LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044104.D

Aca On : 20 Jan 2020 19:01

Operator :© JU

Sample : L1184-03

Misc :

ALS Vial : 6 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 5.032 325 331 339 rBV 78775 128848 2.39% 0.454%
2 5.507 405 412 422 rBV 449946 737454 13.69% 2.599%
3 7.100 676 683 696 rBV 290015 550542 10.22% 1.940%
4 7.464 737 745 760 rBV 992387 1761843 32.71% 6.209%
5 7.928 818 824 835 rBV 243128 430826 8.00% 1.518%
6 8.257 871 880 891 rBV 962654 1691042 31.39% 5.960%
7 9.086 1008 1021 1034 rBV 774183 1421524 26.39% 5.010%
8 10.731 1293 1301 1320 rBV 350299 659560 12.24% 2.325%
9 13.193 1712 1720 1732 rBV 2241755 3647361 67.71% 12.855%
10 14.021 1854 1861 1871 rBV 133461 223366 4.15% 0.787%

11 14.567 1947 1954 1967 rBV 653171 1062480 19.72% 3.745%
12 16.054 2200 2207 2225 rBV 1985753 3165072 58.76% 11.155%
13 17.311 2413 2421 2432 rBV 854943 1297919 24.09% 4._.574%
14 19.926 2860 2866 2878 rBV 4012996 5386836 100.00% 18.985%
15 21.236 3084 3089 3102 rBV 252272 532962 9.89% 1.878%

16 21.559 3137 3144 3150 rBV 843592 1371233 25.46% 4_.833%
17 21.771 3175 3180 3186 rBV 139407 197115 3.66% 0.695%
18 22.364 3275 3281 3287 rBV 218320 357231 6.63% 1.259%
19 23.034 3389 3395 3404 rVB 274849 500621 9.29% 1.764%
20 23.815 3521 3528 3536 rVB 265546 543078 10.08% 1.914%

21 24.667 3663 3673 3680 rBV2 507959 1416026 26.29% 4.991%
22 24.738 3680 3685 3698 rVB 227980 542626 10.07% 1.912%

23 25.819 3860 3869 3881 rBV2 154057 482165 8.95% 1.699%
24 27.129 4083 4092 4103 rBV2 83054 266073 4.94% 0.938%

Sum of corrected areas: 28373803
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG012020\
Data File : BG044104.D

Aca On : 20 Jan 2020 19:01

Operator : JU

Sample : L1184-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG123019.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: BG044104.D
4000000

3000000

2000000

7.46 8.26
1000000 9.09

5.51
7.10 7.03 10.73

503

O i e S L SR

Time--> 3.50 4.00 450 5.00 550 600 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 1150 1200 1250

Abundance TIC: BG044104.D
4000000 19193

3000000

13.19

2000000 16.05

1000000 17.31 21.56
14.57

14.02
O o L e o o s s e e e e B L i e e e e e
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: BG044104.D
4000000

21.24 22.36
21.77
A‘

3000000

2000000

1000000

24.67
23.03 23.82 74

25.82
i\ 27.13

O T T T T T R e e e e e e e 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\BG012020\
Data File : BG044104.D

Aca On : 20 Jan 2020 19:01

Operator :© JU

Sample : L1184-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

5.03 5.98 ng 128848 1,4-Dichlorobenzene-d4 7.93
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 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 17
4 Acetone 58 C3H60 000067-64-1 14
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 331 (5.032 min): BG044104.D (-325) (-) m/z 43.10 100.00%
a3
59
5000
T 450 450 500 520 540
73 : : : : :
...,....,....,....','!...?.1.'!'],....,.-...,?.3..,....-,|....,....,....,....,...., m/z 59.10 56.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR S L
4.60 4.80 500 5.20 5.40
59 101 m/z 101.10 21.28%
%7\\35\\\‘ 51“‘ 67 83 91 “
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 5.40
5000 M m/z 58.10 16.85%
68
50 126 14
mﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43 4.60 4.80 500 5.20 5.40
m/z 41.10 9.92%
5000 101
28 59
‘ ‘ 70 84
"WEEP'NL”whhﬁ%Mi“”LM'HLW”'W“”I“”P'“P”'P“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044104.D

Aca On : 20 Jan 2020 19:01

Operator :© JU

Sample : L1184-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 unknown7.46 Concentration Rank 1

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

7.46 81.79 ng 1761840 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 30
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Amphetaminil 250 C17H18N2 017590-01-1 12

Abundance Scan 744 (7.458 min): BG044104.D (-737) (-) m/z 132.00 100.00%
132
5000 68 /\
40 % J 720 7.40 760 7.80
54 : : : :
e e 27 Th77 68.10  41.25%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 UM AL SR L
a1 97 7.20 7.40 7.60 7.80
53 117 m/z 134.00 33.49%
79
T Iw\l‘ I | ‘:“l‘ : "“l‘ _h |]|-0|7| I‘ \I : |H e
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
132
69 o 720 7.40 760 7.80
5000 m/z 66.10 26.71%
31 51
79
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #52379: Tranylcypromine-propiony! e REEEE N
57 132 7.20 7.40 7.60 7.80
24 m/z 69.10 17.44%
5000 g MO ]\L
SRS | TR N .pwﬂ.‘»,..“‘.,...¥5?...., }??II o 5 A W 1 VR
m/z--> 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044104.D

Aca On : 20 Jan 2020 19:01

Operator :© JU

Sample : L1184-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Cyclohexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.24 7.77 ng 532962 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 98
2 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 90
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 90
4 1-Octadecene 252 C18H36 000112-88-9 89
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 87
Abundance Scan 3090 (21.242 min): BG044104.D (-3084) (-) m/z 57.10 100.00%
g7
83
5000
—v—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—r
139 169 226 21.00 21.20 21.40 21.60
ol Il 197 266 295 m/z 43.10 79.45%
m/z--> 50 100 150 200 250 300 350 400
Abundance #81246: Cyclohexadecane
55 g3
5000 LR SN BN B B
29 111 21.00 21.20 21.40 21.60
‘ ‘ m/z 83.10 71.25%
--‘-‘-‘.“ \‘ ‘\ H | \139.‘}67196224, S
m/z--> 50 200 250 300 350 400
Abundance
57 o7
—v—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—r
21.00 21.20 21.40 21.60
5000 m/z 55.10 62.97%
125
29 153 182 210 238 266 311 412
m/z--> 50 100 150 200 250 300 350 400
Abundance #109268: Ethanol, 2-(tetradecyloxy)- e B R RS e
57 21.00 21.20 21.40 21.60
m/z 97.05 59.81%
83
5000
29 111
168 196
||‘|l ILLl%g‘llll‘l?%7 258||||||||||||||| —v—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—r
m/z--> 50 200 250 300 350 400 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044104.D

Aca On : 20 Jan 2020 19:01

Operator :© JU

Sample : L1184-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Hexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.77 2.88 ng 197115 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 3180 (21.771 min): BG044104.D (-3175) (-) m/z 57.10 100.00%
57
5000 85 \
BN SN AU SRR
155 354 21.40 21.60 21.80 22.00
ol .\, “ i 134 182 210 239 265 295 X . 'm/z 71.10 71.82%
m/z--> 50 150 200 250 300 350
Abundance #83028: Hexadecane
57
21.40 21.60 21.80 22.00
m/z 43.10 64 .96%
m/z--> 55 160 1éo 260 250 360 3éo
Abundance
57
21:40 21.60 21.80 2200
5000 85 m/z 85.05 50.14%
113
141 469 211
m/z--> 55 160 150 200 250 360 3éo
Abundance #202661: Heptacosane — T R T
57 21.40 21.60 21.80 22.00
m/z 55.10 25.33%
5000 85
29 13 1
RN |4 169 197 225 253 281 309 337 380
m/z--> 5'0 100 1&'30 2(')0 250 3(')0 3éo 21.'40 21.I60 21.|80 22.'00 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044104.D

Aca On : 20 Jan 2020 19:01

Operator :© JU

Sample : L1184-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 6 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

22.36 5.21 ng 357231 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 90

Abundance Scan 3280 (22.358 min): BG044104.D (-3275) (-) m/z 57.10 100.00%

57
5000

22. 00 22. 20 22. 40 22 60
| J l 141 168
e b 'l.1'.1..1,....,21.0..23’.8,2]6.‘3.2]9?.?27.%5?.. 229 "m/z 71.10 67.56%

m/z--> 50 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85

5000 R R
22,00 22.20 22.40 22.60

m/z 43.10 62 .39%

29 113
\‘ Jl h “\ h h‘ u‘ \1 \1\169 197 225 253 296
] T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57

22. 00 22. 20 22. 40 22.60

5000 85 m/z 85.10 51.39%
29
113 141 169 197 240
— T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl- ST TR
57 22.00 22.20 22.40 22.60

m/z 55.10 23.21%

- | A__‘\_.JL*
113
‘ } | 77,141 169 197 239 267 294 323 352

m/z--> 50 100 150 200 250 300 350 400 22. 00 22. 20 22. 40 22 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044104.D

Aca On : 20 Jan 2020 19:01

Operator :© JU

Sample : L1184-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 7 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.03 7.30 ng 500621 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Tetracosane 338 C24H50 000646-31-1 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3394 (23.028 min): BG044104.D (-3389) (-) m/z 57.10 100.00%

57
85
5000

113 22. 80 23. oo 23 20 23. 40
141 169 197
ol— .],.n -d e ,,II%%ﬂZF???% ?P,,%ﬁ — m/z 71.10 72.06%

m/z--> 50 100 150 200 250 300 350
Abundance #94344: Heptadecane
57
5000 85

22. 80 23. OO 23 20 23. 40
m/z 43.10 65.42%

29
\‘ Jl “ “\ Il M‘ 1]\-3 i 141 169 197 24\.0
e A o s o T I o e e N B e e e sy o
m/z--> 50 100 150 200 250 300 350
Abundance
57

22.80 23. OO 23 20 23.40

85

5000 m/z 85.10 53.84%
29
113 141 169 197 205 253 338
B L A L am a
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane R e e e
57 22. 80 23. OO 23 20 23. 40

m/z 55.10 24 .40%

29
\ i | | JJ113 141 169 197 225 253 205 323 367

[

m/z--> 50 100 150 200 250 300 350 22. 80 23. OO 23 20 23. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044104.D

Aca On : 20 Jan 2020 19:01

Operator :© JU

Sample : L1184-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 8 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

23.82 7.67 ng 543078 Perylene-d12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 3529 (23.821 min): BG044104.D (-3521) (-) m/z 57.10 100.00%

57
85
5000

113
141 169 197 23. 60 23 80 24. OO 24, 20
ol | L - Lpat:bicr B N | S— m/z 71.10 73.89%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 LIS L L LB

23. 60 23 80 24. OO 24. 20
m/z 43.10 62.52%
|

29 113
LAl M |~ 141 169 197 225 253 295 323 367
SN St e B S NN L L & AN
miz--> 50 100 150 200 250 300 350
Abundance
57

23.60 23 80 24. OO 24.20

5000 o m/z 85.05 54.72%
29
113 141 169 197 225 253 281 309 337 365 394
R - i R SN
miz--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane T T T
57 23160 23.80 24.00 24.20

m/z 55.10 23.32%

85
5000
29 113
\ || J 17 141 169 197 225 253 296

T
m/z--> 50 100 150 200 250 300 350 23. 60 23 80 24. OO 24. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044104.D

Aca On : 20 Jan 2020 19:01

Operator :© JU

Sample : L1184-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 9 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24.74 7.66 ng 542626 Perylene-d12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 93
3 Triacontane 422 C30H62 000638-68-6 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetratetracontane 619 C44H90 007098-22-8 91
Abundance Scan 3685 (24.738 min): BG044104.D (-3680) (-) m/z 57.10 100.00%
g7
85
5000
1Mmg 252 Mmmmmm%m
o...|,.-| '-“1‘ A P A0 225 9 296 3 m/z 71.10  75.22%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000 N DU UL DU B
mmmmmm%m
13 m/z 43.10 63.34%
2“9\\ Al “‘\ M\ h‘ H‘ 1‘ \\ \1§9 197 225 253 282
m/z--> éo 160 1éo 260 2%0 360 3éo 460
Abundance
57
24,40 24.60 24.80 25.00
5000 85 m/z 85.10 55.66%
13 141 183 211 239 267 296
m/z--> éo 160 150 200 2%0 360 3éo 460
Abundance #219831: Triacontane R A B S S A e
57 mmmmmm%m
m/z 55.10 27 .73%
5000 85
113 141
29| | ||| J | 70T, 169 197 225 253 281 309 337 365 393 422

m/z--> 50 100 150 200 250 300 350 400 24 40 24. 60 24. 80 25 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044104.D

Aca On : 20 Jan 2020 19:01

Operator :© JU

Sample : L1184-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 10 Tetratetracontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
25.82 6.81 ng 482165 Perylene-d12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 3869 (25.819 min): BG044104.D (-3860) (-) m/z 57.10 100.00%

5000

25.60 25.80 26.00 26.20
m/z 71.10 69.90%

197 239 297 341

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57
5000 LRI LI L L L L L Y BB

25.60 25.80 26.00 26.20
m/z 43.10 58.15%

h | Hu 141 183 225 267 309 351 393 435 491 535 574 617

m/z--> O 50 100 150 200 250 300 350 400 450 500 550 600

Abundance
57
T
25.60 25.80 26.00 26.20
5000 m/z 85.05 52.13%
99
26 141 183 225 296
A B m s A RAARE R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane e R EEREE S e
517 25.60 25.80 26.00 26.20
m/z 55.10 22 .61%
5000

99
26 ] |, 4 183 225 281 337 394

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 25 60 25. 80 26. OO 26 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044104.D

Aca On : 20 Jan 2020 19:01

Operator :© JU

Sample : L1184-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 11 2-methyloctacosane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
27.13  3.76 ng 266073  Perylene-di2 24.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-methvloctacosane 408 C29H60 1000376-72-8 91

2 Hentriacontane 437 C31H64 000630-04-6 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
Abundance Scan 4092 (27.129 min): BG044104.D (-4083) (-) m/z 57.10 100.00%
57
85
5000
TR 26.80 27.00 27.20 27.40
169 207 : - : 2
e i P Sl 28295 w2 M5S0 Thyz 71.10  75.47%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
26.80 27.00 27.20 27.40
113 m/z 43.10 60.83%
%9ﬂ ‘ M | |77 141 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 400 '
Abundance
57
26.80 27.00 27.20 27.40
5000 85 m/z 85.10 57 .58%
113
141 169 197 225 253 281 309 337 365 437
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #194493:; Hexacosane
57 26.80 27.00 27.20 27.40
m/z 55.10 26.13%
- I “wAwd”\wwm/vJ/ﬁ\\hwﬂnwvwwmwwA
29
21| M 241 160 107 205 253 205 323 367
m/z--> 50 100 150 200 250 300 350 400 ' 26.80 27.00 27.20 27.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG012020\
Data File : BG044104.D

Acq On : 20 Jan 2020 19:01

Operator : JU

Sample : L1184-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.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... 5.03 6.0 ng 128848 1 7.93 430826 20.0
unknown7 .46 7.46 81.8 ng 1761840 1 7.93 430826 20.0
Cyclohexadecane 21.24 7.8 ng 532962 5 21.56 1371230 20.0
Hexadecane 21.77 2.9 ng 197115 5 21.56 1371230 20.0
Heneicosane 22.36 5.2 ng 357231 5 21.56 1371230 20.0
Heptadecane 23.03 7.3 ng 500621 5 21.56 1371230 20.0
Hexacosane 23.82 7.7 ng 543078 6 24.67 1416030 20.0
Eicosane 24._.74 7.7 ng 542626 6 24.67 1416030 20.0
Tetratetracontane 25.82 6.8 ng 482165 6 24.67 1416030 20.0
2-methyloctacosane 27.13 3.8 ng 266073 6 24.67 1416030 20.0
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