LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102919\
Data File : BG043377.D

Aca On : 29 Oct 2019 17:02

Operator :© JU

Sample - K5545-01

Misc :

ALS Vial : 10 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-BG102119.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 3.193 13 18 31 rvB 125530 198566 7.83% 1.405%
2 5.126 341 347 362 rBV 98454 165215 6.51% 1.169%
3 5.614 423 430 445 rBV 475045 866815 34.16% 6.134%
4 7.212 694 702 720 rBV 513992 1018866 40.16% 7.210%
5 7.564 754 762 776 rBV 564007 1007522 39.71% 7.129%
6 8.023 831 840 849 rBV2 136643 239839 9.45% 1.697%
7 8.346 888 895 906 rBV 419588 758958 29.91% 5.371%
8 9.186 1030 1038 1049 rBV 286193 586787 23.13% 4.152%
9 10.831 1310 1318 1330 rBV 145209 317180 12.50% 2.244%
10 13.275 1726 1734 1749 rBvV 875330 1483598 58.47% 10.498%

11 14.104 1869 1875 1888 rBV 95069 186772 7.36% 1.322%
12 14.650 1962 1968 1984 rBV 302873 511336 20.15% 3.618%
13 16.137 2212 2221 2241 rBV 750046 1391362 54.84% 9.846%
14 17.394 2428 2435 2447 rBV2 362887 647792 25.53% 4._.584%

15 17.512 2451 2455 2462 rVB5 23463 38799 1.53% 0.275%
16 18.287 2582 2587 2598 rBV6 34262 81817 3.22% 0.579%
17 20.003 2873 2879 2890 rBVY 1917627 2537168 100.00% 17.953%
18 21.301 3098 3100 3112 rVB10O 33358 85893 3.39% 0.608%
19 21.660 3155 3161 3171 rBvV 435333 785487 30.96% 5.558%
20 22.447 3292 3295 3301 rVB5 29953 46217 1.82% 0.327%
21 23.140 3408 3413 3419 rVB3 42146 74380 2.93% 0.526%
22 23.322 3442 3444 3452 rVB4 25913 42073 1.66% 0.298%
23 23.933 3543 3548 3553 rVB6 39060 80651 3.18% 0.571%
24 24.856 3696 3705 3720 rVB2 302400 912515 35.97% 6.457%
25 25.978 3891 3896 3908 rVB6 22266 66295 2.61% 0.469%
Sum of corrected areas: 14131903
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102919\
Data File : BG043377.D

Aca On > 29 Oct 2019 17:02

Operator : JU

Sample . K5545-01

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG102119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG043377.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102919\
Data File : BG043377.D

Aca On : 29 Oct 2019 17:02

Operator :© JU

Sample - K5545-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.19 16.56 ng 198566 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 43
3 N-EthvIformamide 73 C3H7NO 000627-45-2 9
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 9
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 9

Abundance Scan 17 (3.187 min): BG043377.D (-13) (-) m/z 73.10 100.00%
7B
5000 43
55 87
66 3.20 3.30 3.40 3.50 3.60
Obrrprrrrprerrpreeblibe b 8 L e W/Z 43.05  43.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 HUAL RIS SR AR AR A
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 55.10 29.93%
fg A, 80
G R R R AR AR RS RS RS RN LA RARSN SARRN LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 HUAL RIS UL SRR AR R
3.20 3.30 3.40 3.50 3.60
5000 a1 55 m/z 87.10 28.48%
29 ‘
o 1L \‘\ Joesll s | o7 w2 a2
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #734: N-Ethylformamide e
30 3.20 3.30 3.40 3.50 3.60
73 m/z 71.10 12.04%
5000
44 58
il |
0'”I”““'J'"”w“wW'“'P'“I”'W'”'P'“P'“I“'W'”'P'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102919\
Data File : BG043377.D

Aca On : 29 Oct 2019 17:02

Operator :© JU

Sample - K5545-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 unknown5.13 Concentration Rank 4

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

5.13 13.78 ng 165215 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octanol 130 C8H180 000589-98-0 36
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 33
3 3-Pentanol 88 C5H120 000584-02-1 32
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 12

Abundance Scan 348 (5.132 min): BG043377.D (-341) (-) m/z 43.10 100.00%
43
59
5000
101 VORI £ N —
4.80 5.00 5.20 5.40
o I .‘?9..,8.3...-,|....,....,....,....,.15?8.. m/z 59.10 67.66%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13627: 3-Octanol
59
83
5000 41 ISR A RN AR
29 4.80 5.00 5.20 5.40
101 m/z 101.10 25.40%
? o | |
(o} sl e o
m/z--> 20 40 éo éo 160 150 1&0 1éo 1§o
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
48
480 500 520 540
5000 5o m/z 58.10 14 .87%
15 101
\?\1 N I 83 \‘
e L L S L UL W B L R B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #2090: 3-Pentanol
59 4.80 5.00 5.20 5.40
m/z 41.10 9.96%
5000 31
41
05 }?I""I""I'?q'l ?7"|" L AR S DU SR
m/z--> 20 40 60 80 100 120 140 160 180 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102919\
Data File : BG043377.D

Aca On : 29 Oct 2019 17:02

Operator :© JU

Sample - K5545-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 3 unknown7.56 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.56 84 .02 ng 1007520 1,4-Dichlorobenzene-d4 8.02
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 16
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12
Abundance Scan 761 (7.558 min): BG043377.D (-754) (-) m/z 132.00 100.00%
132

T

5000 68
40 916 436 7.0 7.40 7.60 7.80
0 h s m/z 68.10 41.80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
7.20 7.40 7.60 7.80
31 m/z 134.10 33.15%
m/z--> 50 100 150 200 250 300 350 400
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
B e e N EmE
7.20 7.40 7.60 7.80
5000 m/z 66.10 30.84%

Ob—rft e

m/z--> 50 100 150 200 250 300 350 400
Abundance #14395: 1,3,5-Trifluorobenzene
132 7.20 7.40 7.60 7.80

m/z 69.10 20.59%

w
W
o~
—o
—
O

o

5000

81
31 57 | 106

L0 e o LA s s s B L e T

T T
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102919\
Data File : BG043377.D

Aca On : 29 Oct 2019 17:02

Operator :© JU

Sample - K5545-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 n-Decanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.29 2.53 ng 81817 Phenanthrene-d10 17.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 91
2 Tetradecanoic acid 228 C14H2802 000544-63-8 64
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
4 Lactose 342 C12H22011 000063-42-3 43
5 Undecanoic acid 186 C11H2202 000112-37-8 43
Abundance Scan 2587 (18.287 min): BG043377.D (-2582) (-) m/z 73.10 100.00%
55 73
41
5000 129
18.00 18.20 18.40 18.60
(o} R m/z 55.05 90.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #39474: n-Decanoic acid
60 78
129
5000
43 18.00 18.20 18.40 18.60
87 115 m/z 60.10 89.28%
B
Ol e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
60 78
43
18.00 18.20 18.40 18.60
5000 129 m/z 57.10 79.80%
29 185 228
8 115 | 1435171
0||||||||||||| \M‘ %‘ H‘ e |‘||fl-|5|7|||| |‘||1|99||2:|L|3||‘|||||||||
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #107547: n-Hexadecanoic acid
43 g9 73 18.00 18.20 18.40 18.60
m/z 41.05 72 .92%
5000 29
129
85 256
oLl il M‘ 8 115 | 143157171185 199 %1% 227539
m/z--> 2'0 4'0 ' 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18 40 18. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102919\
Data File : BG043377.D

Aca On : 29 Oct 2019 17:02

Operator :© JU

Sample - K5545-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Cyclooctacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.30 2.19 ng 85893 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclooctacosane 392 C28H56 000297-24-5 80
2 l17-Pentatriacontene 491 C35H70 006971-40-0 80
3 l1l-Hexacosanol 382 C26H540 000506-52-5 72
4 l1-Hentetracontanol 593 C41H840 040710-42-7 72
5 Octacosanol 410 C28H580 000557-61-9 64
Abundance Scan 3100 (21.301 min): BG043377.D (-3098) (-) m/z 43.10 100.00%
43, 83
5000 111
205 327356 429 21,00 21.20 21,40 21.60
OF— e L m/z 57.10 95.00%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #208717: Cyclooctacosane
57
83
5000 L I UM B SR
111 21,00 21.20 21.40 21.60
29 m/z 83.10 85.35%
. LLELL L | 139167 196222 250 278 306 335 364392
m/z-> 0 50 100 150 200 250 300 350 400 450 '
Abundance #234186: 17-Pentatriacontene
57
97 LA BN B
21.00 21.20 21.40 21.60
5000 m/z 55.10 74 .55%
o L JJ}?3}§1299236267292320348376406434462490
m/z-> 0 50 160 150 200 250 300 350 400 450 '
Abundance #203699: 1-Hexacosanol A REEEEEaEE
57 g3 21.00 21.20 21.40 21.60
m/z 97.10 65.52%
5000 111
29
m/z-> 0 55 100 1%0 260 2éo 360 350 400 450 ' 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG102919\
Data File : BG043377.D

Acq On : 29 Oct 2019 17:02

Operator : JU

Sample - K5545-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG102119.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]
Butane, 2-methoxy... 3.19 16.6 ng 198566 1 8.02 239839 20.0
unknown5.13 5.13 13.8 ng 165215 1 8.02 239839 20.0
unknown7 .56 7.56 84.0 ng 1007520 1 8.02 239839 20.0
n-Decanoic acid 18.29 2.5 ng 81817 4 17.39 647792 20.0
Cyclooctacosane 21.30 2.2 ng 85893 5 21.66 785487 20.0
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