LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043922.D

Aca On > 4 Jan 2020 14:50

Operator :© JU

Sample : K6449-03

Misc :

ALS Vial : 34 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-BG123019.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 3.143 4 9 30 rvB 1968814 2983396 32.91% 5.225%
2 5.071 331 337 347 rVB 305559 474594 5.24% 0.831%
3 5.541 408 417 427 rBV 1572077 2511442 27 .70% 4 _.399%
4 7.127 680 687 701 rBVY 1177849 2068919 22.82% 3.624%
5 7.497 742 750 760 rBVY 2501170 4284981 47.27% 7 .505%
6 7.961 821 829 837 rBV 460140 796158 8.78% 1.394%
7 8.284 875 884 893 rBY 1762718 3141608 34.65% 5.502%
8 9.119 1018 1026 1035 rBV 1558840 2790676 30.78% 4 .888%
9 10.764 1295 1306 1314 rBV 680855 1215556 13.41% 2.129%
10 13.220 1716 1724 1732 rBVY 3984052 6482497 71.51% 11.354%
11 13.437 1755 1761 1767 rBvV2 63006 98494 1.09% 0.173%

12 14.042 1859 1864 1876 rBV 267463 405620 4._.47% 0.710%
13 14.595 1951 1958 1962 rBV 1132234 1811973 19.99% 3.174%
14 14.630 1962 1964 1972 rVB 173941 222609 2.46% 0.390%
15 16.081 2204 2211 2230 rBV 3605209 5489045 60.55% 9.614%

16 17.339 2418 2425 2433 rVB 1312968 2022811 22.31% 3.543%
17 18.249 2574 2580 2587 rBV 230034 439458 4._.85% 0.770%
18 19.953 2864 2870 2876 rBVY 6605834 9065627 100.00% 15.878%
19 21.258 3088 3092 3103 rVB 1144843 1713918 18.91% 3.002%
20 21.498 3130 3133 3138 rVB 136694 180903 2.00% 0.317%

21 21.587 3142 3148 3155 rBV2 1238718 2078796 22.93% 3.641%
22 21.810 3182 3186 3194 rVB 302352 442572 4._.88% 0.775%
23 22.403 3283 3287 3298 rBV 365263 642419 7.09% 1.125%
24 23.085 3398 3403 3413 rVB 429631 808190 8.91% 1.415%
25 23.878 3531 3538 3545 rBV2 431261 896937 9.89%% 1.571%

26 24.718 3672 3681 3689 rBV2 755410 2102102 23.19% 3.682%
27 24.806 3690 3696 3706 rvB2 358916 891759 9.84% 1.562%

28 25.911 3877 3884 3894 rVB3 249577 698355 7.70% 1.223%
29 27.233 4102 4109 4119 rBV4 106576 334663 3.69% 0.586%

Sum of corrected areas: 57096078
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043922.D

Aca On : 4 Jan 2020 14:50

Operator :© JU

Sample - K6449-03

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG043922.D
6000000
5000000
4000000

3000000
7.50

.14
2000000
5.54 8.28 9.12
7.13
1000000
10.76
5.07 7.96

e Ut BRSNS | WHSESHESRIRERFRUIEST WY SRS S MRBRRRES | MRS L ————————

Time--> 3.50 4.00 450 5.00 5.50 6.00 650 7.00 750 8.00 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG043922.D

1995
6000000

5000000

13.22
4000000 16.08

3000000

2000000
17.34 21.281.59
14.59

1000000 J "_J o 43181 2240
18.25 -
1340 104 1fes J{ S
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Time--> 13.00 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: BG043922.D

6000000
5000000
4000000
3000000

2000000

24.72

1000000 2308 23.88 .81 25.91
3 s

O T T T T T T T T T T T e T T e e

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\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043922.D

Aca On : 4 Jan 2020 14:50

Operator :© JU

Sample - K6449-03

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.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.

314 74.94ng 2083400  1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

utane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 50
cetamide. N-ethvl- 87 C4H9NO 000625-50-3 35
.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 28
entane, 3-methoxy- 102 C6H140 036839-67-5 17

abrwNPE
TR, >N

Abundance Scan 8 (3.138 min): BG043922.D (-4) (-) m/z 73.05 100.00%

i

5000 43
\‘ | 3.20 3.30 3.40 3.50 3.60
o‘wJ,....l?l.l.?f‘.,....%o.7... e s m/z 43.10  39.55%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4486: Butane, 2-methoxy-2-methyl-
78
5000 LI L L L L L L L LB L
43 3.20 3.30 3.40 3.50 3.60

m/z 55.10 26 .05%

m/z--> 0 50 100 150 200 250 300 350 400 450 500

o
~
()

Abundance #13743: 2,2,4-Trimethyl-3-pentanol
a1 3.20 3.30 3.40 3.50 3.60
5000 m/z 87.10 25.96%
15i
o+t e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1877: Acetamide, N-ethyl-
0 3.20 3.30 3.40 3.50 3.60
m/z 41.10 12.47%
5000 87
59‘
O+ T e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043922.D

Aca On : 4 Jan 2020 14:50

Operator :© JU

Sample - K6449-03

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.07 11.92 ng 474594 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 337 (5.071 min): BG043922.D (-331) (-) m/z 43.05 100.00%
43
5000 59
ot 480 500 520 540
83 : : : :
Olrrrrprrerd ..:|,...'.,....,|....,....,....,....,....,297.. rrrreprreas, || m/z 59.10  50.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR L UL R L
59 480 500 520 5.40
m/z 101.10 18.15%
15 101
0 ul | 83
b e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43
480 500 520 540
5000 9 m/z 58.05 14 .43%
101
o2l 83
m/z--> 25 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4119: Butyl aldoxime, 3-methyl-, syn- R A REERE R R pa
59 480 5.00 520 5.40
m/z 41.10 9.05%
41
5000
86
0”'%'”Wt”q'L'Pt}?i”I”'W“'W”'W'”W'“'P”'P”'P'”P'“I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043922.D

Aca On : 4 Jan 2020 14:50

Operator :© JU

Sample - K6449-03

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.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 unknown7.50 Concentration Rank 1

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

7.50 107.64 ng 4284980 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 22
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12

Abundance Scan 750 (7.497 min): BG043922.D (-742) (-) m/z 131.95 100.00%
132
5000 68
96 U R UL L UL
40 54 7.20 7.40 7.60 7.80
0 8 s 22 20 Tm/z 68.10 44.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14491: 5-Aminoindole
132
5000 U RN SR LU UL
7.20 7.40 7.60 7.80
o6 104 m/z 134.00 35.01%
o427 Sb 79 |[117
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
U RN UL L UL
7.20 7.40 7.60 7.80
5000 m/z 66.10 29.22%
o 28 Gﬁ 77 90 104y
m/z--> 20 45 60 80 160 120 140 160 180 200 220 240 260
Abundance #14144: 5-Fluoro-2-chloropyrimidine .
132 7.20 7.40 7.60 7.80
m/z 69.10 18.41%
5000
33 105
s e |
m/z--> 20 40 60 éo 100 120 140 160 180 200 220 240 260 720 7.0 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043922.D

Aca On : 4 Jan 2020 14:50

Operator :© JU

Sample - K6449-03

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.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-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.25 4_.35 ng 439458 Phenanthrene-d10 17.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 n-Decanoic acid 172 C10H2002 000334-48-5 58
5 Tetradecanoic acid 228 C14H2802 000544-63-8 49
Abundance Scan 2580 (18.249 min): BG043922.D (-2574) (-) m/z 73.00 100.00%
43 6o B
5000 129
97 213
115 RN U AR B A
JH 143207171185 o | o7 256 18,00 18.20 18.40 18.60
0! m/z 43.10 84 .86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 0 7B
5000 129 LRI ULRILN SRR UL U
mmmmmmmm
m/z 60.00 81.54Y%
| llel 143157171185199213
O i
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43
18.00 18.20 18.40 18.60
5000 m/z 55.10 71.41%
29
ol 25 Il 1l
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid I EREEEEES LSS S
60 78 18.00 18.20 18.40 18.60
m/z 41.10 69.54Y%
43
5000
129
29 ‘ 115 171185 214
0 wmw\‘ L H’ e e |
m/z--> 20 40 60 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\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043922.D

Aca On : 4 Jan 2020 14:50

Operator :© JU

Sample - K6449-03

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.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-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.26 16.49 ng 1713920 Chrysene-di12 21.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 94
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
5 Behenic alcohol 326 C22H460 000661-19-8 94
Abundance Scan 3092 (21.258 min): BG043922.D (-3088) (-) m/z 57.10 100.00%
57
HL AU SR B B
139 21.00 21.20 21.40 21.60
ol -3 hodi o108 196 224 250 285308328 355 401 | 7z 43.10  95.09%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
55 83
5000 111 LR S SURLSE BRI B
21.00 21.20 21.40 21.60
29 m/z 83.10 93.15%
139
0 Il ‘ L 73,167 196 238 266 294
m/z--> §o 100 1%0 260 2éo 360 3%0 460
Abundance #194133: Dichloroacetic acid, heptadecy! ester
57 83
21.00 21.20 21.40 21.60
5000 111 m/z 55.10 89.41%
29
oL bbb L d ) 110 18 210 B ae6 205
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester B AL B ma it S
57 21.00 21.20 21.40 21.60
83 m/z 97.10 78.37%
5000 111 \
29 169
0 J ! “ ‘ (| h13‘9‘ ‘ | 2]\-0 255 406
m/z--> §0 160 150 200 250 360 350 460 21foo 21)20 21!40 21)60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043922.D

Aca On : 4 Jan 2020 14:50

Operator :© JU

Sample - K6449-03

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.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 7 Tridecane, l-iodo- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

21.81 4.26 ng 442572 Chrysene-di12 21.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 1-i1odo- 310 C13H271 035599-77-0 93
2 Hexacosane 366 C26H54 000630-01-3 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 10-Methylnonadecane 282 C20H42 056862-62-5 86
Abundance Scan 3186 (21.810 min): BG043922.D (-3182) (-) m/z 57.10 100.00%

g7
85
5000
13 2140 21.60 21.80 22.00 22.20
141

ol 3 L d L |7y 241 109189206226 256 285 318 356378 171 10 71.71%

m/z--> 50 100 150 200 250 300 350
Abundance #152416: Tridecane, 1-iodo-

5

5000 85 TT T T[T T T T [T T T T [TTTT[TT
21. 40 21. 60 21. 80 22. OO 22 20
28 183 m/z 43.10 66.70%
113 155
obdd b d ™ sy s
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
R A ma
21.40 21.60 21.80 22.00 22.20
5000 85 m/z 85.10 55.50%
29
oL “J‘ | |52 141 169 107 225 253 205 323 367
Ay
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane A B e o
57 21.40 21.60 21.80 22.00 22.20
m/z 55.10 25.94%
85
5000
113
ol 32 Ly 1 160 197 225 253 201 00 30
e e AT R
m/z--> 50 100 150 200 250 300 350 21. 40 21. 60 21. 80 22. 00 22 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043922.D

Aca On : 4 Jan 2020 14:50

Operator :© JU

Sample - K6449-03

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.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 8 Octadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.40 6.18 ng 642419 Chrysene-di12 21.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Octacosane 394 C28H58 000630-02-4 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Eicosane, 3-methyl- 296 C21H44 006418-46-8 87
Abundance Scan 3286 (22.397 min): BG043922.D (-3283) (-) m/z 57.10 100.00%
57
AR DR U B
mm1 22.00 22.20 22.40 22.60 22.80
ol L LT 141169 206 238205088312 344 475 i 0170 68 20%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #105885: Octadecane
57
5000 85 AU AR RN
22. oo 22 20 22. 40 22. 60 22. 80
29 m/z 43.10 65.18%
. |13 141 169 197 25 254
m/z--> 55 160 1%0 260 250 360 3éo 460 4éo
Abundance #209566: Octacosane
57
22.00 22.20 22.40 22.60 22.80
5000 a5 m/z 85.10 48 .38%
29
ol J | | M8 141 169 197 225 253 261 309 337 365 394
m/z--> 55 160 1%0 260 250 300 350 460 4éo
Abundance #94345: Heptadecane | NS N B LN LI N L
57 22.00 22.20 22.40 22.60 22.80
m/z 55.10 24 .34%
- i ‘“”WVM"“vwvwwn/\Vﬂwwmwwxmqfwv
29
m/z--> % ﬁ01% ﬁoz% ﬁos% 604% nmnmnmnmnm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043922.D

Aca On : 4 Jan 2020 14:50

Operator :© JU

Sample - K6449-03

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG123019.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 9 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.08 7.78 ng 808190 Chrysene-di12 21.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 3402 (23.079 min): BG043922.D (-3398) (-) m/z 57.10 100.00%
57
5000
13 | 22.80 23.00 23.20 23.40
141
o34 1 A 169 197 230253276006 321342 371394 429 | o771 10 69 . 88%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000 BRIV BARE
22. 80 23 00 23. 20 23. 40
m/z 43.10 68.26%
oL T, || | ,113”.1‘?9.197 225 253 262
m/z--> 55 100 150 200 2éo 360 3éo 460
Abundance #194493: Hexacosane
57
| 22.80 23.00 23,20 23.40
5000 85 m/z 85.10 53.13%
29 ] 113 14
oL b b | 109 107 225 253 205323 s67
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl- T
57 22.80 23.00 23.20 23.40
m/z 55.10 27 .70%
h i MJ\W\M
ol \ I ulf3‘1ﬂl‘1§9 197 23 267 204 323 352
m/z--> 5'0 1(')0 1&'30 2(')0 25'30 3(')0 3&'30 4(')0 22. 80 23 00 23. 20 23. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043922.D

Aca On : 4 Jan 2020 14:50

Operator :© JU

Sample - K6449-03

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

= Z:\SVOASRV\HPCHEMI1I\BNA G\METHODS\8270-BG123019.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

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

10 Tetracosane

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
23.88 8.53 ng 896937 Perylene-di12 24.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Docosane., 1l1-butvl- 366 C26H54 013475-76-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 3538 (23.878 min): BG043922.D (-3531) (-) m/z 57.10 100.00%
57
5000 8 J\
113 | 23.60 23.80 24.00 24.20
141 169 . . . .
o34, Jl 107218230 281 309 337 376401425 | nzz 71.10  70.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175559: Tetracosane
57
85
5000 R U AU S SUA
23.60 23.80 24.00 24.20
- m/z 43.10 66 .50%
oL L ] “113 141169 197 225 253 338
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
o | 23.60 23.80 24.00 24.20
5000 m/z 85.10 51.97%
29
oL ° 141169 107 225 253 296
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane T T T T
57 23.60 23.80 24.00 24.20
m/z 55.10 24 .16%
- T "M\(‘//L\AM
. 201 “1}3J1§1 169 197 225 253 205 323 367
m/z--> 5'0 100 1éo 200 250 300 350 400 23.60 23.80 24.00 24.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG010320\
Data File : BG043922.D

Acq On : 4 Jan 2020 14:50

Operator : JU

Sample - K6449-03

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.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... 3.14 74.9 ng 2983400 1 7.96 796158 20.0
2-Pentanone, 4-hy... 5.07 11.9 ng 474594 1 7.96 796158 20.0
unknown? .50 7.50 107.6 ng 4284980 1 7.96 796158 20.0
n-Hexadecanoic acid 18.25 4.3 ng 439458 4 17.34 2022810 20.0
1-Heneicosanol 21.26 16.5 ng 1713920 5 21.59 2078800 20.0
Tridecane, l-iodo- 21.81 4.3 ng 442572 5 21.59 2078800 20.0
Octadecane 22.40 6.2 ng 642419 5 21.59 2078800 20.0
Eicosane 23.08 7.8 ng 808190 5 21.59 2078800 20.0
Tetracosane 23.88 8.5 ng 896937 6 24.72 2102100 20.0
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