LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF013118\
Data File : BF102671.D

Aca On : 31 Jan 2018 22:46

Operator : SJ/JU

Sample : J1383-01

Misc :

ALS Vial : 14 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-BF012218.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 4.928 479 483 497 rBV 189245 288270 7.43% 0.913%
2 5.345 550 554 571 rBV 3463797 3833098 98.74% 12.146%
3 6.381 725 730 744 rBVY 3402744 3882084 100.00% 12.301%
4 6.492 744 749 752 rBVY 3990695 3675600 94.68% 11.647%
5 6.710 782 786 791 rBVY 1009168 842691 21.71% 2.670%
6 6.869 808 813 816 rBVY 2978002 2803377 72.21% 8.883%
7 7.280 878 883 886 rBY 2182020 2243568 57.79% 7.109%
8 7.992 1000 1004 1012 rBV 1129407 992516 25.57% 3.145%
9 9.069 1182 1187 1190 rBV 3456122 3052934 78.64% 9.674%
10 9.463 1249 1254 1261 rBV 439684 430684 11.09% 1.365%
11 9.669 1286 1289 1291 rBV 93543 74992 1.93% 0.238%
12 9.745 1298 1302 1308 rVB 1062105 890869 22.95% 2.823%
13 10.169 1371 1374 1376 rBvV 92953 77263 1.99% 0.245%
14 10.545 1433 1438 1441 rBV 1733593 1702697 43.86% 5.395%
15 10.639 1451 1454 1459 rVB 83719 83554 2.15% 0.265%
16 10.898 1495 1498 1501 rBV5 32102 40850 1.05% 0.129%
17 11.086 1527 1530 1532 rBvV 53403 44032 1.13% 0.140%

18 11.233 1551 1555 1558 rBV 1000866 861121 22.18% 2.729%
19 11.763 1640 1645 1652 rBV 650280 705600 18.18% 2.236%
20 12.451 1759 1762 1763 rBV 199577 188869 4.87% 0.598%

21 12.468 1763 1765 1773 rVB 248488 300765 7.75% 0.953%
22 12.545 1775 1778 1783 rVV 190582 180336 4._.65% 0.571%
23 12.674 1798 1800 1804 rVB 91877 72956 1.88% 0.231%
24 12.815 1820 1824 1828 rBV 2534367 2584704 66.58% 8.190%
25 13.698 1971 1974 1978 rVB 422051 389900 10.04% 1.235%

26 13.874 2001 2004 2007 rBV 824714 773645 19.93% 2.451%
27 15.309 2244 2248 2255 rVB 424599 541138 13.94% 1.715%

Sum of corrected areas: 31558113
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

= Z:\HPCHEM1\BNA F\DATA\BF013118\
: BF102671.D

: 31 Jan 2018 22:46

: SJ/JU

: J1383-01

14 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA F\METHODS\8270-BF012218 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P

Abundance
4000000

3000000

2000000

1000000

TIC: BF102671.D
49

5.35 6.38

6.87

7.28

6.71

4.93

0
Time-->

4.00

4.50

5.00

5.50

6.00

6.50

7.00

Abundance
4000000

3000000

2000000

1000000

TIC: BF102671.D

9.07

12.82

10.54

7.99

0
Time-->

T
13.50

12.50 13.00

10.50 11.00

11.50 12.00

Abundance
4000000

3000000

2000000

10000004

0

TIC: BF102671.D

13.87
15.31

Time-->

19.00

18.00 18.50

17.00 17.50

16.50

15.50 16.00

14.00

14.50 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013118\
Data File : BF102671.D

Aca On : 31 Jan 2018 22:46

Operator : SJ/JU

Sample - J1383-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012218.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.93 6.84 ng 288270 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Propane. 2-ethoxv-2-methvl- 102 C6H140 000637-92-3 23
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 483 (4.928 min): BF102671.D (-479) (-) m/z 43.00 100.00%
43
59
5000
1o 460 480 5.00 520
e SLL 082 | /7 50.10 56 68H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I UL I L
59 460 480 500 520
m/z 101.10 17.89%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 5.00 520
5000 M m/z 58.00 13.68%
68
50 126 142
mﬁmﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4485: Propane, 2-ethoxy-2-methyl-
59 460 4.80 5.00 5.20
m/z 41.00 8.43%
5000
87
29 4 ‘
15
'“PL'P“mt“hh'%Lmi““Z%“P“W'“W“'W“'W““P'“P“'I IS SSEDE SURAE SRRE SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013118\
Data File : BF102671.D

Aca On : 31 Jan 2018 22:46

Operator : SJ/JU

Sample - J1383-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012218.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 2 unknown6.49 Concentration Rank 1

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

6.49 87.23 ng 3675600 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 10
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 749 (6.492 min): BF102671.D (-744) (-) m/z 132.00 100.00%
132
5000 68
40 % 620 640 6.60 6.80
54 : : : :
T our N | m/z 68.10 39.48%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 RS AR AR LSS
a1 o7 6.20 6.40 6.60 6.80
53 117 m/z 134.00 32.68%
79
R e |||]|-0|7| |“|||H||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80
5000 m/z 66.00 24 _.13%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! RN A S REmEE
57 132 6.20 6.40 6.60 6.80
24 m/z 69.05 15.38%
5000 g °
e el rmhl‘ﬁll 158 ..,.1??.
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013118\
Data File : BF102671.D

Aca On : 31 Jan 2018 22:46

Operator : SJ/JU

Sample - J1383-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012218.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 4 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.76 16.39 ng 705600 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 94
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Octadecanoic acid 284 C18H3602 000057-11-4 81

Abundance Scan 1645 (11.763 min): BF102671.D (-1640) (-) m/z 73.00 100.00%

B

5000
129

B

97 T T T T T
Lﬁ“ 1 W71 10971 s 256 281 300 11.40 11.60 11.80 12.00
m/z 43.10 94 .72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107549: n-Hexadecanoic acid
43 60
5000 129 LA L L L L L B

11.40 11.60 11.80 12.00
m/z 59.95  89.82%

157171

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

=

Abundance
73
43 P T T T T
11.40 11.60 11.80 12.00
5000 129 m/z 57.10 77 .29%
171
115
27 97 214
157
59 186
THWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #84453: Tetradecanoic acid L B e e o
73 11.40 11.60 11.80 12.00
43 m/z 41.10 67.98%
5000 129
185 228
BT e [ |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.40 11. 60 11. 80 12. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013118\
Data File : BF102671.D

Aca On : 31 Jan 2018 22:46

Operator : SJ/JU

Sample - J1383-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012218.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 Octadecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.54 4.19 ng 180336 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Octadecanoic acid

2 Tetradecanoic acid
3 n-Hexadecanoic acid
4 Nonadecanoic acid

5 n-Decanoic acid

284 C18H3602
228 C14H2802
256 C16H3202
298 C19H3802
172 C10H2002

000057-11-4 98
000544-63-8 94
000057-10-3 91
000646-30-0 90
000334-48-5 64

Abundance Scan 1777 (12.539 min): BF102671.D (-1775) (-) m/z 43.05 100.00%
I W
5000
12.20 12.40 12.60 12.80
4 m/z 73.00 91.15%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #131259: Octadecanoic acid
43 73
5000 LA L L L L L L |
129 12.20 12.40 12.60 12.80
97 185 a1 m/z 60.00 90.44%
sl U4 ) a3
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
73
43 R e R REE Ry
12.20 12.40 12.60 12.80
5000 129 m/z 57.10 79.80%
185
97 228
15 157
T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #107548: n-Hexadecanoic acid B e A
43 73 12.20 12.40 12.60 12.80
m/z 41.05 73.86%
5000 256
129
97 213
L) 57 ]
10 O N — N —
m/z--> 0 50 100 150 200 250 300 350 400 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF013118\
Data File : BF102671.D

Aca On : 31 Jan 2018 22:46

Operator : SJ/JU

Sample - J1383-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012218.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 6 1-Tricosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.70 10.08 ng 389900 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tricosene 322 C23H46 018835-32-0 94
2 9-Tricosene. (2)- 322 C23H46 027519-02-4 94
3 1-Heptacosanol 396 C27H560 002004-39-9 91
4 Cvclotetracosane 336 C24H48 000297-03-0 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 1974 (13.698 min): BF102671.D (-1971) (-) m/z 57.10 100.00%
[ ] NM
5000 11
3 139 13.40 13.60 13.80 14.00
LA 168 104 230252071208 32234 L5510 84.08%
m/z--> 50 100 150 200 250 300 350
Abundance #163016: 1-Tricosene
57
5000 AR AR PR B SR
111 13. 40 13. 60 13 80 14. oo
29 m/z 83.10 83.16%
1 \‘ ) H H ‘\ \ ml?\g I 169 196 224 252 294 32\2
m/z--> 56 260 2éo 360 3éo
Abundance
55 83
13.40 13.60 13.80 14.00
5000 111 m/z 43.10 82.83%
29 322
139 167 105 220 262 294
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance #210517: 1-Heptacosanol R R e R
57 7 13.40 13.60 13.80 14.00
m/z 97.10 68.06%
5000
125
29 D g w 133,181 209 236 264 292 320 350 378
m/z--> 50 1(')0 150 200 250 3(')0 3éo 13. 40 13. 60 13 80 14. oo
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF013118\
Data File : BF102671.D

Acq On : 31 Jan 2018 22:46

Operator : SJ/JU

Sample - J1383-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._M
Quant Title : 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]
2-Pentanone, 4-hy... 4.93 6.8 ng 288270 1 6.71 842691 20.0
unknown6 .49 6.49 87.2 ng 3675600 1 6.71 842691 20.0
n-Hexadecanoic acid 11.76 16.4 ng 705600 4 11.23 861121 20.0
Octadecanoic acid 12.54 4.2 ng 180336 4 11.23 861121 20.0
1-Tricosene 13.70 10.1 ng 389900 5 13.87 773645 20.0
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