LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124062.D

Acqg On : 26 May 2021 13:32
Operator : JU/CG

Sample : M2516-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124062.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.199 11 19 24 rBV 609320 745492 33.63% 5.248%
2 2.305 31 37 43 rBV 37184 48055 2.17% 0.338%
3 5.116 510 515 525 rVB 454646 597737 26.96%  4.208%
4 5.522 578 584 587 rBV 1469173 1398427 63.08% 9.845%
5 5.910 646 650 655 rVB 51577 46527 2.10% 0.328%
6 6.522 748 754 757 rBV 1432338 1424572 64.25% 10.029%
7 6.722 786 788 798 rBV3 12561 26254 1.18% 0.185%
8 6.892 813 817 820 rBV 424783 328318 14.81%  2.311%
9 7.451 907 912 916 rBvV 954634 996718 44.96% 7.017%
106 8.175 1031 1035 1039 rBV 508059 427211 19.27% 3.008%
11 9.251 1213 1218 1221 rBV 2269070 1860562 83.92% 13.098%
12 9.363 1234 1237 1241 rVB 21871 22863 1.03% 0.161%
13 9.639 1281 1284 1289 rVB 156974 129920 5.86% 0.915%
14  9.933 1330 1334 1337 rBV 585892 506968 22.87% 3.569%
15 10.722 1464 1468 1471 rBV 1559787 1357825 61.24% 9.559%

16 11.422 1582 1587 1590 rBV 683430 554500 25.01%
17 11.945 1671 1676 1680 rBV 74538 84249  3.80% 0.593%
18 13.010 1851 1857 1860 rBV 2341179 2217061 100.00% 15.608%
19 13.939 2011 2015 2029 rVB5 126304 327849 14.79%  2.308%
20 14.063 2033 2036 2040 rVB 397137 370523 16.71% 2.608%

w
v
()
2
3R

21 14.316 2073 2079 2088 rVB3 52840 117534 5.30% ©.827%
22 14.598 2123 2127 2130 rBV6 18959 33730 1.52% 0.237%
23 15.104 2208 2213 2217 rBV4 39336 69613 3.14% 0.490%
24 15.198 2225 2229 2234 rVB5 26371 37041 1.67% ©0.261%
25 15.510 2278 2282 2285 rBV6 22316 37291 1.68% ©.263%
26 15.563 2285 2291 2298 rVB 259999 375105 16.92%  2.641%
27 16.162 2388 2393 2395 rBV5 19938 34398 1.55% ©0.242%
28 17.174 2559 2565 2572 rVB1o 11793 28251 1.27% ©.199%

Sum of corrected areas: 14204594
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\

BF124062.D
: 26 May 2021 13:32
Ju/CG
: M2516-01
: 5 Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

o

TIC: BF124062.D\data.ms

5.522 6.522

7.451

2.199

5.116 6.892

.305 5.910 L\ 6.722

Time-->
Abundance

2000000

1500000

1000000

500000

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

TIC: BF124062.D\data.ms

9.251 13.p10

10.722

0.033 11.422
8.175 '

11.945

0
Time-->
Abundance

2000000

1500000

1000000

500000

10.00 10.50 11.00 11.50 12.00 12.50 13.00

TIC: BF124062.D\data.ms

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124062.D

Acqg On : 26 May 2021 13:32
Operator : JU/CG

Sample : M2516-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.199 45.41 ng 745492  1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 25
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance  Scan 19 (2.199 min): BF124062.D\data.ms (-11) (-) m/z 73.10 100.00%

3.1
5000 43.0
87.1
S
M 57.0 2.20 2.40 2.60
Obprerreer e e L m/z 43.e0  48.97%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000 L L L B B B B
55.0 2.20 2.40 2.60
41)0 87.0 m/z 55.10  40.57%
27.0 ‘
OH’HH‘\Hm“}H\‘il\‘\\‘\‘\{‘\“\H\M\l\\‘\\\\‘\\]\_\o‘l\;\o\‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 -

220 240 260

5000 410 55.0 m/z 87.10 27.77%
27.0
Ol bl 1120, 2200
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7506: 2-Methyl-5-hexen-3-ol 7
73.0 220 240 260
m/z 41.00 16.19%
55.0 /
5000
41,0
27.0 ‘
oH,‘mm‘!““H:H:‘H‘m‘wmuimwum‘wwwwww A PV SN
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124062.D

Acqg On : 26 May 2021 13:32
Operator : JU/CG

Sample : M2516-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Propane, 1,1-dimethoxy- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
2.305 2.93 ng 48055 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 56
2 Glycine 75 C2H5NO2 000056-40-6 9
3 Silanol, trimethyl- 90 C3H1e0Si 001066-40-6 9
4 Methane, nitroso- 45 CH3NO 000865-40-7 7
5 Ethanol, 2-methoxy- 76 C3H802 000109-86-4 7

Abundance  Scan 37 (2.305 min): BF124062.D\data.ms (-31) (-) m/z 75.10 100.00%

75.1
45.1
5000
I
57.1 220 240 260
oH_‘H_m‘mM‘s!wu‘wmmewww m/z 73.18  73.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4789: Propane, 1,1-dimethoxy-
78.0
29.
5000 90 450 L L L B B
220 240 2.60
m/z 45.10 52.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #870: Glycine
30.0
e
220 240 2.60
5000 m/z 47.00 38.26%
75.0
Tt
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2243: Silanol, trimethyl- e
75.0 220 240 2.60
m/z 41.00 34.43%
5000
45.0
oL 120 280 ]| 590 | 900
e e e e e e e G amm s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124062.D

Acqg On : 26 May 2021 13:32
Operator : JU/CG

Sample : M2516-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.116 36.41 ng 597737 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 3-Octanol 130 C8H180 000589-98-0 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
5 Acetone 58 C3H60 000067-64-1 12
Abundance Scan 515 (5.116 min): BF124062.D\data.ms (-510) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 \\‘\\\\‘\\\\‘\\\\’\\\\‘
83.0 4.80 5.00 5.20 5.40
) S A NS, & G S — m/z 59.10 67.19%
miz--> 20 40 60 80 100 120 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R R IR R
59.0 4.80 5.00 5.20 5.40
m/z 58.10 18.14%
15.0 101.0
‘ T A | 830 !
O\\\\‘\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #13639: 3-Octanol
59.0
EEEmmaEE TS
4.80 5.00 5.20 5.40
5000 m/z 101.10 17.29%
41.0 83.0
u) 101.0
SN P A Y-
miz--> 20 40 60 80 100 120 140
Abundance  #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester EEEmmEEE T
59.0 4.80 5.00 5.20 5.40
m/z 41.00 9.28%
5000 41.0
0 \H\‘ \‘M 12\6'0 142.0
1 A EEmE R SR
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124062.D

Acqg On : 26 May 2021 13:32
Operator : JU/CG

Sample : M2516-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 2-Pentanone, 4-methoxy-4-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.910 2.83 ng 46527 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 78
2 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 52
3 Methyl Isobutyl Ketone 100 C6H120 000108-10-1 25
4 2-Butanone, 3-methoxy-3-methyl- 116 C6H1202 036687-98-6 25
5 2-Propanone, oxime 73 C3H7NO 000127-06-0 16
Abundance Scan 650 (5.910 min): BF124062.D\data.ms (-646) (-) m/z 43.00 100.00%
43.0 73.1
5000
Pt ey
‘ 5?.9 100.1 115.1 5.60 5.80 6.00 6.20
Obrrerrererrrepeendlib il oo e m/z 73.10 89.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13496: 2-Pentanone, 4-methoxy-4-methyl-
43.0 73.0
5000 L L L R B B

5.60 5.80 6.00 6.20
m/z 41.00 13.32%

150 200 | seo | 1000 1P
OH\‘\\‘\\‘Hfi[\\H[\”H‘H\\‘HH‘H\\‘\\H‘\H\‘\\\\‘HH‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #739: Acetamide, N-methyl-
30.0 43.0 73.0
A“_n“n‘n_n‘n”,»hﬂ‘w
5.60 5.80 6.00 6.20
5000 58.0 ITI/Z 39.10 11.60%
15.0
0
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #3860: Methyl Isobutyl Ketone trrrer e
43.0 5.60 5.80 6.00 6.20
m/z 100.10 11.09%
5000
58.0
29.0 ‘ ‘ 85.0 100.0
15.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124062.D

Acqg On : 26 May 2021 13:32
Operator : JU/CG

Sample : M2516-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.945 3.04 ng 84249  Phenanthrene-d10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tetradecanoic acid 228 C14H2802 000544-63-8 59
3 Dodecanoic acid 200 C12H2402 000143-07-7 59
4 Pentadecanoic acid 242 C15H3002 001002-84-2 59
5 Decanoic acid, silver(1+) salt 278 C1OH19Ag02 013126-67-5 53

Abundance Scan 1676 (11.945 min): BF124062.D\data.ms (-1671) (- m/z 43.10 100.00%

43.1 73.0
5000
115.0 T
‘ ‘ ‘ ‘ 15‘7-2 185.1 21‘3-1 256.5 12.00
0 kol L LT m/z 73.00 93.03%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
5000 129.0
12.00
85.0 9
m/z 60.00 80.99%
‘ ‘ 15701850 213.0 256.0 /
O' H\\‘lh“‘\\‘”‘1‘\“\‘\\‘\\\\‘\\‘1\’\‘\\\‘\\\‘\’\1\\‘\\\!‘\
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84455: Tetradecanoic acid
73.0
by g Wbl i
12.00
5000/ 43° 129.0 m/z 55.80  71.60%
N .
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #61122: Dodecanoic acid —
73.0 12.00
m/z 41.10 69.85%
5000
43.0 129.0
157.0
1 i
SR T T O G Ll
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124062.D

Acqg On : 26 May 2021 13:32

Operator : JU/CG

Sample : M2516-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 n-Nonadecanol-1 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.939 17.70 ng 327849 Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 n-Nonadecanol-1

284 C19H400

001454-84-8 80

2 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 76
3 Dichloroacetic acid, tetradecyl ... 324 C16H30C1202 083005-02-1 68
4 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 68
5 17-Pentatriacontene 491 C35H70 006971-40-0 68

Abundance Scan 2015 (13.939 min): BF124062.D\data.ms (-2011) (-]

m/z 55.05 100.00%

558.0
97.1
5000
14.00
9.1 .
oL : \“ \H‘ me M‘h Ly H T \“Z‘O%?H e 2‘8‘\1f m/z 57.05 90.96%
miz--> 100 150 200 250
Abundance #131393: n-Nonadecanol-1
43.0 83.0
5000 T
14.00
250 m/z 43.05 89.01%
o140 L ‘\H | M L “h“ | 1980 208023892680
miz--> 50 100 150 200 250
Abundance #197885: Trichloroacetic acid, pentadecyl ester
83.0 —
14.00
5000 m/z 41.00 60.05%
‘ 25 0
oL LA \\H L ‘\h Ll 10
miz--> 100 150 200 250
Abundance #164022: Dichloroacetic acid, tetradecyl ester P
43.0 14.00
m/z 97.10 58.04%
5000
\\ i 20 190
1 A \ n L
—r
100 150 200 250

m/z-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124062.D

Acqg On : 26 May 2021 13:32
Operator : JU/CG

Sample : M2516-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 5-Ethyl-5-methylnonadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.316 6.34 ng 117534 Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Ethyl-5-methylnonadecane 310 C22H46 1000360-42-7 64
2 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 59
3 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 59
4 Pentacosane 352 C25H52 000629-99-2 58
5 Hentriacontane 437 C31H64 000630-04-6 58

Abundance Scan 2079 (14.316 min): BF124062.D\data.ms (-2073) (- m/z 57.00 100.00%
57.0

— —r
‘ 99‘-1 1411 1972 811 14.00 14.50
0 \\J‘N\mmwﬂw‘MMW”w,M‘WH\“H\“\\, ——— m/z 43.05 43.19%
miz--> 50 100 150 200 250 300
Abundance #153231: 5-Ethyl-5-methylnonadecane
57.0
5000 — e
113.0 14.00 14.50
m/z 71.10 35.94%
Lm0 e
O T T \“‘ ‘\ ‘\‘ T ‘\ h‘ \M T ‘\ ‘\‘ "\ ‘\ \‘ T “ w T T T " T T \‘ T ‘ T
miz--> 50 100 150 200 250 300
Abundance #200447: Sulfurous acid, butyl heptadecy! ester
57.0
— —r
14.00 14.50
5000 m/z 85.15 34.82%
97.0
ool || 190 ass0 200 ze10
miz--> 50 100 150 200 250 300
Abundance #38344: Decane, 3,8-dimethyl- “ T
57.0 14.00 14.50
m/z 55.10 27.84%
5000
\ 113.0
A I - I R
m/z--> 50 100 150 200 250 300 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124062.D

Acqg On : 26 May 2021 13:32
Operator : JU/CG

Sample : M2516-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Tetracontane, 3,5,24-trimet...

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.104 3.71 ng 69613 Perylene-di2 15.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracontane, 3,5,24-trimethyl- 605 C43H88 055162-61-3 53
2 Heptadecane 240 C17H36 000629-78-7 50
3 Methoxyacetic acid, 2-tetradecyl... 286 C17H3403 1000282-04-8 50
4 Heptacosane 380 C27H56 000593-49-7 50
5 Hentriacontane 437 C31H64 000630-04-6 50

Abundance Scan 2213 (15.104 min): BF124062.D\data.ms (-2208) (-]
57.0

m/z 57.05 100.00%

e e
d”w 281.1 15.00 15.50
ob bbbl Y S wz 43.e0  59.17%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #241176: Tetracontane, 3,5,24-trimethyl-
57.0
5000 — e
15.00 15.50
m/z 71.05 43.29%
‘ H‘ gso 238.0 505.0
O\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #94345: Heptadecane
57.0
e e
15.00 15.50
5000 ITI/Z 85.15 25.10%
H 1270 2400
(LS B N S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #132964: Methoxyacetic acid, 2-tetradecyl ester e ——
57.0 15.00 15.50
m/z 97.10 18.98%
\ “ 127.0 197.0
YIS P ot e — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124062.D

Acqg On : 26 May 2021 13:32
Operator : JU/CG

Sample : M2516-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.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-metho... 2.199 45.4 ng 745492 1 6.892 328318 20.0
Propane, 1,1-di... 2.305 2.9 ng 48055 1 6.892 328318 20.0
2-Pentanone, 4-... 5.116 36.4 ng 597737 1 6.892 328318 20.0
2-Pentanone, 4-... 5.910 2.8 ng 46527 1 6.892 328318 20.0
n-Hexadecanoic ... 11.945 3.0 ng 84249 4 11.422 554500 20.0
n-Nonadecanol-1 13.939 17.7 ng 327849 5 14.063 370523 20.0
5-Ethyl-5-methy... 14.316 6.3 ng 117534 5 14.063 370523 20.0
Tetracontane, 3... 15.104 3.7 ng 69613 6 15.563 375105 20.0
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