LSC Area Percent Report

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

Data File : BF103906.D

Aca On - 24 Mar 2018 3:33 Instrument :

Operator : JU/SJ gmgigamlem'

agmple : J2014-04 OBZH&HD8$4LS
isc :

ALS Vial : 39 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 44 rVB 358647 449536 12.02% 2.014%
2 5.198 526 529 539 rVB 143908 139630 3.73% 0.626%
3 5.592 592 596 609 rBY 1256149 1107366 29.61% 4.962%
4 6.587 761 765 768 rBV 890003 734439 19.64% 3.291%
5 6.616 768 770 781 rVB 100944 92579 2.48% 0.415%

6 6.739 787 791 795 rBV 2158692 1981315 52.99% 8.878%
7 6.975 827 831 834 rBV 945389 738298 19.74% 3.308%
8 7.134 853 858 861 rBV 3076544 2704264 72.32% 12.118%
9 7.539 921 927 930 rBV 2197411 2078821 55.59% 9.315%
10 8.257 1045 1049 1052 rBV 1190335 938217 25.09% 4._.204%
11 9.333 1227 1232 1235 rBV 4076428 3739286 100.00% 16.755%
12 9.722 1293 1298 1305 rBvV 69016 72970 1.95% 0.327%
13 9.927 1330 1333 1337 rBvV 56233 43435 1.16% 0.195%
14 10.016 1345 1348 1355 rVvB2 1130748 958461 25.63% 4._.295%
15 10.427 1416 1418 1421 rVB 62629 47425 1.27% 0.213%
16 10.674 1458 1460 1463 rVB 63031 46205 1.24% 0.207%
17 10.810 1479 1483 1496 rBV 1281535 1318238 35.25% 5.907%
18 10.904 1496 1499 1508 rVB 54869 56757 1.52% 0.254%

19 11.510 1598 1602 1609 rBV 986229 825512 22.08% 3.699%
20 13.098 1867 1872 1875 rBV 2963529 2798851 74.85% 12.541%

21 13.974 2019 2021 2033 rVB 111012 127162 3.40% 0.570%
22 14.163 2049 2053 2057 rBV 770043 708520 18.95% 3.175%

23 15.015 2195 2198 2203 rBV 54721 58032 1.55% 0.260%
24 15.709 2311 2316 2323 rVB 412174 551627 14.75% 2.472%

Sum of corrected areas: 22316946
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF032318\

BF103906.D

24 Mar 2018 3:33

JussJ

J2014-04

39 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF031518.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\BF032318\
Data File : BF103906.D

Aca On : 24 Mar 2018 3:33

Operator : JU/SJ

Sample : J2014-04

Misc :

ALS Vial : 39 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 12.18 ng 449536 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 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 36 (2.299 min): BF103906.D (-31) (-) m/z 73.10 100.00%
3
5000
43
55 87 S S S —
| . 220 240  2.60
Ol b o b e e e || M7z 43.05 33.62%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 i I LA N
43 220 240  2.60
55 87 m/z 55.10 24.68%
0 ﬁg 35‘\W\ ‘ 67 ] 80
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 A AL R
220 240  2.60
5000 41 55 m/z 87.10 24 _43%
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- — =
73 220 240  2.60

m/z 71.10 11.02%

5000
45

29
39 % g7 | 101

0..,...‘a‘,....‘,....,....,....,a...,....,....,....,....,....,.... T

™ T4
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.40

T
2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\
Data File : BF103906.D

Aca On : 24 Mar 2018 3:33

Operator : JU/SJ

Sample : J2014-04

Misc :

ALS Vial : 39 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 3.78 ng 139630 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 50
2 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 529 (5.198 min): BF103906.D (-526) (-) m/z 43.00 100.00%
43
59
5000
101 RS S LR
51 | 83 | 480 5.00 520 5.40 5.60
0”W”“P”W”“M”W”LP”W””P”W“”P”W“”P”'””P”W””P”' m/z 59.10 61.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 RS L R
480 5.00 520 5.40 5.60
m/z 101.00 21.79%
15 4 101
0 | N 51 . 83
R B L AR R AL N SRR A AR RSN LA LARAN RN LSRN AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59
480 500 520 540 5.60
5000 m/z 58.00 17.87%
43
o 69 83 o 123 141 159
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester T R b
59 480 5.00 520 5.40 5.60
m/z 41.00 9.14%
5000 41
68
0 H \‘ \‘ 1 1?6 142
m/z--> 10 20 30 4'0 50 60 70 80 90 100 110 120 130 140 150 160 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\
Data File : BF103906.D

Aca On : 24 Mar 2018 3:33

Operator : JU/SJ

Sample : J2014-04

Misc :

ALS Vial : 39 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 3 unknown6.74 Concentration Rank 2

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

6.74 53.67 ng 1981320 1,4-Dichlorobenzene-d4 6.97
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-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 791 (6.739 min): BF103906.D (-787) (-) m/z 132.00 100.00%
5000 68
40 | 6 640 6.60 6.80 7.00
54 75 104 . . . .
o i ol A R 1 il S | m/z 68.10  40.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 UL SRR S SRR
6.40 6.60 6.80 7.00
3 78 m/z 134.00 32.42%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 6.80 7.00
5000 67 m/z 66.00 25.32%
41 97
53 117
79
ol 34 60 89 | 105 124
wmmwﬁwmmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole e
132 6.40 6.60 6.80 7.00

m/z 69.05 15.44%

5000

104
66
14 27 37445158 P 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 : BF103906.D

Aca On : 24 Mar 2018 3:33

Operator : JU/SJ

Sample : J2014-04

Misc :

ALS Vial : 39 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 Behenic alcohol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.97 3.59 ng 127162 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 95
3 1-Heptacosanol 396 C27H560 002004-39-9 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 90
Abundance Scan 2020 (13.968 min): BF103906.D (-2019) (-) m/z 57.05 100.00%
S g3 WYAAVNNAthM%«NJuMW
111
5000
| 13.60 13.80 14.00 14.20
ob e m/z 43.00 94 _49Y%
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
55 83
5000 1l AR P BN SRS B
anmmmmm
- m/z 69.05 84.09%
ol L LA ‘\ | 707 196 224 252 280 308
m/z--> 55 100 150 260 2éo 360 3%0
Abundance
57 83
13.60 13.80 14.00 14.20
5000 11 m/z 55.00 82.02%
29 139
o 167 1095 222 250 280 308 336
m/z--> 55 160 150 260 2éo 360 3%0
Abundance #210517: 1-Heptacosanol R T
57 7 13.60 13.80 14.00 14.20
m/z 83.10 81.26%
5000
125
o 21 ’ | L L1§34181 209 236 264 292 320 350 378
m/z--> 5'0 100 150 2(')0 25'30 3(')0 3&1;0 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032318\
Data File : BF103906.D

Aca On : 24 Mar 2018 3:33

Operator : JU/SJ

Sample : J2014-04

Misc :

ALS Vial : 39 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 6 Squalene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.02  2.10ng 58032  Perylene-di2 15.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 saualene 410 C30HS0 000111-02-4 91

2 Supraene
3 2.6.10.14-Hexadecatetraenoic acl...
4 7.11-Dimethvldodeca-2.6.10-trien...

410 C30H50
332 C22H3602
208 C14H240

5 4,8,12-Tetradecatrienal,

5,9,13-_.

. 248 C17H280

007683-64-9 90
024035-35-6 78
125529-10-4 72
066408-55-7 64

Abundance Scan 2199 (15.021 min): BF103906.D (-2195) (-) m/z 69.05 100.00%
69
41 LI B o o o o o e e ]
95 137 I I I I
173 203 231 211 374 14.80 15.00 15.20 15.40
ol -.|-,'l.| ad B30 SR8 3 S /7 81.00  56.83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
5000 41 LA B L L L L L L LB
14.80 15.00 15.20 15.40
95 m/z 41.00 20.14%
b T e a7 27a 2 s ser a0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
R R RS R
14.80 15.00 15.20 15.40
5000 m/z 137.10 15.00%
41
95 137
0 117 163 191 217 245 273 299 341 367 410
e o o I B e e e T i B e e e e e e e R
m/z--> 50 100 150 200 250 300 350 400
Abundance #171136: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-tetr...
69 14.80 15.00 15.20 15.40
m/z 68.10 12.44%
5000
41
136
11
ol Ly ﬂkmm@@@@”@””w M
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40

8270-BF031518.M Mon Mar 26 15:29:11 2018

Page: 7



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032318\
Data File : BF103906.D

Acq On : 24 Mar 2018 3:33

Operator : JU/SJ

Sample : J2014-04

Misc :

ALS Vial : 39 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 12.2 ng 449536 1 6.97 738298 20.0
2-Pentanone, 4-hy... 5.20 3.8 ng 139630 1 6.97 738298 20.0
unknown6.74 6.74 53.7 ng 1981320 1 6.97 738298 20.0
Behenic alcohol 13.97 3.6 ng 127162 5 14.16 708520 20.0
Squalene 15.02 2.1 ng 58032 6 15.71 551627 20.0
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