LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF122515\
Data File : BF084144.D

Aca On : 25 Dec 2015 22:34

Operator : UM/SJ

Sample = G4960-08

Misc :

ALS Vial : 61 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-BF122415.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 4.979 250 253 262 rBV 255422 376194 16.16% 2.095%
2 5.424 290 292 294 rBVY 1514505 1959374 84.16% 10.914%
3 6.453 379 382 385 rBY 1676101 1746525 75.01% 9.729%
4 6.567 390 392 395 rBY 1504914 1994921 85.68% 11.112%
5 6.796 410 412 416 rBV 487254 410052 17.61% 2.284%
6 6.956 424 426 428 rBY 1736344 1642848 70.56% 9.151%
7 7.367 459 462 464 rBV 1229909 1322077 56.78% 7.364%
8 8.076 522 524 527 rBV 365625 513316 22.05% 2.859%
9 8.510 560 562 565 rBV 22917 32256 1.39% 0.180%
10 8.899 593 596 600 rVB2 20514 30446 1.31% 0.170%
11 9.116 612 615 616 rBV 24083 28679 1.23% 0.160%
12 9.162 616 619 621 rBVY 2464881 2328281 100.00% 12.969%
13 9.425 639 642 644 rBV2 23813 37209 1.60% 0.207%
14 9.493 647 648 650 rvVv 34689 40471 1.74% 0.225%

15 9.550 652 653 656 rvB 292010 313095 13.45% 1.744%

16 9.836 675 678 680 rBvV 624718 585605 25.15% 3.262%

17 10.042 694 696 698 rBv2 22489 27828 1.20% 0.155%
18 10.076 698 699 703 rVvB 13571 24655 1.06% 0.137%
19 10.270 714 716 717 rVB 28553 25922 1.11% 0.144%
20 10.488 733 735 738 rvVB2 38255 53081 2.28% 0.296%

21 10.625 744 747 749 rBV 1341657 1264813 54.32% 7.045%
22 10.762 756 759 761 rBV 55042 105692 4._.54% 0.589%

23 11.219 798 799 802 rVB 37651 34807 1.49% 0.194%
24 11.322 805 808 810 rBV 400209 510195 21.91% 2.842%
25 12.728 928 931 932 rBV 35877 33834 1.45% 0.188%
26 12.899 944 946 948 rBV 1856570 1661155 71.35% 9.253%
27 13.425 990 992 994 rVB 28835 28553 1.23% 0.159%
28 13.802 1023 1025 1029 rBV3 27674 79164 3.40% 0.441%

29 13.951 1036 1038 1041 rVB 363726 371235 15.94% 2.068%
30 15.380 1161 1163 1168 rVB 238066 370270 15.90% 2.062%

Sum of corrected areas: 17952553
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084144.D

Aca On - 25 Dec 2015 22:34

Operator : UM/SJ

Sample : G4960-08

Misc :

ALS Vial : 61 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF122415.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: BF084144.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084144.D

Aca On : 25 Dec 2015 22:34

Operator : UM/SJ

Sample : G4960-08

Misc :

ALS Vial : 61 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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.

4.98 18.35 ng 376194 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Guanidine 59 CH5N3 000113-00-8 43
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 253 (4.979 min): BF084144.D (-250) (-) m/z 43.10 100.00%
43
59
5000
101
AL U R
e I| 83 4.60 4.80 5.00 5.20 5.400
ot e e e et e e e e m/z 59.10 68.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AL S S
59 460 4.80 5.00 520 5.40
m/z 101.10 27 .03%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43 59
460 480 500 520 5.40
5000 18 m/z 58.10 16.15%
28
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester i mu s o )
59 460 4.80 5.00 5.20 5.40
m/z 41.10 9.84%
5000 41
68
0 150 . 126 147
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084144.D

Aca On : 25 Dec 2015 22:34

Operator : UM/SJ

Sample : G4960-08

Misc :

ALS Vial : 61 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 unknown6.57 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.57 97.30 ng 1994920 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 14
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 (5-METHYL-2-PYRIDYL)YACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 392 (6.567 min): BF084144.D (-390) (-) m/z 132.00 100.00%
5000 68
40 ‘ % 620 6.40 6.60 6.80 7.00
54 75 104 . . . .
48 6
N . ¥ ,.2!..|,....,..5.‘?,....,....,.1.1.5.,...., b | m/z  68.10  44.41%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 L LI L L L L LB BN BN
6.20 6.40 6.60 6.80 7.00
78 m/z 134.00 32.20%
31
38 44
0 ‘ N | H | !
R B L B R o R RRARE AL
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
T e
6.20 6.40 6.60 6.80 7.00
5000 m/z 66.10 29.53%
63 81
31 37 44 50 57 74 88 101 112
o . i VPR A Y PR TR M
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine R R EAREE B B S
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 19.47%
5000
3B 44 0 g7 105
60 78 ‘
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 660 6.80 700
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084144.D

Aca On : 25 Dec 2015 22:34

Operator : UM/SJ

Sample : G4960-08

Misc :

ALS Vial : 61 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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, 2,6,10,14-tetra... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

10.76 4.14 ng 105692 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 78
2 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 72
3 Nonane. 3.7-dimethvl- 156 C11H24 017302-32-8 64
4 Tetradecane. 3-methvl- 212 C15H32 018435-22-8 59
5 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 59

Abundance Scan 759 (10.762 min): BF084144.D (-756) (-) m/z 57.10 100.00%

5000

10.40 10.60 10.80 11.00

0 m/z 71.10 98.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107670: Hexadecane, 2,6,10,14-tetramethyl-
57
71
43
5000 LA L L L L L L L LB B
85 10.40 10.60 10.80 11.00
29 m/z 43.10 49.05%
99 113127
o | b4y 141155169183197211225239253267282
T T e e e e e e T [ [ T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
71 R I o e S
10.40 10.60 10.80 11.00
5000 43 m/z 85.10 42.14%
8 113
29 99

183
127141155169 197211225239253 268

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #27137: Nonane, 3,7-dimethyl- A e
57 10.40 10.60 10.80 11.00
m/z 41.10 25.36%
43 71
5000
29 85
127
o “ ‘ 9911377 141156
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 40 10 60 10. 80 11. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122515\
Data File : BF084144.D

Aca On : 25 Dec 2015 22:34

Operator : UM/SJ

Sample : G4960-08

Misc :

ALS Vial : 61 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 1-Hentetracontanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.80 4.26 ng 79164 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hentetracontanol 593 C41H840 040710-42-7 50
2 17-Pentatriacontene 491 C35H70 006971-40-0 38
3 1-Nonadecene 266 C19H38 018435-45-5 22
4 1-Docosene 308 C22H44 001599-67-3 22
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 18
Abundance Scan 1025 (13.802 min): BF084144.D (-1023) (-) m/z 57.10 100.00%
57
97
5000
157 200 LR SUN BRI B
13.40 13.60 13.80 14.00 14.20
ot m/z 71.10 83.56%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #172384: 1-Hentetracontanol
57
97

13.40 13.60 13.80 14.00 14.20
m/z 83.10  77.04%

5000 L e

18
o \“L H$‘ﬂmu 181 223 278 320 /362 404 446 488518 572
e — R
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
R e
13.40 13.60 13.80 14.00 14.20
5000 83 m/z 55.10 71.17%
125
o 167 210 267 307 490
T T T T T T T M T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #98171: 1-Nonadecene A RREEE RS E ST
4 97 13.40 13.60 13.80 14.00 14.20
m/z 43.10 67 .63%
5000
o 39 182 204 266
R B s e R B o R e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13. 40 13. 60 13. 80 14. 00 14. 20

8270-BF122415.M Tue Dec 29 10:29:31 2015 Page: 6



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122515\
Data File : BF084144.D

Acq On : 25 Dec 2015 22:34

Operator : UM/SJ

Sample - G4960-08

Misc :

ALS Vial : 61 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122415_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._.98 18.4 ng 376194 1 6.80 410052 20.0
unknown6 .57 6.57 97.3 ng 1994920 1 6.80 410052 20.0
Hexadecane, 2,6,1... 10.76 4.1 ng 105692 4 11.32 510195 20.0
1-Hentetracontanol 13.80 4.3 ng 79164 5 13.95 371235 20.0
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