LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\

Data File : BF104086.D

Aca On - 30 Mar 2018 7:55 Instrument :

Operator : JU/SJ gmgigamlem'

353"“0 le : J2113-03 032618-TID8-E-U-B
isc :

ALS Vial : 42 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-BF032818.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 2.287 30 34 42 rVB 272020 348735 10.44% 1.935%
2 5.193 525 528 543 rBV 68967 95955 2.87% 0.532%
3 5.598 594 597 614 rBV 241393 569568 17.06% 3.160%
4 6.598 763 767 787 rBV 131393 469878 14.07% 2.607%
5 6.734 787 790 812 rVV 1135674 1572766 47.10% 8.725%

6 6.969 826 830 846 rBV 300702 549004 16.44% 3.046%
7 7.122 852 856 882 rBV 1868625 2299197 68.85% 12.755%
8 7.534 922 926 949 rBV 1032977 1740745 52.13% 9.657%
9 7.681 949 951 967 rVB4 26367 55523 1.66% 0.308%
10 8.245 1044 1047 1085 rBvV 517003 801348 24.00% 4._.446%
11 9.316 1225 1229 1246 rBV 2806593 3339333 100.00% 18.525%
12 9.710 1291 1296 1303 rBV 61842 80527 2.41% 0.447%
13 10.004 1343 1346 1365 rVB 691370 800626 23.98% 4.442%
14 10.410 1413 1415 1418 rVB 63323 45766 1.37% 0.254%
15 10.798 1477 1481 1493 rBV 727500 1013027 30.34% 5.620%
16 10.886 1493 1496 1508 rVB2 65396 98826 2.96% 0.548%
17 11.498 1597 1600 1617 rBV 427561 640789 19.19% 3.555%
18 12.880 1831 1835 1840 rBV 58793 47734 1.43% 0.265%

19 13.080 1865 1869 1892 rBV 1828753 2124873 63.63% 11.788%
20 13.963 2015 2019 2026 rBV 82911 113937 3.41% 0.632%

21 14.151 2047 2051 2062 rBV 445285 618149 18.51% 3.429%
22 15.698 2305 2314 2328 rBV 300455 599707 17.96% 3.327%

Sum of corrected areas: 18026013
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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:\HPCHEMI\BNA F\DATA\BF032918\

BF104086.D

30 Mar 2018 7:55

JussJ

J2113-03

42 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF032818.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:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104086.D

Aca On : 30 Mar 2018 7:55

Operator : JU/SJ

Sample : J2113-03

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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.

2.29 12.70 ng 348735 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 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 35 (2.293 min): BF104086.D (-30) (-) m/z 73.05 100.00%
3
5000 /\
43 55 87 I N
a7 | . 220 240 260
Ol S e M7z 43.05  31.19%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 T o
43 220 240 260
55 87 m/z 87.10 26.20%
0 ﬁ 35 \‘ 67 ] 80
”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 LN
220 240 260
5000 41 55 m/z 55.10 23.02%
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- R e A
73 220 240 2,60
m/z 71.10 10.97%
5000
45
29
o 89 %S e 101
m/z--> 20 30 45 50 60 75 80 90 100 110 120 130 220 240 260
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104086.D

Aca On : 30 Mar 2018 7:55

Operator : JU/SJ

Sample : J2113-03

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 5

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

5.19 3.50 ng 95955 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
2 Succinic acid. heptvl 2-methoxve... 274 C14H2605 1000325-80-7 33
3 Hvdrazine. 1.l1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 25
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 528 (5.193 min): BF104086.D (-525) (-) m/z 43.00 100.00%
43
59
5000
101 =S
4.80 5.00 520 5.40 5.60
83
0 ,....,'...!|,....,....,|....,....,....,....,.... A m/z 59.00 65.43%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59
4.80 5.00 520 5.40 5.60
m/z 101.00 24 .28%
31 g3 101
Ot e P e e e
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
59
480 500 520 540 560
5000 (LA m/z 58.00 16.60%
45 159
o 23 114128 145 177199 517 244
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)- R B e A
59 4.80 5.00 520 5.40 5.60
m/z 41.00 9.43%
5000 101
116
0 ””|””|”7|3||””|”” R B R ARRAR AR
m/z--> 60 80 100 120 140 160 180 200 220 240 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104086.D

Aca On : 30 Mar 2018 7:55

Operator : JU/SJ

Sample : J2113-03

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 unknown6.73 Concentration Rank 2

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

6.73 57.30 ng 1572770 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Aminoindan 133 C9H11IN 034698-41-4 9

Abundance Scan 789 (6.728 min): BF104086.D (-787) (-) m/z 132.00 100.00%
132
5000 68 A\\~_
96 T T T T T T T
40 54 - | 106 J 6.40 6.60 6.80 7.00
0! B e L e m/z 68.10 45 _47%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132

5000 67 e PR
a1 97 6.40 6.60 6.80 7.00

53 117 m/z 134.00 32.19%

LAz
0...,..HML..uthUW.uﬂ,%qzj,.ﬂﬂ,....,”..,..”
m/z--> 20 40 60 80 100 120 140 160 180
Abundance

132

6.40 6.60 6.80 7.00

5000 m/z 65.95 27.84%
104
66
ol 14 27 39 1 T g9 115
L B o e e e o B AL I B e o o o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine- proplonyl
57 132 6.40 6.60 6.80 7.00

m/z 69.05 17.01%

74
116

5000 98
‘ 158 189

m/z--> 20 40 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104086.D

Aca On : 30 Mar 2018 7:55

Operator : JU/SJ

Sample : J2113-03

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.89 3.08 ng 98826 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Octadecane 254 C18H38 000593-45-3 90
3 Tetradecane 198 C14H30 000629-59-4 86
4 Pentadecane 212 C15H32 000629-62-9 86
5 Tetratetracontane 619 C44H90 007098-22-8 86

Abundance Scan 1497 (10.892 min): BF104086.D (-1493) (-) m/z 57.05 100.00%

57

71

5000

10.60 10.80 11.00 11.20

0 m/z 71.10 65.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #94346: Heptadecane
57
43 71
85
5000 LN L L L L L

10.60 10.80 11.00 11.20
29 99 m/z 43.00 54.89%

5 | M3127141155 160183197011 240

0.”,”.w.nﬂpﬁhlk.w.”.“.”,”...”...”..” e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 57
T T T T
71 10.60 10.80 11.00 11.20
5000 85 m/z 85.05 50.54%
29 99
. 113127141155169183197211225 254
T T T e e e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59880: Tetradecane
57 10.60 10.80 11.00 11.20
43 m/z 41.00 23.60%
71
5000 85
29
ol 15 ‘\ ol ?ﬁ 113127141155169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10. 60 10 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104086.D

Aca On : 30 Mar 2018 7:55

Operator : JU/SJ

Sample : J2113-03

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 6 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.96 3.69 ng 113937 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 91
5 1-Heptacosanol 396 C27H560 002004-39-9 91

Abundance Scan 2019 (13.963 min): BF104086.D (-2015) (-) m/z 83.10 100.00%

57

5000

13.60 13.80 14.00 14.20
m/z 57.05 96.10%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol

5000
13.60 13.80 14.00 14.20
29 m/z 43.05 81.16%
0 Lok gl 167 196 238 266 294
e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
e S s A S
13.60 13.80 14.00 14.20
5000 11 m/z 97.10 80.58%
29 139

167 195 222 250 280 308 336

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55 83 13.60 13.80 14.00 14.20

m/z 55.10 80.38%

5000

29

Lo 167 196 224 252 280 308
Ob e T

T I
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:\HPCHEM1\BNA_F\DATA\BF032918\
Data File : BF104086.D

Acq On : 30 Mar 2018 7:55

Operator : JU/SJ

Sample - J2113-03

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818_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... 2.29 12.7 ng 348735 1 6.97 549004 20.0
2-Pentanone, 4-hy... 5.19 3.5 ng 95955 1 6.97 549004 20.0
unknown6.73 6.73 57.3 ng 1572770 1 6.97 549004 20.0
Heptadecane 10.89 3.1 ng 98826 4 11.50 640789 20.0
1-Heneicosanol 13.96 3.7 ng 113937 5 14.15 618149 20.0
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