LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111615\

Data File : BF082951.D

Aca On : 16 Nov 2015 21:26 Instrument :
Operator : UM/1Z BNA_F

Sample  : G4435-01 UGl
Misc i EFF-151111-D8
ALS Vial : 12 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-BF110715.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 4.933 247 249 255 rVB 308448 399412 5.80% 0.956%
2 5.390 287 289 291 rBVY 1620954 1525838 22.16% 3.652%
3 6.430 377 380 382 rBVY 1086015 1016264 14.76% 2.432%
4 6.556 388 391 393 rBVY 2886791 2923271 42.45% 6.996%
5 6.784 408 411 413 rBV 1292101 1277302 18.55% 3.057%
6 6.944 422 425 427 rVB 3674616 4229096 61.41% 10.121%
7 7.344 457 460 462 rBVY 2755131 3593892 52.19% 8.601%
8 8.065 521 523 526 rBVY 1465048 1647032 23.92% 3.942%
9 9.150 615 618 620 rBY 6237087 6098856 88.57% 14.596%
10 9.539 650 652 658 rVB 160105 196309 2.85% 0.470%

11 9.768 670 672 674 rVB 127524 104482 1.52% 0.250%
12 9.825 674 677 679 rBV 2236174 2107348 30.60% 5.043%
13 10.270 712 716 717 rBv2 160122 196375 2.85% 0.470%
14 10.613 743 746 748 rBV 2605951 2819097 40.94% 6.747%
15 10.739 755 757 760 rVB 176044 170566 2.48% 0.408%

16 11.128 788 791 792 rVB 114782 117627 1.71% 0.282%
17 11.185 792 796 798 rVB 91678 95387 1.39% 0.228%
18 11.299 804 806 809 rBV 1859837 2002384 29.08% 4.792%
19 11.356 809 811 816 rvVvB2 82339 122409 1.78% 0.293%
20 11.848 849 854 855 rBv2 50028 84373 1.23% 0.202%

21 12.351 895 898 900 rBV 89468 107377 1.56% 0.257%
22 12.899 942 946 948 rBV 5942755 6886239 100.00% 16.480%
23 13.802 1022 1025 1029 rBV 167558 229654 3.33% 0.550%
24 13.939 1034 1037 1039 rBV 1967820 2137633 31.04% 5.116%
25 15.345 1157 1160 1163 rBV 1309596 1525079 22.15% 3.650%

26 15.425 1163 1167 1174 rVB 85713 172362 2.50% 0.412%

Sum of corrected areas: 41785664
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111615\
Data File : BF082951.D

Aca On : 16 Nov 2015 21:26

Operator : UM/IZ

Sample . G4435-01

Misc :

ALS Vial :© 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEMI\BNA F\METHODS\8270-BF110715.M

EFF-151111-D8

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:\HPCHEM1I\BNA F\DATA\BF111615\

Data File : BF082951.D

Aca On : 16 Nov 2015 21:26

Operator : UM/I1Z

Sample : 64435-01 e e
Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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.

4.93 6.25 ng 399412 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 3-Hexanol 102 C6H140 000623-37-0 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 249 (4.933 min): BF082951.D (-247) (-) m/z 43.10 100.00%
43.1
59.1
5000
| eoo O W0 ako 5ho 520
o) EESEEESESSESESSRS ' SMSSCDY | PRS- NI M MM m/z 59.10 57.06%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LB L UL I UL
59.0 460 480 500 520
0,
150 a0 1010 m/z 101.10 15.44%
0"'l“t'|“'”H“"N“"|“"|“"|“"Fiq'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 480 5.00 520
5000 41.0 m/z 58.10 13.82%
31.0
69.0 87.0
15.0 50.0 98.0
e S I S SULIURS SIS IS IULILS SULILS UL I
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4323: 3-Hexanol LI L L L BN LA
54.0 460 4.80 5.00 5.20
m/z 41.10 9.39%
5000 31 73.0
1 ‘ ‘ 11 \‘ 840 1010
0"'I”"I”"I”"I”"I”"I”"I”"I”"I”"I”"I' ISR RN R
m/z--> 10 20 30 60 70 80 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111615\

Data File : BF082951.D

Aca On : 16 Nov 2015 21:26

Operator : UM/I1Z

Sample : 64435-01 e e
Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 Heptafluorobutanoic acid, h... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.80 2.15 ng 229654 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 91
2 b5-Eicosene. (E)- 280 C20H40 074685-30-6 91
3 1-Nonadecene 266 C19H38 018435-45-5 90
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI202 1000282-98-2 87
5 2- Chloropropionic acid, pentade... 318 C18H35CI02 1000292-44-1 87
Abundance Scan 1025 (13.802 min): BF082951.D (-1022) (-) m/z 57.10 100.00%

57.1 83.0

5000

:

13.40 13.60 13.80 14.00 14.20
m/z 83.05 88.20%

0 139.1 167.11g9 1210.2

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

:

13.40 13.60 13.80 14.00 14.20
m/z 55.10 86.49%

5000

139.0 169.0

210.0 238.0 283.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0
R S R R
83.0 13.40 13.60 13.80 14.00 14.20
5000 m/z 43.10 81.05%
29.0 111.0

139.0 167.0 196.0 223.0 252.0 280.0

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98171: 1-Nonadecene A RREEE RS E ST
43. 13.40 13.60 13.80 14.00 14.20

m/z 97.10 77 .46%

5000

:

154.0 182.0 210.0 238.0 266.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF111615\

Data File : BF082951.D

Aca On : 16 Nov 2015 21:26

Operator : UM/I1Z

Sample : 64435-01 e e
Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 2H-Indol-3-one, 2-(1,3-dihy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.43 2.26 ng 172362 Perylene-di12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Indol-3-one. 2-(1.3-dihvdro-1... 290 C18H14N202 018996-72-0 59
2 2-Trifluoromethvl-9-phenanthroic... 290 C16H9F302 038635-68-6 58
3 5.alpha.-Androstan-17_.beta.-ol. ... 290 C20H340 005846-88-8 53
4 Ferrocene. benzovl- 290 C17H14FeO 001272-44-2 50
5 Benzo[1,2-b:5,4-b"]bis[1]benzoth... 290 C18H10S2 000241-37-2 50
Abundance Scan 1167 (15.425 min): BF082951.D (-1163) (-) m/z 290.10 100.00%
290.1
5000
76.1 105.1 176.1 o5 1 2331 15.20 15.40 15.60 15.80
51.0 150.0
0L finperberberth i bbb 2681 L3412 o T56T10 T 20, 83%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #112141: 2H-Indol-3-one, 2-(1,3-dihydro-1-methyl-3-0x0-2H-...
290.0
5000 LRI AL IS UL B
2610 15.20 15.40 15.60 15.80
7. 130.0 159.0 233.0 m/z 233.10 15.33%
51.0
ol MH Hw luy “\ “\ ﬂ\‘\ ﬂ\\ n}\ h“ \‘\ o ‘ - \h ‘lul \ u“ \‘ - h...‘. ""'I""I""I""I'
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
290.0
' 15.20 15.40 15.60 15.80
5000 m/z 176.05 13.76%
245.0
450 970 1350 1760
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #112324: 5.alpha.-Androstan-17.beta.-ol, 1.beta.-methyl-
290.0 15.20 15.40 15.60 15.80
m/z 289.10 10.69%
5000
2200460
. 1750 L
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.20 15.40 15.60 15.80
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEMI\BNA_F\DATA\BF111615\
BF082951.D

16 Nov 2015 21:26

umziz

G4435-01

12

EFF-151111-D8

Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

TIC Top Hit name
2-Pentanone, 4-hy...
Heptafluorobutano. ..
2H-1Indol-3-one,

2...

RT EstConc

|--Internal Standard---|

Units Response |# RT Resp Conc]
ng 399412 1 6.78 1277300 20.0
ng 229654 5 13.94 2137630 20.0
ng 172362 6 15.35 1525080 20.0
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