LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\

Data File : BF103905.D

Aca On - 24 Mar 2018 3:07 Instrument :

Operator : JU/SJ ?:'l\:gﬁ't:Sam ol

agmple : J2014-03 OBZH&HD8$4LB
isc :

ALS Vial : 38 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-BF031518.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 2.299 31 36 47 rVB 320208 409854 11.16% 1.856%
2 5.198 526 529 537 rBV 175964 176054 4_.79% 0.797%
3 5.592 592 596 612 rVB 1153435 1046241 28.49% 4.738%
4 6.587 762 765 768 rBV 835032 694336 18.90% 3.145%
5 6.616 768 770 776 rVB 123922 105486 2.87% 0.478%
6 6.739 787 791 795 rBV 2124719 1925944 52._.44% 8.722%
7 6.975 827 831 834 rBV 934720 732730 19.95% 3.318%
8 7.134 853 858 861 rBVY 2994248 2628243 71.56% 11.903%
9 7.539 922 927 930 rBVY 2181828 2016327 54.90% 9.132%
10 8.257 1045 1049 1052 rBVY 1166646 936188 25.49% 4.240%
11 9.333 1227 1232 1235 rBvV 3956492 3672821 100.00% 16.634%
12 9.722 1293 1298 1305 rBV 66936 71359 1.94% 0.323%
13 9.927 1329 1333 1337 rBvY 69946 53259 1.45% 0.241%
14 10.016 1345 1348 1356 rVB2 1133448 966219 26.31% 4_.376%
15 10.427 1416 1418 1421 rVB 83118 60969 1.66% 0.276%
16 10.675 1458 1460 1463 rVB 78451 54489 1.48% 0.247%
17 10.810 1479 1483 1494 rBVY 1330305 1302942 35.48% 5.901%
18 10.904 1496 1499 1504 rVvVv 65171 62540 1.70% 0.283%
19 11.510 1598 1602 1610 rBY 1004025 830895 22.62% 3.763%
20 12.898 1835 1838 1841 rBV 70400 54646 1.49% 0.247%

21 13.098 1867 1872 1875 rBV 3040476 2768704 75.38% 12.539%
22 13.604 1955 1958 1961 rBV 47388 41411 1.13% 0.188%
23 13.974 2018 2021 2027 rBV 164531 172580 4._.70% 0.782%
24 14.163 2049 2053 2063 rBvV 786949 723004 19.69% 3.274%
25 15.704 2310 2315 2324 rBV 420080 572976 15.60% 2.595%

Sum of corrected areas: 22080217
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\
Data File : BF103905.D

Aca On : 24 Mar 2018 3:07

Operator : JU/SJ

Sample : J2014-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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: BF103905.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\
Data File : BF103905.D

Aca On : 24 Mar 2018 3:07

Operator : JU/SJ

Sample : J2014-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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.

2.30 11.19 ng 409854 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 36 (2.299 min): BF103905.D (-31) (-) m/z 73.10 100.00%
7B
5000
43 55 87 I |
| . 220 240  2.60
Obrr e e S e e mM/Zz 43.05 32.70%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 A LA AL
43 O 220 240  2.60
07 87 m/z 87.10 25.68%
0 "|"JHN"??hMJ'%?“"'|"§?H""|""|"'}P}"'|""|""|"'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 L N
220 240  2.60
5000 a1 55 m/z 55.10 24 .09%
29
0 47 67 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy- I AR mae e
73 220 240  2.60

m/z 71.10 11.30%
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29
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\
Data File : BF103905.D

Aca On : 24 Mar 2018 3:07

Operator : JU/SJ

Sample : J2014-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 4

R.T. EstConc Area Relative to ISTD R.T.
" 5.20 4.81ng 176054  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 56

001116-98-9 25
017348-59-3 23

2 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2
3 Propane. 2-methvl-2-(l1-methvleth... 116 C7H160

4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 529 (5.198 min): BF103905.D (-526) (-) m/z 43.00 100.00%

43
59
5000
101 EEEE S EEEEE e S
50 | 83 480 5.00 5.20 5.40 5.60
o 1 | MM S, m/z 59.00 59.53%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 [T T T T[T T [ T rrrrr T
480 5.00 5.20 5.40 5.60
m/z 101.00 21.83%
R 83 o3 1%
R R e e R RN RA N S RARERRR R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
T P
480 5.00 5.20 5.40 5.60
5000 41 m/z 58.00 15.80%
68
o 50 126 142
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- R B R
59 480 5.00 5.20 5.40 5.60
m/z 41.10 9.54%
5000
41
Ol L 8O 73 86 ....,L...,....,....,..”,....,
m/z--> 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:\HPCHEM1\BNA F\DATA\BF032318\
Data File : BF103905.D

Aca On : 24 Mar 2018 3:07

Operator : JU/SJ

Sample : J2014-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031518.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 3 unknown6.74 Concentration Rank 2

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

6.74 52.57 ng 1925940 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1-Aminoindan 133 C9H11N 034698-41-4 9

Abundance Scan 791 (6.739 min): BF103905.D (-787) (-) m/z 132.00 100.00%
5000 68
40 | 6 6.40 6.60 6.80 7.00
54 75 104 . . . .
0 ..,....,....,...:,".'.‘.‘7.,::..??:.-.',..':.,..?‘.7,....,.':..,.1.1:‘3.,...., b m/z 68.10  40.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 UL SRR A SRR
a1 o7 6.40 6.60 6.80 7.00
53 - 117 m/z 134.00 32.27%
o) e ?ﬂ ERRRR i‘.‘.‘. .69.‘.‘2 l‘l : I\I\I‘I\I : .8.‘?. .‘ﬁ M ?-.0.5. o .‘.‘,1.2.‘.1. I‘ ‘. aRas
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 o 6.40 6.60 6.80 7.00
5000 m/z 66.00 25.09%
78
31 49 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole Emmma A
132 6.40 6.60 6.80 7.00

m/z 69.10 15.87%

5000

104
66
14 27 37445158 %0 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\
Data File : BF103905.D

Aca On : 24 Mar 2018 3:07

Operator : JU/SJ

Sample : J2014-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 5 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.97 4.77 ng 172580 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
5 n-Nonadecanol-1 284 C19H400 001454-84-8 91

Abundance Scan 2020 (13.968 min): BF103905.D (-2018) (-) m/z 57.05 100.00%

g7

5000

:

13.60 13.80 14.00 14.20
m/z 55.00 92.67%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol
556 83

:

5000

13.I60 13.I8O 14.IOO 14.I20
m/z 83.05 92.41%

167

196 222238 266 294

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55 83
13.60 13.80 14.00 14.20
5000 11 m/z 69.00 89.55%
29 139

o 167 196 224 252 280 308

mmmmmw’mmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane R S o S A
13.60 13.80 14.00 14.20

m/z 43.00 86 .86%

:

5000

125

:

154 180196 224 9251 269
R R e e EanEan
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032318\
Data File : BF103905.D

Acq On : 24 Mar 2018 3:07

Operator : JU/SJ

Sample - J2014-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_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... 2.30 11.2 ng 409854 1 6.97 732730 20.0
2-Pentanone, 4-hy... 5.20 4.8 ng 176054 1 6.97 732730 20.0
unknown6 .74 6.74 52.6 ng 1925940 1 6.97 732730 20.0
1-Heneicosanol 13.97 4.8 ng 172580 5 14.16 723004 20.0
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