LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012721\
Data File : BGO48031.D

Acqg On : 27 Jan 2021 15:55
Operator : CG/JU

Sample 1 M1244-02

Misc :

ALS vial : 7 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: BGO48031.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.679 391 398 407 rVB 489036 776238 17.79%  3.908%
2 7.271 661 669 681 rBV 303960 575505 13.19% 2.897%
3 8.123 808 814 821 rBV 177350 301347 6.91% 1.517%
4 9.286 1004 1012 1022 rBV 665219 1177697 27.00% 5.929%
5 10.937 1284 1293 1300 rVB 247515 440371 10.09%  2.217%

6 13.376 1701 1708 1717 rVB 1923952 2923676 67.02% 14.720%
7 14.192 1840 1847 1851 rBV 99237 145673 3.34% ©.733%
8 14.745 1935 1941 1951 rVB2 454635 716256 16.42%  3.606%
9 15.138 2004 2008 2014 rBV3 31840 46403 1.06%

10 16.231 2185 2194 2205 rBV 1825467 2754033 63.13% 13.866%

®
N
w
N
R

11 17.489 2401 2408 2415 rBV 619022 918776 21.06% 4.626%
12 18.370 2548 2558 2568 rBV 556741 847223 19.42%  4.266%
13 19.140 2685 2689 2694 rBV 82100 95612 2.19% 0.481%
14 19.492 2746 2749 2751 rBV2 41543 53450 1.23% 0.269%
15 19.633 2769 2773 2783 rBV 386317 567567 13.01% 2.858%
16 19.768 2793 2796 2803 rVB3 26982 44165 1.01% 0.222%
17 20.091 2845 2851 2857 rVB 3393701 4362553 100.00% 21.964%
18 20.773 2964 2967 2972 rVB2 51239 68995 1.58% ©.347%
19 20.996 3000 3005 3009 rBV 197753 261376 5.99% 1.316%
20 21.037 3009 3012 3017 rVB2 47136 59355 1.36% ©0.299%
21 21.402 3069 3074 3083 rVB5 164428 295822 6.78% 1.489%
22 21.478 3083 3087 3093 rVB 85707 124317 2.85% 0.626%
23 21.554 3098 3100 3107 rVB4 35432 48279 1.11% 0.243%
24 21.766 3130 3136 3145 rVB2 566621 957533 21.95% 4.821%
25 21.966 3167 3170 3177 rVB3 45871 69897 1.60% ©.352%
26 22.583 3272 3275 3286 rVB5 45595 104856 2.40% ©.528%
27 23.299 3393 3397 3405 rVB3 52240 93472 2.14%  0.471%
28 24.128 3534 3538 3545 rVB2 58739 111234  2.55% ©.560%
29 25.044 3685 3694 3703 rBV2 326279 920522 21.10% 4.635%

Sum of corrected areas: 19862203

8270-BG012521.M Thu Jan 28 14:18:31 2021 Pag 1



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48031.D

Acqg On : 27 Jan 2021 15:55
Operator : CG/JU

Sample : M1244-02

Misc :

ALS vial : 7 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: BG048031.D\data.ms

3000000
2500000
2000000
1500000

1000000

9.286

500000 5679

7.271
/\ 8.123 10.937

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\
Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG048031.D\data.ms

20.091
3000000

2500000
2000000({13.376 16.231
1500000

1000000
17.489 18370 21.766

500000 14.745

19.1405 4g0 768 17801066 22.583
T o = o e B R e B L ==L et 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: BG048031.D\data.ms

14.192 15.138

3000000

2500000

2000000

1500000

1000000

500000 25.044
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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 : BGO48031.D

Acqg On : 27 Jan 2021 15:55
Operator : CG/JU

Sample : M1244-02

Misc :

ALS vial : 7 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.
18.370 18.44 ng 847223  Phenanthrene-die 17.488
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 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 Octanoic acid 144 C8H1602 000124-07-2 47

Abundance Scan 2558 (18.370 min): BG048031.D\data.ms (-2548) (- m/z 73.10 100.00%

43.0 73.1
5000
129.1 213.2
= R
‘ ‘ 1711 256.1 18.00 18.50
oL— W‘H\ M Hu M“L \\m ul “\‘ - ““\\‘ Aol ““ : m/z 43.05 92.01%
m/z--> 50 100 150 200 250
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T RN
18.00 18.50
171 o 2130 256.0 m/z 59.95 90.18%
ob— ‘M‘ m\hH\ ‘H‘\ ul ‘ ‘ | “‘ \‘ ““\‘ , “\‘ ——
m/z--> 50 100 150 200 250
Abundance #72647: Tridecanoic acid
73.0
— e
43.0 18.00 18.50
5000 129.0 m/Z 41.10 76.78%
171.0
1y
ol— ‘\‘ H\“HM \\H Al ‘\m“\ bl “ ‘n“ L “‘ : “\‘ —
m/z--> 50 100 150 200 250
Abundance #95851: Pentadecanoic acid == T
43.0 73.0 18.00 18.50
m/z 55.05 73.18%
5000 129.0
‘ 199.0 2420
oL— “ H H‘n MH ‘M \\h\‘\\ M‘u; . 16 ﬂ‘o‘“ ‘i s “‘ — — g
m/z--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48031.D

Acqg On : 27 Jan 2021 15:55
Operator : CG/JU

Sample : M1244-02

Misc :

ALS vial : 7 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 unknownl19.14 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.140 2.08 ng 95612  Phenanthrene-d10 17.488
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 53
2 1-Pentanol, 3-methyl-2-propyl- 144 CSH200 054004-40-9 37
3 Octane, 2-bromo- 192 C8H17Br 000557-35-7 35
4 4-Methylnonanoic acid 172 C10H2002 045019-28-1 28
5 Formic acid, 2,4,4-trimethylpent... 158 C9H1802 1000368-95-2 25
Abundance Scan 2689 (19.140 min): BG048031.D\data.ms (-2685) (- 57.10 100.00%
57.1

‘ \ 169.2 19 00 19 50
Mol M\ il

L 2aa 060 ssas as. 570535 o

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0

o

5000
19 00 19 50
113.0 m/z 113.10 45.31%
OM"1680
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #21167: 1-Pentanol, 3-methyl-2-propyl-
57.0 J
e R B A
19.00 19.50
5000 113.0 55.10 35.37%
013 V\M//\/\N/\J
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #54934: Octane, 2-bromo-
57.0 19. 00 19. 50

83.10  20.31%

5000
113.0
‘H\ | 192.0

O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 19 00 19 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48031.D

Acqg On : 27 Jan 2021 15:55
Operator : CG/JU

Sample : M1244-02

Misc :

ALS vial : 7 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.
19.633 11.85 ng 567567 Chrysene-d12 21.766
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 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Tridecanoic acid 214 C13H2602 000638-53-9 68

Abundance Scan 2773 (19.633 min): BG048031.D\data.ms (-2769) (- m/z 73.10 100.00%

3.1
5000 129.1
185.1 e -
\ ‘ 19.50 20.00
ol MMM L L L3409 4290 4310 97.78%
m/z--> 50 100 150 200 250 300 350 400
Abundance #131261: Octadecanoic acid
73.0
5000 129.0 I — T
19.50 20.00
185.0 241.0 ITI/Z 60.10 83.56%
O \\\}“M“J
m/z--> 50 100 150 200 250 300 350 400
Abundance #95851: Pentadecanoic acid
3.0
P =
19.50 20.00
5000 129.0 ITI/Z 55.10 83.07%
199.0
il L)
AT TR RRE T E—
m/z--> 50 100 150 200 250 300 350 400
Abundance #107548: n-Hexadecanoic acid T —
43.0 19.50 20.00
m/z 57.10 81.95%
5000 256.0
129.0
W 1)
I TR S e S o) S
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 : BGO48031.D

Acqg On : 27 Jan 2021 15:55
Operator : CG/JU

Sample : M1244-02

Misc :

ALS vial : 7 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.
20.996 5.46 ng 261376 Chrysene-d12 21.766
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 56
2 Ribitol, 1,3:4,5-di-O-(ethylbora... 212 C9H18B204 1000149-52-8 16
3 Ethyl 2-thiopheneacetate 170 C8H1002S 057382-97-5 14
4 2,4,4-Trimethyl-1-pentanol, trif... 226 C10H17F302 1000365-19-5 14
5 Thiophene, 2-pentyl- 154 C9H14S 004861-58-9 14

Abundance Scan 3005 (20.996 min): BG048031.D\data.ms (-3000) (-  m/z 57.10 100.00%

57.1
13.1
5000
.
169.1 21.00
ol b bhhdd o1 2202 2821 3a10 4144y 00 63.50%
mlz--> 50 100 150 200 250 300 350 400
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000 L
21.00
113.0 m/z 113.10 57.32%
O\\\‘w\“\“\‘h“\"\‘\\\‘}\6§'\0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #71658: Ribitol, 1,3:4,5-di-O-(ethylboranediyl)-2-deoxy-
113.0
ek oy
21.00
5000 ITI/Z 55.10 30.77%
57.0
SR U N BT R
miz--> 50 100 150 200 250 300 350 400
Abundance #38613: Ethyl 2-thiopheneacetate e
97.0 21.00
m/z 83.05 30.41%
5000
45.0
‘ ‘ 170.0
A S v I
m/z--> 50 100 150 200 250 300 350 400 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48031.D

Acqg On : 27 Jan 2021 15:55
Operator : CG/JU

Sample : M1244-02

Misc :

ALS vial : 7 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 17-Pentatriacontene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.402 6.18 ng 295822 Chrysene-d12 21.766
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 91
3 1-Heptacosanol 396 C27H560 002004-39-9 91
4 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91

5 Heptadecafluorononanoic acid, he... 702 C26H35F1702 1000356-03-3 91

Abundance Scan 3074 (21.402 min): BG048031.D\data.ms (-3069) (-  m/z 43.10 100.00%

43.1
5000
— —
207 21.00 21.50
ol dbhy J‘k LiPP2. 1. 2000 35704151 0 5710 e1.52%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene
43.0
5000 T ——
7.0 21.00 21.50
m/z 55.10 84.21%
0 ‘ ﬂ | 4 153.0 210.0 267.0321.0 490.(
\\‘\\\\‘\\\\‘\\\\\ \\\\\‘\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #202424: Nonadecyl trifluoroacetate
57.0
— —
111.0 21.00 21.50
5000 ITI/Z 69.05 66.53%
oL LLLLL]) 2670 2380 31103620
\\\‘\\\\ ‘\\\l\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #210517: 1-Heptacosanol o 7
57.0 21.00 21.50
m/z 83.10 65.50%
111.0
5000
oLt 1‘ !670222.0 2780 3780
“w“u‘u“_"W‘H“H“_‘H“H“H‘w“u‘ — —
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48031.D

Acqg On : 27 Jan 2021 15:55
Operator : CG/JU

Sample : M1244-02

Misc :

ALS vial : 7 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 1,3-Dioxolane, 2-(methoxyme... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.478 2.60 ng 124317 Chrysene-d12 21.766
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 59
2 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 59
3 N-(6-Chloro-3-hydroxy-4-pyridazi... 249 C11H8CIN302 117892-39-4 49
4 1,3-Phenylenedibenzoate 318 C20H1404 000094-01-9 47
5 Benzoic acid, 3,5-difluophenyl e... 234 C13H8F202 1000357-79-5 47

Abundance Scan 3087 (21.478 min): BG048031.D\data.ms (-3083) (-  m/z 105.00 100.00%

105.0
5000
—r
511 150.0 283.0 ‘ 21.50
bt b 12049 2830 3571 429 7 149.00  71.86%
mlz--> 50 100 150 200 250 300 350 400
Abundance #56014: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl-
149.0
5000 LN
770 21.50
m/z 77.05 49.35%
29. | |
O\\‘\‘\i\‘\”\\‘\T\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #156210: Diethylene glycol dibenzoate
105.0
—r
21.50
5000 m/z 51.10 11.36%
51.0 150.0
0““ﬂ‘1w“““ R R R AR AR
miz-> 50 100 150 200 250 300 350 400
Abundance #101174: N-(6-Chloro-3-hydroxy-4-pyridazinyl)benzamide
105.0 21.50
m/z 106.10 9.45%
5000
51.0 249.0 A}\w
O ‘ L 1720 ‘I //\ A ; N

m/z--> 50 100 150 200 250 300 350 400 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48031.D

Acqg On : 27 Jan 2021 15:55
Operator : CG/JU

Sample : M1244-02

Misc :

ALS vial : 7 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 7 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.583 2.19 ng 104856 Chrysene-d12 21.766
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 86
2 Tetratetracontane 619 C44H90 007098-22-8 68
3 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 64
4 Tetracosane 338 C24H50 000646-31-1 64
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 64

Abundance Scan 3275 (22.583 min): BG048031.D\data.ms (-3272) (- m/z 57.10 100.00%
57.1

5

5000
T
27.0 209.0 28‘1.0 414.9 22.50
O bbbl bl T m/z 71.18  67.09%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #117637: Nonadecane
57.0
5000 ——
22.50
m/z 43.10 53.49%
O‘\\J\‘\‘\J\J\i‘l\‘z\z\;?\%%z\.\o\\z‘s\§\.\o‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
T
22.50
5000 ITI/Z 85.10 49.,49%

1 || £27:0197.0267.0337.0407.0 491.0562.0

|

~

L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #125656: Sulfurous acid, butyl decyl ester —
57.0 22.50
m/z 41.10 32.91%
h WMMWA
s
Ot e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@12721\
Data File : BGO48031.D

Acqg On : 27 Jan 2021 15:55
Operator : CG/JU

Sample : M1244-02

Misc :

ALS vial : 7 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 8 Tetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24.128 2.42 ng 111234 Perylene-di2 25.044
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 86
2 Tridecane 184 C13H28 000629-50-5 83
3 Nonadecane 268 C19H40 000629-92-5 80
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 76

Abundance Scan 3538 (24.128 min): BG048031.D\data.ms (-3534) (- m/z 57.10 100.00%
57.1

%

5000
113.1
h h |, 18302251 2811 3551 415 24.00 24.50
0Ll m \\H O PR T P o it m/z 71.10 83.83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175556: Tetracosane
57.0
5000 — ——

24.00 24.50
m/z 43.10 70.65%

“h‘ I M 0 1410183, 0225.0 2810 338.0

i T Ly
‘\\\‘\\\\]\\\\‘\\\\‘\\\\‘\\\\’\\

m/z--> 50 100 150 200 250 300 350 400
Abundance #48833: Tridecane

o
Ul ;;
<
o

24.00 24.50
5000 m/z 85.10 62.08%

UL
ol AL Iy mu_H“,Hw_m_m_w‘,H

%

m/z--> 50 100 150 200 250 300 350 400
Abundance #117637: Nonadecane
57.0 24.00 24.50
m/z 55.10 32.73%
- WMWJ\WWWW
o L 00 w0 B
m/z--> 50 100 150 200 250 300 350 400 24.00 24.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012721\
Data File : BGO48031.D

Acqg On : 27 Jan 2021 15:55
Operator : CG/JU

Sample 1 M1244-02

Misc :

ALS vial : 7 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 ... 18.370 18.4 ng 847223 4 17.488 918776 20.0
unknown19.14 19.140 2.1 ng 95612 4 17.488 918776 20.0
Octadecanoic acid 19.633 11.9 ng 567567 5 21.766 957533 20.0
2,4,4,6,6,8,8-H... 20.996 5.5 ng 261376 5 21.766 957533 20.0
17-Pentatriacon... 21.402 6.2 ng 295822 5 21.766 957533 20.0
1,3-Dioxolane, ... 21.478 2.6 ng 124317 5 21.766 957533 20.0
Nonadecane 22.583 2.2 ng 104856 5 21.766 957533 20.0
Tetracosane 24,128 2.4 ng 111234 6 25.044 920522 20.0
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