LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32521\
Data File : BGO48510.D

Acqg On : 25 Mar 2021 20:27
Operator : CG/JU

Sample : M1770-10

Misc :

ALS Vvial : 17 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-BG031821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BG@48510.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.653 387 394 402 rBV 451775 734316 18.41% 4.128%
2 7.251 659 666 676 rBV 291254 520559 13.05% 2.926%
3 8.097 803 810 818 rBV 204143 349126 8.75%  1.963%
4 9.266 1000 1009 1017 rBV 721045 1293257 32.42% 7.270%
5 10.923 1283 1291 1300 rBV 270484 481542 12.07% 2.707%
6 13.361 1699 1706 1716 rVB 1784145 2829895 70.94% 15.908%
7 14.184 1839 1846 1853 rBV 90283 135512  3.40% 0.762%
8 14.260 1853 1859 1864 rVB3 51412 80303 2.01% 0.451%
9 14.742 1934 1941 1947 rVB 407184 654328 16.40% 3.678%
10 15.371 2042 2048 2054 rBV5 20218 41007 1.03% 0.231%
11 15.471 2058 2065 2070 rBvV2 31206 47176  1.18% 265%
12 16.229 2186 2194 2201 rBV 1604983 2448417 61.38% 13.764%
13 17.280 2368 2373 2379 rVB4 26580 40510 1.02%

14 17.492 2401 2409 2416 rBV 528307 792302 19.86%
15 18.373 2554 2559 2565 rBV 198738 278997  6.99%
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16 19.642 2769 2775 2783 rBV 170940 251885 6.31%
17 20.100 2847 2853 2863 rVB 3020565 3988873 100.00% 22.
18 20.271 2878 2882 2891 rVB3 39740 65544  1.64%
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19 21.411 3071 3076 3084 rBV3 84298 155065 3.89% 872%

20 21.781 3132 3139 3146 rVB 492459 849457 21.30% 775%

21 22.609 3274 3280 3292 rBvV2 368121 662554 16.61%  3.725%

22 23.326 3398 3402 3409 rVBS5 35837 74433 1.87% 0.418%

23 24.160 3539 3544 3553 rVB4 39152 96587 2.42% 0.543%
5.

24 25.112 3696 3706 3719 rVB2 300511 917206 22.99%

Sum of corrected areas: 17788851
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32521\
Data File : BG@48510.D

Acqg On : 25 Mar 2021 20:27
Operator : CG/JU

Sample : M1770-10

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG048510.D\data.ms
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1500000

1000000
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7.251 8.097 10.923
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Time--> 350 4.00 450 500 550 6.00 650 700 750 8.00 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50

Abundance TIC: BG048510.D\data.ms
3000000 20.100

2500000

2000000
13.361

16.229
1500000
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17.492 21.781
500000 14.742 22.609

18.373 19.642
L 144860 J\ 188771 17.28 N Lj 71 21.411

0
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Abundance TIC: BG048510.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32521\
Data File : BG@48510.D

Acqg On : 25 Mar 2021 20:27
Operator : CG/JU

Sample : M1770-10

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.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 3-tert-Butyl-4-hydroxyanisole Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.260 2.45 ng 80303  Acenaphthene-die 14.742
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-tert-Butyl-4-hydroxyanisole 180 C11H1602 000121-00-6 58
2 Phenol, 3-(1,1-dimethylethyl)-4-... 180 C11H1602 000088-32-4 58
3 5-tert-Butyl-2-methylbenzenethiol 180 C11H16S 007340-90-1 52
4 9H-Fluorene, 2-methyl- 180 C14H12 001430-97-3 52
5 9H-Fluorene, 1-methyl- 180 C14H12 001730-37-6 52

Abundance Scan 1859 (14.260 min): BG048510.D\data.ms (-1853) (- m/z 165.00 100.00%
165.0
57.0
5000
137.1
91.0 —— —
193.0 221.2 14.00 14.50
m/z 57.05 59.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45450: 3-tert-Butyl-4-hydroxyanisole
165.0
5000 1370
14.00 14.50
m/z 43.00 38.09%
41.0 91.0
:\]-\5‘\-‘0\‘\‘\ \““\ \“1“\6‘9\.(\)\‘”‘ T \‘\ T ‘”\H\h\‘i M‘\W \“ T \H\ 7 \‘\ T “\ T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance  #45478: Phenol, 3-(1,1-dimethylethyl)-4-methoxy-
0

165. analtl OWW

14.00 14.50
5000 ITI/Z 137.05 37.25%
137.0
41.0 77.0 107.0
““““MJ‘UW‘Mw“W‘JW“ML“WP‘wW“w“‘w““““,“““““
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45555: 5-tert-Butyl-2-methylbenzenethiol —— by —!
165.0 14.00 14.50
m/z 180.10 37.12%
5000
137.0
41.0 oL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32521\
Data File : BG@48510.D

Acqg On : 25 Mar 2021 20:27
Operator : CG/JU

Sample : M1770-10

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Pentadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.373 7.04 ng 278997  Phenanthrene-die 17.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 80
2 Tridecanoic acid 214 C13H2602 000638-53-9 76
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
4 n-Decanoic acid 172 C10H2002 000334-48-5 60
5 Octadecanoic acid 284 C18H3602 000057-11-4 58

Abundance Scan 2559 (18.373 min): BG048510.D\data.ms (-2554) (-  m/z 73.00 100.00%
3.0

3

5000
213.1
- P
‘ ” ‘1 3.‘1‘ ‘ 355.0 534, 18.00 18.50
BRE “ J ‘\"\‘I‘M\JI‘\”W\‘J‘”\\‘\‘\MJ‘\‘\M\ \’2\\8\1\.(’)\\\\’\.\\\’\\\\’\\\\’\\\\-’ m/Z 43.10 99.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #95855: Pentadecanoic acid
73.0
5000 et e
18.00 18.50
‘ ‘ 1430 2420 m/z 60.10 77.51%
MI\‘ H‘"“‘\M‘HH

R H‘\Hw\\r\ \\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’

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

Abundance #72648: Tridecanoic acid
73.0

- s

18.00 18.50

5000 m/z 55.05 75.79%
171.0

15, tL\, ‘ ‘m e ‘ a

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

-

Abundance #107549: n-Hexadecanoic acid
60.0 18.00 18.50
m/z 41.05 69.86%
5000 129.0
“ 213.0
W“ﬁ"WMMMﬂﬂﬂﬂ‘y‘uWL‘H,‘H‘,H“W“W“H,‘H‘, sl -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32521\
Data File : BG@48510.D

Acqg On : 25 Mar 2021 20:27
Operator : CG/JU

Sample : M1770-10

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.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 3
R.T. EstConc Area Relative to ISTD R.T.
19.642 5.93 ng 251885 Chrysene-d12 21.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 72
3 Pentadecanoic acid 242 C15H3002 001002-84-2 62
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
5 Undecanoic acid 186 C11H2202 000112-37-8 53

Abundance Scan 2775 (19.642 min): BG048510.D\data.ms (-2769) (- m/z 72.95 100.00%

73.0
5000 129.1
185.1 241.3
284. P T
‘ 8‘ 3 371 19.50 20.00
”\““““““1‘ ‘M ly ‘\‘ Ly ‘i f H“ “ P m/z 43.10 98.24%
mlz--> 50 100 150 200 250 300 350

Abundance #131261: Octadecanoic acid

=
W
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5000 129.0 i’ Limead
19.50 20.00

m/z 55.10  84.71%

185.0 241.0 284.0 /

- MM 1 T A N

m/z--> 50 100 150 200 250 300 350
Abundance #84453: Tetradecanoic acid

~
w
o

19.‘50 20.‘00
5000 m/z 41.10 77.19%
129.0
29. 185.0 228.0
LAM ‘M‘\‘H} “ = m‘\ “\‘ \‘ , “\‘ R
miz--> 50 100 150 200 250 300 350
Abundance #95855: Pentadecanoic acid —T —
73.0 19.50 20.00
m/z 60.10 74.94%
5000 129.0 L
29.
199.0 242.0
U“Lﬂm 1““‘\‘”1 “\“‘ “ ;“‘ L P ) M o i
m/z--> 50 100 150 200 250 300 350 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32521\
Data File : BG@48510.D

Acqg On : 25 Mar 2021 20:27
Operator : CG/JU

Sample : M1770-10

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.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 Cyclotridecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.411 3.65 ng 155065 Chrysene-d12 21.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotridecane 182 C13H26 000295-02-3 91
2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 87
3 Tridecane, 7-cyclohexyl- 266 C19H38 013151-92-3 87
4 1-Heptacosanol 396 C27H560 002004-39-9 86
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 76

Abundance Scan 3076 (21.411 min): BG048510.D\data.ms (-3071) (-  m/z 43.05 100.00%

.

5000
MH

21.50
179.0 283.1341.1399.1
‘HH \“\H‘"H"H“H\\“\‘\”\IH“\‘\H\‘\\\\‘\\\\‘\\\\‘\\5\4\‘9\ m/Z 57.10 88.54%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #47268: Cyclotridecane
41.0
5000 L
21.50
m/z 69.05 69.11%
1 e
L
‘\\1 ’\\f\‘\\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57.0
—
21.50
5000 ITI/Z 83.10 59.82%

iz =
1L | ‘I L 1 1258.0

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

Abundance #115914: Tridecane, 7-cyclohexyl-
57.0 21.50

m/z 55.05 59.29%

-

5000

1! ™

[
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32521\
Data File : BG@48510.D

Acqg On : 25 Mar 2021 20:27
Operator : CG/JU

Sample : M1770-10

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.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 6-Methyl-2-phenyl-7-(2,4,5-... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
22.609 15.60 ng 662554 Chrysene-d12 21.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Methyl-2-phenyl-7-(2,4,5-trime... 339 C25H25N 064002-76-2 72
2 4-Phenyl-2-(2-hydroxyphenyl)-6-(... 339 C22H17N30 1000070-58-2 64
3 Phenol, 4,4'-butylidenebis[2-(1,... 382 C26H3802 000085-60-9 50
4 6-Methyl-2-(4-methylphenyl)-7-(4... 339 C25H25N 080193-45-9 50
5 1-(2,6-Dimethylphenyliminomethyl... 339 C23H17NO2 129086-91-5 40

Abundance Scan 3280 (22.609 min): BG048510.D\data.ms (-3274) (-  m/z 339.20 100.00%
339.2

>

5000
57.1 2250 23.00
208174, 2101 gm0 | 3824 50050 23.35%
m/z--> 50 100 150 200 250 300 350 400
Abundance #176174: 6-Methyl-2-phenyl-7-(2,4,5-trimethylphenylmetr
330.0
5000 s —
22.50 23.00
m/z 57.10 11.87%
115.0 29?? 2940
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350 400

Abundance #176126: 4-Phenyl-2-(2-hydroxyphenyl)-6-(4-aminopheny
339.0

-

T —
22.50 23.00
5000 m/z 41.10 4.90%

44.0 117.0 170.0
| L o 2210 2850

m/z--> 50 100 150 200 250 300 350 400
Abundance #203691: Phenol, 4,4'-butylidenebis[2-(1,1-dimethylethyl)
339.0

-

— —
22.50 23.00
m/z 148.05 4.73%

5000

57.0
O 105089 2190 2810 382.0

m/z--> 50 100 150 200 250 300 350 400 22.50 23.00

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32521\
Data File : BG@48510.D

Acqg On : 25 Mar 2021 20:27
Operator : CG/JU

Sample : M1770-10

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24.160 2.11 ng 96587 Perylene-di2 25.112
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 62
2 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 52
3 Nonadecane 268 C19H40 000629-92-5 52
4 Oxalic acid, 6-ethyloct-3-yl hep... 328 C19H3604 1000309-34-5 52
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 52

Abundance Scan 3544 (24.160 min): BG048510.D\data.ms (-3539) (-  m/z 57.10 100.00%
57.1

o WWVWJ\VWM
— —
“ ‘ ‘ 141 193.0 3 2281.9325.3 24.00 24.50
— ‘w Hwﬂh ifl \mmmm M S S 1 MR m/z 71.05 67.46%
miz--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
570
5000 — ——
24.00 24.50
m/z 43.10 54.15%
\“\ ‘\“ “‘ \“‘\h‘ \“‘\“\ “ “‘\6‘\9\‘0\ ‘2\2\5’\(\)‘ \2\8\2\0‘\ T ‘ L ‘ T
miz--> 50 100 150 200 250 300 350 400
Abundance #217413: Heptacosane, 1-chloro-
57.0
— —
24.00 24.50
5000 m/z 85.10 41.74%
13.0
\‘ ‘ ““““‘18302310 2870 3430 414(
i Lo B LA R i R
m/z--> 0 100 150 200 250 300 350 400
Abundance #117637: Nonadecane 7 ——
57.0 24.00 24.50
m/z 69.10  30.40%
h MWWMM
13.0
LSO e om0
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\BG@32521\
Data File : BGo48510.D

Acqg On : 25 Mar 2021 20:27
Operator : CG/JU

Sample : M1770-10

Misc :

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG@31821.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|
3-tert-Butyl-4-... 14.260 2.5 ng 80303 3 14.742 654328 20.0
Pentadecanoic acid 18.373 7.0 ng 278997 4 17.492 792302 20.0
Octadecanoic acid 19.642 5.9 ng 251885 5 21.781 849457 20.0
Cyclotridecane 21.411 3.6 ng 155065 5 21.781 849457 20.0
6-Methyl-2-phen... 22.609 15.6 ng 662554 5 21.781 849457 20.0
Eicosane 24.160 2.1 ng 96587 6 25.112 917206 20.0
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