LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106411.D

Aca On : 14 Jun 2018 00:20

Operator : JU/SJ

Sample = J3458-03

Misc :

ALS Vial : 26 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 5.196 482 486 492 rVB 212911 235396 9.02% 0.923%
2 5.607 553 556 564 rBY 2235786 2519101 96.54% 9.874%
3 6.607 723 726 735 rBVY 2437872 2586442 99.12% 10.138%
4 6.748 746 750 753 rBVY 2714660 2437444 93.41% 9.554%
5 6.966 783 787 790 rBVY 1067129 851842 32.64% 3.339%

6 7.119 809 813 817 rvVB 2104089 1906632 73.06% 7.473%
7 7.525 877 882 885 rBV 1720829 1638756 62.80% 6.423%
8 7.607 892 896 902 rBV 31876 35087 1.34% 0.138%
9 8.248 1001 1005 1008 rBV 1375175 1104288 42.32% 4.328%
10 9.319 1183 1187 1191 rBV 2859019 2609520 100.00% 10.228%
11 9.713 1250 1254 1257 rBV 617696 461445 17.68% 1.809%
12 9.919 1286 1289 1292 rBV 49482 39018 1.50% 0.153%
13 10.007 1300 1304 1308 rVB 1524418 1234648 47.31% 4 _839%
14 10.419 1372 1374 1378 rVB 81818 62076 2.38% 0.243%
15 10.642 1406 1412 1414 rBV 23084 29966 1.15% 0.117%
16 10.801 1434 1439 1442 rBV 2024266 1810684 69.39% 7.097%
17 10.895 1452 1455 1465 rVB 76532 84402 3.23% 0.331%
18 11.342 1528 1531 1534 rBV 41533 31614 1.21% 0.124%

19 11.495 1553 1557 1561 rBV 1489003 1265615 48.50% 4.961%
20 13.077 1822 1826 1830 rBV 2419131 2370281 90.83% 9.290%

21 13.966 1973 1977 1983 rBV 130011 143944 5.52% 0.564%
22 14.142 2003 2007 2011 rBV 1203501 1025230 39.29% 4.018%
23 15.671 2261 2267 2273 rBV 821827 1029856 39.47% 4_.037%

Sum of corrected areas: 25513287
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\

BF106411.D

14 Jun 2018 00:20

JussJ

J3458-03

26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106411.D

Aca On : 14 Jun 2018 00:20

Operator : JU/SJ

Sample = J3458-03

Misc :

ALS Vial : 26 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.

5.20 5.53 ng 235396 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 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 37
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 487 (5.201 min): BF106411.D (-482) (-) m/z 43.00 100.00%
43
59
5000
101 S SR UL SRR
51 | 83 | 480 5.00 5.20 5.40 5.60
Orrr e e e e e m/z 59.00 57.80%
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 S SR UL AR
59 480 5.00 520 5.40 5.60
m/z 101.00 18.01%
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 5.60
5000 M m/z 58.00 15.74%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester T RRae L
43 480 5.00 5.20 5.40 5.60
m/z 41.00 7.76%
5000 57
29
‘ 101
0'”P'”P”Mﬁ”J““'P“W'”W”7ﬁ””l”””'”P”'P”W'”W”'W
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 : BF106411.D

Aca On : 14 Jun 2018 00:20

Operator : JU/SJ

Sample = J3458-03

Misc :

ALS Vial : 26 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\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 57.23 ng 2437440 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 10
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 750 (6.748 min): BF106411.D (-746) (-) m/z 132.00 100.00%
5000 68
40 % 640 660 680 7.00
54 . : : :
o [ L Weus | m/z 68.10 39.71%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 A NARSE A RS RARRS
a1 o7 6.40 6.60 6.80 7.00
53 117 m/z 134.00 33.85%
79
oL e I f““l‘.‘.“l‘ .8.8..|1.0.6..|...|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 640 660 680 7.00
5000 og 116 m/z 66.00 25.51%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14395: 1,3,5-Trifluorobenzene R e R
132 6.40 6.60 6.80 7.00
m/z 69.10 16.26%
5000
63 81
0 3\1 59 1 \\‘ w72\ ‘\ \92 10\1 1}\2 |
mz-> 40 60 80 100 120 140 160 180 640 660 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106411.D

Aca On : 14 Jun 2018 00:20

Operator : JU/SJ

Sample = J3458-03

Misc :

ALS Vial : 26 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 Dichloroacetic acid, heptad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.97 2.81 ng 143944 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CH1202 1000282-98-2 95
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 93
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 91
5 1-Heptacosanol 396 C27H560 002004-39-9 91
Abundance Scan 1978 (13.971 min): BF106411.D (-1973) (-) m/z 57.00 100.00%
57 g3
5000 111
|} 13 - 13.60 13.80 14.00 14.20
0 Aty m/z 55.00 87.24%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194133: Dichloroacetic acid, heptadecy! ester
57 8
5000 UL AR B UL
11 13.60 13.80 14.00 14.20
29 m/z 83.10 83.15%
o1y AL RPaee 210286205
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
83 13.60 13.80 14.00 14.20
5000 m/z 43.05 82 .34%
111
29
o 139 169 515238 g3 434
mz-> 50 100 150 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1 N i I
57 8 13.60 13.80 14.00 14.20
m/z 68.95 70.03%
5000 1
29 139
ol I J ‘l | 167 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350 400 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 : BF106411.D

Acq On : 14 Jun 2018 00:20

Operator : JU/SJ

Sample - J3458-03

Misc :

ALS Vial : 26 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... 5.20 5.5 ng 235396 1 6.97 851842 20.0
unknown6.75 6.75 57.2 ng 2437440 1 6.97 851842 20.0
Dichloroacetic ac... 13.97 2.8 ng 143944 5 14.14 1025230 20.0
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