LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040716\

Data File : BF086144.D

Aca On 7 Apr 2016 22:00

Operator : UM/SJ

3?22'6 i H2282-02 AMBOY-SB-13(0.5-20.0
ALS Vial : 23 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-BF040216.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 4.899 244 246 261 rBV 210939 376818 12.34% 1.483%
2 5.333 281 284 302 rBVY 2294287 2420931 79.26% 9.526%
3 6.384 374 376 378 rBVY 2287868 2416004 79.10% 9.507%
4 6.510 384 387 389 rBY 1937924 2622446 85.86% 10.319%
5 6.739 404 407 409 rBV 494836 643966 21.08% 2.534%
6 6.887 418 420 423 rBVY 2001476 1847748 60.49% 7.271%
7 7.310 454 457 459 rBV 1283916 1713667 56.10% 6.743%
8 8.019 517 519 522 rBV 981576 887681 29.06% 3.493%
9 9.093 611 613 616 rBY 2258536 2845320 93.15% 11.196%
10 9.493 646 648 651 rBV 379929 373592 12.23% 1.470%
11 9.711 665 667 669 rBV 60773 54340 1.78% 0.214%
12 9.768 670 672 675 rVB 854454 966576 31.65% 3.803%
13 9.939 684 687 691 rBV3 13385 31823 1.04% 0.125%
14 10.202 709 710 712 rVB 73351 85480 2.80% 0.336%
15 10.419 726 729 733 rBV 33912 64760 2.12% 0.255%

16 10.568 739 742 744 rBV 1794523 2014565 65.96% 7.927%
17 10.682 750 752 758 rVB 102921 143671 4._.70% 0.565%

18 11.128 789 791 792 rBV 71404 66905 2.19% 0.263%
19 11.254 800 802 805 rBV 1129779 1012089 33.14% 3.982%
20 11.791 847 849 856 rBV 70143 84097 2.75% 0.331%

21 12.842 938 941 943 rBV 3237594 3054400 100.00% 12.019%
22 13.322 977 983 985 rBV 36050 45362 1.49% 0.178%
23 13.745 1017 1020 1027 rBV 67522 126864 4._.15% 0.499%
24 13.894 1030 1033 1035 rBV 799604 857264 28.07% 3.373%
25 14.717 1103 1105 1107 rVB 81642 75545 2.47% 0.297%

26 15.288 1152 1155 1161 rBV 487148 581546 19.04% 2.288%

Sum of corrected areas: 25413460

8270-BF040216.M Fri Apr 08 18:48:16 2016 Page: 1



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\BF040716\

BF086144.D

7 Apr 2016 22:00

UM/SsJ

H2282-02

23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040716\
Data File : BF086144.D

Aca On > 7 Apr 2016 22:00

Operator : UM/SJ

Sample : H2282-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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.

4.90 11.70 ng 376818 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 246 (4.899 min): BF086144.D (-244) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 R R e e
| 83.0 | 4.60 4.80 5.00 5.20
Obrrrprrrr et el e e m/z 59.10 57.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T
4.60 4.80 5.00 5.20
59.0 m/z 101.10 21.17%
270 ‘ oo 830 1010
e AR ARARA AR RARS AL RARLE ARARA RERLA AR SRS BAAA SARRSRARRE RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520
5000 1.0 m/z 58.10 15.48%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3955: 2,3-Butanedione, monooxime e e
43.0 460 480 500 520
m/z 41.10 9.12%
5000
101.0
150 310 | 80490 860
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040716\
Data File : BF086144.D

Aca On > 7 Apr 2016 22:00

Operator : UM/SJ

Sample : H2282-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 3-Chloro-6-fluoro-pyrazine Concentration Rank 1

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

6.51 81.45 ng 2622450 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 52
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 33
3 Xenon 132 Xe 007440-63-3 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 387 (6.510 min): BF086144.D (-384) (-) m/z 132.10 100.00%
13%.1
5000
68.1
96.1 BB SARARSERE EE
401 541 6.20 6.40 6.60 6.80
o....,....;-:...,:.-..,.:I-.',..7.5.",1....,..!.,.’1‘??:1,....,....,-'...,... m/z 134.10 33.90%
m/z--> 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 A AR R LR LA
6.20 6.40 6.60 6.80
310 510 m/z 68.10 30.15%
0'”'ﬂ'MHJ'WH”'P'Ji“Y%q”'P'”I””W'”'P'”I“'W'”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
AN LARAE RARRA AR SRS
6.20 6.40 6.60 6.80
5000 67.0 m/z 66.10 18.87%
41.0 97.0
53.0
20.0 117.0
O EQ?OH,,“,,W,,”I,”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14069: Xenon L L L B L B B LA
132.0 6.20 6.40 6.60 6.80
m/z 96.10 13.59%
5000
66.0
O e e e e e A AR R LRSS LR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040716\
Data File : BF086144.D

Aca On > 7 Apr 2016 22:00

Operator : UM/SJ

Sample : H2282-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 Heptadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.68 2.84 ng 143671 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tetradecane 198 C14H30 000629-59-4 86
5 Dodecane, 1-iodo- 296 C12H251 004292-19-7 86

Abundance Scan 752 (10.682 min): BF086144.D (-750) (-) m/z 57.10 100.00%

57.1

5000
10.40 10.60 10.80 11.00
141.1 169.1
(o m/z 71.10 75.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #82607: Heptadecane
57.0
5000 LA L L L L L L L
85.0 10.40 10.60 10.80 11.00
29.0 m/z 43.10 64 .54%
. L0l ) /180 1410 169.0 1060 240.0
.”,””P.”P”.P”q.”wnulunp.npn..”..”.”..””,””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
RN SRR R
10.40 10.60 10.80 11.00
5000 85.0 m/z 85.10 51.41%

29.0
113.0 141.0 169.0 197.0 226.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane e e B
57.0 10.40 10.60 10.80 11.00
m/z 41.10 27.67%
85.0
5000
29.0 113.0
o ||| M 1410 1690 1970 2250 2500 2960
A R B L B e R LAALRaasa R ERES S R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 40 10. 60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040716\
Data File : BF086144.D

Aca On > 7 Apr 2016 22:00

Operator : UM/SJ

Sample : H2282-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 Heptafluorobutanoic acid, h... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.75 2.96 ng 126864 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 94
2 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
4 1-Docosene 308 C22H44 001599-67-3 91
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
Abundance Scan 1020 (13.745 min): BF086144.D (-1017) (-) m/z 57.10 100.00%
57.1

83.1

5000

=

13.40 13.60 13.80 14.00
m/z 43.10 86.57%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57.0

:
-

83.0

5000 LA L L L L L L L L
13.40 13.60 13.80 14.00
m/z 83.10 76.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
69.0 13.40 13.60 13.80 14.00
5000 m/z 55.10 75.47%
97.0
. 1250 160.0 1950 2040 2520
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 M
Abundance #152927: Trichloroacetic acid, hexadecy! ester AR maa o e
43. 13.40 13.60 13.80 14.00

69.0 m/z 97.10 73 .95%
5000

125.0

153.0 196.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00

3
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040716\
Data File : BF086144.D

Aca On > 7 Apr 2016 22:00

Operator : UM/SJ

Sample : H2282-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 Squalene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

14.72 2.60 ng 75545 Perylene-d12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 91
2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 91
3 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 83
4 3.7.11-Tridecatrienenitrile. 4.8... 231 C16H25N 006006-01-5 78
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 64
Abundance Scan 1105 (14.717 min): BF086144.D (-1103) (-) m/z 69.10 100.00%

69.1 N
5000
1211 1440 1460 14:80 15.00

o.?q.lo,". bl yadetl 2081 2820 | “n7z 81.10  48.89%

m/z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69.0

5000 L e e B A R
14. 40 14. 60 14. 80 15. OO

m/z 41.05 21.16%

137.0
0 CLk ﬂroﬂ OU |~ 1910 2310 273.0 341.0 410.0
S A e e T
miz--> 50 100 150 200 250 300 350 400
Abundance
69.0

14.40 14. 60 14. 80 15.00

5000 m/z 95.10 13.15%
137.0
0220 107.0 191.0 231.0 273.0 341.0 410.0
— T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #126274: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetraenal R B A B
69.0 14.40 14.60 14.80 15.00

m/z 68.10 11.88%

5000

137.0
W Lb‘(ﬂyoﬂ\ ] | 192.0 247.0 3160

L B e s

m/z--> 50 100 150 200 250 300 350 400 14. 40 14.60 14. 80 15.00

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040716\
Data File : BF086144.D

Acq On > 7 Apr 2016 22:00

Operator : UM/SJ

Sample - H2282-02

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040216_.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... 4.90 11.7 ng 376818 1 6.74 643966 20.0
3-Chloro-6-fluoro. .. 6.51 81.5 ng 2622450 1 6.74 643966 20.0
Heptadecane 10.68 2.8 ng 143671 4 11.25 1012090 20.0
Heptafluorobutano... 13.75 3.0 ng 126864 5 13.89 857264 20.0
Squalene 14.72 2.6 ng 75545 6 15.29 581546 20.0
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