LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106412.D

Aca On : 14 Jun 2018 00:47

Operator : JU/SJ

Sample = J3458-04

Misc :

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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF061118.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 5.207 484 488 497 rVB 260510 338242 9.90% 1.095%
2 5.613 553 557 564 rBY 3071782 3401383 99.57% 11.010%
3 6.613 723 727 737 rVB 3277909 3416230 100.00% 11.058%
4 6.748 746 750 753 rBVY 3615749 3227576 94.48% 10.447%
5 6.966 783 787 790 rBVY 1084697 850210 24.89% 2.752%

6 7.125 809 814 817 rVB 2786844 2515821 73.64% 8.143%
7 7.531 877 883 886 rBvV 2305180 2248205 65.81% 7.277%
8 7.607 891 896 906 rvB2 33094 45285 1.33% 0.147%
9 8.248 1001 1005 1008 rBV 1321891 1080389 31.63% 3.497%
10 9.325 1183 1188 1191 rVB 3522403 3280493 96.03% 10.618%
11 9.713 1250 1254 1257 rBV 917451 694105 20.32% 2.247%
12 9.919 1286 1289 1293 rVB 47748 36917 1.08% 0.119%
13 10.007 1300 1304 1308 rVB 1431691 1183888 34.65% 3.832%
14 10.419 1372 1374 1377 rVB 86050 66712 1.95% 0.216%
15 10.801 1434 1439 1442 rBV 2515296 2309005 67.59% 7.474%
16 10.895 1452 1455 1460 rBV 90856 86584 2.53% 0.280%
17 11.342 1528 1531 1534 rBV 54417 41433 1.21% 0.134%

18 11.495 1553 1557 1561 rBV 1375486 1168726 34.21% 3.783%
19 13.083 1822 1827 1830 rBV 2947009 2662872 77.95% 8.619%
20 13.965 1973 1977 1988 rBV 284728 313943 9.19% 1.016%

21 14.142 2003 2007 2011 rBV 1067996 919423 26.91% 2.976%
22 14.607 2082 2086 2092 rBV7 30708 50163 1.47% 0.162%
23 15.677 2262 2268 2276 rBV 782064 957202 28.02% 3.098%

Sum of corrected areas: 30894807
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106412.D

Aca On : 14 Jun 2018 00:47

Operator : JU/SJ

Sample = J3458-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF106412.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106412.D

Aca On : 14 Jun 2018 00:47

Operator : JU/SJ

Sample = J3458-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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.

5.21 7.96 ng 338242 1,4-Dichlorobenzene-d4 6.97
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. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 488 (5.207 min): BF106412.D (-484) (-) m/z 42.95 100.00%
43
59
5000
101 SRS SRS LR B
51 | 83 | 4.80 5.00 5.20 5.40 5.60
O e e e e e e e m/z 58.95 58.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRS DS LR B
59 480 5.00 520 540 5.60
m/z 101.10 19.11%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540 560
5000 M m/z 58.00 15.97%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime e e
43 480 5.00 5.20 5.40 5.60
m/z 41.00 8.45%
5000
101
15 3 | 8 s 86
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106412.D

Aca On : 14 Jun 2018 00:47

Operator : JU/SJ

Sample = J3458-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.75 Concentration Rank 1

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

6.75 75.92 ng 3227580 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 750 (6.748 min): BF106412.D (-746) (-) m/z 132.10 100.00%
132
5000 68
40 % J 6.40 6.60 680 7.00
54 . : : :
ol Jrer [ Ysus N "n/z 68.10  41.02%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 ISR RS UL SRR
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 34 .40%
0 ‘ [ H (1 ‘ “ 1
RN S UL AL AL UARLALEL SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 6.40 6.60 680 7.00
5000 gg 116 m/z 66.00 26.70%
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- R RAm R
132 6.40 6.60 6.80 7.00
m/z 69.10 17.12%
117
5000
29 91
7 1 G e | wl
0|'“"f'“”'Nl'”h"”'lw"”l'“ U DAL UL B SRR SRS UL SRR
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106412.D

Aca On : 14 Jun 2018 00:47

Operator : JU/SJ

Sample = J3458-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.97 6.83 ng 313943 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 1-Nonadecene 266 C19H38 018435-45-5 91
Abundance Scan 1978 (13.971 min): BF106412.D (-1973) (-) m/z 57.00 100.00%
57 83
- T =h%f%¥?$f$?$ﬁ¥¢¥¥;f;¢FFFF
3 139 13.60 13.80 14.00 14.20
o 107 191209 m/z 83.05 86.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57 83
5000 1l LS U B DR
Bmmmmmmm
m/z 55.00 82.02%
29
ok il 167 195 222 250 280 308 336
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
13.60 13.80 14.00 14.20
5000 11 m/z 43.00 79.78%
29 139

167 196 224 252 280 308

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175127: Trifluoroacetoxy hexadecane T T T T T T

57 13.60 13.80 14.00 14.20

97 m/z 69.05 71.21%
5000
29 125
0 Dol ke b h 4 154 179196 224 257269 320
e ””.”.u”.”.””.”.””.”.””.”.””.”.””.”.

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
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF061318\
Data File : BF106412.D

Acq On : 14 Jun 2018 00:47

Operator : JU/SJ

Sample - J3458-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061118_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... 5.21 8.0 ng 338242 1 6.97 850210 20.0
unknown6.75 6.75 75.9 ng 3227580 1 6.97 850210 20.0
n-Tetracosanol-1 13.97 6.8 ng 313943 5 14.14 919423 20.0
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