LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012721\
Data File : BGO48044.D

Acqg On : 28 Jan 2021 1:41 Instrument :

Operator : CG/JU BNA_G

Sample : M1226-05 ClientSampleld :

Misc : 0049-043-COMP-C-ELUTRIATE

ALS Vvial : 12 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_G\METHODS\8270-BG012521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO48044.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.213 314 319 325 rVB 12492 16187 1.03% ©0.125%
2 5.677 391 398 407 rBV 375415 591604 37.48% 4.554%
3 7.269 661 669 679 rVB2 295149 561210 35.56% 4.320%
4 8.121 808 814 820 rBV 189815 313119 19.84% 2.410%
5 9.285 1004 1012 1020 rVB 202736 364755 23.11% 2.807%
6 9.708 1079 1084 1090 rVB2 14097 22107 1.40% 0.170%
7 10.936 1284 1293 1300 rBV 246018 426985 27.05%  3.286%
8 13.374 1699 1708 1715 rBV 499438 783637 49.65% 6.032%
9 13.568 1735 1741 1748 rVB3 31207 48081 3.05% 0.370%
10 14.191 1842 1847 1852 rBV 57945 82097 5.20% 0.632%
11 14.379 1874 1879 1885 rBv4 15075 26645 1.69% 0.205%
12 14.637 1917 1923 1928 rVB2 11585 16034 1.02% 0.123%
13 14.743 1935 1941 1952 rVB 383091 623322 39.49% 4.798%
14 15.137 2004 2008 2014 rBV6 20601 29758 1.89% 0.229%
15 15.536 2071 2076 2081 rBv4 14502 26664 1.69% 0.205%
16 16.224 2187 2193 2199 rBV 430186 674794 42.75% 5.194%
17 16.617 2255 2260 2265 rBV7 8627 17716 1.12% 0.136%
18 16.723 2274 2278 2283 rVB 24338 32595 2.07% 0.251%
19 16.876 2299 2304 2308 rVB5 13773 20671 1.31% 0.159%
20 16.952 2313 2317 2321 rBV7 9746 16645 1.05% 0.128%
21 17.393 2387 2392 2396 rVB6 15683 24133 1.53% 0.186%
22 17.487 2401 2408 2416 rBV 542747 801008 50.75% 6.165%
23 17.763 2451 2455 2458 rBV 12267 19546 1.24% 0.150%
24 18.374 2553 2559 2567 rBV 746363 1028504 65.17% 7.916%
25 18.879 2641 2645 2653 rVB3 22873 37430 2.37% 0.288%
26 19.138 2684 2689 2694 rBV 181524 214103 13.57% 1.648%
27 19.226 2699 2704 2708 rBV 51076 68930 4.37% 0.531%
28 19.291 2711 2715 2721 rBV3 20566 29697 1.88% 0.229%
29 19.484 2742 2748 2751 rBv4 42685 64432 4.08% 0.496%
30 19.514 2751 2753 2756 rVB4 13875 17307 1.10% 0.133%
31 19.637 2768 2774 2784 rBV 573484 785473 49.77% 6.046%
32 19.766 2792 2796 2804 rVB 53343 71163 4.51% 0.548%
33 19.831 2804 2807 2811 rBV3 16655 22328 1.41% 0.172%
34 20.090 2845 2851 2856 rBV 1203723 1578287 100.00% 12.148%
35 20.295 2883 2886 2889 rVB 25052 28096 1.78% 0.216%
36 20.360 2893 2897 2901 rBV6 20861 33376  2.11% 0.257%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012721\
Data File : BGO48044.D

Acqg On : 28 Jan 2021 1:41

Operator : CG/JU

Sample : M1226-05 :

Misc : 0049-043-COMP-C-ELUTRIATE

ALS Vvial : 12 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_G\METHODS\8270-BG012521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 20.507 2920 2922 2925 rVB4 17132 16064 1.02% 0.124%
38 20.771 2964 2967 2973 rVB 61715 82670 5.24% ©.636%
39 20.989 2999 3004 3009 rBV 236413 314832 19.95%  2.423%
40 21.036 3009 3012 3017 rVB3 54146 74222 4.70% ©.571%
41 21.106 3022 3024 3029 rVB3 20586 25866 1.64% ©.199%
42 21.394 3069 3073 3084 rVB 440565 679554 43.06% 5.230%
43 21.758 3129 3135 3146 rVB 560634 946125 59.95%  7.282%
44 21.964 3167 3170 3176 rVB6 22830 35667 2.26% ©.275%
45 22.604 3273 3279 3285 rBV6 31181 67921 4.30% 0.523%
46 24.126 3534 3538 3544 rVB6 26034 46448 2.94%  ©.358%
47 25.049 3685 3695 3713 rVB 319572 996665 63.15% 7.671%

48 26.388 3916 3923 3932 rBV7 63737 187759 11.90%  1.445%

Sum of corrected areas: 12992232
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48044.D

Acqg On : 28 Jan 2021 1:41

Operator : CG/JU

Sample : M1226-05 :

Misc : 0049-043-COMP-C-ELUTRIATE

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG048044.D\data.ms
1200000

1000000

800000

600000

400000 5.677

7.269
10.936
9.285

5.213 9.708

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\ T

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG048044.D\data.ms
1200000 20.p90

200000 8-][1

1000000

800000 18.374

21.758
600000 19.637

13.374
16.224
400000 14.743

200000

14.191 21.964 22.04
3568 14374637 151315536 186088896217.39

L R - = == e

Time--> 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: BG048044.D\data.ms
1200000

1000000

800000

600000

400000 25.049

200000 26.388

24.126

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48044.D

Acqg On : 28 Jan 2021 1:41

Operator : CG/JU

Sample : M1226-05 :

Misc : 0049-043-COMP-C-ELUTRIATE

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.374 25.68 ng 1028500 Phenanthrene-d10 17.487
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Octadecanoic acid 284 C18H3602 000057-11-4 60

Abundance Scan 2559 (18 374 min): BG048044.D\data.ms (-2553) (- m/z 73.00 100.00%

5000 /L
129.1 213.2
39 ‘ 171 J{ 256.1 18.00 18,50
o) \HM\ ‘u‘\ al “‘ “ m“‘ - ‘L‘ — ‘3‘26‘-‘ m/z 43.05 85.04%
miz--> 100 15 200 250 300
Abundance #107549 n-Hexadecanoic acid jL

5000 129.0
18. OO 18 50
‘ 1710 213.0 256.0 m/z 60.10 80.99%
oL— ‘M‘ m\p‘ﬂ‘\ al \ “ ‘ . \‘ “\‘\‘ . “\‘ T
m/z--> 50 150 200 250 300
Abundance #72646. Tridecanoic acid
73.0
18. OO 18 50
5000 m/z 55.10 69.14%
29.
129.0
‘ 171.0 214.0
m/z--> 50 100 150 200 250 300
Abundance #84452: Tetradecanoic acid
73.0 18. 00 18 50
m/z 41.10 67.56%
5000 129.0
185.0
29. 228.0
O “ MMH \‘\H \\ ‘ [ Ll ‘

m/z--> 50 100 150 200 250 300 18. 00 18 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48044.D

Acqg On : 28 Jan 2021 1:41

Operator : CG/JU

Sample : M1226-05 :

Misc : 0049-043-COMP-C-ELUTRIATE

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 unknown19.138 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.138 5.35 ng 214103  Phenanthrene-die 17.487
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentanol, 3-methyl-2-propyl- 144 C9H200 054004-40-9 40
2 2,4,4-Trimethyl-1-pentanol, trif... 226 C1OH17F302 1000365-19-5 25
32,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 25
4 Formic acid, 2,4,4-trimethylpent... 158 C9H1802 1000368-95-2 25
5 2- Chloropropionic acid, octadec... 360 C21H41C102 088104-31-8 22

Abundance Scan 2689 (19.138 min): BG048044.D\data.ms (-2684) (- m/z 57.10 100.00%
57.1

- T M
‘ 19.00 19,50
169.1 : :
i — u“ “‘M } ok W I8907700 2000 28LY ns; 97.10  47.16%
miz--> 50 100 150 200 250
Abundance #21167: 1-Pentanol, 3-methyl-2-propyl-
57.0
5000 113.0 P =
27.0 19.00 19.50
m/z 113.10  43.79%
O T ‘\ “\‘ L“‘ “ “\ “U \L T “ \“ T \]-4\3.‘0\ T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance  #82218: 2,4,4-Trimethyl-1-pentanol, trifluoroacetate
57.0
T ‘ T T ‘ \/
19.00 19.50
5000 m/z 55.10 31.84%

2?\-0\‘\

©
~
o

0 | L | 1270 169.0 211.0

e e B e e

miz--> 50 100 150 200 250
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene == P
57.0 19.00 19.50
m/z 83.05 22.64%

5000
113.0
o ‘ | 168.0

ol b b = el
m/z--> 50 100 150 200 250 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48044.D

Acqg On : 28 Jan 2021 1:41

Operator : CG/JU

Sample : M1226-05 :

Misc : 0049-043-COMP-C-ELUTRIATE

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.637 16.60 ng 785473 Chrysene-d12 21.758
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 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
5 Tridecanoic acid 214 C13H2602 000638-53-9 76

Abundance Scan 2774 (19.637 min): BG048044.D\data.ms (-2768) (-  m/z 73.05 100.00%
73.0

5000 129.0

185.1 241.2

(K>

= T
19.50 20.00

285.3
ol 3549 4160 ./, 43.10  90.00%

\
m/z--> 50 100 150 200 250 300 350 400
Abundance #131258: Octadecanoic acid
43.0
129.0

5000 = .
19.50 20.00
185.0 284.0 m/z 60.10 81.54%
oL ““ HI ‘ ‘}‘H““H w“‘ ‘ I ‘L “\‘ % ‘2‘2“9.‘}‘0\“ : ‘\‘ R
m/z--> 50 100 150 200 250 300 350 400
Abundance #95851: Pentadecanoic acid
3.0
P ——
19.50 20.00
5000 129.0 m/z 55.10 77 .99%
29.
‘ ‘ 199.0
oL ‘L‘ H‘ I M\‘u} ““ “ “ ““ \‘ ‘\‘2‘4‘%'0“ e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #84453: Tetradecanoic acid Pl T
73.0 19.50 20.00
m/z 57.10 77 .36%
5000
129.0
29. 228.0
oL ““ “‘d‘l‘u“\ \\M‘ \\h”‘ ‘ML il | \]n\‘BJLQ ‘\

e T T
m/z--> 50 100 150 200 250 300 350 400 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48044.D

Acqg On : 28 Jan 2021 1:41

Operator : CG/JU

Sample : M1226-05 :

Misc : 0049-043-COMP-C-ELUTRIATE

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 2,4,4,6,6,8,8-Heptamethyl-1... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

26.989  6.66ng 314832 Chrysene-di2 21.758
Hit# of 5 Tentative ID MW MolForm CASH# Qual

,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 50
ctane, 2-bromo- 192 C8H17Br 000557-35-7 35
»3-Cyclohexanedione, 5-isopropyl- 154 C9H1402 018456-87-6 35
ulfurous acid, cyclohexylmethyl... 430 C25H5003S 1000309-22-6 25
ulfurous acid, cyclohexylmethyl... 402 C23H4603S 1000309-22-4 25

uih wnN PR
nuneEronN

Abundance Scan 3004 (20.989 min): BG048044.D\data.ms (-2999) (- m/z 57.10 100.00%
57.1

97.1
5000
21,00
169.1
207.0 .
- \h‘ u‘c‘ bl b1 200D 2811 3420 97.10  60.98%
mlz--> 50 100 150 200 250 300 350
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000
21 00
113.0 m/z 113.10 56.52%
‘ ‘ 168.0
O L ‘M\ “\‘ \h‘\ 4 \‘ 1T ‘ T ‘\ T ‘ L ‘ L ’ LI ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #54934: Octane, 2-bromo-
57.0
21.00
5000 ITI/Z 55.10 34.08%
113.0
i d 0 5 151.0192.0
e e e
miz--> 50 100 150 200 250 300 350
Abundance #27670 1,3-Cyclohexanedione, 5-isopropyl- e e ey
41.0 97.0 21.00
m/z 83.05 29.21%
5000
ob— , R
mlz--> 100 150 200 250 300 350 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48044.D

Acqg On : 28 Jan 2021 1:41

Operator : CG/JU

Sample : M1226-05 :

Misc : 0049-043-COMP-C-ELUTRIATE

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Behenic alcohol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.394 14.37 ng 679554 Chrysene-d12 21.758
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
3 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
4 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 91
5 n-Nonadecanol-1 284 C19H400 001454-84-8 91

Abundance Scan 3073 (21.394 min): BG048044.D\data.ms (-3069) (-  m/z 55.10 100.00%

551
07.0
5000 \J\&\
l\ 01821 - 21 00 21 50
ol WAL LY 20 2921 3269 40l /7 s57.10  94.07%
mlz--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcohol
83.0
4110
5000 “ =
21.00 21.50
25.0 m/z 43.18  89.38%
O T \“\‘ ‘\““\‘\‘\ \H‘ “‘ \“\ ‘h ﬁ??\ogl\o\o\ T ‘ \2\8\0\0‘ T T 1T ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
- e
21 00 21.50

11.0
ots0 | |11 | 15401960 2690 320,
ity R B e R RERE
m/z--> 50 100 150 200 250 300 350 400 \AM
Abundance #199127: joni i

27: Pentafluoropropionic acid, pentadecyl ester
57.0 21 00 21 50

m/z 69.10 87.88%

5000 11.0 K‘
15.0 | I | \H\ 154.0 21002550 356.0 M

m/z--> 50 100 150 200 250 300 350 400 21 00 21. 50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48044.D

Acqg On : 28 Jan 2021 1:41

Operator : CG/JU

Sample : M1226-05 :

Misc : 0049-043-COMP-C-ELUTRIATE

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 1-Heptacosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

26.388 3.77 ng 187759 Perylene-di2 25.049
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 91
2 1-Heneicosanol 312 C21H440 015594-90-8 87
3 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 70
4 1-Docosene 308 C22H44 001599-67-3 68
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 68

Abundance Scan 3923 (26.388 min): BG048044.D\data.ms (-3916) (-  m/z 43.10 100.00%

43.1
07.1
5000
207.0 26‘06 ‘26‘50‘
53.1 266.9 : :
oLl HM \h“\“ \“‘\ M\H\l] b 1y ‘h - i‘ , ‘\‘ v . ‘3‘5§‘2‘ ‘4‘.]"5-} m/z 57.10 90.29%
m/z--> 50 100 150 200 250 300 350 400
Abundance #210517: 1-Heptacosanol
57.0
111.0
5000 - —
26.00 26.50
m/z 83.05 87.66%
O T ‘\‘ \“ \‘\‘ T “ ‘h h Ih]’]‘\h\ \O ‘2\2\2\0 ‘ \2\7\8 \0‘3\2\2\(\) ‘ \3\7\8 \()‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
55.0
\'“”\n/\‘r\M‘ — Pul
26.00 26.50
5000 11.0 ITI/Z 97.10 80.23%
ol‘ J“wlf"??2‘2‘2‘92“?‘?9‘,””_”‘_”
m/z--> 50 100 150 200 250 300 350 400
Abundance #223732: Tricosyl trifluoroacetate 5 T
57.0 26.00 26.50
m/z 69.10 75.54%
5000 11.0 WJ\W
ol LA { |4 4167:0 22202660 32203670 418 puytn .
m/z--> 50 100 150 200 250 300 350 400 26.00 26.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012721\
Data File : BGO48044.D

Acqg On : 28 Jan 2021 1:41
Operator : CG/JU

Sample : M1226-05

Misc :

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG@12521.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|
n-Hexadecanoic ... 18.374 25.7 ng 1028500 4 17.487 801008 20.0
unknown19.138 19.138 5.3 ng 214103 4 17.487 801008 20.0
Octadecanoic acid 19.637 16.6 ng 785473 5 21.758 946125 20.0
2,4,4,6,6,8,8-H... 20.989 6.7 ng 314832 5 21.758 946125 20.0
Behenic alcohol 21.394 14.4 ng 679554 5 21.758 946125 20.0
1-Heptacosanol 26.388 3.8 ng 187759 6 25.049 996665 20.0
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