LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021416\
Data File : BF085070.D

Aca On : 13 Feb 2016 6:44

Operator =: SJ/1Z

Sample : H1409-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF021316.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 1.724 10 12 66 rvB 1545273 5370181 100.00% 14.716%
2 3.690 182 184 198 rBvV 139911 491578 9.15% 1.347%
3 4.147 221 224 255 rBV 280917 2493136 46.43% 6.832%
4 5.439 334 337 341 rBV 326063 1234485 22.99% 3.383%
5 5.564 345 348 374 rVV 881574 4547465 84.68% 12.462%
6 5.896 374 377 391 rVvVv 155742 1071758 19.96% 2.937%
7 6.090 391 394 429 rVB 665621 2759747 51.39% 7.563%
8 6.719 446 449 477 rBV 279654 2007654 37 .39% 5.502%
9 7.793 539 543 572 rBV 190539 1162163 21.64% 3.185%
10 9.531 692 695 712 rBVY 1289252 3871839 72.10% 10.610%
11 10.228 753 756 765 rBV 63684 297432 5.54% 0.815%
12 10.582 783 787 805 rBV 424289 1397263 26.02% 3.829%
13 11.416 856 860 863 rBV 54893 126352 2.35% 0.346%
14 11.771 885 891 893 rBV 27101 65146 1.21% 0.179%
15 11.885 897 901 922 rVV 590205 2490923 46.38% 6.826%
16 12.194 925 928 943 rVB 76263 250209 4 .66% 0.686%
17 12.925 988 992 994 rBV 30360 63302 1.18% 0.173%
18 12.994 995 998 1016 rVB 398952 1263253 23.52% 3.462%
19 15.623 1225 1228 1245 rVB 1874708 3592336 66.89% 9.844%
20 17.097 1354 1357 1361 rBV3 92677 187552 3.49% 0.514%
21 17.177 1361 1364 1370 rVV 471475 951831 17.72% 2.608%
22 18.206 1450 1454 1460 rBV6 19233 62392 1.16% 0.171%
23 18.800 1503 1506 1512 rBV 373661 733085 13.65% 2.009%

Sum of corrected areas: 36491082
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF021416\

BF085070.D

13 Feb 2016 6:44

SJ/1z

H1409-01

19 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA F\METHODS\8270-BF021316.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
: C:\DATABASE\NISTO2.L
LSCINT.P

Abundance TIC: BF085070.D
1.72
1500000
9.53
1000000 556
6.09
500000
5.44) 6.72
Time--> 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950
Abundance TIC: BF085070.D
15.62
1500000
1000000
11.89
500000 10.58 12.99 17.18
10.23 11.42 11 47\ 1219 12 1730
Ot I R T o o e B m e A
Time--> 10. OO 10.50 11.00 1150 12.00 12,50 13.00 13.50 14.00 1450 15.00 15,50 16.00 16.50 17.00 17.50 18. OO
Abundance TIC: BF085070.D
1500000
1000000
500000 18.80
.21
O i e e e L I e e e e e e e T L e e e e e LB e
Time--> 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 25.50 26.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021416\
Data File : BF085070.D

Aca On : 13 Feb 2016 6:44

Operator : SJ/1Z

Sample : H1409-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021316.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

3.69 9.17 ng 491578 1,4-Dichlorobenzene-d4 5.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 184 (3.690 min): BF085070.D (-182) (-) m/z 43.05 100.00%
43
5000
.| o 1‘|’1 340 3.60 3.80 4.00
o) SESESEEESESSESEMMISSESRDY ¥ PRSI P | PRSI S S m/z 59.10 54.35%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 N R L R
59 340 3.60 3.80 4.00
m/z 101.10 15.80%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
340 3.60 3.80 4.00
5000 m/z 58.00 13.50%
101
o 15 25 31 37 51 %8 g 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- e ERRES BE
50 3.40 3.60 3.80 4.00
m/z 41.05 9.40%
5000
a1 101
0 15 \\3\1 \‘H 53\\\“ 69 8\3
m/z--> 10 20 30 40 50 60 70 8 90 100 110 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021416\
Data File : BF085070.D

Aca On : 13 Feb 2016 6:44

Operator : SJ/1Z

Sample : H1409-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021316.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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.19 3.96 ng 250209 Phenanthrene-d10 12.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Octadecane 254 C18H38 000593-45-3 90
3 Nonadecane 268 C19H40 000629-92-5 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 928 (12.194 min): BF085070.D (-925) (-) m/z 57.05 100.00%
57
e & /LAJL\A
4
113 11.80 12.00 12.20 12.40 12.60
o 1 38 | /7 43.10 69.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107652: Eicosane
57
5000 AU SRR BN
85 11. 80 12. oo 12 20 12. 40 12 60
m/z 71.10 62.27%
m>ib&%@@mmmmmmmmmﬁ
Abundance
57
11/80 12.00 12.20 12.40 12.60
5000 85 m/z 85.05 38.34%
41
. 13 141 160 197 op5 254
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #99477: Nonadecane i B B S S
57 11.80 12.00 12.20 12.40 12.60
m/z 41.10 28.61%
5000 85
4
ol 28 ‘ by g ‘141 ‘169 197 225 268
m/z--> 20 Jo eb 85 160 150 140 160 180 200 220 240 260 280 300 350 11. 80 12. oo 12 20 12. 40 12 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021416\
Data File : BF085070.D

Aca On : 13 Feb 2016 6:44

Operator : SJ/1Z

Sample : H1409-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021316.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 3-Eicosene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.10 3.94 ng 187552 Chrysene-di12 17.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 90
3 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 87
4 Trifluoroacetic acid. n-heptadec... 324 C17H31F302 1000216-79-2 86
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 83
Abundance Scan 1357 (17.097 min): BF085070.D (-1354) (-) m/z 57.05 100.00%

43 57

83 97

5000

-

16.80 17.00 17.20 17.40
m/z 43.10 96.84%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106400: 3-Eicosene, (E)-
43

:

5000 LA L L L L L L L
29 16.80 17.00 17.20 17.40
125 m/z 55.10 96.33%
o “ | 139153167182196210224 252 280
ST
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83 e - Mt aaoas
97 16.80 17.00 17.20 17.40
5000 m/z 97.10 83.91%
29 111

125
0 139153167182 210

W@‘mﬁwﬁwﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139663: 3-Chloropropionic acid, heptadecyl ester
3

-

16.80 17.00 17.20 17.40
m/z 83.10 81.53%

5000

125
139154168182196210224238 253

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.80 17.00 17.20 17.40

-
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021416\
Data File : BF085070.D

Acq On : 13 Feb 2016 6:44

Operator : SJ/1Z

Sample - H1409-01

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021316_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 3.69 9.2 ng 491578 1 5.90 1071760 20.0
Eicosane 12.19 4.0 ng 250209 4 12.99 1263250 20.0
3-Eicosene, (E)- 17.10 3.9 ng 187552 5 17.18 951831 20.0
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