LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32321\
Data File : BGO48480.D

Acqg On : 23 Mar 2021 21:53
Operator : CG/JU

Sample : M1779-06

Misc :

ALS Vvial : 14 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: BGO48480.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.177 308 313 321 rVB 35536 53210 1.20% ©.285%
2 5.653 384 394 403 rBV 915091 1458166 32.81% 7.804%
3 7.251 656 666 679 rBV 968677 1676904 37.73% 8.974%
4 8.103 803 811 818 rBV 155578 261228 5.88% 1.398%
5 9.267 1000 1009 1017 rBV 596064 1075810 24.20% 5.757%

6 10.923 1281 1291 1299 rBV 203163 363934 8.19%  1.948%
7 13.368 1699 1707 1715 rBV 1608176 2479915 55.79% 13.272%
8 14.184 1840 1846 1851 rBV 57860 81109 1.82% ©.434%
9 14.742 1933 1941 1948 rBV 370308 563333 12.67% 3.015%
10 16.229 2187 2194 2201 rBV 1649912 2580341 58.05% 13.809%

11 17.492 2403 2409 2415 rBV 485237 748804 16.85%
12 18.373 2554 2559 2568 rBV 154148 235698 5.30%
13 19.143 2685 2690 2695 rVB2 40493 53500 1.20%
14 20.101 2847 2853 2859 rBV 3301245 4444711 100.00% 2
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15 21.411 3072 3076 3088 rBV2 153667 339597  7.64% 817%
16 21.781 3133 3139 3152 rVB 483417 823344 18.52%  4.406%
17 22.181 3202 3207 3212 rBV6 36227 64981 1.46% ©.348%
18 22.592 3270 3277 3281 rBV6 45609 123281 2.77%  ©.660%
19 22.962 3334 3340 3355 rBV3 114929 377505 8.49%  2.020%
20 25.113 3695 3706 3719 rBV 287386 880390 19.81% 4.712%

Sum of corrected areas: 18685761
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32321\
Data File : BGO48480.D

Acqg On : 23 Mar 2021 21:53
Operator : CG/JU

Sample : M1779-06

Misc :

ALS vial : 14 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: BG048480.D\data.ms
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Abundance TIC: BG048480.D\data.ms
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Abundance TIC: BG048480.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32321\
Data File : BGO48480.D

Acqg On : 23 Mar 2021 21:53
Operator : CG/JU

Sample : M1779-06

Misc :

ALS vial : 14 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.177 4.07 ng 53210 1,4-Dichlorobenzene-d4 8.103

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 38
2 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 38
3 3-Octanol 130 C8H180 000589-98-0 36
4 Dimethadione 129 C5H7NO3 000695-53-4 33
5 Propane, 1,1-dipropoxy- 160 C9H2002 004744-11-0 33
Abundance Scan 313 (5.177 min): BG048480.D\data.ms (-308) (-) m/z 43.05 100.00%
43.0
5000
e 4305005205480
149.8 . : : ' '
- w‘;“ M“: Ly 9822 332 47 59.10 64.96%
miz-> 50 100 150 200 250 300
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 \‘HH‘HH‘HH‘HHM“
4.80 5.00 5.20 5.40
m/z 101.10  22.58%
101.0
O\\w‘\‘“h\\‘\“‘\\\\‘\\\\’\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300
Abundance #4488: Propane, 1-ethoxy-2-methyl-
59.0
T e
4.80 5.00 5.20 5.40
5000 m/z 41.10 17.81%
24 OJL | 1020
o=l o
miz--> 50 100 150 200 250 300
Abundance #13627: 3-Octanol
59.0 4.80 5.00 5.20 5.40
m/z 58.00 17.13%
5000
101.0
oMJ,,
m/z--> 50 100 150 200 250 300 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32321\
Data File : BGO48480.D

Acqg On : 23 Mar 2021 21:53
Operator : CG/JU

Sample : M1779-06

Misc :

ALS vial : 14 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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.374 6.30 ng 235698  Phenanthrene-die 17.492
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 n-Decanoic acid 172 C10H2002 000334-48-5 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Octadecanoic acid 284 C18H3602 000057-11-4 81

Abundance Scan 2559 (18.373 min): BG048480.D\data.ms (-2554) (-  m/z 73.10 100.00%

731
5000 129.1
213.2
= P
‘ 1(71.0 256.3 18.00 18.50
0 : “““w:““w‘ d ‘“m“ “w“ L “‘ ] ‘3‘25318‘ ‘ m/z 55.10 81.25%
miz--> 50 100 150 200 250 300 350

Abundance #107549: n-Hexadecanoic acid

-

5000 129.0 T T
18.00 18.50
1710 213.0 256.0 m/z 43.10 78.81%

O' ‘\ “h““ M‘\h} \‘ ‘ “\ \‘ \‘\ “ \‘\ ‘\ T “\ L ‘ T T T ‘ T

m/z--> 50 100 150 200 250 300 350
Abundance #72646: Tridecanoic acid
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T —
18.00 18.50

5000 m/z 60.10 78.75%
29.
129.0
‘ 171.0 214.0
oLl
miz--> 50 100 150 200 250 300 350
Abundance #39474: n-Decanoic acid At e
73.0 18.00 18.50
m/z 41.05 74.73%
129.0
5000
LI |y 2720
R S N R o e
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@32321\
Data File : BGO48480.D

Acqg On : 23 Mar 2021 21:53
Operator : CG/JU

Sample : M1779-06

Misc :

ALS vial : 14 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 3 1-Docosene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.411 8.25 ng 339597 Chrysene-d12 21.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
3 Cyclohexadecane 224 C16H32 000295-65-8 90
4 n-Tetracosanol-1 354 C24H500 000506-51-4 90
5 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 90

Abundance Scan 3076 (21.411 min): BG048480.D\data.ms (-3072) (- m/z 55.10 100.00%

55.1
5000
11.1
2070 o1 'en
21.50
ol J ‘\ LA Lok 22918083 8881 L/, 57.18  92.15%
miz--> 50 100 150 200 250 300 350 400
Abundance #151538: 1-Docosene
53.0
5000 LN
110 21.50
‘ m/z 83.10  82.24%
O\\“\“" H \‘H‘\h‘ \‘\‘\“?7\\0\‘\\\\‘\\\\3(‘)\89\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350 400
Abundance #127770: 9-Eicosene, (E)-
57.0
——
21.50
5000 m/z 69.10 80.43%
11.0
ol UL 3080 2250 200
m/z--> 50 100 150 200 250 300 350 400
Abundance #81246: Cyclohexadecane —
55.0 21.50
m/z 43.10 76.29%
5000
11.0
224.0
ok h“pm‘PW‘J“M““‘H““H“‘ ——
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@32321\
Data File : BGO48480.D

Acqg On : 23 Mar 2021 21:53
Operator : CG/JU

Sample : M1779-06

Misc :

ALS vial : 14 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 Sulfurous acid, 2-propyl te... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

22.592 2.99 ng 123281 Chrysene-d12 21.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 64
2 Tetradecane 198 C14H30 000629-59-4 60
3 9-methylheptadecane 254 C18H38 026741-18-4 52
4 Ethanol, 2-(dodecyloxy)- 230 C14H3002 004536-30-5 49
5 Nonadecane 268 C19H40 000629-92-5 49

Abundance Scan 3277 (22.592 min): BG048480.D\data.ms (-3270) (- m/z 57.10 100.00%
57.1

5000

2

141.1 252. 201.0 545. 22.50

3
OIJMlthx.mII\317O m/z 43.05 71.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance  #161094: Sulfurous acid, 2-propyl tetradecyl ester
43.0

é

5000
22.50
m/z 71.10 68.96%
1.0
OIKIEJJ\]-QZ.OZGIO
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #59880: Tetradecane
57.0
T \
22.50
5000 ITI/Z 85.10 64 .09%
“ “ [27.0 198.0
0‘H\\_\H,H\1_\H‘H\\_\H‘H\\_\H‘H\\_\u‘u\\_
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #105887: 9-methylheptadecane ——
57.0 22.50
m/z 41.10 45.02%
5000
140.0
olldip | 20 -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32321\
Data File : BGO48480.D

Acqg On : 23 Mar 2021 21:53
Operator : CG/JU

Sample : M1779-06

Misc :

ALS vial : 14 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 Tritetracontane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

22.962 9.17 ng 377505 Chrysene-d12 21.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tritetracontane 605 C43H88 007098-21-7 86
2 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 86
3 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 86
4 Heneicosane 296 C21H44 000629-94-7 83
5 10-Methylnonadecane 282 C20H42 056862-62-5 83

Abundance Scan 3340 (22.962 min): BG048480.D\data.ms (-3334) (- m/z 57.10 100.00%

57.1
5000
‘ nl 23.00
197.1 266.1 '
ow_u“‘wf“w:uu«mm:‘_“3‘5‘99“ww‘_m,ww m/z 71.18  64.34%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57.0
5000 T
23.00
m/z 43.10 62.45%
0 },‘m,“q‘l97026703370 463.0 533.0 604.
\\\\‘\\\\‘\\\W‘\TV\‘T\\T‘\Wf\‘W\\\[\\\f‘\\\\‘\\\\‘\\\\’\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #149369: Sulfurous acid, butyl dodecyl ester
57.0
—r
23.00
5000 ITI/Z 85.10 49, 20%
169.0
o bbby 80
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #137569: Sulfurous acid, dodecyl 2-propyl ester P
43.0 23.00
m/z 55.10 28.48%
- MMW
3.0
O\Jﬁzow, -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@32321\
Data File : BGO48480.D

Acqg On : 23 Mar 2021 21:53
Operator : CG/JU

Sample : M1779-06

Misc

ALS Vvial : 14 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\NIST11l.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 5.177 4.1 ng 53210 1 8.103 261228 20.0
n-Hexadecanoic ... 18.374 6.3 ng 235698 4 17.492 748804 20.0
1-Docosene 21.411 8.3 ng 339597 5 21.781 823344 20.0
Sulfurous acid,... 22.592 3.0 ng 123281 5 21.781 823344 20.0
Tritetracontane 22.962 9.2 ng 377505 5 21.781 823344 20.0
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