LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011022\
Data File : BP0@8758.D

Acqg On : 10 Jan 2022 19:47

Operator : CG/JU

Sample : N1e54-15 :

Misc : 20220023-CAPE-5-MODIFIED-ELUTRIATE

ALS Vvial : 16 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_ P\Methods\8270E-BP010622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@8758.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.076 106 15 20 rBV 3125296 3697462 22.26% 5.053%
2 4,987 334 340 352 rVB 166786 252876 1.52% 0.346%
3 5.452 412 419 437 rBV 2922442 4398940 26.49% 6.012%
4 7.040 681 689 706 rBV 2313927 3856922 23.22% 5.271%
5 7.869 823 830 838 rBV 832634 1343883 8.09% 1.837%

6 9.028 1013 1027 1048 rBV 2674058 4662103 28.07% 6
7 10.452 1261 1269 1287 rBV 233264 511181 3.08% ©.699%
8 10.669 1298 1306 1316 rBV 998117 1729020 10.41% 2
9 13.128 1717 1724 1746 rBV 7520541 12118046 72.96% 16.562%
10 14.504 1951 1958 1979 rBV 1292113 2193872 13.21%  2.998%

11 15.993 2205 2211 2231 rBV 5829714 9760279 58.77% 13.339%
12 17.257 2419 2426 2438 rBV 1691786 2581105 15.54%  3.528%
13 18.151 2573 2578 2586 rBV 343329 513665 3.09% 0.702%
14 19.386 2783 2788 2799 rBV 297065 511362 3.08% ©0.699%
15 19.816 2855 2861 2875 rBV 13062654 16608237 100.00% 22.698%

16 20.610 2993 2996 2999 rVB 192835 199066 1.20% 0.272%
17 21.063 3068 3073 3079 rBV2 589297 866785 5.22% 1.185%
18 21.345 3116 3121 3133 rBV 2226207 3052685 18.38% 4.172%
19 21.504 3145 3148 3152 rVB 266758 282744 1.70%  0.386%
20 21.969 3224 3227 3233 rVB 255846 317081 1.91% 0.433%
21 22.469 3309 3312 3319 rVB3 331046 525962 3.17% ©.719%

22 23.769 3526 3533 3544 rVB2 1414808 3185766 19.18%  4.354%

Sum of corrected areas: 73169042
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011022\
Data File : BP0@8758.D

Acqg On : 10 Jan 2022 19:47

Operator : CG/JU

Sample : N1e54-15 :

Misc : 20220023-CAPE-5-MODIFIED-ELUTRIATE

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP010622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BP008758.D\data.ms

1.2e+07
1le+07
8000000
6000000

4000000
.076 5.452 0.028
7.040 ’
2000000
7.869 10.669

4.987 10.452/\
0\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\

Time--> 3.00 350 400 450 5.00 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BP0O08758.D\data.ms

19.816
1.2e+07

1le+07
8000000 13.128
6000000 15.993
4000000

2000000 14.504 17.257

18.151 19.386
0 A
L e o e e T A s B e B L L A By B B B L B e

Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BP008758.D\data.ms

1.2e+07

1le+07

8000000

6000000

4000000

21.345
23.769

2000000

21.063 21.969 22.469
b 610 1.504

0 \\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 20.50 21.00 2150 22.00 2250 23.00 2350 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011022\
Data File : BP0@8758.D

Acqg On : 10 Jan 2022 19:47

Operator : CG/JU

Sample : N1e54-15 :

Misc : 20220023-CAPE-5-MODIFIED-ELUTRIATE

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP010622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.076 55.03 ng 3697460 1,4-Dichlorobenzene-d4 7.869

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 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
Abundance  Scan 15 (3.076 min): BP008758.D\data.ms (-10) (-) m/z 73.10 100.00%

73.1
5000

S e
3.103.203.303.403.50
mﬂ_m"‘H‘mwmwm"‘H‘mwuwmwmm m/z

133.9 207.0 282.9342.2399.8459.0521.1 43.00 30.53%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0

o

5000 T T T T[T T T[T TTTT[TrT
3.103.203.303.403.50
m/z 87.05 26.60%
O\\“\lu‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
P T T T
3.103.203.303.403.50
5000 m/z 55.05 22.40%
OW,,
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #4994: Pentane, 3-methoxy- R RaEREEEE S R
73.0 3.103.203.303.403.50

m/z 71.05 10.72%

5000 ﬁ\
0 | \‘ Ly

m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011022\
Data File : BP0@8758.D

Acqg On : 10 Jan 2022 19:47

Operator : CG/JU

Sample : N1e54-15 :

Misc : 20220023-CAPE-5-MODIFIED-ELUTRIATE

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP010622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.987 3.76 ng 252876 1,4-Dichlorobenzene-d4 7.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Methyl 2,5,8,11,14,17-hexaoxanon... 324 C14H2808 1000366-81-4 37
3 Methyl 2,5,8,11-tetraoxatridecan... 236 C10H2006 1000366-78-2 32
4 Dimethadione 129 C5H7NO3 000695-53-4 28
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25

Abundance Scan 340 (4.987 min): BP008758.D\data.ms (-334) (-) m/z 43.00 100.00%

43.0
5000 L
101.0 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
‘ 4.60 4.80 5.00 5.20 5.40
O i 162:9220.9280.0340.9  454.9 549.  n/z 59.00  58.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 [T T T[T T[T T[T T
4.60 4.80 5.00 5.20 5.40
101.0 m/z 101.00 24.57%
O‘\\”\H\“\\‘\“\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #228587: Methyl 2,5,8,11,14,17-hexaoxanonadecan-19-c
59.0

>

117.0 4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 14.43%

o

I 1\ HL h J ‘ L \1\7702350

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance  #117729: Methyl 2,5,8,11-tetraoxatridecan-13-oate R R ARRREEEE
59.0 4.60 4.80 5.00 5.20 5.40

m/z 41.00 9.40%

-

5000 117.0

-

‘ 177.0
ol ﬂu\k‘um_‘H,Hu,mWm‘w_‘wm_m_ L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011022\
Data File : BP0@8758.D

Acqg On : 10 Jan 2022 19:47

Operator : CG/JU

Sample : N1e54-15 :

Misc 20220023-CAPE-5-MODIFIED-ELUTRIATE

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP010622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.452 5.91 ng 511181 Naphthalene-d8 10.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 91
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 72
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 72
4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 59
5 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 50

Abundance Scan 1269 (10.452 min): BPO08758.D\data.ms (-1261) (-  m/z 57.05 100.00%

57.0 ‘
5000
L=
10.50

Y \M%ﬁ%%‘%?§9‘_?9?9‘w‘f9994ﬁ49§?§§‘ m/z 45.00 91.02%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 U
10.50

41.05  35.09%
|

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
10 50

5000 m/z 74.95  23.80%

OnvLLMHS%O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- P
45.0 10.50

56.05 16.55%

RV,

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 lO 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011022\
Data File : BP0@8758.D

Acqg On : 10 Jan 2022 19:47

Operator : CG/JU

Sample : N1e54-15 :

Misc : 20220023-CAPE-5-MODIFIED-ELUTRIATE

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP010622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.151 3.98 ng 513665 Phenanthrene-d10 17.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Octadecanoic acid 284 C18H3602 000057-11-4 81
5 Pentadecanoic acid 242 C15H3002 001002-84-2 74

Abundance Scan 2578 (18.151 min): BPO08758.D\data.ms (-2573) (- m/z 73.00 100.00%

73.0
5000
213.2
= —
ligee . |
okl HHW |L4 129513561 4493 5182 n/z 60.00  72.95%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 CTT RN
18.00 18.50
213.0 m/z 43.05 69.41%
0\\{“ m‘"!l‘“l\\\\!
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid
73.0
—— —
18.00 18.50
5000 m/z 57.05 59.32%
L 228.0
0Lk M“‘MH\ \
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92068: Tridecanoic acid T —
73.0 18.00 18.50
m/z 55.00 56.86%
5000
L 214.0
ol n\u\ o e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011022\
Data File : BP0@8758.D

Acqg On : 10 Jan 2022 19:47

Operator : CG/JU

Sample : N1e54-15 :

Misc : 20220023-CAPE-5-MODIFIED-ELUTRIATE

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP010622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.386 3.35 ng 511362  Chrysene-d12 21.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 38

Abundance Scan 2788 (19.386 min): BP008758.D\data.ms (-2783) (- m/z 73.00 100.00%

3

5000
241.2
— —
” ‘i \ 1711 ‘ 243, 19.00 19.50
ol ML L) 3431 41504761 549, |/ 43 05 73.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
5000 1290 — S—
19.00 19.50
’ 284.0 m/z 59.95 71.88%
O‘\\"\ " Hh“htXWl\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid
73.0
= —
19.00 19.50
5000 ITI/Z 57.05 67 .45%

oLscL " HHN ,.Wlf‘gn

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

3

Abundance #143510: n-Hexadecanoic acid
60.0 19.00 19.50
m/z 55.00 63.25%
5000 129.0
H 213.0
S m— ““u\wm\‘Hm_m‘\m‘_m_Wwwww - —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011022\
Data File : BP0@8758.D

Acqg On : 10 Jan 2022 19:47

Operator : CG/JU

Sample : N1e54-15 :

Misc : 20220023-CAPE-5-MODIFIED-ELUTRIATE

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP010622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 1-Heneicosyl formate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.063 5.68 ng 866785  Chrysene-di2 21.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 95
2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 93
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93
4 Oxalic acid, isobutyl tetradecyl... 342 C20H3804 1000309-37-9 91
5 Carbonic acid, decyl octadecyl e... 454 C29H5803 1000383-16-7 91

Abundance Scan 3073 (21.063 min): BPO08758.D\data.ms (-3068) (- m/z 57.05 100.00%
57.0

-

5000
: 21,00 |
7-1 208.0 :
ol 55772821355 4891 m/z 43.05  70.17%
m/z--> 0 50 100150200 250300 350400450500 550600 650
Abundance #248981: 1-Heneicosyl formate
57.0
5000 —— |
21.00
m/z 71.05 67.79%
O‘\H‘HH}‘HF!“?\‘]I\-%?;\OH‘\‘2\\9\l4‘.\(\)\\‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 0 50 100150200 250300 350400450500 550 600 650
Abundance #146039: Ethanol, 2-(tetradecyloxy)-
57.0
] 1 \
21.00
5000 ITI/Z 85.05 50.06%
H .0196.0
ol
m/z--> 0 50 100150200 250300 350400 450500550 600 650

Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester T
57.0 21.00
m/z 55.05 46.09%

5000

-

OHFF;?AZ‘”’?D%QOB‘*&'

T
m/z--> 0 50 100150200 250300 350400450500 550 600 650 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011022\
Data File : BP0@8758.D

Acqg On : 10 Jan 2022 19:47

Operator : CG/JU

Sample : N1e54-15 :

Misc : 20220023-CAPE-5-MODIFIED-ELUTRIATE

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP010622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Heptacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.969 2.08 ng 317081 Chrysene-d12 21.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Heptacosane 380 C27H56 000593-49-7 95
3 Nonadecane 268 C19H40 000629-92-5 94
4 Tritriacontane 465 C33H68 000630-05-7 93
5 Heneicosane, 1l-pentyl- 366 C26H54 014739-72-1 91

Abundance Scan 3227 (21.969 min): BP008758.D\data.ms (-3224) (- m/z 57.10 100.00%
57.1

22.00
7.1 208.0 283.0 ’
o"‘H"f‘w"‘wnm"‘H‘““‘3"?9‘?””““7‘??5?5“1‘ m/z 71.10  78.94%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane
57.0
5000 U
22.00
m/z 85.10 57.71%
| J 197.0 282.0
O\\‘\\‘\\\\‘\\\f‘\‘%\‘\‘f\\T‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #287977: Heptacosane
57.0
——
22.00
5000 ITI/Z 43.05 55.72%
0 “‘ | 2270 197.0 267.0 380.0
“““‘,‘,‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158597: Nonadecane T
57.0 22.00
m/z 55.05 24.04%
“ |1F70 197.0 268.0
OH"W‘H"Hu‘mwm"Mm_m_m‘mwm‘mw ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011022\
Data File : BP0@8758.D

Acqg On : 10 Jan 2022 19:47

Operator : CG/JU

Sample : N1e54-15 :

Misc : 20220023-CAPE-5-MODIFIED-ELUTRIATE

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP010622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.469 3.45 ng 525962  Chrysene-d12 21.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heneicosane 296 C21H44 000629-94-7 90
3 Heptadecane 240 C17H36 000629-78-7 86
4 Eicosane, 9-octyl- 394 (C28H58 013475-77-9 64
5 Pentatriacontane 493 (C35H72 000630-07-9 51

Abundance Scan 3312 (22.469 min): BP008758.D\data.ms (-3309) (-  m/z 57.05 100.00%
57.0

-

5000
“ oo -
2111 2821 i
el “ﬁz“l oo o 2200 4612 5351 yu0 71,05 71.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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57.0
5000 T
22.50
m/z 43.05 65.90%
L2 e 220
O ‘\\‘\l\‘\\‘\‘\‘\J\‘\f“\‘g\‘\"\‘\\\‘\\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194588: Heneicosane
57.0
——
22.50
5000 ITI/Z 85.05 52.99%

\‘

|1 2270 1970  296.0
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0 A A = e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123959: Heptadecane T
57.0 22.50
m/z 59.00 42.83%
5000 WNwwMWMNM/KVWMNMMNA
|| p270 2400
0‘\M‘w\‘MM\‘"mu,\u1‘uu‘\u\‘\m‘\m‘\m‘uu‘\ ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP011022\
Data File : BP0O@8758.D

Acqg On : 10 Jan 2022 19:47

Operator : CG/JU

Sample : N1e54-15 :

Misc . 20220023-CAPE-5-MODIFIED-ELUTRIATE

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP010622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 3.076 55.0 ng 3697460 1 7.869 1343880 20.0
2-Pentanone, 4-... 4.987 3.8 ng 252876 1 7.869 1343880 20.0
Ethanol, 2-(2-b... 10.452 5.9 ng 511181 2 10.669 1729020 20.0
n-Hexadecanoic ... 18.151 4.0 ng 513665 4 17.257 2581110 20.0
Octadecanoic acid 19.386 3.4 ng 511362 5 21.345 3052690 20.0
1-Heneicosyl fo... 21.063 5.7 ng 866785 5 21.345 3052690 20.0
Heptacosane 21.969 2.1 ng 317081 5 21.345 3052690 20.0
Heneicosane 22.469 3.5 ng 525962 5 21.345 3052690 20.0
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