LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BGO060517\

Data File : BG027233.D

Aca On 6 Jun 2017 4:25 Instrument :
Operator : SJ/MA BNA_G

Sample - 13405-01 ClientSampleld :
Misc - R1-SB-1D1011
ALS Vial : 26 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:\HPCHEM1\BNA G\METHODS\8270-BG060517.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 5.714 338 345 355 rBV 108145 179232 3.57% 0.706%
2 6.149 411 419 430 rBV 1153198 2019670 40.20% 7.952%
3 7.700 673 683 696 rBY 1174878 2294364 45.67% 9.033%
4 8.099 742 751 764 rBVY 1147195 2115092 42.10% 8.327%
5 8.569 824 831 839 rBV 166632 298413 5.94% 1.175%

8.898 877 887 895 rBvV 756624 1450959 28.88% 5.713%
9.733 1020 1029 1042 rBV 642161 1221487 24.31% 4_.809%
11.390 1303 1311 1319 rBV 244201 467834 9.31% 1.842%
13.781 1709 1718 1727 rBV 1912780 3141180 62.52% 12.367%
14.586 1848 1855 1863 rBV 140841 210052 4.18% 0.827%

=
QO ~NO®

11 15.156 1944 1952 1961 rVB2 402597 703631 14.01% 2.770%
12 16.636 2197 2204 2221 rVB 1776873 2819958 56.13% 11.103%
13 17.906 2411 2420 2432 rBV2 560445 942726 18.76% 3.712%
14 18.746 2559 2563 2574 rBV 82353 146557 2.92% 0.577%
15 20.485 2852 2859 2866 rBV 3487868 5023914 100.00% 19.780%

16 21.854 3088 3092 3104 rBV 122532 215332 4._.29% 0.848%
17 22.295 3160 3167 3176 rVB 579949 1136552 22.62% 4_475%
18 25.996 3788 3797 3809 rVvB2 305435 1012286 20.15% 3.985%

Sum of corrected areas: 25399239
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060517\
Data File : BG027233.D

Aca On > 6 Jun 2017 4:25

Operator : SJ/MA

Sample = 13405-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060517_.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: BG027233.D
3500000

3000000
2500000
2000000

1500000
6.15 7.70 8.10
1000000
8.90 073
500000 A

11.39
5.71 8.57

-t e — - - e

T T T T T T T
Time--> 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BG027233.D
3500000 20.48

3000000
2500000

2000000 13.78
16.64

1500000

1000000
22.29

17.91
500000 15.16 ﬂ

21.85
14.59 18.75 B "

ottt R e R e A e e T e e T

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG027233.D
3500000

3000000

2500000

2000000

1500000

1000000

500000 26.00

i

Time--> 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060517\
Data File : BG027233.D

Aca On > 6 Jun 2017 4:25

Operator : SJ/MA

Sample = 13405-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060517_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.71 12.01 ng 179232 1,4-Dichlorobenzene-d4 8.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 23
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 344 (5.708 min): BG027233.D (-338) (-) m/z 43.00 100.00%
43.0
59.0
5000
o 50 550 580 60
83.0 : : : :
0...,....',"...-!li....,'....',|....,....,....,....,....,29‘?'?. m/z 59.00 63.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L I L R L
59.0 540 560 580 6.00
m/z 101.00 20.95%
oL Zo | e301%0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
540 560 580 600
5000 m/z 58.00 16.81%
41.0
101.0
25.0
G S S L UL LS I IR S B WAL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8387: 2-Pentanol, 2,4-dimethyl-
59.0 540 5.60 5.80 6.00
m/z 41.00 8.79%
5000
43.0 101.0
0...|2.7‘..‘..‘l“.‘..‘l“i....8|3‘..0...|....|....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060517\
Data File : BG027233.D

Aca On > 6 Jun 2017 4:25

Operator : SJ/MA

Sample = 13405-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060517_.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 unknown8.10 Concentration Rank 1

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

8.10 141.76 ng 2115090 1,4-Dichlorobenzene-d4 8.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 751 (8.099 min): BG027233.D (-742) (-) m/z 132.00 100.00%
13R.0
5000 68.0
00 %0 s J ook 8t 8% am
0 e L o S m/z 68.00 44 _66%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AN R L L IR
7.80 8.00 820 8.40
310 510 m/z 134.00 32.81%
0"k%IhH'I'PNL""I“”'I""P"'I"”I""I”"
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
132.0
780 8.00 8.20 840
5000 m/z 66.00 27 .92%
51.0 70.0 86.0
L S S UL L L UL WL B
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #52379: Tranylcypromine-propionyl N B
57.0 132.0 7.80 8.00 820 8.40
m/z 69.00 17.10%
74.0
5000 98.0 116.0
0||||||||‘|‘|‘|‘||‘|h|||“|||‘H“||‘|“|||‘H||||:|I-5|8|.0|||||]:8|9.|0|||||| R ARAREEEE
m/z--> 40 60 80 100 120 140 160 180 200 7.80 8.00 820 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060517\
Data File : BG027233.D

Aca On > 6 Jun 2017 4:25

Operator : SJ/MA

Sample = 13405-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060517_.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 4 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.75 3.11 ng 146557 Phenanthrene-d10 17.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 76
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 Undecanoic acid 186 C11H2202 000112-37-8 53
Abundance Scan 2564 (18.752 min): BG027233.D (-2559) (-) m/z 73.00 100.00%
430 730
5000 129.0
970 213.1
| L 262 | 1340 1860 1880 1900
Obrrrrrrr i : m/z 43.00 91.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
430 73.0
5000 256.0 AU AR AR

T I T I
18.40 18.60 18.80 19.00

213.0 m/z 60.00 85.17%
0 |||||l||‘il‘||“|”||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
43.0 18.40 18.60 18.80 19.00
5000 m/z 55.00 72.25%
129.0
%60 1710 2140
18.0 )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid R AR EL
43.0 | 73.0 18.40 18.60 18.80 19.00
m/z 57.00 69.81%
5000 129.0

-

15.0
B R LR e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060517\
Data File : BG027233.D

Aca On > 6 Jun 2017 4:25

Operator : SJ/MA

Sample = 13405-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060517_.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 4
R.T. EstConc Area Relative to ISTD R.T.

21.85 3.79 ng 215332 Chrysene-di12 22.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
3 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
4 Tetradecvl trifluoroacetate 310 C16H29F302 006222-02-2 94
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94

Abundance Scan 3091 (21.848 min): BG027233.D (-3088) (-) m/z 57.00 100.00%

5000

5

21.60 21.80 22.00 22.20

391 1811 2210 2810 3420 429.1

0 m/z 83.00 99.65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
=
580 970
5000

21.60 21.80 22.00 22.20
m/z 55.00 92 .53%

| | 1390 1690 2040 2660
Al LI 182.0 2240 2660

O?QQﬁf e —
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
97.0 LINLENLILI LI L L L L LI LI
21.60 21.80 22.00 22.20
5000 m/z 43.00 87.32%
169.0
0l15.0 131.0 210.0 3550 406.0
T e T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #164113: Trifluoroacetic acid, pentadecy! ester A R AR e e
21.60 21.80 22.00 22.20
97.0 m/z 69.00 83.11%
5000
0‘15. 40.0 182.0 255.0  306.0

m/z--> 50 100 150 200 250 300 350 400 21.60 21.80 22.00 22.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060517\
Data File : BG027233.D

Acq On : 6 Jun 2017 4:25

Operator : SJ/MA

Sample - 13405-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .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]
2-Pentanone, 4-hy... 5.71 12.0 ng 179232 1 8.57 298413 20.0
unknown8.10 8.10 141.8 ng 2115090 1 8.57 298413 20.0
n-Hexadecanoic acid 18.75 3.1 ng 146557 4 17.91 942726 20.0
1-Heneicosanol 21.85 3.8 ng 215332 5 22.29 1136550 20.0
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