LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF121417\
Data File : BF101422.D

Aca On : 15 Dec 2017 4:17

Operator : SJ/JU

Sample : 16888-04

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:\HPCHEM1I\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 heiaht area % max. total
1 2.116 3 5 22 rVB 190679 334620 8.22% 0.910%
2 5.040 499 502 524 rBV 481850 827190 20.32% 2.251%
3 5.439 566 570 598 rBVY 3441301 3878713 95.30% 10.553%
4 5.787 626 629 644 rBV 22332 63791 1.57% 0.174%
5 6.451 737 742 761 rBVY 3189562 4070003 100.00% 11.073%
6 6.586 761 765 768 rBVY 3684263 3546866 87.15% 9.650%
7 6.810 800 803 812 rBVY 1137442 1076749 26.46% 2.930%
8 6.969 826 830 845 rBVY 2989785 2906322 71.41% 7.907%
9 7.381 896 900 915 rBVY 2327084 2568841 63.12% 6.989%
10 8.098 1018 1022 1042 rVB 1276668 1466886 36.04% 3.991%
11 8.675 1113 1120 1124 rBV3 27569 44462 1.09% 0.121%

12 9.169 1199 1204 1215 rBV 3798481 3990359 98.04% 10.857%
13 9.569 1268 1272 1285 rVB 257873 287637 7.07% 0.783%
14 9.851 1316 1320 1333 rVB2 1603352 1549813 38.08% 4.217%
15 10.645 1451 1455 1470 rBV 2164055 2425582 59.60% 6.599%

16 11.345 1570 1574 1583 rBV 1460065 1598120 39.27% 4.348%

17 12.733 1806 1810 1813 rBV 79919 70155 1.72% 0.191%
18 12.927 1838 1843 1846 rBV 3385201 3429396 84.26% 9.331%
19 13.439 1927 1930 1934 rBV 49251 41619 1.02% 0.113%

20 13.810 1989 1993 2004 rBV 162989 250703 6.16% 0.682%
21 13.992 2020 2024 2033 rBV 1181306 1186601 29.15% 3.228%
22 14.604 2119 2128 2137 rVB5 29355 106683 2.62% 0.290%

23 14.809 2153 2163 2171 rBv4 27253 81794 2.01% 0.223%
24 15.462 2266 2274 2286 rBV 645481 951598 23.38% 2.589%

Sum of corrected areas: 36754503
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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\BF121417\

BF101422.D

15 Dec 2017  4:17

SJ/Ju

16888-04

27 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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\HPCHEM1I\BNA F\DATA\BF121417\
Data File : BF101422.D

Aca On : 15 Dec 2017 4:17

Operator : SJ/JU

Sample - 16888-04

Misc :

ALS Vial : 27 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

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 4

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

2.12 6.22 ng 334620 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 43
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 9

Abundance Scan 6 (2.122 min): BF101422.D (-3) (- m/z 73.10 100.00%
731
5000
87.1
43.0 5‘71 | 2.20 2.30 2.40 2.50
0““mvmvmvmvmvmvMPMPMJumvmv“P“W“+'W“ﬁ“m“m“m“ m/z 87.10 27.27%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4486: Butane, 2-methoxy-2-methyl- /\
73.0
5000 HRURESE U U LU
43.0 2.20 2.30 2.40 2.50
550 87.0 m/z 55.10 16.06%
29.0
0 .| 35.0 ||| ‘ , 80.0
L) LA LAt LAY LAY SARAY LAY SARS) KAL) RALA) RALS) SAALS SAMSA SRR AL AL LRSI SRS MRS SRS WA
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
73.0
220 230 240 250
5000 m/z 71.10 15.14%
43.0
0 2.0 15.0 29035 9 53.060.0 81.088.0
AL ) LLAR) A AR SRS RS ALY RS RALL) Nkl BALLY LAALA RAL) LAAR) ML LARSYEARS) KRS ALK LA
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1877: Acetamide, N-ethyl- R R AR
30.0 2.20 2.30 2.40 2.50
m/z 43.00 8.35%
5000 43.0 87.0
15.0
) 52.059.0 72.0
e L L LA LA LA ALY LA ALY SALAY AL N LA LA LAY L) ksl ikl sl ksl e HRNURESE R AR LR
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 2.20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF121417\
Data File : BF101422.D

Aca On : 15 Dec 2017 4:17

Operator : SJ/JU

Sample - 16888-04

Misc :

ALS Vial : 27 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

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.04 15.36 ng 827190 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 32
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 502 (5.040 min): BF101422.D (-499) (-) m/z 42.95 100.00%
43.0
59.1 \
5000
1011 ik ah0 530 sh0.
ot B8O 290 h7r 5910 54 50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 4.80 5.00 5.20 5.40
0
150 1010 m/z 101.10 16.55%
0 wl ol " 83.0 \‘
LI S SULELEL SURLLIL SURLIL DAL DL BN AL L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
480 5.00 520 540
5000 m/z 58.00 14 .84%
41.0
101.0
25.0
e L L I S L S S BRI S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8344: 3-Hexanol, 4-methyl-
59.0 4.80 500 5.20 5.40
m/z 41.00 8.94%
5000 41.0
L
O'E%?w'ﬂm'ﬁh'w”lﬂ"P"W"”I'”'I”"P"W"”
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF121417\
Data File : BF101422.D

Aca On : 15 Dec 2017 4:17

Operator : SJ/JU

Sample - 16888-04

Misc :

ALS Vial : 27 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

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 3 unknown6.59 Concentration Rank 1

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

6.59 65.88 ng 3546870 1,4-Dichlorobenzene-d4 6.81
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-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 766 (6.592 min): BF101422.D (-761) (-) m/z 132.00 100.00%
13%.0
5000
68.0
40.0 96.0 1o 620 6.40 6.60 6.80 7.00
ol L m/z 68.05 34.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 NS RN SR
6.20 6.40 6.60 6.80 7.00
3 m/z 134.00 33.74%
1.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132.0
620 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 22.07%
41.0 97.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 N
Abundance #14491: 5-Aminoindole  EEASE o RN

132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.05 13.40%

5000

104.0

66.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF121417\
Data File : BF101422.D

Aca On : 15 Dec 2017 4:17

Operator : SJ/JU

Sample - 16888-04

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121417 .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 5 Heptadecyl heptafluorobutyrate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.81 4.23 ng 250703 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 91
5 Octacosanol 410 C28H580 000557-61-9 91

Abundance Scan 1993 (13.810 min): BF101422.D (-1989) (-) m/z 57.05 100.00%
57.0
97.0
5000
39.1 208.0 . 13.40 13.60 13.80 14.00 14.20
o...'-,.I..\.I,J-.‘.e,»....,~....,...3.0,1.1...,....,.... m/z 43.05 93.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
97.0
5000 LRI RS DAL SUNIL B
13.40 13.60 13.80 14.00 14.20
m/z 55.05 87 .68%
oL I\I \wlw e l‘\ I\‘\I d: |16‘90 |2|3§|0 : ?8|3|0| e ?’3:4:0
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
97.0 LA AN B U S
13.40 13.60 13.80 14.00 14.20
5000 m/z 83.10 72 .38%
169.0
0l15.0 131.0 210.0 2550 406.0
m/z--> éo 160 1%0 260 2éo 360 3%0 460
Abundance #186968: n-Tetracosanol-1
13.40 13.60 13.80 14.00 14.20
m/z 69.10 68.63%
5000
39.0
o 181.0 222.0 264.0 308.0
m/z--> 50 100 150 200 250 300 350 400 13.40 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\BF121417\
Data File : BF101422.D

Acq On : 15 Dec 2017 4:17

Operator : SJ/JU

Sample - 16888-04

Misc :

ALS Vial : 27 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.12 6.2 ng 334620 1 6.81 1076750 20.0
2-Pentanone, 4-hy... 5.04 15.4 ng 827190 1 6.81 1076750 20.0
unknown6 .59 6.59 65.9 ng 3546870 1 6.81 1076750 20.0
Heptadecyl heptaf... 13.81 4.2 ng 250703 5 13.99 1186600 20.0
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