LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF012717\
Data File : BF092600.D

Acq On : 28 Jan 2017 2:27

Operator : SJ/MA

Sample : 11527-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEMI1\BNA_F\METHODS\8270-BF012417 .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 height area % max. total
1 4.853 239 242 249 rVB 28668 53627 1.03% 0.132%
2 5.173 267 270 278 rBV 1430461 2058735 39.54% 5.054%
3 5.596 304 307 310 rBV 3452502 5206201 100.00% 12.781%
4 6.624 394 397 400 rBvY 3747357 5106790 98.09% 12.537%
5 6.750 405 408 411 rBV 4473300 4464318 85.75% 10.959%

6.979 425 428 430 rBvV 869457 950751 18.26% 2.334%
7.139 439 442 444 rBV 3216330 3891936 74.76% 9.554%
7.550 474 478 480 rBV 2219901 3153908 60.58% 7.742%
8.270 538 541 543 rBV 1261387 1190380 22.86% 2.922%
9.356 633 636 638 rBV 4514302 4770000 91.62% 11.710%

=
QO ~NO®

11 9.745 668 670 674 rBvV 402972 358729 6.89% 0.881%
12 10.030 693 695 698 rBV 1011344 1092707 20.99% 2.682%
13 10.465 729 733 734 rBV 93883 104269 2.00% 0.256%
14 10.682 749 752 755 rBV 37555 53887 1.04% 0.132%
15 10.830 762 765 768 rBV 2056247 1987819 38.18% 4 _880%

16 10.933 772 774 779 rVB 137315 157803 3.03% 0.387%
17 11.379 812 813 818 rVB 58530 86403 1.66% 0.212%
18 11.528 823 826 828 rBV 1033510 981778 18.86% 2.410%
19 13.116 962 965 967 rBV 3540374 3390009 65.11% 8.322%
20 14.008 1041 1043 1047 rBV 99608 172093 3.31% 0.422%

21 14.168 1054 1057 1060 rBV 921219 884356 16.99% 2.171%
22 15.654 1184 1187 1192 rVB 421530 618771 11.89% 1.519%

Sum of corrected areas: 40735270
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA_F\DATA\BF012717\

BF092600.D

28 Jan 2017 2:27

SJ/MA

11527-04

6 Sample Multiplier: 1

Z:\HPCHEMI\BNA_F\METHODS\8270-BF012417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012717\
Data File : BF092600.D

Acq On : 28 Jan 2017 2:27

Operator : SJ/MA

Sample : 11527-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

5.17 43.31 ng 2058740 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 270 (5.173 min): BF092600.D (-267) (-) m/z 43.10 100.00%
a3
59
5000
al @ o 50 55 520 5k 5
el e e m/z 59.10 56.32%
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
5000 GRS LR LS IR
480 5.00 520 5.40 5.60
59 101 m/z 101.10 16.-00%
27 36, 51 ‘ 67 76 83 o1
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540 560
5000 41 m/z 58.10 14 .52%
31
69 87
15 51 98
mmwmﬁmﬁwmmw
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 R e A
50 480 5.00 520 5.40 5.60
m/z 41.10 9.24%
5000 41
68
"|“"l“"l“'JhL'?g'dlb"'v"'v"'v"'v"'v"'v%?§v"&4?'w GRS LR LS IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012717\
Data File : BF092600.D

Acq On : 28 Jan 2017 2:27

Operator : SJ/MA

Sample : 11527-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.75 Concentration Rank 1

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

6.75 93.91 ng 4464320 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 408 (6.750 min): BF092600.D (-405) (-) m/z 132.10 100.00%
132
5000 68
‘ 75 8 640 6.60 680 7.00
104 : . . .
..,....,....,...:,“.'.‘.‘?,:! .61'.'.|....,..5.‘.7,....,.':..,.1.1.5.,....,'...,.. m/z 68.10 44.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LSRRI RS U SR
6.40 6.60 6.80 7.00
78 m/z 134.10 33.14%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 680 7.00
5000 m/z 66.10 28.66%
33 44 g7 105

70 78
51 60 86 115

wmmmwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 N
Abundance #14006: 5-Aminoindole B B AR
132 6.40 6.60 6.80 7.00

m/z 69.10 17.50%

5000
104
51 66 77
14 27 37 44°-58 | 89 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012717\
Data File : BF092600.D

Acq On : 28 Jan 2017 2:27

Operator : SJ/MA

Sample : 11527-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.
10.93 3.21 ng 157803 Phenanthrene-d10 11.53
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 Heptadecane 240 C17H36 000629-78-7 86
4 Pentadecane 212 C15H32 000629-62-9 86
5 Tridecane 184 C13H28 000629-50-5 86

Abundance Scan 774 (10.933 min): BF092600.D (-772) (-) m/z 57.10 100.00%

57

5000

10.60 10.80 11.00 11.20
m/z 43.10 71.73%

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

Abundance #107652: Eicosane
43 57
71
5000 |||||||||||||||||||
85 10.60 10.80 11.00 11.20
29 m/z 71.10 53.10%
| L | 20113127141 155160 282
| S M SN Bl Tf e e e e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
R R
71 10.60 10.80 11.00 11.20
5000 o m/z 85.10 36.42%
29
99 113127141155169183 226
Tﬁwmwwwwwmm
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82607: Heptadecane e e e e
57 10.60 10.80 11.00 11.20
43 m/z 41.05 31.34%
71
5000 g5
29 9%
L b P s 1camgrag 240

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

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012717\
Data File : BF092600.D

Acq On : 28 Jan 2017 2:27

Operator : SJ/MA

Sample : 11527-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cyclotetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.01 3.89 ng 172093 Chrysene-d12 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 90
2 Heptafluorobutyric acid, n-penta... 424 C19H31F702 1000216-79-3 90
3 Trichloroacetic acid, tetradecyl... 358 C16H29C1302 074339-52-9 90
4 1-Docosene 308 C22H44 001599-67-3 87
5 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 87

Abundance Scan 1043 (14.008 min): BF092600.D (-1041) (-) m/z 57.10 100.00%

g7

83

5000

3

13.60 13.80 14.00 14.20 14.40

303
m/z 55.10 87 .90%

140 165182 206 232 261 338

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #135652: Cyclotetracosane

43 83

1?

13.60 13.80 14.00 14.20 14.40
m/z 43.10 86.63%

5000

139 167

2 | | 196 224 250 279 308 336
1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

i

43

69 13.60 13.80 14.00 14.20 14.40
5000 m/z 83.10 63.33%

97

125 153169 210

"

mﬂmﬂmﬁwﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #143984: Trichloroacetic acid, tetradecy! ester I RREEEEEES T
13.60 13.80 14.00 14.20 14.40

m/z 41.10 57.71%

5000

%

139

168 196 241

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 60 13 80 14. 00 14. 20 14. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF012717\
Data File : BF092600.D

Acq On : 28 Jan 2017 2:27

Operator : SJ/MA

Sample : 11527-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .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... 5.17 43.3 ng 2058740 1 6.98 950751 20.0
unknown6.75 6.75 93.9 ng 4464320 1 6.98 950751 20.0
Eicosane 10.93 3.2 ng 157803 4 11.53 981778 20.0
Cyclotetracosane 14.01 3.9 ng 172093 5 14.17 884356 20.0
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