LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112817\

Data File : BF100963.D

Aca On - 29 Nov 2017 5:18 Instrument :
Operator : SJ/JU BNA_F

Sample  : 16603-05 UGl
Misc i 112217-JETT-F-D-B
ALS Vial : 40 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-BF110817.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 5.075 505 508 515 rBV 103061 108411 5.06% 0.924%
2 5.475 572 576 588 rBV 644165 583703 27.23% 4_.976%
3 6.481 744 747 756 rBV 477991 429923 20.05% 3.665%
4 6.628 768 772 775 rBV 1262746 1055860 49.25% 9.001%
5 6.857 808 811 815 rBV 458735 366322 17.09% 3.123%

7.016 834 838 841 rBV 1717678 1510489 70.46% 12.877%
7.428 902 908 911 rBV 1134693 1163411 54.27% 9.918%
575017 452927 21.13% 3.861%
9.216 1207 1212 1215 rBV 2331603 2143821 100.00% 18.276%
9.898 1322 1328 1334 rBV 488612 475692 22.19% 4 _055%
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11 10.686 1458 1462 1473 rBV 718136 699814 32.64% 5.966%
12 11.380 1576 1580 1584 rBV 480201 411659 19.20% 3.509%
13 12.968 1845 1850 1853 rBV 1821158 1640746 76.53% 13.988%
14 13.857 1998 2001 2009 rBV2 26380 42008 1.96% 0.358%
15 14.021 2026 2029 2036 rBV 390887 348538 16.26% 2.971%

16 15.492 2275 2279 2287 rBV 229842 296680 13.84% 2.529%

Sum of corrected areas: 11730004
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

= Z:\HPCHEM1I\BNA F\DATA\BF112817\
: BF100963.D

: 29 Nov 2017 5:18

: SJ/JU

: 16603-05

: 40 Sample Multiplier: 1

= Z:\HPCHEM1I\BNA F\METHODS\8270-BF110817.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100963.D

Aca On : 29 Nov 2017 5:18

Operator : SJ/JU

Sample : 16603-05

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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.

5.07 5.92 ng 108411 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 50
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 507 (5.069 min): BF100963.D (-505) (-) m/z 43.00 100.00%
43.0
59.1
5000
| mo Tk b0 520 sho
! T L 1 AN m/z 59.10 52.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR I L IR L
59.0 480 500 520 540
m/z 58.10 14.82%
31.0 830 93.0 10‘1.0
r 77T
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 480 500 520 540
5000 m/z 101.10 14.61%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3236: 4-Penten-2-one, 4-methyl- A e L R
43.0 480 5.00 5.20 5.40
m/z 41.00 8.23%
5000
0 29.0 L 55,0 83.0 98.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100963.D

Aca On : 29 Nov 2017 5:18

Operator : SJ/JU

Sample : 16603-05

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 2

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

6.63 57.65 ng 1055860 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 27
2 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
3 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 772 (6.628 min): BF100963.D (-768) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 DU SR S
401 540 6.20 6.40 6.60 6.80 7.00
o....,...:ll!..:,:!..,::l-.',..7:5?',1....,..!.,?1??:?....,....,'...,.. m/z 68.10 38.86%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R UL AR I
6.20 6.40 6.60 6.80 7.00
210 510 m/z 134.00 33.51%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80 7.00
5000 m/z 66.00 23.51%
630 104.0
390 520 | /70 900 117.0
Ol T T T T T T T e
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine e R RmE R Emm s
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.94%
5000
104.0
65.0
A s S T N =S I B PR O | S
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.0 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF112817\
Data File : BF100963.D

Aca On : 29 Nov 2017 5:18

Operator : SJ/JU

Sample : 16603-05

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 n-Tetracosanol- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.86 2.41 ng 42008 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 72
2 1-Hexacosanol 382 C26H540 000506-52-5 64
3 1-Eicosanol 298 C20H420 000629-96-9 64
4 5-Octadecene. (E)- 252 C18H36 007206-21-5 50
5 Octadecane, 1-(ethenyloxy)- 296 C20H400 000930-02-9 46

Abundance Scan 2002 (13.862 min): BF100963.D (-1998) (-) m/z 83.10 100.00%
550 83.1
5000 1111
| | | "7 1 13.60 13.80 14.00 14.20
ok A e m/z 57.10 94 .88%
m/z--> 50 100 150 200 250 300 350
Abundance #186969: n-Tetracosanol-1
43.0
5000
13.60 13.80 14.00 14.20
1110 m/z 55.05 92.29%
0@0}1&M%m%02%mm03mm%0
m/z--> 1éo 260 2éo 360 3éo
Abundance
43.0
13.60 13.80 14.00 14.20
5000 83.0 m/z 43.00 83.88%
11.0
ol16.0 139.0168.0196.0224.0252.0280.0308.0336.0364.0
m/z--> éo 160 1éo 200 250 300 3éo
Abundance #143255: 1-Eicosanol
43.0 13.60 13.80 14.00 14.20
m/z 69.10 82.96%
5000 83.0
”l 111.0
Jisol || ‘. i n 140.0168.0196.0224,0252.02800 1
m/z--> 150 m m ﬁ @ Bmwmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112817\
Data File : BF100963.D

Acq On : 29 Nov 2017 5:18

Operator : SJ/JU

Sample : 16603-05

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.07 5.9 ng 108411 1 6.86 366322 20.0
unknown6.63 6.63 57.6 ng 1055860 1 6.86 366322 20.0
n-Tetracosanol-1 13.86 2.4 ng 42008 5 14.02 348538 20.0
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