LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061918\
Data File : BG035252.D

Aca On 19 Jun 2018 17:42

Operator : SJ/JU

Sample : J3546-01

Misc :

ALS Vial : 4 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:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG060718 .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

5.631 392 399 413 rBV 167507 288478 5.06% 1.881%
7.211 661 668 678 rBvY 119229 214274 3.76% 1.397%
rBv 300813 545345 9.57% 3.556%
8.063 807 813 820 rBV2 92201 162632 2.85% 1.061%
8.386 860 868 877 rvB 413100 732315 12.85% 4_775%

OOrWNPE
~
)]
©
w
~
N
o
~
w
w
~
N
N

9.220 1002 1010 1020 rBV 368489 674532 11.84% 4 _.399%
10.865 1283 1290 1297 rBV 128322 229282 4.02% 1.495%
13.309 1699 1706 1717 rBV 1119398 1767152 31.01% 11.523%
14.683 1933 1940 1949 rBV3 241949 408993 7.18% 2.667%
15.970 2154 2159 2164 rBV 56123 70686 1.24% 0.461%

=
QO ~NO®

11 16.164 2185 2192 2203 rBV 846995 1308968 22.97% 8.536%
12 17.427 2400 2407 2413 rBV2 439474 686740 12.05% 4._.478%
13 18.308 2551 2557 2564 rBV2 154507 229690 4_.03% 1.498%
14 19.577 2767 2773 2783 rBV 96165 156942 2.75% 1.023%
15 20.035 2844 2851 2863 rBV 4318116 5698777 100.00% 37.161%

16 21.691 3126 3133 3141 rBV2 719052 1187467 20.84% 7.743%
17 24.917 3671 3682 3696 rBV 336965 973109 17.08% 6.346%

Sum of corrected areas: 15335382
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG061918\
Data File : BG035252.D

Aca On 19 Jun 2018 17:42

Operator : SJ/JU

Sample : J3546-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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: BG035252.D

4000000
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1000000

8.39 9.22
7.59 -
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Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG035252.D
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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: BG035252.D
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Time--> 23.00 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:\SVOASRV\HPCHEMI\BNA G\DATA\BG061918\
Data File : BG035252.D

Aca On 19 Jun 2018 17:42

Operator : SJ/JU

Sample : J3546-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 unknown7.59 Concentration Rank 2

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

7.59 67.06 ng 545345 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 10
5 5-Aminoindole 132 C8H8N2 005192-03-0 9

Abundance Scan 733 (7.593 min): BG035252.D (-726) (-) m/z 132.10 100.00%
130.1
5000 68.2 j\‘
| e T T 7E) 7B 850
Ol Ay A m/z 68.15 47.71%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
5000 UL L UL R
7.20 7.40 7.60 7.80 8.00
m/z 66.15 30.45%
OI'JNﬁ'uL'A"'I"'W"" LA SIS LA UL SR B
m'z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
132.0
A RARRERERAS A AR RN
7.20 7.40 7.60 7.80 8.00
5000 m/z 134.15 29.83%
33.0
78.0
O R L L W L WL LS WL LI W
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14503: 1H-Benzimidazole, 2-methyl- R N
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.15 20.29%
5000
63.0
Oﬂ?gﬂfﬂ“”l" LI SIS LI SR SIS LI SN B LR UL UL LR
mz-> 0 50 100 150 200 250 300 350 400 450 500 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG061918\
Data File : BG035252.D

Aca On 19 Jun 2018 17:42

Operator : SJ/JU

Sample : J3546-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 Triethyl citrate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.97 3.46 ng 70686 Acenaphthene-d10 14.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 78
2 O-Acetvicitric acid triethvl ester 318 C14H2208 000077-89-4 40
3 3-Chloro2-fluorobenzoic acid. 5-... 384 C22H34CIF02 1000338-65-2 36
4 Pvrimidine. 2-methvlthio-4-hvdro... 157 C5H7N30S 001074-41-5 33
5 2-Chlorobenzoic acid, hexadecyl ... 380 C23H37Cl02 070152-86-2 33

Abundance Scan 2159 (15.970 min): BG035252.D (-2154) (-) m/z 157.15 100.00%
157.2
5000 115.2
203.2 LN PR SUNILN UL
431 g7.0 15.60 15.80 16.00 16.20
bt A b1 2l 394 7 115.15  36.49%
m/z--> 50 100 150 200 250 300 350
Abundance #123853: Triethyl citrate
157.0
5000 U PR UM UM B
430 115.0 15.60 15.80 16.00 16.20
' 203.0 m/z 203.15 15.48%
‘ 87.0
O~ '”MI"JH' UL UL UL BN SN
m/z--> 50 100 150 200 250 300 350
Abundance
157.0
15.60 15.80 16.00 16.20
sooo| 0 203.0 m/z 43.15  10.59%
115.0
0l15.0 84.0 231.0 2730
m/z--> " s0 100 150 200 250 300 350
Abundance #204425: 3-Chloro2-fluorobenzoic acid, 5-pentadecy! ester
157.0 15.60 15.80 16.00 16.20
m/z 111.15 9.90%
5000
’ 210.0
69.0 97.0 .
ol ORI M0 L ass0 | aas0
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG061918\
Data File : BG035252.D

Aca On 19 Jun 2018 17:42

Operator : SJ/JU

Sample : J3546-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 3
R.T. EstConc Area Relative to ISTD R.T.
18.31 6.69 ng 229690 Phenanthrene-d10 17.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Tetradecanoic acid 228 C14H2802 000544-63-8 89
Abundance Scan 2557 (18.308 min): BG035252.D (-2551) (-) m/z 73.10 100.00%
73.1
5000 }\NN&
. 256.4 alnn 18100 18R 1aien
mmmmmmmm
o! L4 Tmfz 60.15 77-77%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 U R S DU A
mmmmmmmm
1710 213.0 256.0 m/z 43.25 73.34%
o/ ‘.“h‘l“ﬁ‘““.“l.‘l‘..‘.‘.‘lu‘.‘..|‘....|....|....|....|...
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
73.0
18.00 18.20 18.40 18.60
5000 129.0 m/z 57.15 63.11%
185.0  241.0 284.0
L S L W L UL LI DU
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #72648: Tridecanoic acid Lttt A PP ey
73.0 18.00 18.20 18.40 18.60
m/z 55.15 63.07%
5000
129.0
29.cj 171.0 59140
0I\I“IllllJLJILIJI.Ilemll‘l‘lII{IIIIIIIIIIIIIIIIIIIIIIIIIII
miz--> 0 50 100 150 200 250 300 350 400 450 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG061918\
Data File : BG035252.D

Aca On 19 Jun 2018 17:42

Operator : SJ/JU

Sample : J3546-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.58 2.64 ng 156942 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 58
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 49
4 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 18
5 Oxalic acid, cyclobutyl pentadec... 354 C21H3804 1000309-70-5 18
Abundance Scan 2774 (19.583 min): BG035252.D (-2767) (-) m/z 73.15 100.00%
4.2
43.1

5000

19.20 19.40 19.60 19.80

0 m/z 43.15 71.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131258: Octadecanoic acid
43.0 73.0
5000 129.0

19.20 19.40 19.60 19.80
m/z 60.15 70.68%

150J 1l

O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 73.0
19.20 19.40 19.60 19.80
5000 129.0 m/z 55.15 68.35%
97.0 199.0 242.0
157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107547: n-Hexadecanoic acid
43.0 73.0 19.20 19.40 19.60 19.80
m/z 57.15 62.15%
5000
129.0
256.0
e g T 570 a0 20
IIIIII‘IIIIII‘I‘II
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.20 19.40 19.60 19.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG061918\
Data File : BG035252.D

Acq On 19 Jun 2018 17:42

Operator : SJ/JU

Sample - J3546-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown? .59 7.59 67.1 ng 545345 1 8.06 162632 20.0
Triethyl citrate 15.97 3.5 ng 70686 3 14.68 408993 20.0
n-Hexadecanoic acid 18.31 6.7 ng 229690 4 17.43 686740 20.0
Octadecanoic acid 19.58 2.6 ng 156942 5 21.69 1187470 20.0
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