LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\
Data File : BF084641.D

Aca On : 29 Jan 2016 17:36

Operator =: SJ/1Z

Sample : H1257-08

Misc :

ALS Vial : 19 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-BF012916.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 4.190 181 184 191 rBvV 321263 401845 8.60% 0.964%
2 4.899 241 246 249 rBVY 2753610 4670268 100.00% 11.205%
3 5.321 281 283 286 rBY 2834936 3679488 78.79% 8.828%
4 5.721 316 318 321 rBV 291138 310381 6.65% 0.745%
5 6.373 372 375 377 rBVY 3803375 3842074 82.27% 9.218%
6 6.499 383 386 388 rBY 2956739 3949670 84.57% 9.476%
7 6.727 403 406 408 rvB 615435 810524 17.35% 1.945%
8 6.876 417 419 422 rBV 2822743 2699657 57.81% 6.477%
9 7.287 452 455 458 rBVY 2087265 2291135 49.06% 5.497%
10 8.007 516 518 520 rBY 1282606 1105245 23.67% 2.652%

11 9.093 610 613 615 rBV 4020860 4502514 96.41% 10.803%
12 9.482 645 647 650 rBvV 447099 437133 9.36% 1.049%
13 9.756 669 671 674 rBV 1135287 1164665 24.94% 2.794%
14 10.202 709 710 712 rVB 77610 60025 1.29% 0.144%
15 10.419 726 729 733 rBV 27634 48027 1.03% 0.115%

16 10.545 738 740 743 rBV 2658876 2835096 60.71% 6.802%
17 10.671 749 751 756 rBV 88981 125647 2.69% 0.301%

18 11.116 789 790 792 rBV 44404 62067 1.33% 0.149%
19 11.242 798 801 803 rBV 1330005 1254854 26.87% 3.011%
20 11.791 847 849 853 rBvV 32377 53972 1.16% 0.129%

21 12.831 937 940 942 rBV 4709932 4402439 94.27% 10.563%
22 13.745 1017 1020 1029 rBV 184858 530944 11.37% 1.274%
23 13.871 1029 1031 1033 rVV 1435674 1277017 27.34% 3.064%
24 14.717 1103 1105 1108 rBV 64869 66412 1.42% 0.159%
25 15.254 1149 1152 1155 rBV 864099 978968 20.96% 2.349%

26 15.802 1194 1200 1212 rBVG6 20778 118653 2.54% 0.285%

Sum of corrected areas: 41678720
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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\BF012916\

BF084641.D

29 Jan 2016 17:36

SJ/1Z

H1257-08

19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BF084641.D

6.37

6.50

490 532

5.72

6.88

7.29

0
Time-->

5.00

5.50

6.00

Abundance

4000000

3000000

2000000

8.01

1000000

0

TIC: BF084641.D

9.09

10.54

11.24
9.76

9.48

10. 2010,44 EO.67 11.79

83

13.

T
Time--> 8.00

10.50 11.00 11.50 12.00

1
9.50 10.00

12.50

13.00 13.50

Abundance

4000000

3000000

2000000

13.87

1000000

0

TIC: BF084641.D

15.25

14.72 15.80

Time-->

14.

16.00 16.50 17.00 17.50

18.00

00 14.50 15.00 15.50

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\
Data File : BF084641.D

Aca On : 29 Jan 2016 17:36

Operator : SJ/1Z

Sample : H1257-08

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4.19 9.92 ng 401845 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 95
2 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
3 3-Hexen-2-one 98 C6H100 000763-93-9 87
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86

Abundance Scan 184 (4.190 min): BF084641.D (-181) (-) m/z 55.10 100.00%
58.1 83.1
5000 43.0
98.1
‘ | 67.0 3.80 4.00 4.20 4.40 4.60
O R e L L m/z 83.10 89.03%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 A NS SRS AN R
20,0 43.0 98.0 380 4.00 420 4.40 4.60
' m/z 43.05 40.10%
0 \‘\ \‘\\\ Il ‘ | 67.0 75.0 | L
LI FUELEL SN FURLELEL S JURLLS SURELL SIS SURLLIL SURLL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
55.0 83.0
41.0 380 4.00 4.20 4.40 4.60
5000 m/z 98.10 29.28%
27.0 98.0
15.0 69.0
G S S UL SUL AL S IS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3109: 3-Hexen-2-one s R
83.0 3.80 4.00 4.20 4.40 4.60
55.0 m/z 39.10 28.65%
5000 43.0
98.0
29.0
0'"|“"|”*U|“'Ji“"Wh*'w'éiq"w'l'w"'ﬂ"" ERRABE SRS S DARERE
m/z--> 10 20 30 40 50 60 70 80 90 100 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\
Data File : BF084641.D

Aca On : 29 Jan 2016 17:36

Operator : SJ/1Z

Sample : H1257-08

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1

R.T. EstConc Area Relative to ISTD R.T.
" 4.00 115.24ng 4670270  1,4-Dichlorobenzene-d4 6.73
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
3 Propane. 2-methvl-2-(l1-methvleth... 116 C7H160
4 3-Hexanol. 4-methvl- 116 C7H160
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2

000540-88-5 39
017348-59-3 33
000615-29-2 33
001116-98-9 32

m/z 43.05 100.00%

4.60 4.80 5.00 5.20

m/z 59.10 58.51%

4.60 4.80 5.00 5.20

m/z 101.10 18.58%

4.60 4.80 5.00 5.20

m/z 58.10 15.12%

4.60 4.80 5.00 5.20

m/z 41.10 9.44%

Abundance Scan 246 (4.899 min): BF084641.D (-241) (-)
43.0
59.1
5000
101.1
Ll 69.0 83.1
(O B o e e B L B o o e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 50.0
15.0 101.0
31.0
0 ‘ 1 | i . 83.0 . ‘
A I e o o L e e N B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
57.0
5000
20.0 101.0
15.0 73.0 83.0
O T T T T e e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
5000
41.0
29.0 101.0
o o). 500 [] 730 86.0 |
A I e o e L e e LN I
m/z--> 10 20 30 40 50 60 70 80 90 100 110

4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\
Data File : BF084641.D

Aca On : 29 Jan 2016 17:36

Operator : SJ/1Z

Sample : H1257-08

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 3 2-Pentanone, 4-methoxy-4-me... Concentration Rank 6

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

5.72 7.66 ng 310381 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 83
2 N-.alpha.-Acetvlalvcinamide 116 C4H8N202 002620-63-5 43
3 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 32
4 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 17
5 N,N"-Bis(2-methyl-2-nitrosopenta... 258 C12H22N204 094514-30-4 12

Abundance Scan 318 (5.721 min): BF084641.D (-316) (-) m/z 43.05 100.00%
43.0
73.1
5000
IR N L
55.1 100.1 1151 540 5.60 5.80 6.00
Obr il ol e e e | M7z 73.10  80.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13056: 2-Pentanone, 4-methoxy-4-methyl-
43.0 73.0
5000 IR AR N LS R
540 5.60 5.80 6.00
m/z 41.10 10.80%
150  29.0 55.0 830  100.0 11“‘3-0
0|||||‘|||||‘i‘||||‘=|‘||||l||||||||||‘|||||||‘|||||||||||
miz--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance
300 73.0
430 SH 550 580 600 |
5000 m/z 115.10 8.46%
o 150 58.0 830 1000  117.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #724: Acetamide, N-methyl- LA L N L L
30.0 43.0 73.0 540 5.60 5.80 6.00
m/z 39.10 7.29%
5000 58.0
15.0
0"W'l”l'”'Wh"JN'W"”I'”'I”'W"”I'”'I”"P"W'” IR AR SN LS R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\
Data File : BF084641.D

Aca On : 29 Jan 2016 17:36

Operator : SJ/1Z

Sample : H1257-08

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

10.67 2.00 ng 125647 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Eilcosane 282 C20H42 000112-95-8 91
3 Tridecane 184 C13H28 000629-50-5 90
4 Decane. 6-ethvl-2-methvl- 184 C13H28 062108-21-8 78
5 Nonadecane 268 C19H40 000629-92-5 72

Abundance Scan 751 (10.671 min): BF084641.D (-749) (-) m/z 57.10 100.00%

517.1
5000
85.1

10.40 10.60 10. 80 11. OO
113.0 155.1
0 m/z 43.10 78.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #73965: Hexadecane
T KVWJWM«MJk

5000 LA L L L L LN
85.0 10.40 10.60 10.80 11.00
29.0 ' m/z 71.10 50.00%
0 ‘\ L Ll ‘ 113.0 141.0 169.0 197.0 226.0
A R R A R Ea e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
R L Baaan e S
10.40 10.60 10.80 11.00
5000 m/z 41.10 35.16%
85.0
29.0
0 1130 141.0 169.0 282.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45544: Tridecane B s B
57.0 10.40 10.60 10.80 11.00
m/z 85.10 32.21%
5000
85.0
29.0
o L Lo 1130 1410 184.0
A B B s ma s e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\
Data File : BF084641.D

Aca On : 29 Jan 2016 17:36

Operator : SJ/1Z

Sample : H1257-08

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 1-Docosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.75 8.32 ng 530944 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 93
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
4 Bromoacetic acid. octadecvl ester 390 C20H39Bro2 018992-03-5 91
5 1-Nonadecanol 284 C19H400 001454-84-8 90
Abundance Scan 1020 (13.745 min): BF084641.D (-1017) (-) m/z 55.10 100.00%
54911
83.1
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rr
13.40 13.60 13.80 14.00
Obrrrrrrrlfi m/z 57.05 97.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
55.0
97.0
5000
29.0 13.40 13.60 13.80 14.00
. 0
125.0 m/z 43.05 95.78%
0 I, Il 153.0 181.0 308.0
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0 97.0
69.0 LN AN U B I
13.40 13.60 13.80 14.00
5000 m/z 83.10 81.10%
125.0
0l15.0 154.0 182.0 210.0 238.0 266.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152927: Trichloroacetic acid, hexadecy! ester e  E AARERENN
43. 13.40 13.60 13.80 14.00
69.0 m/z 97.10 72 .92%
5000
125.0
o 153.0 196.0 224.0 N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13)40 13.60 13)80 14100
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\
Data File : BF084641.D

Aca On : 29 Jan 2016 17:36

Operator : SJ/1Z

Sample : H1257-08

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 17-Pentatriacontene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.80 2.42 ng 118653 Perylene-di12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 64
2 Heptadecanoic acid. heptadecvl e... 509 C34H6802 036617-50-2 58
3 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 53
4 9-Eicosene. (E)- 280 C20H40 074685-29-3 53
5 1-Nonadecene 266 C19H38 018435-45-5 53
Abundance Scan 1200 (15.802 min): BF084641.D (-1194) (-) m/z 43.10 100.00%
431
83.1
5000
1351 1910 LIS BRI SRR SO B
| 2820 15.40 15.60 15.80 16.00 16.20
Ot ”,...w....ﬁ...,”:.,..”,...w....“...,” m/z 57.10 81.83%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #168066: 17-Pentatriacontene
43.0
5000 83.0 LIS DS SRR BRI B
15.40 15. 60 15.80 16.00 16.20
m/z 83.10 74.58%
. M M ‘\ 259167.0 2100 267.0307.0 490.0
m/z--> 5 1%0 260 250 300 3%0 460 4%0 560
Abundance
57.0
15.40 15.60 15.80 16.00 16.20
5000 97.0 m/z 55.00 60.50%
o 139.0 19010 271.0 508.0
m/z--> 55 160 1%0 200 250 360 3%0 460 4%0 560
Abundance #139663: 3-Chloropropionic acid, heptadecy! ester A RREEE RS E ST
7.0 15.40 15.60 15.80 16.00 16.20
7.0 m/z 69.10 56.71%
5000
o n 150 21002500
m/z--> 5'0 100 150 2(')0 250 3(')0 3&1;0 4(')0 4&1;0 5(')0 15.40 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012916\
Data File : BF084641.D

Acq On : 29 Jan 2016 17:36

Operator : SJ/1Z

Sample : H1257-08

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012916_.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]
3-Penten-2-one, 4. .. 4.19 9.9 ng 401845 1 6.73 810524 20.0
2-Pentanone, 4-hy... 4._.90 115.2 ng 4670270 1 6.73 810524 20.0
2-Pentanone, 4-me... 5.72 7.7 ng 310381 1 6.73 810524 20.0
Hexadecane 10.67 2.0 ng 125647 4 11.24 1254850 20.0
1-Docosene 13.75 8.3 ng 530944 5 13.87 1277020 20.0
17-Pentatriacontene 15.80 2.4 ng 118653 6 15.25 978968 20.0
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