LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086440.D

Aca On 27 Apr 2016 22:59

Operator : UM/SJ

Sample : H2728-01

Misc :

ALS Vial : 16 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-BF042716.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 4.990 252 254 262 rBV 56298 82187 2.39% 0.283%
2 5.401 287 290 293 rBVY 2952215 3005816 87.49% 10.340%
3 6.442 378 381 384 rBVY 2328857 3435620 100.00% 11.819%
4 6.579 390 393 395 rBVY 3206355 3389331 98.65% 11.660%
5 6.647 395 399 401 rVB 23793 40929 1.19% 0.141%
6 6.807 411 413 415 rBV 959640 863249 25.13% 2.970%
7 6.967 424 427 429 rBV 2314506 2510116 73.06% 8.635%
8 7.367 460 462 465 rBV 1389419 1792160 52.16% 6.165%
9 7.482 470 472 479 rvVB2 42623 80693 2.35% 0.278%
10 7.665 486 488 492 rVB 126388 142450 4.15% 0.490%
11 8.087 523 525 528 rBV 765265 1049990 30.56% 3.612%
12 8.316 542 545 547 rBV 48026 53136 1.55% 0.183%
13 8.373 547 550 552 rBV 62081 60530 1.76% 0.208%

14 9.173 617 620 622 rBV 3274684 3145169 91.55% 10.820%
15 9.562 652 654 656 rBvV 557412 497093 14.47% 1.710%

16 9.779 672 673 676 rBvV 71653 99583 2.90% 0.343%
17 9.848 676 679 681 rBV 1169229 1046172 30.45% 3.599%
18 10.019 691 694 695 rBvV 25031 36323 1.06% 0.125%

19 10.282 716 717 719 rVB 190119 146528 4.26% 0.504%
20 10.499 733 736 740 rBV 56828 112049 3.26% 0.385%

21 10.636 745 748 750 rBV 1117676 1394475 40.59% 4.797%
22 10.751 757 758 762 rVB 111153 181618 5.29% 0.625%

23 11.208 796 798 799 rBV 62947 75770 2.21% 0.261%
24 11.322 806 808 811 rBV 529704 742897 21.62% 2.556%
25 11.631 833 835 837 rBvV 39362 40829 1.19% 0.140%
26 12.534 912 914 916 rBV 48100 73034 2.13% 0.251%

27 12.911 945 947 950 rBV 1787065 1855902 54.02% 6.384%
28 13.962 1036 1039 1041 rBV 727284 995512 28.98% 3.425%
29 15.368 1160 1162 1173 rVB 582220 2120086 61.71% 7.293%

Sum of corrected areas: 29069247
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086440.D

Aca On : 27 Apr 2016 22:59

Operator : UM/SJ

Sample : H2728-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF086440.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086440.D

Aca On : 27 Apr 2016 22:59

Operator : UM/SJ

Sample : H2728-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Benzene, (1-nitroethyl)- Concentration Rank 5

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

7.66 2.71 ng 142450 Naphthalene-d8 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-nitroethvI)- 151 C8H9NO2 007214-61-1 80
2 Benzenemethanethiol. 4-methvl- 138 C8H10S 004498-99-1 72
3 Benzene. (l-bromoethvl)- 184 C8H9Br 000585-71-7 72
4 Benzene. (1.3-dimethvIl-3-butenvl)- 160 C12H16 056851-51-5 56
5 1,3,5-Cycloheptatriene, 7,7-dime... 120 C9H12 007557-11-1 56

Abundance Scan 488 (7.665 min): BF086440.D (-486) (-) m/z 105.10 100.00%
106.1
5000
77.1
51.0
138.1 7.40 7.60 7.80 8.00
ol 370 oL e e m/z 77.10 19.78%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23715: Benzene, (1-nitroethyl)-
105.0
5000
70 7.40 7.60 7.80 8.00
510 ' m/z 79.10 18.62%
0...|2.7..0..|.....|....|.9.1.'q|....|....|....l....l...
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
105.0
'”'I”"P"W"”I'A
7.40 7.60 7.80 8.00
5000 m/z 103.10 13.44%
138.0
270 450 g30 "0 010 122.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #45876: Benzene, (1-bromoethyl)- S B
105.0 7.40 7.60 7.80 8.00
m/z 51.05 12.94%
5000
51.0 79.0
o 210 ") 650 | I 169.0184.0
m/z--> 20 40 60 80 100 120 140 160 180 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086440.D

Aca On : 27 Apr 2016 22:59

Operator : UM/SJ

Sample : H2728-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 4 Hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.28 2.80 ng 146528 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 91
2 Tridecane 184 C13H28 000629-50-5 86
3 Pentadecane 212 C15H32 000629-62-9 86
4 Octadecane 254 C18H38 000593-45-3 80
5 Undecane 156 C11H24 001120-21-4 64
Abundance Scan 717 (10.282 min): BF086440.D (-716) (-) m/z 57.10 100.00%
57.1
5000
85.1
39 ‘ 113.2 10.00 10.20 10.40 10.60
o...,....-,':..|,.."..,....',....,...1.41.1...16?.1.. | M7z 43.10  79.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane
57.0
5000 R BN LR B SRR
85.0 10,00 10.20 10.40 10.60
29.0 ' m/z 71.10 45_09%
0 ! “ [l ‘ , 113.0 141 0 169.0 197.0 226.0
m/z--> 20 Jo éo 8b 100 150 140 160 180 200 220
Abundance
57.0
10,00 10.20 10.40 10.60
5000 m/z 41.10 35.13%
85.0
29.0
o 113.0 141 0 184 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64573: Pentadecane e
57.0 10.00 10.20 10.40 10.60
m/z 85.10 31.16%
5000 85.0
29.0
o Doy 1o 141 0 168.0 212.0
m/z--> 20 ' éo 80 160 150 140 160 180 200 250 10,00 10,20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086440.D

Aca On : 27 Apr 2016 22:59

Operator : UM/SJ

Sample : H2728-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.50 2.14 ng 112049 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 90
2 Undecane. 5-ethvl- 184 C13H28 017453-94-0 78
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 72
4 Eicosane 282 C20H42 000112-95-8 72
5 1-lodo-2-methylundecane 296 C12H251 073105-67-6 64

Abundance Scan 736 (10.499 min): BF086440.D (-733) (-) m/z 57.10 100.00%
57.1
5000
85.1 LSRN AR RN SRR

113.1 10.20 10.40 10.60 10.80
137.1 169.1
P.”%.J“ﬁ.ﬁ”ﬁ.Jw.”w.”w”.q”.w”..””,”” R m/z 43.10 53.68%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #91053: Pentadecane, 2,6,10-trimethyl-
57.0
5000 LI L L L L L |
85.0 10.20 10.40 10.60 10.80
29.0 > m/z 71.10 41.76%
113.0
oh | ‘ L “ 0 1830 211.0 230.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
AR R R R E e e !
10.20 10.40 10.60 10.80
5000 m/z 41.10 27.68%
29.0 85.0
126.0 155.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl- e e
57.0 10.20 10.40 10.60 10.80
m/z 85.10 21.04%
5000 85.0
113.0
0 L “ Il |7 1410 1830 2110 239.0 2670 2960
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 20 10. 40 10. 60 10 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042716\
Data File : BF086440.D

Aca On : 27 Apr 2016 22:59

Operator : UM/SJ

Sample : H2728-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 Pentadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

11.21 2.04 ng 75770 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 86
2 Eicosane 282 C20H42 000112-95-8 83
3 Tridecane 184 C13H28 000629-50-5 80
4 Tetradecane 198 C14H30 000629-59-4 80
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 72

Abundance Scan 798 (11.208 min): BF086440.D (-796) (-) m/z 57.10 100.00%

51.1

5000

?

10.80 11.00 11.20 11.40 11.60
m/z 43.10 82.87%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64573: Pentadecane
57.0
5000 LA L B L B L B L L L L
85.0 10.80 11.00 11.20 11.40 11.60
29.0 m/z 71.10 59.84%
oLy 1180 1410 leso 2120
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
I RREEEEEES T
10.80 11.00 11.20 11.40 11.60
5000 m/z 85.10 42 .93%
85.0
29.0
0 113.0 141.0 169.0 282.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45543: Tridecane R e
57.0 10.80 11.00 11.20 11.40 11.60
m/z 41.10 34.69%
5000 85.0
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. 80 11. OO 11. 20 11. 40 11. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042716\
Data File : BF086440.D

Acq On 27 Apr 2016 22:59

Operator : UM/SJ

Sample : H2728-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF042716_.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]
Benzene, (1-nitro... 7.66 2.7 ng 142450 2 8.10 1049990 20.0
Hexadecane 10.28 2.8 ng 146528 3 9.85 1046170 20.0
Pentadecane, 2,6,... 10.50 2.1 ng 112049 3 9.85 1046170 20.0
Pentadecane 11.21 2.0 ng 75770 4 11.32 742897 20.0
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