LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122617\
Data File : BF101742.D

Acq On : 27 Dec 2017 4:13

Operator : SJ/JU

Sample - 17043-01

Misc :

ALS Vial : 23 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-BF121417 .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 5.022 496 499 515 rBvV 129245 246945 7.31% 0.918%
2 5.416 563 566 589 rBV 2665697 3376352 100.00% 12.546%
3 6.440 736 740 757 rBV 2543227 3342636 99.00% 12.420%
4 6.563 757 761 774 rVB 3134118 3135140 92.86% 11.649%
5 6.792 796 800 810 rBV 713543 765177 22.66% 2.843%

6 6.945 822 826 844 rBV 2521667 2499998 74.04% 9.289%
7 7.363 893 897 920 rBV 1785176 2055378 60.88% 7.637%
8 8.069 1014 1017 1037 rBV 799088 912285 27.02% 3.390%
9 9.145 1196 1200 1209 rBV 3051033 2893724 85.71% 10.752%
10 9.545 1261 1268 1274 rBV 195027 219821 6.51% 0.817%
11 9.739 1297 1301 1305 rBV 71339 57049 1.69% 0.212%
12 9.828 1312 1316 1329 rVB 817285 781794 23.15% 2.905%
13 10.239 1383 1386 1389 rBvV 86109 63449 1.88% 0.236%
14 10.622 1447 1451 1464 rBV 1360251 1505472 44 .59% 5.594%
15 10.710 1464 1466 1475 rVB 64646 70039 2.07% 0.260%

16 11.322 1566 1570 1581 rBV 646596 715686 21.20% 2.659%
17 11.833 1654 1657 1661 rBV2 43291 53388 1.58% 0.198%
18 12.898 1834 1838 1849 rBV 2499180 2340973 69.33% 8.698%
19 13.780 1984 1988 2000 rBV 214470 290955 8.62% 1.081%
20 13.968 2016 2020 2028 rBV 804061 849065 25.15% 3.155%

21 14.039 2029 2032 2036 rVB 47775 50215 1.49% 0.187%
22 14.768 2153 2156 2159 rBV 34848 38414 1.14% 0.143%
23 15.439 2265 2270 2281 rVB 439091 648843 19.22% 2.411%

Sum of corrected areas: 26912798
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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\BF122617\

BF101742.D

27 Dec 2017 4:13

SJ/JuU

17043-01

23 Sample Multiplier: 1

Z:\HPCHEMI\BNA_F\METHODS\8270-BF121417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122617\
Data File : BF101742.D

Acq On : 27 Dec 2017 4:13

Operator : SJ/JU

Sample - 17043-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
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 4

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

5.02 6.45 ng 246945 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 38
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
4 3-0Octanol 130 C8H180 000589-98-0 33
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33

Abundance Scan 499 (5.022 min): BF101742.D (-496) (-) m/z 43.00 100.00%
43
59
5000
. | o 1‘|’1 460 480 500 520 540
o) SEEESEEEESSESESEBROY N MBI | S M MM m/z 59.10 51.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SR SR A SRR
59 4.60 4.80 5.00 520 5.40
m/z 101.00 14 _.82%
15 31 101
o \ 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
460 480 500 520 540
5000 m/z 58.00 14_.10%
a1 101
o 15 31 53 69 83
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59 4.60 4.80 5.00 520 5.40
m/z 41.10 9.23%
5000
41
0 "'I""I"JH”"'JIJ”"I?%lli""l??"l"qql'"'IM"'I' SR SR LS SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122617\
Data File : BF101742.D

Acq On : 27 Dec 2017 4:13

Operator : SJ/JU

Sample - 17043-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
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 unknown6.56 Concentration Rank 1

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

6.56 81.95 ng 3135140 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 760 (6.557 min): BF101742.D (-757) (-) m/z 132.00 100.00%
5000 68
96 rrrrTTyTTT T T T T T T
40 g4 J 6.20 6.40 6.60 6.80
o Qrer |asus o n/z 68.05 45.97%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 T AT
620 640 6.60 6.80
2 78 m/z 134.00 31.08%
0 ‘ L1 H I ‘ !
RS FU LA L SR S UL S UL S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 640 660 680
5000 gg 116 m/z 66.00 29.30%
0 89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132 6.20 6.40 6.60 6.80
m/z 69.05 17.86%
117
5000
29 91
A o Nl
0||‘||||||‘|‘||‘l‘|||“|||=||||||‘|l“|||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122617\
Data File : BF101742.D

Acq On : 27 Dec 2017 4:13

Operator : SJ/JU

Sample - 17043-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
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-Nonadecanol-1 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.78 6.85 ng 290955 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 Tetradecyl trifluoroacetate 310 C16H29F302 006222-02-2 94
4 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 93
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
Abundance Scan 1988 (13.780 min): BF101742.D (-1984) (-) m/z 57.10 100.00%
7 83
41
5000 ,,wnmwwvww“mapk»wmvﬂA/“Nwwv
NSRRI AU SUNILE
126 153 13.40 13.60 13.80 14.00
I 100 9T 221237 m/z 55.05 93.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131393: n-Nonadecanal-1
43 83
5000 LN ISR AU SUNILE
13.40 13.60 13.80 14.00
6 m/z 43.05 89.44%
. a1 126 154 180 210 238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
13.40 13.60 13.80 14.00
5000 11 m/z 83.10 86.85%
29
. 139 167182 210 238 264280 308
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152719: Tetradecyl trifluoroacetate e e R R AAE !
13.40 13.60 13.80 14.00
m/z 69.05 76.89%
h MLM
o 153168 196 5p5241
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122617\
Data File : BF101742.D

Acq On : 27 Dec 2017 4:13

Operator : SJ/JU

Sample - 17043-01

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.02 6.5 ng 246945 1 6.79 765177 20.0
unknown6 .56 6.56 82.0 ng 3135140 1 6.79 765177 20.0
n-Nonadecanol-1 13.78 6.8 ng 290955 5 13.97 849065 20.0
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