LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111015\
Data File : BF082887.D

Aca On : 10 Nov 2015 23:40

Operator : UM/I1Z

Sample : 6G4246-02

Misc :

ALS Vial : 20 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-BF110715.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 4.990 250 254 260 rVB 2013004 3014404 45.93% 4.714%
2 5.424 289 292 294 rBVY 5463575 5821727 88.71% 9.105%
3 6.453 379 382 385 rBVY 4786109 5347704 81.48% 8.363%
4 6.579 391 393 396 rBVY 4097050 5723586 87.21% 8.951%
5 6.819 411 414 416 rBV 1218327 1538248 23.44% 2.406%
6 6.967 425 427 430 rVB 3453169 4049697 61.71% 6.333%
7 7.379 460 463 465 rBY 3796044 3971474 60.51% 6.211%
8 8.099 524 526 529 rVB 2227589 2003262 30.52% 3.133%
9 9.185 618 621 623 rBY 6842620 6562812 100.00% 10.264%
10 9.573 653 655 658 rBY 1844944 1640433 25.00% 2.565%

11 9.859 677 680 682 rBV 2404947 2443242 37.23% 3.821%
12 10.282 714 717 720 rVB3 161093 290026 4.42% 0.454%
13 10.648 746 749 751 rBV 3263639 4119033 62.76% 6.442%
14 10.774 758 760 764 rVB 157319 183737 2.80% 0.287%
15 11.219 797 799 801 rBV 161908 140501 2.14% 0.220%

16 11.334 807 809 812 rBV 2443979 2296933 35.00% 3.592%

17 11.642 835 836 839 rvB 52140 70004 1.07% 0.109%
18 11.882 854 857 859 rBvV 311204 344367 5.25% 0.539%
19 12.054 868 872 874 rBvV2 48440 83961 1.28% 0.131%
20 12.202 882 885 887 rvB 69860 68431 1.04% 0.107%
21 12.545 913 915 917 rBV 81607 76661 1.17% 0.120%

22 12.659 922 925 928 rvv2 74707 124304 1.89% 0.194%
23 12.762 932 934 936 rvv2 774860 743668 11.33% 1.163%
24 12.831 936 940 943 rvB2 102319 162571 2.48% 0.254%
25 12.934 946 949 951 rVvV 4256511 5876155 89.54% 9.190%

26 13.174 966 970 971 rBV2 66054 84028 1.28% 0.131%
27 13.471 993 996 998 rBV 399554 514991 7.85% 0.805%
28 13.517 998 1000 1001 rBV 81175 86907 1.32% 0.136%

29 13.711 1013 1017 1024 rBV3 76153 202279 3.08% 0.316%
30 13.837 1024 1028 1031 rBV 400452 617839 9.41% 0.966%

31 13.974 1037 1040 1042 rBV 2298355 2229556 33.97% 3.487%
32 14.157 1054 1056 1059 rBV 129010 134590 2.05% 0.210%
33 14.465 1081 1083 1086 rBV 212365 289857 4.42% 0.453%
34 14.762 1107 1109 1113 rVB 114621 116180 1.77% 0.182%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111015\
Data File : BF082887.D

Aca On : 10 Nov 2015 23:40

Operator : UM/I1Z

Sample : 6G4246-02

Misc :

ALS Vial : 20 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-BF110715.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.083 1135 1137 1139 rBV 155299 197548 3.01% 0.309%

36 15.391 1161 1164 1167 rBV 1370463 1645425 25.07% 2.573%
37 15.448 1167 1169 1172 rVB 67296 90773 1.38% 0.142%
38 15.860 1202 1205 1207 rBV 85528 121267 1.85% 0.190%
39 15.905 1207 1209 1213 rBV2 49092 120384 1.83% 0.188%

40 16.328 1244 1246 1250 rVB 43547 88663 1.35% 0.139%
41 16.888 1292 1295 1300 rBV2 39074 95677 1.46% 0.150%
42 17.334 1331 1334 1338 rBV4 64701 173966 2.65% 0.272%
43 17.540 1350 1352 1358 rVB2 41170 97374 1.48% 0.152%
44 18.329 1418 1421 1426 rVB3 34013 99323 1.51% 0.155%

45 19.254 1498 1502 1509 rVB3 41117 128566 1.96% 0.201%

46 20.363 1595 1599 1607 rVB3 28411 111049 1.69% 0.174%

Sum of corrected areas: 63943183
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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:\HPCHEMI\BNA F\DATA\BF111015\

- BF082887.D

- 10 Nov 2015 23:40

- UM/1Z

- G4246-02

- 20 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF082887.D

5.42
6.45
6.58

7.38
6.97

4.99 8.10

6.82

0
Time-->

2.50

3.00 3.50 4.00 4.50

5.00 5.50

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF082887.D
918

12.93

10.65

11.33

9.86 13.97

9.57

12.76

13.47 13.8
.523.7

14.16 14.47 14,76 15.

10.28 10.77 11.2
N

LA
LN S B S RN N S B B B R B S B N B B B T T T

11.6411}'\8%.02.20 12556%513 13.17

Time-->

L AT L AL B e e e e B e
9.00 9.50 13.00 13.50 14.00 14.50

10.00 10.50 11.00 11.50 12.00 12.50

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF082887.D

15.39

45 195361  16.33 16.89 17.337.54 18.33 19.25 20.36

0
Time-->

19.50 20.00

18.00 18.50 19.00

15.50 16.00

16.50 17.00 17.50

20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111015\
Data File : BF082887.D

Aca On : 10 Nov 2015 23:40

Operator : UM/I1Z

Sample : 6G4246-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

4.99 39.19 ng 3014400 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 32
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 254 (4.990 min): BF082887.D (-250) (-) m/z 43.10 100.00%
431
59.1
5000
o 460 480 500 520 5.40
0 ...,....,....,....','::..,...'.|,...6?-,°....f‘.37:1..,....~,|....,. m/z 59.10 59.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 %0 4k sbo sk 540
0
150 a0 1010 m/z 101.10 18.88%
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
59.0
460 480 500 520 5.40
5000 m/z 58.10 15.50%
41.0
29.0 101.0
0 50.0 73.0  86.0
UL UL SO SR SR UL SURBLEL ILLLELN SR S WL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R e e R
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.20%
5000 41.0
31.0
69.0 870
0 15.0 ““ ‘ \‘ SO'Q H‘ . 98.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 | 460 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111015\
Data File : BF082887.D

Aca On : 10 Nov 2015 23:40

Operator : UM/I1Z

Sample : 6G4246-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4 Phthalic acid, allyl ethyl ... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.28 2.37 ng 290026 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. allvl ethvl ester 234 C13H1404 033672-94-5 72
2 Diethvl Phthalate 222 C12H1404 000084-66-2 62
3 1.2-Benzenedicarboxvlic acid. mo... 222 C12H1404 000131-70-4 59
4 1.2-Benzenedicarboxvlic acid. di... 250 C14H1804 000131-16-8 53
5 Phthalic acid, 2-hexyl ester 250 C14H1804 079107-80-5 53
Abundance Scan 717 (10.282 min): BF082887.D (-714) (-) m/z 149.00 100.00%
149.0
5000
177.1 S | S
431 711 105.1 2211 10.00 10.20 10.40 10.60
0..w..”,un.J.Hq.J.nh.qn”.,”.w..in”..“..w:”.,. m/z 177.10 24 .48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #78399: Phthalic acid, allyl ethyl ester
149.0
5000 41.0 LRI SR SN BN
177.0 10.00 10.20 10.40 10.60
' m/z 150.10 12.47%
760 1040
O .-*--% '“"I""bl'""IJ"%%ZJP"I""'I""‘ 'M"l' "'I'%%%.?'
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
149.0
10,00 10.20 10.40 10.60
5000 m/z 176.10 9.87%
177.0
. 29.0 65.0 105.0 5 1050 222.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #70517: 1,2-Benzenedicarboxylic acid, monobutyl ester T T T
149.0 10.00 10.20 10.40 10.60
m/z 71.10 8.59%
5000
56.0
0|||||||||llll‘|l‘l7|6|‘|)||||1|0|5|(|):!-2§||0|||||‘ll::-?zllol ||||||||2|2|2|(|)|||| —v—v—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v—|—v—v—v—r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111015\
Data File : BF082887.D

Aca On : 10 Nov 2015 23:40

Operator : UM/I1Z

Sample : 6G4246-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tridecanoic acid Concentration Rank 7

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

11.88 3.00 ng 344367 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 93
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80

5 6-Methyl(pentamethylene)silyloxy... 326

C20H420Si

1000278-79-4 14

m/z--> 20 40 60

Abundance Scan 857 (11.882 min): BF082887.D (-854) (-)
73.1
43.1
5000 129.1
97.1 213.2
157.2 185.2 256.3
04

80 100 120 140 160 180 200 220 240 260

Abundance

#65565: Tridecanoic acid

m/z--> 20 40 60

73.0
43.0
5000 129.0
0 T
miz—-> 20 80 100 120 140 160 180 200 220 240 260
Abundance
43.0
73.0
5000
970  129.0 256.0
o 152,0171.0 19402130 237.0
MR | R

80 100 120 140 160 180 200 220 240 260

Abundance

5000

o

43.0 73.

#83686: Pentadecanoic acid
0

129.0

[
80 100 120 140 160 180 200 220 240 260

m/z 73.10 100.00%

11.60 11.80 12.00 12.20

m/z 60.10 81.08%

11.60 11.80 12.00 12.20

m/z 43.10 79.27%

11.60 11.80 12.00 12.20

m/z 57.10 69.99%

11.60 11.80 12.00 12.20

m/z 55.10 65.42%

11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111015\
Data File : BF082887.D

Aca On : 10 Nov 2015 23:40

Operator : UM/I1Z

Sample : 6G4246-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexadecanoic acid, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.76 6.67 ng 743668 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 80
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 72
4 Cvclobutane. 1-hexvl-2.3-dimethvl- 168 C12H24 055170-84-8 35
5 Pentadecane, 8-methylene- 224 C16H32 055668-09-2 32

Abundance Scan 934 (12.762 min): BF082887.D (-932) (-) m/z 56.05 100.00%
56.0
5000
‘ g1 1291 213.2 = 12.40 12.60 12.80 13.00
157.1 185.2 . : : : :
I | 285331231 "n/z 57.10 54.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124071: Hexadecanoic acid, buty| ester
56.0
2570 12.40 12.60 12.80 13.00
29.0 63.0 1290 ' m/z 43.10 37 .94%
ot 20, | w0280 | | gy 320
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
540 A
12.40 12,60 12.80 13.00
5000 m/z 41.10 35.28%
29.0
0 83.0 129.0 157.0 185.0 213.0 257'0281.0 312.0
R R R R R L L AR LA LA LR LR RN LARAN LR LRSS AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 .
Abundance #124097: Hexadecanoic acid, 2-methylpropy! ester T T
57.0 12.40 12.60 12.80 13.00
m/z 55.10 28.83%
5000
239.0
29.0
0 h‘ “ \\ HH 8?‘0\” 1\129 ° 157 0 185 0 21\3 0 ‘\ H 282.0 312 0 U\"/\”‘"""N\N
m/z--> 20 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 12140 12,60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111015\
Data File : BF082887.D

Aca On : 10 Nov 2015 23:40

Operator : UM/I1Z

Sample : 6G4246-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.47 4.62 ng 514991 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 96
2 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 83
3 n-Butvl mvristate 284 C18H3602 000110-36-1 50
4 Nipecotic acid 129 C6H11NO2 000498-95-3 38
5 1,3-Pentanediol, 2,2,4-trimethyl- 146 C8H1802 000144-19-4 32

Abundance Scan 996 (13.471 min): BF082887.D (-993) (-) m/z 56.10 100.00%
56.1
5000
129.1 285.3
3.1 | 185. 241. \ 13.20 13.40 13.60 13.80
ol il A90L | 2132 ) L M4 n7z 57.10  60.55%
m/z--> 50 100 150 200 250 300
Abundance #137336: Octadecanoic acid, butyl ester
56.0
5000 L B BN B B
200 Bmwmmmmm
: m/z 43.10 39.05%
‘ gs.0 1290 185.0 ato 2850 g
oLk LT s | 1570185021302410 |7 T 51103400
m/z--> 50 100 150 200 250 300
Abundance
57.0
13.20 13.40 13.60 13.80
5000 m/z 41.10 33.32%
29.0 285.0
83.0
o 1290 157,0185.0 51392410 340.0
m/z--> o 'éol ' "160' B '150' ' "260' B '250' B '360" B
Abundance #108844: n-Butyl myristate A BB RS EaEE e
56.0 13.20 13.40 13.60 13.80
m/z 55.10 32.73%
5000 296.0
‘ F 129.0 185.0 284.0
0...‘.,““ H\ ML‘\‘ 1570||‘|||‘\|\| |‘255;0||‘||||||| e
m/z--> 50 mo 150 200 250 300 Bmwmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111015\
Data File : BF082887.D

Aca On : 10 Nov 2015 23:40

Operator : UM/I1Z

Sample : 6G4246-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 17-Pentatriacontene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.84 5.54 ng 617839 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 91
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 90
Abundance Scan 1028 (13.837 min): BF082887.D (-1024) (-) m/z 57.10 100.00%
5%.1
7.1
5000
R LR BN BN SUM
39.2 13.60 13.80 14.00 14.20
Obrrd, J ,l.".a (8212190 o811 | W/Z 43.10 77.49%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43.0
5000 83.0 RN SRR SR BN SUM
13.60 13.80 14.00 14.20
m/z 83.10 69.81%
25.0
oL ‘ 5% 1670 2100 267.03070 490.0
m/z--> 55 160 1%0 260 2%0 300 3%0 460 4%0 '
Abundance
43.0
83.0 RN SRR SR BN SUM
13.60 13.80 14.00 14.20
5000 m/z 55.10 67.07%
125.0
196.0
e L L B UL L L UL WL S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #148859: Trichloroacetic acid, pentadecy! ester R B AN A
43. 13.60 13.80 14.00 14.20
83.0 m/z 97.10 58.58%
B JVJXALMA_A,JAK,/L~._A\,w,
0 RN SRR SR BN SUMS
m/z--> 50 100 150 200 250 300 350 400 450 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111015\
Data File : BF082887.D

Aca On : 10 Nov 2015 23:40

Operator : UM/I1Z

Sample : 6G4246-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .47 2.60 ng 289857 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 86
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 86
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
4 Eicosane 282 C20H42 000112-95-8 80
5 Tetratetracontane 619 C44H90 007098-22-8 74
Abundance Scan 1083 (14.465 min): BF082887.D (-1081) (-) m/z 57.10 100.00%
57.1
5000 JL]L\L,
99.1 A DAL L B SR
14.20 14.40 14.60 14.80
141.1
ol l , y ,l,.ll Loare  A972 23892 2811 0 "m/z 71.10 60.61%
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57.0
5000 L S L L SR
14.20 14.40 14.60 14.80
m/z 43.10 56 .53%
0 270\ | hgﬂo‘ 141.0 1830 225.0 267.0 323.0 380.0
m/z--> 50 100 1éo 200 250 300 350
Abundance
57.0
14.20 14.40 14.60 14.80
5000 m/z 85.10 45 _55%
99.0
0 27.0 14101709 2190590 309.0
m/z--> 50 100 150 200 250 300 350
Abundance #86886: 2-Bromo dodecane e
57.0 14.20 14.40 14.60 14.80
m/z 55.10 24 .36%
- V\//LVAW\/\N\
99.0
27.0 169.0
ol a,'}.n Al g0 | 280 S —
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111015\
Data File : BF082887.D

Aca On : 10 Nov 2015 23:40

Operator : UM/I1Z

Sample : 6G4246-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 10 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.08 2.40 ng 197548 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Heneicosane 296 C21H44 000629-94-7 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Tetracosane 338 C24H50 000646-31-1 86
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 83
Abundance Scan 1137 (15.083 min): BF082887.D (-1135) (-) m/z 57.10 100.00%
57.1
99.1 14.80 15.00 15.20 1540
155.2 : : : :
ol b g 502 1072 20212824 “m/z 71.10  65.55%
m/z--> 50 100 150 200 250 300 350
Abundance #107651: Eicosane
57.0
5000 L B SR SULLLE R
14.80 15.00 15. 20 15. 40
m/z 43.10 60.32%
L0 H‘g? 0 1m0 1830 2250 2620
m/z--> 50 100 1%0 200 250 300 350 '
Abundance
57.0
14.80 15.00 15.20 1540
5000 m/z 85.10 48 .40%
99.0
27.0 Mm]&OZ%O%M%M
m/z--> 55 160 150 200 250 360 350 '
Abundance #155178: Octacosane o a mamn s S e
57.0 14.80 15.00 15.20 15.40
m/z 55.10 20.35%
99.0
0 27,00 | | | | 141 0 183. 0 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 250 360 350 ' 14%0 1500 1520 1540
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111015\
Data File : BF082887.D

Aca On : 10 Nov 2015 23:40

Operator : UM/I1Z

Sample : 6G4246-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 11 unknownl7.33 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.33 2.11 ng 173966 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N-(2-Hvdroxv-1-methvlene-2-prop-... 191 C11H13NO2 1000194-35-2 44
2 Prean-5-en-3-ol. 21-bromo-20-met... 394 C22H35Br0O 055103-80-5 43
3 (H)-2-Carene. 2-acetvl- 178 C12H180 1000151-09-7 14
4 Bronopol 199 C3H6BrN04 000052-51-7 14
5 1,3,4-Thiadiazol-2-amine, 5-trif... 273 C11H10F3N3S 1000267-89-8 14
Abundance Scan 1334 (17.334 min): BF082887.D (-1331) (-) m/z 43.10 100.00%
43.1 107.1 145.1
5000
396.5 R DAL DR DU UL
\ | | | 17.00 17.20 17.40 17.60
ob—L L - S m/z 107.10 91.59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #49792: N-(2-Hydroxy-1-methylene-2-prop-1-ynyl-pent-3-ynyl...
430 107.0
5000 R DAL DR B UL
173.0 17.00 17.20 17.40 17.60
l m/z 81.10 90.85%
OI‘IVIM‘MMIS I‘lul\‘ll“\ ‘--‘.---- T
m/z--> 50 100 150 200 250 300 350 400
Abundance
41.0 107.0 394.0
145.0 283.0 RSN BN B B
17.00 17.20 17.40 17.60
5000 361.0 m/z 145.10 86.19%
213.0
Ak 178.0 bas.b 315.0
mz-> 50 100 150 200 250 300 350 400
Abundance #41214: (+)-2-Carene, 2-acetyl-
43.0 17.00 17.20 17.40 17.60
m/z 55.10 85.75%
5000
93.0 135.0 f”& 0
0.“‘.L,“‘.“.“..H,“.J‘.‘.{,..‘..,.... T NN
m/z--> 50 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111015\
Data File : BF082887.D

Acq On : 10 Nov 2015 23:40

Operator : UM/1Z

Sample - G4246-02

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715.M
Quant Title : 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... 4 .99 39.2 ng 3014400 1 6.82 1538250 20.0
Phthalic acid, al... 10.28 2.4 ng 290026 3 9.86 2443240 20.0
Tridecanoic acid 11.88 3.0 ng 344367 4 11.33 2296930 20.0
Hexadecanoic acid... 12.76 6.7 ng 743668 5 13.97 2229560 20.0
Octadecanoic acid... 13.47 4.6 ng 514991 5 13.97 2229560 20.0
17-Pentatriacontene 13.84 5.5 ng 617839 5 13.97 2229560 20.0
Heptacosane 14 .47 2.6 ng 289857 5 13.97 2229560 20.0
Eicosane 15.08 2.4 ng 197548 6 15.39 1645430 20.0
unknownl17.33 17.33 2.1 ng 173966 6 15.39 1645430 20.0
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