LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF021218\
Data File : BF102931.D

Aca On : 12 Feb 2018 20:05

Operator : SJ/JU

Sample : PB106454BL

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:\HPCHEM1I\BNA F\METHODS\8270-BF020318.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 2.169 8 14 21 rBv 646796 835446 22.73% 2.131%
2 5.116 512 515 530 rVB 113859 143798 3.91% 0.367%
3 5.504 576 581 585 rBVY 3672707 3676086 100.00% 9.375%
4 6.510 747 752 755 rBVY 3289362 3482693 94.74% 8.882%
5 6.657 772 777 780 rBVY 3519488 3607043 98.12% 9.199%
6 6.886 812 816 819 rBVY 2474829 2095739 57.01% 5.345%
7 7.039 838 842 846 rBVY 3102548 2878347 78.30% 7.341%
8 7.445 906 911 914 rBVY 2493912 2388373 64.97% 6.091%
9 8.169 1030 1034 1037 rBvV 3070945 2615998 71.16% 6.672%
10 9.239 1212 1216 1220 rBVY 3737534 3630645 98.76% 9.259%

11 9.275 1220 1222 1226 rVB 117051 107678 2.93% 0.275%
12 9.633 1279 1283 1291 rVB 226451 212221 5.77% 0.541%

13 9.845 1315 1319 1322 rBV 92325 68483 1.86% 0.175%
14 9.922 1328 1332 1345 rBV 2494468 2519096 68.53% 6.424%
15 10.310 1396 1398 1401 rBV2 48609 45242 1.23% 0.115%

16 10.345 1401 1404 1407 rVB 162709 119232 3.24% 0.304%
17 10.563 1436 1441 1444 rBV 41385 51979 1.41% 0.133%
18 10.710 1463 1466 1476 rVB 1554709 1560780 42.46% 3.980%
19 10.816 1481 1484 1494 rVB 132020 140246 3.82% 0.358%
20 11.269 1558 1561 1563 rBV 62055 55504 1.51% 0.142%

21 11.416 1581 1586 1589 rBV 1908423 1906718 51.87% 4_.863%
22 12.998 1850 1855 1858 rBV 2523517 2445064 66.51% 6.236%
23 13.880 2001 2005 2009 rBV 433726 442946 12.05% 1.130%
24 13.915 2009 2011 2018 rVB 99984 99530 2.71% 0.254%
25 14.057 2030 2035 2038 rBV 1776506 1764528 48.00% 4 _500%

26 14.509 2108 2112 2117 rBV3 35186 50429 1.37% 0.129%
27 14.815 2161 2164 2167 rVB 42306 40208 1.09% 0.103%
28 15.156 2219 2222 2227 rBV 53491 62079 1.69% 0.158%

29 15.545 2281 2288 2299 rBV 1220778 1735307 47.21% 4.426%
30 15.992 2359 2364 2368 rBV 71467 105073 2.86% 0.268%

31 16.045 2369 2373 2381 rVvv4 37192 66084 1.80% 0.169%
32 16.509 2447 2452 2457 rBV 65270 118356 3.22% 0.302%
33 17.115 2550 2555 2561 rBV3 43115 79952 2.17% 0.204%
34 17.839 2674 2678 2684 rVB4 29423 60627 1.65% 0.155%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF021218\
Data File : BF102931.D

Aca On : 12 Feb 2018 20:05

Operator : SJ/JU

Sample : PB106454BL

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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF020318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 39211530
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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

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF021218\

BF102931.D

12 Feb 2018 20:05

SJ/Ju

PB106454BL

26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF021218\
Data File : BF102931.D

Aca On : 12 Feb 2018 20:05

Operator : SJ/JU

Sample : PB106454BL

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.17 7.97 ng 835446 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 43
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 32
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23

Abundance Scan 14 (2.169 min): BF102931.D (-8) (-) m/z 73.00 100.00%
73
5000 43 (F
55
87
105 2.20 2.30 2.40 2.50 2.60
e SO e L 205 Tm/z 43.00  44.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.00 32.69%
'“I”'W'“'P'“I”'W'”'P'“I”'?q'”l“'W'”'P'”I'”'P'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
2.20 2.30 2.40 2.50 2.60
5000 - m/z 87.00 23.79%
43
27
15 63 83 98 115
wﬁmmﬁrwwmwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol e
73 2.20 2.30 2.40 2.50 2.60
87 m/z 41.00 12._.74%
5000 41 55
29 ‘
...,....,..ﬂﬂp...jﬁ.k.,.ulah.??.ﬂ.l.?Q..:,..??,....}%?..,..??P”.. A RARBARERES RS EEE SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF021218\
Data File : BF102931.D

Aca On : 12 Feb 2018 20:05

Operator : SJ/JU

Sample : PB106454BL

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 unknown6.66 Concentration Rank 1

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

6.66 34.42 ng 3607040 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 5-Aminoindole 132 C8H8N2 005192-03-0 9

Abundance Scan 778 (6.663 min): BF102931.D (-772) (-) m/z 132.00 100.00%
5000
68
40 % 640 660 6.80 7.00
54 75 104 - - - -
....,....:':..4.8,....,6.2.1.|,....,..5.‘?,..!.,.-:..,....,....,"...,.. m/z 134.00 33.33%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U U I UL
6.40 6.60 6.80 7.00
/z 68.00 33.05%
31 51 78 m
38
'"Wh'Mlﬁﬁ'M"W"JI'”'I”"P"W'“'I”"P"W‘”' T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
RS RS A LS LA
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 20.59%
41 97
53 2 117
34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 I
Abundance #14144: 5-Fluoro-2-chloropyrimidine R e
132 6.40 6.60 6.80 7.00
m/z 96.00 12.48%
5000
33 44 o g7 105
78
"”I'L"I""?%'”iq"'l'"ll'ﬁql"'kl'J”' }}ﬁl""l"" T IS RS S UL LR
m/z--> 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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF021218\
Data File : BF102931.D

Aca On : 12 Feb 2018 20:05

Operator : SJ/JU

Sample : PB106454BL

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Trifluoroacetoxy hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.88 5.02 ng 442946 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 94
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91

Abundance Scan 2005 (13.880 min): BF102931.D (-2001) (-) m/z 57.00 100.00%

57 83
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13.60 13.80 14.00 14.20
m/z 55.00 91.41%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175127: Trifluoroacetoxy hexadecane
57
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5000 LA L L L L LB LB
13 60 13. 80 14. OO 14 20
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L | | 154 179196 224 251269 390
aRmaneas ””.”.u” e ilAA Lasad sanaa e S
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43
69 S EEaasaab=e e
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5000 m/z 83.00 85.19%
125
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mﬁrﬂm‘mﬁwﬁwﬁwﬁwﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 R e e S SR
83 13.60 13.80 14.00 14.20

m/z 97.05 72 .43%

5000 ‘

h ‘ 167 195 222 250 280 308 336
”w””“”.”” -

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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021218\
Data File : BF102931.D

Acq On : 12 Feb 2018 20:05

Operator : SJ/JU

Sample : PB106454BL

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_M
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]
Butane, 2-methoxy... 2.17 8.0 ng 835446 1 6.89 2095740 20.0
unknown6 .66 6.66 34.4 ng 3607040 1 6.89 2095740 20.0
Trifluoroacetoxy ... 13.88 5.0 ng 442946 5 14.06 1764530 20.0
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