LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe41321\
Data File : BGO48680.D

Acqg On : 13 Apr 2021 19:01
Operator : CG/JU

Sample : M2010-01

Misc :

ALS vial : 9 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-BG033021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO48680.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.635 384 391 402 rBV 301725 489170 29.81% 7.033%
2 7.244 658 665 674 rBV 324550 547254 33.35% 7.869%
3 8.085 801 808 817 rVB 63681 104051 6.34%  1.496%
4 9.254 999 1007 1014 rBV2 209961 369815 22.54% 5.317%
5 10.911 1283 1289 1295 rVB 80000 139311 8.49% 2.003%
6 12.315 1521 1528 1534 rBV3 24977 39569 2.41% 0.569%
7 13.261 1685 1689 1694 rVB2 12952 17927 1.09% 0.258%
8 13.355 1694 1705 1712 rBV 522958 802659 48.91% 11.541%
9 13.543 1728 1737 1744 rBV 45349 69247 4.22% 0.996%
10 13.613 1744 1749 1757 rBv4 32428 55902 3.41% 0.804%
11 14.177 1838 1845 1847 rBV3 25162 44689 2.72% 0.643%
12 14.207 1847 1850 1853 rVB2 24365 31876 1.94% 0.458%
13 14.618 1915 1920 1927 rVB 67106 85254 5.20% 1.226%
14 14.736 1935 1940 1946 rVB 123171 200658 12.23%  2.885%
15 15.235 2022 2025 2033 rVB7 11731 20987 1.28% 0.302%
16 15.570 2077 2082 2088 rVB2 69200 89166 5.43% 1.282%
17 15.975 2144 2151 2157 rBV6 18823 36592 2.23% 0.526%
18 16.228 2185 2194 2201 rBV2 500978 762693 46.48% 10.966%
19 16.434 2223 2229 2231 rBV2 52975 75535 4.60% 1.086%
20 16.457 2231 2233 2238 rVB2 59482 68828 4.19% 0.990%
21 17.227 2359 2364 2368 rBV 32922 41260  2.51% 593%
22 17.491 2403 2409 2416 rBV 196579 288035 17.55% 141%
23 18.373 2554 2559 2564 rBV2 30060 42025  2.56%

24 20.106 2848 2854 2859 rVB 1211328 1640992 100.00% 2

P Woe PO
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25 21.404 3070 3075 3087 rBv4 77205 138925 8.47% 998%
26 21.498 3087 3091 3098 rVB2 14947 21421 1.31% ©.308%
27 21.786 3134 3140 3148 rVB2 208587 345971 21.08% 4.974%
28 21.974 3168 3172 3178 rVB6 11997 19769 1.20% ©.284%
29 23.320 3395 3401 3405 rVB8 7249 17057 1.04% 0.245%
30 25.129 3699 3709 3719 rVB2 120605 348290 21.22% 5.008%

Sum of corrected areas: 6954928
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41321\
Data File : BGO48680.D

Acqg On : 13 Apr 2021 19:01
Operator : CG/JU

Sample : M2010-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG048680.D\data.ms
1200000

1000000
800000
600000

400000
5635 7.244

.254
200000 9.25

8.085 10.911

12.315

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\wrwwwww‘\\\\‘\\\\‘\\\\‘\\j\\\’\\\\ T

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: BG048680.D\data.ms
1200000 20.106

1000000
800000

600000
13.355 16.228

400000

17.491 21.786

14736 21.404

4.618 . 457 .

5 ohEPEE3 1ot U\ 15235 | 15.975]" 1 17.227 18.373 21.49821.974

R LA e e T B B E s R

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: BG048680.D\data.ms
1200000

200000

1000000

800000

600000

400000

200000 25129

23.320

O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 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@41321\
Data File : BGO48680.D

Acqg On : 13 Apr 2021 19:01
Operator : CG/JU

Sample : M2010-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.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 Octadecane, 1-iodo- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.315 5.68 ng 39569 Naphthalene-d8 10.911
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 80
2 Tetracosane 338 (C24H50 000646-31-1 72
3 Heptacosane 380 C27H56 000593-49-7 64
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 64
5 2-Bromononane 206 C9H19Br 002216-35-5 59

Abundance Scan 1528 (12.315 min): BG048680.D\data.ms (-1521) (-  m/z 43.10 100.00%

43.]
5000 5.1
]1260 184.2 12.00 12.50
ob— L UM‘ et m/z 41.10  96.47%
m/z--> 50 100 150 200 250 300 350
Abundance #202264: Octadecane, 1-iodo-
57.0
5000
12.00 12.50
m/z 57.10 95.76%
\\f\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
12.00 12.50
5000 ITI/Z 71.10 84.32%
9.0
0 Il el h\ , 141.0183.0225.0267.0  338.0
e i
m/z--> 50 lOO 150 200 250 300 350
Abundance #202661: Heptacosane ‘ TS s
57.0 12.00 12.50
m/z 85.10 46.53%
5000
141.0
oo L1 1 0smomsozerozns w0t iy
m/z--> 50 100 150 200 250 300 350 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41321\
Data File : BGO48680.D

Acqg On : 13 Apr 2021 19:01
Operator : CG/JU

Sample : M2010-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.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 Hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.543 6.90 ng 69247  Acenaphthene-die 14.736
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 83
2 Tridecane 184 C13H28 000629-50-5 80
3 Dodecane 170 C12H26 000112-40-3 80
4 Decane, 2,3,5,8-tetramethyl- 198 C14H30 192823-15-7 78
5 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 59
Abundance Scan 1737 (13.543 min): BG048680.D\data.ms (-1728) (- m/z 57.10 100.00%
57.1
5000
85.1
13.50
111.9 1411 186.9
om‘wu:” A e m/z 43,10 74.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83027: Hexadecane
57.0
5000 85.0
13.50
29.0 m/z 41.10 69.45%
ol Ll L 11301410 1690 1970 2260
\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48832: Tridecane
57.0
&WM_ bl
13.50
5000 m/z 71.10 62.78%
20.0 85.0
H L 1120 1410 1840
om_Hww,wwH_m_m‘_m,mWm,w_m
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38315: Dodecane
57.0 13.50
m/z 85.10 36.64%
5000
85.0
29.0 170.0
ol by pzoamo oo LA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41321\
Data File : BGO48680.D

Acqg On : 13 Apr 2021 19:01
Operator : CG/JU

Sample : M2010-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.613 5.57 ng 55902  Acenaphthene-d10 14.736
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 58
2 trans-3(10)-Caren-2-0l 152 C1eH160 1000151-66-5 49
3 Metacetamol 151 C8HINO2 000621-42-1 47
4 1(2H)-Naphthalenone, octahydro-,... 152 C10H160 021370-71-8 46
5 1-(1,2,3-Trimethyl-cyclopent-2-e... 152 C1@H160 070987-81-4 43
Abundance Scan 1749 (13.613 min): BG048680.D\data.ms (-1744) (- m/z 43.10 100.00%
43.1 109.0
151.1
5000
85.0
H ‘ | HM 13.50 14.00
Ot W L n/z 1e9.00  92.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000
13.50 14.00
69.0 m/z 151.05 54.39%
0 :\L\S\.(‘)\ ‘\‘\ \"“V T ‘\“\‘H‘ \“‘\“\ \H“‘\‘ T ‘\H\ f \“”MJ\ “\ — \“ T 1 T \‘\ T ‘J\-E\)\Z\(‘)\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25128: trans-3(10)-Caren-2-ol
109.0
41.0
— ]
13.50 14.00
5000 69.0 m/z 41.10 50.62%
‘ ‘ 137.0
S 1 0 Y
m/z--> 20 40 60 80 100 120 140 160 180 200 MmﬂwM
Abundance #24779: Metacetamol g ‘ M
109.0 13.50 14.00
m/z 85.00 24.94%
5000 151.0
43.0
80.0
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41321\
Data File : BGO48680.D

Acqg On : 13 Apr 2021 19:01
Operator : CG/JU

Sample : M2010-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.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 Pentadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.618 8.50 ng 85254  Acenaphthene-d10 14.736
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexadecane 226 C1l6H34 000544-76-3 91
4 Tetradecane 198 C14H30 000629-59-4 90
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 1920 (14.618 min): BG048680.D\data.ms (-1915) (- m/z 57.10 100.00%
57.1
5000
99.1 14.50 15.00
141.1
ol M L G811 1832 2200 m/z 43.05 85.94%
miz-> 50 100 150 200 250
Abundance #71396: Pentadecane
57.0
5000 //L\“/““ ‘ Ve
14.50 15.00
99.0 m/z 41.10 67.59%
0 \2\6\\0‘\“‘”‘\ ‘!‘ \‘H‘\ ““ \“ T “]\_4}‘0‘\ T \2‘1\‘2'\0\ LA
miz--> 50 100 150 200 250
Abundance #141425: Heneicosane
57.0 M
Doty ey
14.50 15.00
5000 m/z 71.10 60.62%
99.0
Jiso | |1 1410 1830 2250 2s6
ey e e
miz--> 50 100 150 200 250
Abundance #83024: Hexadecane
57.0 14.50 15.00
m/z 85.10 40.32%
5000
99.0
)00, | | 29 110 a0 o
m/z--> 50 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41321\
Data File : BGO48680.D

Acqg On : 13 Apr 2021 19:01
Operator : CG/JU

Sample : M2010-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.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 Sulfurous acid, decyl penty... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.235 2.09 ng 20987  Acenaphthene-die 14.736
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, decyl pentyl ester 292 C15H3203S 1000309-14-3 50
2 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 47
3 Oxalic acid, hexyl neopentyl ester 244 C13H2404 1000309-73-1 47
4 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 42
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 40
Abundance Scan 2025 (15.235 min): BG048680.D\data.ms (-2022) (-  m/z 43.05 100.00%
43.0 71.0
5000
1452 1833 e W osteille
LCE  nl e
0t e e e e e e e m/z 71.00 92.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #137566: Sulfurous acid, decyl pentyl ester
71.0
43.0
5000
15.00 15.50
m/z 85.00 60.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7657: Pentane, 2,3,3-trimethyl-
43.0
15.00 15.50
5000 m/z 57.10 40.88%
71.0
ok A Lo
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #97055: Oxalic acid, hexyl neopentyl ester
43.0 71.0 15.00 15.50
m/z 55.00 39.26%
5000
0 | ‘ h I \‘ 1050 1450 1880  220.C
e e e e e e e e C o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41321\
Data File : BGO48680.D

Acqg On : 13 Apr 2021 19:01
Operator : CG/JU

Sample : M2010-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.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 Hexacosane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.570 8.89 ng 89166  Acenaphthene-d10 14.736
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Pentadecane 212 C15H32 000629-62-9 91
4 Eicosane 282 (C20H42 000112-95-8 91
5 Tetradecane 198 C14H30 000629-59-4 91

Abundance Scan 2082 (15.570 min): BG048680.D\data.ms (-2077) (- m/z 57.10 100.00%

57.1
5000
15.50
0] MH H\ uﬂ‘]ﬁ4‘1‘2‘1‘§3‘?2‘2“'7"‘"m‘_‘H_‘ m/z 43.10 93.07%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 MM‘ Y M/\«l‘//\‘”w
15.50
m/z 41.10 71.80%
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane
57.0
v | ‘
15.50
5000 ITI/Z 71.10 68.63%
9.0
o9 1] 1410302260
m/z--> 50 100 150 200 250 300 350
Abundance #71395: Pentadecane
57.0 15.50
m/z 85.10 43.89%
5000
L P99 a0 2120
O“\up‘wﬂuﬂﬂ‘wd‘u““J““““““““
m/z--> 50 100 150 200 250 300 350 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41321\
Data File : BGO48680.D

Acqg On : 13 Apr 2021 19:01
Operator : CG/JU

Sample : M2010-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.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 10-Methylnonadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.975 3.65 ng 36592  Acenaphthene-die 14.736
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10-Methylnonadecane 282 C20H42 056862-62-5 72
2 2-methyloctacosane 408 C29H60 1000376-72-8 72
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 64
4 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1000309-18-1 64
5 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 64

Abundance Scan 2151 (15.975 min): BG048680.D\data.ms (-2144) (-  m/z 57.05 100.00%
57.0

o JLAANJ/\
| ‘ ‘ 11‘2 11550 325.3 16.00
om‘u“wwh‘h\k”‘ FI7H IR, s A m/z 43.10  65.83%
miz--> 50 100 150 200 250 300 350
Abundance #129494: 10-Methylnonadecane
57.0
5000 /vva/\ﬂV/\’”W\
1600
00 1540 m/z 71.10  49.13%
O\H‘\‘\“\“h‘\‘u‘\“‘VH\H\\“‘\\\\‘\\\\‘2§7\9\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
16.00
5000 ITI/Z 85.10 47 .34%
141.0
oLl prowsoms ooz s0
miz--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl-
57.0 16.00
m/z 41.00 45.46%
5000
9.0 154.0
SN BN LS I i
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41321\
Data File : BGO48680.D

Acqg On : 13 Apr 2021 19:01
Operator : CG/JU

Sample : M2010-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.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 Nonane, 4,5-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.434 5.24 ng 75535  Phenanthrene-d10 17.491
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 90
2 Tetradecane 198 C14H30 000629-59-4 90
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
4 Tridecane, 7-propyl- 226 C1l6H34 055045-09-5 86
5 Tetratetracontane 619 C44H90 007098-22-8 86

Abundance Scan 2229 (16.434 min): BG048680.D\data.ms (-2223) (- m/z 57.10 100.00%

57.1
5000
et
9.0
H | 1542 387. 16.50
ol dbd bl e m/z 43.10  94.26%
miz--> 50 100 150 200 250 300 350
Abundance #28438: Nonane, 4,5-dimethyl-
43.0
. 16.50
m/z 71.00 73.88%
‘ ‘ 126.0
O\‘\\“‘\\‘\“\“‘\“\h\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #59882: Tetradecane
57.0
16.50
5000 m/Z 41.00 53.92%
‘ ‘ 90 410 1980
I e
miz--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- —
57.0 16.50
m/z 85.10 51.68%
5000
9.0
ol t il (14101830 2390 2060
m/z--> 50 100 150 200 250 300 350 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41321\
Data File : BGO48680.D

Acqg On : 13 Apr 2021 19:01
Operator : CG/JU

Sample : M2010-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.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 9 unknownl6.457 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.457 4.78 ng 68828  Phenanthrene-die 17.491
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 4-ethyl- 142 C10H22 015869-86-0 47
2 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 43
3 Nonane, 5-propyl- 170 C12H26 000998-35-6 38
4 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 35
5 Dodecane, 2,5-dimethyl- 198 C14H30 056292-65-0 35
Abundance Scan 2233 (16.457 min): BG048680.D\data.ms (-2231) (- m/z 43.10 100.00%
43.1
5000 /\WA
1zl ‘ [ besdpgundon
s T
B 1 7 PO Y J“‘ HJ P ke m/z 57.10  96.33%
miz-> 50 100 150 200 250 300
Abundance #19161: Octane, 4-ethyl-
57.0
L)
5000 T T T T T T
16.50
112.0 m/z 71.10  61.43%
O T H\ \ ‘h T ‘H‘ \‘H\ L‘ \L T T \‘ ‘ LI T ‘ L L ‘ L L ‘ L L
miz--> 100 150 200 250 300
Abundance #105903: Hexadecane, 7,9-dimethyl-
57.0
16.50
5000 m/z 41.10 54.23%
113.0 155.0
ok Ao Jly L} 197.0 290
miz--> 50 100 150 200 250 300
Abundance #38321: Nonane, 5-propyl- T
57.0 16.50
55.10 46.47%
5000
112.0
ol )| | 1m0 N

m/z--> 50 100 150 200 250 300 1650
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41321\
Data File : BGO48680.D

Acqg On : 13 Apr 2021 19:01
Operator : CG/JU

Sample : M2010-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.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 10 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.227 2.86 ng 41260  Phenanthrene-d10 17.491
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 80
2 Eicosane 282 C20H42 000112-95-8 74
3 Heneicosane 296 C21H44 000629-94-7 74
4 Heptacosane 380 C27H56 000593-49-7 72
5 Octadecane 254 C18H38 000593-45-3 72

Abundance Scan 2364 (17.227 min): BG048680.D\data.ms (-2359) (-  m/z 43.05 100.00%

43.0
5000
Mol i

| 7-1 155.1 207.0 5716 424 17.00 17.50
ol Ml bl i 7 S A m/z 57.10 84.80%
miz--> 50 100 150 200 250 300 350 400
Abundance #83027: Hexadecane
57.0
5000
17.00 17.50

m/z 71.10 59.09%

13.0
O"“‘“““\‘“‘““]ﬂ"“":‘L‘6‘9‘0"2‘2‘?9“““““““““‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #129491.: Eicosane
57.0
17.00 17.50
5000 m/z 41.10 57.03%
m ﬁ130 169.0 2250 2820
0oy bbb TS ST
m/z--> 50 100 150 200 250 300 350 400
Abundance #141424: Heneicosane A WWMM“
57.0 17.00 17.50
m/z 85.10 50.60%
5000
1
L 1690 2250 2960
[ RREE N BN TR R ot Ve
m/z--> 50 100 150 200 250 300 350 400 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41321\
Data File : BGO48680.D

Acqg On : 13 Apr 2021 19:01
Operator : CG/JU

Sample : M2010-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.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 11 Tridecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

18.372 2.92 ng 42025 Phenanthrene-d10 17.491
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 95
2 n-Decanoic acid 172 C10H2002 000334-48-5 45
3 Decanoic acid, silver(1+) salt 278 C1OH19Ag02 013126-67-5 43
4 Tetradecanoic acid 228 C14H2802 000544-63-8 43
5 Pentadecanoic acid 242 C15H3002 001002-84-2 43

Abundance Scan 2559 (18.373 min): BG048680.D\data.ms (-2554) (-  m/z 72.95 100.00%
3.0

5000 129.1 213.2
171.0
| “H ‘ ‘ ‘ 18.00 18.50
ol ‘}HHMH‘”H“‘mw‘m‘_m_m m/z 41.10  96.78%
miz--> 50 100 150 200 250 300 350
Abundance #72647: Tridecanoic acid
73.0
5000 129.0
29. 171.0 18.00 18.50
214.0 m/Z 60.00 93.77%
o! ’ dm i “ ‘n“ | “‘ ’ “‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #39472: n-Decanoic acid
60.0
TS J\fw‘ dil 1)
18.00 18.50
m/z 55.10 87.06%
5000 129.0
‘ ‘ 1720
miz--> 50 100 150 200 250 300 350
Abundance #125286: Decanoic acid, silver(1+) salt
73.0 18.00 18.50
m/z 43.05 73.01%
155.0
5000
LS ly
ol LML 20 ara0 a0 sere bt MNY
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41321\
Data File : BGO48680.D

Acqg On : 13 Apr 2021 19:01
Operator : CG/JU

Sample : M2010-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.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 12 Bromoacetic acid, octadecyl... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.404 8.03 ng 138925 Chrysene-d12 21.786
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bromoacetic acid, octadecyl ester 390 C20H39Br02 018992-03-5 90
2 Cyclotetracosane 336 C24H48 000297-03-0 90
3 9-Eicosene, (E)- 280 C20H40 074685-29-3 87
4 3-Eicosene, (E)- 280 C20H40 074685-33-9 87
5 5-Octadecene, (E)- 252 C18H36 007206-21-5 86
Abundance Scan 3075 (21.404 min): BG048680.D\data.ms (-3070) (-  m/z 43.05 100.00%
43.0
7.1
5000
2150
1207.0 282.0 416.1 511
0t Uw“%ﬁu o e e M/Z 55.10 98.48%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #207396: Bromoacetic acid, octadecyl ester
43.0
7.0
5000 A ] WMy
2150
m/z 57.10 84.43%
‘ ‘ Hl 250.0
O\\“\‘\\dl\\\\‘\\\‘\H\\\\\\}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #174179: Cyclotetracosane
43.0
il o, ,
7.0 21.50
5000 m/z 83.10 77 .48%
o ““ H B A RS R ERRREER SRR
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #127770: 9-Eicosene, (E)-
57.0 21.50
m/z 69.10 71.15%
5000
111.0
okl 1 H | 168.0223.0280.0
o ‘H“‘H"‘H“‘H“‘H“‘H“‘H“‘H“‘H“‘H
m/z--> 50 100 150 200 250 300 350 400 450 500 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe41321\
Data File : BGO48680.D

Acqg On : 13 Apr 2021 19:01
Operator : CG/JU

Sample : M2010-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG@33021.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|
Octadecane, 1-i... 12.315 5.7 ng 39569 2 10.911 139311 20.0
Hexadecane 13.543 6.9 ng 69247 3 14.736 200658 20.0
2,4,7,9-Tetrame... 13.613 5.6 ng 55902 3 14.736 200658 20.0
Pentadecane 14.618 8.5 ng 85254 3 14.736 200658 20.0
Sulfurous acid,... 15.235 2.1 ng 20987 3 14.736 200658 20.0
Hexacosane 15.570 8.9 ng 89166 3 14.736 200658 20.0
10-Methylnonade... 15.975 3.6 ng 36592 3 14.736 200658 20.0
Nonane, 4,5-dim... 16.434 5.2 ng 75535 4 17.491 288035 20.0
unknown16.457 16.457 4.8 ng 68828 4 17.491 288035 20.0
Eicosane 17.227 2.9 ng 41260 4 17.491 288035 20.0
Tridecanoic acid 18.372 2.9 ng 42025 4 17.491 288035 20.0
Bromoacetic aci... 21.404 8.0 ng 138925 5 21.786 345971 20.0
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