LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100815\
Data File : BF082140.D

Aca On : 8 Oct 2015 21:43

Operator : UM/I1Z

Sample = G3960-07

Misc :

ALS Vial : 13 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-BF092815.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 2.514 31 33 41 rVB 195520 290076 9.65% 1.459%
2 5.051 251 255 257 rBV 579558 823324 27 .39% 4.142%
3 5.463 288 291 293 rBV 832998 944057 31.41% 4_.750%
4 6.491 378 381 383 rBV 473685 565760 18.82% 2.846%
5 6.629 390 393 395 rBVY 1947195 1864406 62.03% 9.380%
6 6.857 411 413 416 rBV 435552 471220 15.68% 2.371%
7 7.017 425 427 429 rBV 1960490 1770814 58.91% 8.909%
8 7.429 460 463 469 rBY 1201794 1303753 43.38% 6.560%
9 7.520 469 471 477 rVB2 14046 34887 1.16% 0.176%
10 8.149 523 526 528 rBV 697796 641284 21.34% 3.226%

11 9.223 617 620 623 rBV 2247122 2599454 86.48% 13.079%
12 9.623 652 655 657 rBv 230527 218543 7.27% 1.100%
13 9.909 677 680 682 rBvV 518440 737227 24 _.53% 3.709%

14 10.332 713 717 719 rBV 45381 59207 1.97% 0.298%
15 10.526 732 734 737 rBV 80589 97533 3.24% 0.491%
16 10.698 746 749 751 rBV 1559993 1685973 56.09% 8.483%
17 10.800 757 758 763 rVB 63264 74350 2.47% 0.374%
18 11.246 795 797 799 rBV 48209 48668 1.62% 0.245%
19 11.395 807 810 812 rBV 531845 738103 24 .56% 3.714%
20 11.612 826 829 832 rVB 27186 33484 1.11% 0.168%
21 11.921 854 856 858 rBV 40370 51082 1.70% 0.257%
22 12.869 938 939 941 rVB 41785 31199 1.04% 0.157%
23 12.983 946 949 951 rBV 2420689 3005755 100.00% 15.123%
24 13.544 995 998 999 rBvV2 27517 32169 1.07% 0.162%

25 13.864 1024 1026 1033 rBV 140524 230090 7.65% 1.158%

26 14.024 1038 1040 1043 rBV 536908 694589 23.11% 3.495%

27 14.184 1052 1054 1059 rVB 34699 38506 1.28% 0.194%
28 14.492 1078 1081 1088 rBV 41925 58500 1.95% 0.294%
29 14.789 1105 1107 1110 rBV 30560 34003 1.13% 0.171%
30 15.475 1164 1167 1178 rBV 364759 617839 20.56% 3.109%
31 16.390 1243 1247 1254 rBV2 18445 41059 1.37% 0.207%
32 20.767 1625 1630 1637 rBV5 11372 38830 1.29% 0.195%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100815\
Data File : BF082140.D

Aca On : 8 Oct 2015 21:43

Operator : UM/I1Z

Sample = G3960-07

Misc :

ALS Vial : 13 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF092815.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 19875744
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100815\
Data File : BF082140.D

Aca On : 8 Oct 2015 21:43

Operator : UM/I1Z

Sample : 6G3960-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100815\
Data File : BF082140.D

Aca On : 8 Oct 2015 21:43

Operator : UM/I1Z

Sample : 6G3960-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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.

5.05 34.94 ng 823324 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 53
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 255 (5.051 min): BF082140.D (-251) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 URRE UL L L
4.80 5.00 5.20 5.40
83.1
o..,....,....','....,..~!.|,..‘?.9,?...,....,....,|....,....,....,....,...., m/z 59.10 65.88%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR LR LIS UL R
59.0 480 500 520 540
m/z 101.10 22 .90%
31.0 g3 1010
O'W'“Wﬂ'“T“'w'”'w'“l“'w“”'w'“”“'w'“'w'”l”'w'“'l
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 5.00 520 540
5000 m/z 58.10 17 .54%
41.0
29.0 101.0
o 73.0 86.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0 480 5.00 5.20 5.40
m/z 41.10 8.89%
5000 41.0
0 LN 1L 1730 1260 1420
mz-> % 30 4b 80 60 10 80 9 100 10 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100815\
Data File : BF082140.D

Aca On : 8 Oct 2015 21:43

Operator : UM/I1Z

Sample : 6G3960-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 unknown6.63 Concentration Rank 1

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

6.63 79.13 ng 1864410 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 393 (6.629 min): BF082140.D (-390) (-) m/z 132.00 100.00%
13p.0
5000 68.1
01 51 || e o | 650 640 660 5H0 700
Ol bbbl £ L300l Tm/z 68.10 37.79%
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 R VRS A AR A
6.20 6.40 6.60 6.80 7.00
210 510 m/z 134.00 33.44%
0'“'V'M\J'WH“'w'“|“7ﬁq“'w'“|“'w'“'w'“l“'w'“
m/z--> 30 40 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.10 25.25%
41.0 97.0
53.0
79.0 117.0
0'”'I”"P"W"”I'”'I”"P"W"”I&qzo”"ﬁ"W"”l'”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13916: Benzene, 1,3,5-trifluoro- A R
13p.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.68%
5000
63.0 81.0
31 0 50.0 102‘[ .0 112.0 ‘
0:::: S — |||‘| l::: ||‘|| Y - |‘||| SE— T
m/z--> 3'0 40 5'0 60 70 8IO 9'0 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100815\
Data File : BF082140.D

Aca On : 8 Oct 2015 21:43

Operator : UM/I1Z

Sample : 6G3960-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Tributyl phosphate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.53 2.65 ng 97533 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tributvl phosphate 266 C12H2704P 000126-73-8 90
2 Bis(2-ethvlhexvl)hvdroaen phosphate 322 C16H3504P 000298-07-7 38
3 (.+/-.)-Dethiobiotin 214 C10H18N203 000636-20-4 36
4 2(3H)-Furanone. 5-butvldihvdro-4... 156 C9H1602 055013-32-6 9
5 2,5-Pyrrolidinedione 99 C4H5NO02 000123-56-8 9
Abundance Scan 734 (10.526 min): BF082140.D (-732) (-) m/z 99.00 100.00%
99.0
5000
41.1 155.1 PR NN NN BN B
125.0 211.1 10.20 10.40 10.60 10.80
oo 780 LA, | 881 2 w/z 41.10 15.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #97594: Tributyl phosphate
99.0
5000 SR SRR SRR B SRR
10,20 1040 10.60 10.80
57.0 155.0 m/z 57.10 14_.87%
290 ) 1250 1830 2% ‘1'0 237.0
) S——— ...‘. S S ””\ SN et S e ..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
99.0
10.20 10.40 10.60 10.80
5000 m/z 155.10 12.76%
57.0
ol 220 125.0 153.0 181.0 211.0 293.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance 4#65252: (+/-.)-Dethiobiotin S § | W
99.0 10.20 10.40 10.60 10.80
m/z 125.00 7.68%
5000
44.0
0 . ] 4700 | 1260 15‘?01810 214.0
m/z--> 20 40 eb 80 160 120 140 160 180 200 250 240 260 280 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100815\
Data File : BF082140.D

Aca On : 8 Oct 2015 21:43

Operator : UM/I1Z

Sample : 6G3960-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 6
R.T. EstConc Area Relative to ISTD R.T.

10.80 2.01 ng 74350 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Heptadecane 240 C17H36 000629-78-7 83
5 Tetradecane 198 C14H30 000629-59-4 80

Abundance Scan 758 (10.800 min): BF082140.D (-757) (-) m/z 57.10 100.00%

57.1
5000 851

10.40 10.60 10.80 11.00 11.20

11311410

(o} . m/z 43.10 62.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #107652: Eicosane
57.0
5000
85.0 10. 40 10 60 10 80 11. 00 11. 20

29.0 m/z 71.10 55.61%

0 \‘ ‘\ ‘\ I “\113014101690 2820
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0

10.40 10,60 10.80 11.00 11 20
5000 m/z 85.10 37.16%

85.0

29.0
113.0 141.0 169.0 197.0 226.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #136481: Tetracosane
57.0 10.40 10.60 10.80 11.00 11.20
m/z 41.10 30.00%
5000 85.0
290 113.0
ob “ L 14101690197022502530281030903380
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10. 40 10 60 10 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100815\
Data File : BF082140.D

Aca On : 8 Oct 2015 21:43

Operator : UM/I1Z

Sample : 6G3960-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.86 6.63 ng 230090 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 91
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
3 1-Tetracosanol 354 C24H500 000506-51-4 91
4 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 91
5 17-Pentatriacontene 491 C35H70 006971-40-0 90
Abundance Scan 1026 (13.864 min): BF082140.D (-1024) (-) m/z 57.10 100.00%
57.1
83.1
5000
111.1
1 e 13150 1380 1400 1420
(o} ; m/z 43.10 84 .60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #121981: 1-Docosene
55.0
5000 SR SN BRI B B
29.0 13.60 13.80 14.00 14.20
' m/z 55.10 81.82%
olrrpebilbe
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43.0
69.0 SR SN R B B
97.0 13.60 13.80 14.00 14.20
5000 m/z 83.10 70.88%
125.0
o 153.0 196.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #142901: 1-Tetracosanol ../J.\, Al P
43.0 13.60 13.80 14.00 14.20
m/z 69.10 62.24%
5000 83.0
18.0
o LU 140.0 168.0196.0  238.0266.0  308.0 336.0
m/z--> :b&eommmmmmmmmmnmm%mmmmmmo nmﬁmm@m%
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100815\
Data File : BF082140.D

Acq On : 8 Oct 2015 21:43

Operator : UM/1Z

Sample - G3960-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_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... 5.05 34.9 ng 823324 1 6.86 471220 20.0
unknown6 .63 6.63 79.1 ng 1864410 1 6.86 471220 20.0
Tributyl phosphate 10.53 2.6 ng 97533 3 9.90 737227 20.0
Eicosane 10.80 2.0 ng 74350 4 11.39 738103 20.0
1-Docosene 13.86 6.6 ng 230090 5 14.02 694589 20.0
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