
5000 m/z 41.10 34.83%
28.0

83.0 111.0 140.0 168.0 196.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #45608: Decane, 2,2,3-trimethyl- EEE ey aa ey sy S ]
57.0 13.20 13.40 13.60 13.80
m/z 55.05 31.53%
5000
29.0 85.0 126.0
e ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100815\

Data File : BF082130.D

Aca On : 8 Oct 2015 16:34

Operator : UM/I1Z

Sample : 63932-01 |
Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Trichloroacetic acid, penta... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.86 18.60 ng 572529 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 94
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
3 1-Docosene 308 C22H44 001599-67-3 90
4 9-Eicosene. (E)- 280 C20H40 074685-29-3 87
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 87

Abundance Scan 1026 (13.864 min): BF082130.D (-1024) (-) m/z 57.10 100.00%

57.1 83.1

5000

13.60 13.80 14.00 14.20
m/z 55.05 94.11%

o 139.2 1682 196.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #148859: Trichloroacetic acid, pentadecyl ester

83.0

5000

111.0 13.60 13.80 14.00 14.20
m/z 83.10 86.37%
o 139.0  182.0 210.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0
69.0 R e
97.0 13.60 13.80 14.00 14.20
5000 m/z 43.10 85.59%
125.0

o 153.0 196.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene

13.60 13.80 14.00 14.20
m/z 69.05 73.61%

5000

125.0
153.0 181.0 308.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100815\

Data File : BF082130.D

Aca On : 8 Oct 2015 16:34

Operator : UM/I1Z

Sample : 63932-01 |
Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 8 1-Heneicosyl formate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14 .50 8.36 ng 257287 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
2 1-Docosene 308 C22H44 001599-67-3 91
3 Cvclotetracosane 336 C24H48 000297-03-0 91
4 Cvclooctacosane 392 C28H56 000297-24-5 91
5 1-Tricosene 322 C23H46 018835-32-0 91
Abundance Scan 1082 (14.504 min): BF082130.D (-1079) (-) m/z 57.10 100.00%

51.1
97.1
5000
S s973 | 1420 1440 14160 140

0 B e B B B e m/z 55.05 83.66%

m/z--> 50 100 150 200 250 300 350 400
Abundance #137330: 1-Heneicosyl formate
570

5000 L B B N BRI
14. 20 14. 40 14 60 14. 80

m/z 83.10 79.52%

0 \‘ \‘ e . 4820 2220 240 3400
T — L o e e S
m/z--> 50 250 300 350 400
Abundance

55.0

97.0 14.20 14. 40 14 60 14.80
5000 m/z 43.10 78.63%
0240 139.0 1810 308.0
L A B B B L o
m/z--> 50 100 150 200 250 300 350 400
Abundance #135652: Cyclotetracosane T T
43. 83.0 14. 20 14. 40 14. 60 14. 80
: m/z 97.10 73.77%
5000
25.0
oL i | ‘ Iy |, 1670 2100 250.0 2930 336.0
—— T T T e e
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100815\

Data File : BF082130.D

Aca On : 8 Oct 2015 16:34

Operator : UM/I1Z

Sample : 63932-01 |
Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 3-Chloropropionic acid, hep... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.97 2.40 ng 59876 Perylene-d12 15.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 90
2 1-Nonadecene 266 C19H38 018435-45-5 78
3 Trifluoroacetic acid. n-heptadec... 324 C17H31F302 1000216-79-2 72
4 1-Heptadecanol 256 C17H360 001454-85-9 64
5 Isotridecanol- 200 C13H280 027458-92-0 64
Abundance Scan 1210 (15.967 min): BF082130.D (-1207) (-) m/z 57.10 100.00%
57. 97.0
5000
15.60 15.80 16.00 16.20
(o} m/z 97.05 98.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #139663: 3-Chloropropionic acid, heptadecy! ester
57.0 83.0
5000 111.0
15.60 15.80 16.00 16.20
m/z 83.10 98.41%
o 139.0 167.0 210.0 238.0 263.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 97.0
69.0
15.60 15.80 16.00 16.20
5000 m/z 43.10 90.80%
125.0
0l15.0 154.0 182.0 210.0 238.0 266.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #129716: Trifluoroacetic acid, n-heptadecy! ester R REE RS B
43.0 15.60 15.80 16.00 16.20
m/z 55.05 90.47%
69.0
5000

0 I L 1250 4520 1820 210.0
rrrprrre ke L
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100815\

Data File : BF082130.D

Acq On : 8 Oct 2015 16:34

Operator : UM/1Z

Sample - G3932-01 |
Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.05 52.1 ng 1068500 1 6.86 409767 20.0
unknown6 .63 6.63 99.6 ng 2041410 1 6.86 409767 20.0
n-Hexadecanoic acid 11.92 4.2 ng 134632 4 11.39 642836 20.0
Hexadecanoic acid... 12.79 3.3 ng 102514 5 14.04 615527 20.0
Octadecanoic acid... 13.50 2.5 ng 75439 5 14.04 615527 20.0
Trichloroacetic a... 13.86 18.6 ng 572529 5 14.04 615527 20.0
1-Heneicosyl formate 14.50 8.4 ng 257287 5 14.04 615527 20.0
3-Chloropropionic... 15.97 2.4 ng 59876 6 15.48 499556 20.0
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