LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092520\
Data File : BG@46704.D

Acqg On : 25 Sep 2020 16:28
Operator : CG/JU

Sample : L4128-02

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-BG092220.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO46704.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.205 13 20 29 rBV3 144000 375249 8.21% 1.636%
2 3.281 29 33 38 rw 70606 133904 2.93% 0.584%
3 3.334 38 42 49 rVB3 48142 82105 1.80% ©.358%
4 5.214 355 362 368 rBV 37294 57948 1.27% 0.253%
5 5.678 434 441 452 rVB 1007275 1630360 35.67% 7.106%

.265 702 711 720 rBV 1040162 1744036 38.15% 7

.123 850 857 864 rVB 269334 442814 9.69% 1

.280 1046 1054 1064 rBV 671024 1162884 25.44% 5.069%
2
1

O 00

10.931 1327 1335 1342 rBV 340147 604495 13.22%
10 13.369 1742 1750 1759 rBV 1752767 2675344 58.53% 11.

11 14.186 1884 1889 1895 rBV 79485 113342 2.48%
12 14.744 1977 1984 1992 rVB 552819 885239 19.37%
13 16.225 2228 2236 2242 rBV 1401420 2105535 46.06%

O phPhLOWO
=
N
o]
B

14 17.482 2444 2450 2457 rBV 721813 1075372 23.52% 687%
15 18.270 2581 2584 2589 rBVe6 30146 50900 1.11% 222%
16 18.369 2598 2601 2609 rBv2 130177 210976 4.62% 0.920%
17 18.499 2619 2623 2627 rBV5 36041 58936 1.29% 0.257%
18 18.687 2651 2655 2659 rBvV4 83802 134636 2.95% 0.587%
19 18.928 2692 2696 2701 rBV5S 99645 217843 4.77% 0.950%
20 19.133 2728 2731 2735 rBvV2 122322 179728 3.93% 0.783%
21 19.310 2757 2761 2764 rBV 185758 297554 6.51% 1.297%
22 19.521 2794 2797 2804 rBV2 198284 392947 8.60% 1.713%
23 19.879 2855 2858 2862 rBv2 137986 181910 3.98% 0.793%
24 20.050 2884 2887 2888 rBV3 130577 145132 3.17% 0.633%
25 20.097 2889 2895 2901 rVB 3185872 4571247 100.00% 19.925%
26 20.449 2952 2955 2966 rVvB4 186839 376728 8.24% 1.642%
27 20.590 2976 2979 2984 rBv4 167023 268078 5.86% 1.169%
28 21.413 3115 3119 3125 rVB2 311482 442987 9.69% 1.931%
29 21.765 3174 3179 3186 rBV2 721668 1150325 25.16% 5.014%
30 25.050 3730 3738 3750 rVB2 413403 1173299 25.67% 5.114%
Sum of corrected areas: 22941853
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BGO46704.D

Acqg On : 25 Sep 2020 16:28
Operator : CG/JU

Sample : L4128-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG046704.D\data.ms

3500000
3000000
2500000
2000000

1500000

7.265
1000000 5.678

9.280
500000 10.931

8.123
%28 5.214

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: BG046704.D\data.ms

20.097
3500000

3000000
2500000
2000000

13.369
1500000 16.225 21.765

1000000

14.744
500000

14.186

e e

Time--> 13.00 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: BG046704.D\data.ms

3500000
3000000
2500000
2000000
1500000

1000000
25.050

500000 W

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@92520\
Data File : BGO46704.D

Acqg On : 25 Sep 2020 16:28
Operator : CG/JU

Sample : L4128-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.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 Butane, 2-methoxy-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.281 6.05 ng 133904 1,4-Dichlorobenzene-d4 8.123

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 50
2 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 9
3 Spiro[2.4]hept-5-ene, 5-trimethy... 252 C14H28Si2 1000153-96-9 9
4 N-Ethylformamide 73 C3H7NO 000627-45-2 4
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 4
Abundance  Scan 33 (3.281 min): BG046704.D\data.ms (-29) (-) m/z 73.10 100.00%
73.1
5000

i

as o 320 340 3.60
il ez 8745 4528 519 . 4365  37.11%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0

5000 A
320 3.40 3.60

m/z 55.10  29.78%

Al
\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 100 150 200 250 300 350 400 450 500
Abundance #8192: 1,3-Dioxolane, 2-(1-methylethyl)-
73.0

3.20 3.40 3.60

o

o

w

5000 m/z 87.10 25.55%
0 ‘J'c“““f""“m‘“"‘“""“""mwuwmwuwm
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #103844: Spiro[2.4]hept-5-ene, 5-trimethylsilylmethyl-1-tr P e
73.0 3.20 340 3.60

m/z 71.10 11.58%

5000 /\y
obridd 1780 2520 1 by Ly

m/z--> 50 100 150 200 250 300 350 400 450 500 320 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BGO46704.D

Acqg On : 25 Sep 2020 16:28
Operator : CG/JU

Sample : L4128-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.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 unknown3.33

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
3.334 3.71 ng 82105 1,4-Dichlorobenzene-d4 8.123
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phosphine, acetyldimethyl- 104 C4AH9OP 018983-86-3 33
2 2,3-Epoxybutane 72 C4H80 003266-23-7 9
3 Propylcarbamate 103 C4H9NO2 000627-12-3 9
4 Methylthio-2-propanone 104 C4H80S 014109-72-9 9
5 1,4-Butanediol 90 C4H1002 000110-63-4 9
Abundance  Scan 42 (3.334 min): BG046704.D\data.ms (-38) (-) m/z 43.00 100.00%
43.0
- M
e B By e
’ 2650 2oL, 320 3.40 3.60
Ol e e o e e M/z 42,00 52.48%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #4744: Phosphine, acetyldimethyl-
43.0
5000 et A e
104.0 3.20 3.40 3.60
m/z 62.00 41.54%
OJ"
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #670: 2,3-Epoxybutane
43.0
3.20 3.40 3.60
5000 m/z 44.05 41.29%
o“'l,
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #4535: Propylcarbamate T
31.0 3.20 3.40 3.60
m/z 75.00 34.57%
5000 J\
o“,

m/z--> 0O 50 100 150 200 250 300 350 400 450
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BGO46704.D

Acqg On : 25 Sep 2020 16:28
Operator : CG/JU

Sample : L4128-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.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-Pentanone, 4-hydroxy-4-me... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
5.214 2.62 ng 57948 1,4-Dichlorobenzene-d4 8.123

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 37
3 3-Octanol 130 C8H180 000589-98-0 28
4 Methyl 2,5,8,11-tetraoxatridecan... 236 C10H2006 1000366-78-2 25
5 Propane, 1-ethoxy-2-methyl- 102 C6H140 000627-02-1 25

Abundance Scan 362 (5.214 min): BG046704.D\data.ms (-355) (-) m/z 43.10 100.00%

43.1
5000
101.0 ERERR RIS
‘ 73.1 ‘ 166.8 230¢ 4.80 5.00 5.20 5.40 5.60
Ol el AE08 2925 myz s9.10 59.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R e o R
4.80 5.00 5.20 5.40 5.60
m/z 101.00 16.77%
101.0
O \\\‘\“\H\\“H}\\h\’\\.\\“\\\\“‘\\\\’H\\‘\\\\‘\\\\’H\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)-
59.0
‘\\\\‘\\\\‘\\\\‘\\\\’\\I
4.80 5.00 5.20 5.40 5.60
m/z 58.10 13.04%
5000 101.0
i
0 "‘_M”u““1"w“,mh_Hwm‘u,H"_ww,w_ww‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13627: 3-Octanol
59.0 4.80 5.00 5.20 5.40 5.60
m/z 39.10 9.56%
5000
29.0 101.0
0/ T S e ! freep e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BGO46704.D

Acqg On : 25 Sep 2020 16:28
Operator : CG/JU

Sample : L4128-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.369 3.92 ng 210976  Phenanthrene-die 17.482
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 n-Decanoic acid 172 C10H2002 000334-48-5 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 Pentadecanoic acid 242 C15H3002 001002-84-2 59

Abundance Scan 2601 (18.369 min): BG046704.D\data.ms (-2598) (-  m/z 73.00 100.00%
43.1 ,73.0

5000 129.1
= e
: . 1800 18.50
o 5 m/z 60.00  92.31%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107549: n-Hexadecanoic acid

5000 129.0 - SRV
18.00 18.50
' 1710 2130 256.0 m/z 43.10 87.26%
O,

m/z--> 20 40 60 80 100120140160180200220240260280

—

13

Abundance #39470: n-Decanoic acid
60.0
— —
18.00 18.50
m/z 57.10 79.72%
5000 0.0 129.0
Ldlemey |, 270
Ol ATl e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #72647: Tridecanoic acid “ T
73.0 18.00 18.50
43.0 m/z 41.10 72.75%
5000 129.0
171.0
‘ ‘ 214.0
m/z--> 20 40 60 80 100120140160180200220240260280 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BGO46704.D

Acqg On : 25 Sep 2020 16:28
Operator : CG/JU

Sample : L4128-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.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 Sulfurous acid, butyl dodec... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.687 2.50 ng 134636  Phenanthrene-die 17.482
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 86
2 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1000309-18-1 86
3 Methoxyacetic acid, 2-tetradecyl... 286 C17H3403 1000282-04-8 86
4 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 86
5 Docosane, 7-butyl- 366 C26H54 055282-15-0 86

Abundance Scan 2655 (18.687 min): BG046704.D\data.ms (-2651) (-  m/z 57.10 100.00%
57.1

1 18:50 19.00
207.0 2750 : ' X
0 waf“““«wmmww_m_mwwﬁlpc m/z 43.10  60.34%
mlz--> 50 100 150 200 250 300 350 400 450 500
Abundance #149369: Sulfurous acid, butyl dodecyl ester
57.0
5000 T T
18.50 19.00
‘ m/z 71.10 54.12%
13.0
O\f \‘ff\]w‘\H\‘\%]‘-\6\9\(\)‘\2f3\:3\‘0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #172308: Sulfurous acid, butyl tetradecyl ester
57.0
— —
18.50 19.00
5000 m/z 85.10  39.04%
13.0 197.0
oL LR 270 2610
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #132964: Methoxyacetic acid, 2-tetradecyl ester R ——
57.0 18.50 19.00
m/z 41.10 35.88%
5000 M
13.0 197.0
oL, R
m/z--> 50 100 150 200 250 300 350 400 450 500 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BGO46704.D

Acqg On : 25 Sep 2020 16:28
Operator : CG/JU

Sample : L4128-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.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, 9-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.928 4.05 ng 217843  Phenanthrene-die 17.482
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 90
2 Eicosane 282 C20H42 000112-95-8 87
3 Hexacosane 366 C26H54 000630-01-3 86
4 Tetracosane 338 (C24H50 000646-31-1 86
5 Nonadecane 268 C19H40 000629-92-5 80

Abundance Scan 2696 (18.928 min): BG046704.D\data.ms (-2692) (- m/z 57.10 100.00%
57.1

5000 M
10.00
11.1 ‘ .
ob “M‘“mm Ly soPl., 2512800 428 . 4349 74.53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129502: Nonadecane, 9-methyl-
57.0
5000 L
19.00
140.0 m/z 71.10 72.60%
0L ‘\““\“H‘ \“h‘\““‘ N\“\ !‘ T h\ \‘\2‘1\1\0\ \??Z\O\ (NN
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57.0
—
19.00
5000 ITI/Z 85.10 57.70%
13.0
(LA by ]| 1890 2250 2820
oL ‘MMMH”u‘ﬂNw‘uqu“‘“‘h“““““‘u“
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0 19.00
m/z 55.10 35.75%
5000 M
13.0
oLl ] L1 020 2250 2950 367.0 —
m/z--> 50 100 150 200 250 300 350 400 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BGO46704.D

Acqg On : 25 Sep 2020 16:28
Operator : CG/JU

Sample : L4128-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.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 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.133 3.34 ng 179728  Phenanthrene-die 17.482
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Tridecane, 2-methyl- 198 C14H30 001560-96-9 87
3 Dodecane, 2-methyl- 184 C13H28 001560-97-0 83
4 Tricosane, 2-methyl- 338 C24H50 001928-30-9 80
5 Nonadecane 268 C19H40 000629-92-5 80

Abundance Scan 2731 (19.133 min): BG046704.D\data.ms (-2728) (- m/z 57.10 100.00%

57.1
5000
—— —
99.0
19.00 19.50
141.0 182.0 280.6
ol — m“‘ L Al A0 1820 2390 2806 3320, 4310 52.20%
m/z--> 0 50 100 150 200 250 300
Abundance #141425: Heneicosane
57.0
5000 — —
19.00 19.50
m/z 71.10 50.23%
99.0 /
oL 15. o‘ LLL) | 3410 1830 2250  296.0
‘\\\\‘ \\\\\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300
Abundance #59889: Tridecane, 2-methyl-
57.0
—— —
19.00 19.50
5000 ITI/Z 85.10 35.58%
‘ 9.0 1550
ol dpd Ly Tl aes0
m/z--> 0 50 100 150 200 250 300
Abundance #48851: Dodecane, 2-methyl- T T
43.0 19.00 19.50
m/z 55.10 24.88%
5000 85.0
141.0
N I
m/z--> 0 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BGO46704.D

Acqg On : 25 Sep 2020 16:28
Operator : CG/JU

Sample : L4128-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.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 Tridecane, 7-hexyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

19.310 5.53 ng 297554  Phenanthrene-die 17.482
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 81
2 Methoxyacetic acid, 2-tetradecyl... 286 C17H3403 1000282-04-8 80
3 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 80
4 Tridecane 184 C13H28 000629-50-5 72
5 Tetradecane 198 C14H30 000629-59-4 72

Abundance Scan 2761 (19.310 min): BG046704.D\data.ms (-2757) (- m/z 57.10 100.00%

57.1
5000
— ——
‘ ‘ ‘971 1541 103.0225.2 2 19.00 19.50
ol d Ju“‘ ‘Mu o 19302252 2660 8060 ;0 43,10 73.08%
miz--> 50 150 200 250 300
Abundance #117640:Tﬂdecane,7-hexyk
57.0
5000 — ——
19.00 19.50
182.0 m/z 71.1@ 55.52%
9.0
ol gy ‘\ | 1410 H 2250 266.0
T T T ‘ T T ‘ T T T T T T T T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #132964: Methoxyacetic acid, 2-tetradecyl ester
57.0
— ——
19.00 19.50
5000 m/z 85.10 42.34%
97.0
197.0
02 0 ‘dhwu \M‘ ‘M ‘\‘%4‘\1"0‘ — ‘H‘ — ‘24‘3‘0‘ ——
miz--> 50 100 150 200 250 300
Abundance #125656: Sulfurous acid, butyl decyl ester — ——
57.0 19.00 19.50
m/z 41.10 35.72%
5000 M
99.0 141.0
0260 “u“l‘ A, 7 1eso — S—
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BGO46704.D

Acqg On : 25 Sep 2020 16:28
Operator : CG/JU

Sample : L4128-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.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 Tetracosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.521 7.31 ng 392947  Phenanthrene-d10 17.482
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetracosane 338 (C24H50 000646-31-1 87
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 86
4 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 86
5 Tetracosane, 11-decyl- 479 C34H70 055429-84-0 86

Abundance Scan 2797 (19.521 min): BG046704.D\data.ms (-2794) (- m/z 57.10 100.00%

57.1
5000
—— ‘
9.0 19.50
- u“ Db a 0, 2210 27203181 ) 43,19 71.37%
m/z--> 50 100 150 200 250 300 350
Abundance #141424: Heneicosane
57.0
5000 —— ‘
19.50
9.0 m/z 71.10 58.31%
141.0
OL\4\Q‘\ \L“h\ “‘ \‘H‘\ ““ \“‘ iy 1‘ “‘\]‘[8\‘3\.(‘7 %2\“5\‘0\‘ T ‘29“6‘9‘ B
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
T \
19.50
5000 ITI/Z 85.10 46.96%
9.0
oL LU L4 141018302050267.0 3380
el e
m/z--> 50 100 150 200 250 300 350
Abundance #194500: Docosane, 11-butyl- T ‘
57.0 19.50
m/z 41.10 25.71%
5000 W
90 141.0 309.0
ol ALLL 1410 21005530 090 seq .
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BGO46704.D

Acqg On : 25 Sep 2020 16:28
Operator : CG/JU

Sample : L4128-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.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 Tridecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.880 3.16 ng 181910 Chrysene-d12 21.765
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 72
2 Undecane, 4-ethyl- 184 C13H28 017312-59-3 64
3 Tetradecane, 5-methyl- 212 C15H32 025117-32-2 58
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 53
5 Tetratetracontane 619 C44H90 007098-22-8 53

Abundance Scan 2858 (19.879 min): BG046704.D\data.ms (-2855) (- m/z 57.10 100.00%

57.1
5000
— ——
131 19.50 20.00
oL Lid L 1920 19712351 2879 3340 4z 43.10  73.33%
m/z--> 50 100 150 200 250 300 350
Abundance #48834: Tridecane
57.0
5000 — e
19.50 20.00
m/z 85.10 60.71%
184.
01\6\4\ ‘ “‘\ “ \“\“‘ \“\]“-\4\]-0\ \8\‘\?\ T T ‘ L ‘ T T T ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #48839: Undecane, 4-ethyl-
43.0
— ——
19.50 20.00
5000 850 m/z 71.10 59.51%
‘ ‘ | 155.0
N 0
m/z--> 50 100 150 200 250 300 350
Abundance #71398: Tetradecane, 5-methyl- “ T
43.0 19.50 20.00
85.0 m/z 41.10 32.65%
5000
154.0
S O T R
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@92520\
Data File : BGO46704.D

Acqg On : 25 Sep 2020 16:28
Operator : CG/JU

Sample : L4128-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.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 Tridecane, 1-iodo- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.449 6.55 ng 376728 Chrysene-d12 21.765
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 90
2 Heptacosane 380 C27H56 000593-49-7 74
3 Nonadecane 268 C19H40 000629-92-5 72
4 Decane, 3-methyl- 156 C11H24 013151-34-3 72
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72
Abundance Scan 2955 (20.449 min): BG046704.D\data.ms (-2952) (- m/z 57.10 100.00%
57.1
5000
20.50
113.1 .
169.1219.1 . :
ol M L1 3000808 3093 489 4y 71.10 67.82%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #152416: Tridecane, 1-iodo-
57.0
5000 T
20.50
m/z 43.10 48.98%
183.0
13.0
O \"\H\“‘ \‘l‘\“\“ \‘\‘\ \“‘\ \\\‘\\\\‘\\\\3%(\)\.9\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #202662: Heptacosane
57.0
—
20.50
5000 m/z 85.10 44.11%
oL ||| 1130 1600 2250 2810 380.0
e e e e e e A RAARR R
miz--> 50 100 150 200 250 300 350 400 450
Abundance #117638: Nonadecane —
57.0 20.50
m/z 41.10 31.51%
5000
| ‘ |10 1600 268.0
(R B R W et G e
m/z--> 50 100 150 200 250 300 350 400 450 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BGO46704.D

Acqg On : 25 Sep 2020 16:28
Operator : CG/JU

Sample : L4128-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.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 13 Dodecane, 1-iodo- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.590 4.66 ng 268078 Chrysene-d12 21.765
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 1l-iodo- 296 C12H25I 004292-19-7 80
2 Tetracosane 338 (C24H50 000646-31-1 78
3 Nonadecane 268 C19H40 000629-92-5 78
4 Decane, 4-ethyl- 170 C12H26 001636-44-8 72
5 Dodecane 170 C12H26 000112-40-3 72
Abundance Scan 2979 (20.590 min): BG046704.D\data.ms (-2976) (- m/z 57.10 100.00%
57.1
5000
T
| 155.1196.1 20.50
oL l H b S ATAABITL 8689 s 71,10 67.98%
mlz--> 50 100 150 200 250 300 350 400
Abundance #140552: Dodecane, 1-iodo-
57.0
5000 — :
20.50
m/z 43.10 63.39%
9.0 1550
O\“\M‘“ ‘H\M\L\‘\‘\\"\‘\%97’9\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #175556: Tetracosane
57.0
T
20.50
5000 m/z 85.10 57.16%
UL 1ar01s300250 2010 3380
O I it 0 M N PR
miz--> 50 100 150 200 250 300 350 400
Abundance #117637: Nonadecane T
57.0 20.50
m/z 55.10 30.42%
5000
oL aosese a0 .
m/z--> 50 100 150 200 250 300 350 400 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@92520\
Data File : BGO46704.D

Acqg On : 25 Sep 2020 16:28
Operator : CG/JU

Sample : L4128-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.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 14 Octacosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.413 7.70 ng 442987 Chrysene-d12 21.765
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosanol 410 C28H580 000557-61-9 90
2 1-Heneicosanol 312 C21H440 015594-90-8 83
3 1-Hexacosanol 382 C26H540 000506-52-5 83
4 1-Docosene 308 C22H44 001599-67-3 83
5 Behenic alcohol 326 C22H460 000661-19-8 83

Abundance Scan 3119 (21.413 min): BG046704.D\data.ms (-3115) (- m/z 43.10 100.00%

43.1
5000
21.50
9.1
193.0 277.1
ol A ‘H““w‘“ bd i 2380200 3980 m/z 55.10  77.38%
m/z--> 50 100 150 200 250 300 350
Abundance #215904: Octacosanol
57.0
5000 1.0 ——
21.50
m/z 57.10 69.58%
oLk \H L ‘w 1159019502360 29203340 392
\\\\ \\[ ‘\Y\\\\\\ \\‘\\\\\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosano
55.0
97.0
——
21.50
5000 ITI/Z 83.10 65.19%
o Loz 0020 02080
m/z--> 50 100 150 200 250 300 350
Abundance #203698: 1-Hexacosanol —
43.0 21.50
m/z 69.10 52.88%
5000
— “‘ e e ——
mlz--> 100 150 200 250 300 350 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092520\
Data File : BG@46704.D

Acqg On : 25 Sep 2020 16:28
Operator : CG/JU

Sample : L4128-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092220.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|
Butane, 2-metho... 3.281 6.0 ng 133904 1 8.123 442814 20.0
unknown3.33 3.334 3.7 ng 82105 1 8.123 442814 20.0
2-Pentanone, 4-... 5.214 2.6 ng 57948 1 8.123 442814 20.0
n-Hexadecanoic ... 18.369 3.9 ng 210976 4 17.482 1075370 20.0
Sulfurous acid,... 18.687 2.5 ng 134636 4 17.482 1075370 20.0
Nonadecane, 9-m... 18.928 4.0 ng 217843 4 17.482 1075370 20.0
Heneicosane 19.133 3.3 ng 179728 4 17.482 1075370 20.0
Tridecane, 7-he... 19.310 5.5 ng 297554 4 17.482 10675370 20.0
Tetracosane 19.521 7.3 ng 392947 4 17.482 1075370 20.0
Tridecane 19.880 3.2 ng 181910 5 21.765 1150330 20.0
Tridecane, 1-iodo- 20.449 6.5 ng 376728 5 21.765 1150330 20.0
Dodecane, 1-iodo- 20.590 4.7 ng 268078 5 21.765 1150330 20.0
Octacosanol 21.413 7.7 ng 442987 5 21.765 1150330 20.0
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