LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF030317\
Data File : BF093388.D
Aca On 4 Mar 2017 6:38 Instrument :
Operator : SJ/MA EﬁAfs el

- _ lentosampleld :
3?22'6 : 12087-01 FK-BPM-02-002-ABCD
ALS Vial : 27 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-BF013017.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 4.281 190 192 208 rBv 26043 70084 1.13% 0.148%
2 4.944 248 250 264 rBV 794420 1337591 21.53% 2.829%
3 5.379 286 288 291 rBV 4246911 5322842 85.67% 11.258%
4 6.441 377 381 383 rBVY 4404015 6213439 100.00% 13.142%
5 6.556 388 391 393 rBVY 5148742 5362648 86.31% 11.342%

6 6.784 409 411 413 rBV 1146655 1193450 19.21% 2.524%
7 6.933 422 424 427 rBV 3125054 4350080 70.01% 9.201%
8 7.356 458 461 464 rBV 3297213 3563321 57.35% 7.537%
9 8.065 521 523 526 rBV 1317671 1500163 24.14% 3.173%
10 9.150 614 618 620 rBV 5308137 6026954 97.00% 12.747%
11 9.539 650 652 655 rBvV 126407 165754 2.67% 0.351%
12 9.756 668 671 674 rBv2 37546 66603 1.07% 0.141%
13 9.825 674 677 679 rBV 1304259 1570289 25.27% 3.321%
14 10.248 712 714 716 rVB 96318 77065 1.24% 0.163%

15 10.613 743 746 754 rBV 2638885 2797060 45.02% 5.916%

16 10.716 754 755 760 rVB 108548 145030 2.33% 0.307%
17 11.162 793 794 800 rVvB 48633 96965 1.56% 0.205%
18 11.299 804 806 809 rBV 1081854 1391337 22.39%% 2.943%
19 12.888 942 945 948 rBV 3715312 3831756 61.67% 8.104%
20 13.779 1021 1023 1031 rBV 152449 231612 3.73% 0.490%

21 13.939 1035 1037 1040 rBV 934467 968476 15.59% 2.048%
22 15.357 1158 1161 1169 rBV 709761 997254 16.05% 2.109%

Sum of corrected areas: 47279773
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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\BF030317\

BF093388.D

4 Mar 2017 6:38

SJ/MA

12087-01

27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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:\HPCHEM1I\BNA F\DATA\BF030317\

Data File : BF093388.D

Aca On 4 Mar 2017 6:38

Operator : SJ/MA

ﬁ?ggle i 12087-01 FK-BPM-02-002-ABCD
ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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.

4.94 22.42 ng 1337590 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 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 25

Abundance Scan 250 (4.944 min): BF093388.D (-248) (-) m/z 43.05 100.00%
3.0
59.1
5000
101.1
4.60 4.80 5.00 5.20
ey 520 e01 881 | 7759 10 57.00%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IBESSEBE SRR SR AR
4.60 4.80 5.00 5.20
59.0 1010 m/z 101.10 15.81%
21.0 350, | 510 ‘ 67.0 83.0 91.0 |
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 480 500 520
5000 m/z 58.05 15.04%
41.0
50.0 73.0  86.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl-
59.0 4.60 4.80 5.00 5.20
m/z 41.05 8.88%
5000 41.0
31.0
69.0 87.0
15.0 ‘J L] sof] ‘ 98.0
m/z--> 10 20 30 40 50 60 70 8 9 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF030317\

Data File : BF093388.D

Aca On 4 Mar 2017 6:38

Operator : SJ/MA

ﬁ?ggle i 12087-01 FK-BPM-02-002-ABCD
ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 unknown6.56 Concentration Rank 1

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

6.56 89.87 ng 5362650 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 391 (6.556 min): BF093388.D (-388) (-) m/z 132.10 100.00%
13R.1
5000 68.1
00 sao || oo % &% om 6m Gk
e e o b i el | M7z 68.10  42.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
5000 ENAEBE AR SR SRR
6.20 6.40 6.60 6.80
33.0 44.0 00 105.0 m/z 134.10 33.37%
"I”"P"W'L”I'L'Iﬁqﬂ"”l:”llﬁgﬂ"il'”hl”"P"W T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 680
5000 67.0 m/z 66.10 27.59%
41.0 97.0
53.0
79.0 117.0
wwmmmmmﬁmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 N
Abundance #14006: 5-Aminoindole R ERamaTaE T
132.0 6.20 6.40 6.60 6.80

m/z 69.05 16.57%

5000

104.0
66.0
140 27.0 390 510 7 710 g99 ) 1150 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF030317\

Data File : BF093388.D

Aca On 4 Mar 2017 6:38

Operator : SJ/MA

ﬁ?ggle i 12087-01 FK-BPM-02-002-ABCD
ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.72 2.08 ng 145030 Phenanthrene-d10 11.30
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 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 86
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 78
5 Tetradecane 198 C14H30 000629-59-4 72
Abundance Scan 755 (10.716 min): BF093388.D (-754) (-) m/z 57.10 100.00%
57.1
5000
85.1
1131 10.40 10.60 10.80 11.00
,,'|,',',,14,“ e reen || m/z 43.10 69 46%
m/z--> mmmmmmmmmmmmmmmm
Abundance #107652: Eicosane
57.0
5000 UL VAR UL UL SRS
85.0 mmmmmmnm
29.0 m/z 71.10 53.04%
| ‘\ L 13014101600 282.0
m/z--> %b&%@mmmmmmmmmmﬁ
Abundance
57.0
10,40 10.60 10.80 11.00
5000 m/z 85.10 34.20%
85.0
29.0

113.0 141.0 169.0 197.0 226.0

WTW‘WWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #73991: Dodecane, 2-methyl-6-propyl- e A AmE e R
57.0 10.40 10.60 10.80 11.00
m/z 41.10 28.76%

5000 85.0

140.0
182.0
L) mso | ‘ 226.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10. 40 10. 60 10. 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF030317\

Data File : BF093388.D

Aca On 4 Mar 2017 6:38

Operator : SJ/MA

ﬁ?ggle i 12087-01 FK-BPM-02-002-ABCD
ALS Vial : 27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.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 9-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.78 4.78 ng 231612 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Eicosene. (E)- 280 C20H40 074685-29-3 91
2 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 91
3 5-Eicosene. (BE)- 280 C20H40 074685-30-6 91
4 3-Eicosene. (BE)- 280 C20H40 074685-33-9 91
5 1-Nonadecene 266 C19H38 018435-45-5 91

Abundance Scan 1023 (13.779 min): BF093388.D (-1021) (-) m/z 57.05 100.00%

a1

0 83.1
5000

13.40 13.60 13.80 14.00
m/z 55.05 89.06%

139.2 168.2 208.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106399: 9-Eicosene, (E)-
57.0 83.0

-

5000

13.40 13.60 13.80 14.00
m/z 43.10 84.38%

29.0

139.0 168.0 196.0 223.0 252.0 280.0
T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

43.0

E

83.0 AU B
13.40 13.60 13.80 14.00

5000 m/z 83.10 79.86%
111.0

139.0 182.0 210.0
Wﬁmﬁwﬁwﬁmﬁw
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

-

Abundance #106398: 5-Eicosene, (E)-  RREEE R R e e
55.0 13.40 13.60 13.80 14.00
m/z 97.10 68.09%
83.0
5000
29.0
ij‘ 139.0 167.0 196.0 223.0 252.0 280.0
R
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030317\

Data File : BF093388.D

Acq On > 4 Mar 2017 6:38

Operator : SJ/MA

ﬁ?ggle i 12087-01 FK-BPM-02-002-ABCD
ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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... 4.94 22.4 ng 1337590 1 6.78 1193450 20.0
unknown6 .56 6.56 89.9 ng 5362650 1 6.78 1193450 20.0
Eicosane 10.72 2.1 ng 145030 4 11.30 1391340 20.0
9-Eicosene, (E)- 13.78 4.8 ng 231612 5 13.94 968476 20.0
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