LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045080.D

Aca On : 18 Apr 2020 23:40

Operator : CG/JU

Sample : L2304-09

Misc :

ALS Vial : 51 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG041520.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.597 400 427 436 rBV2 1263794 2797467 8.10% 2.348%
2 7.195 660 699 712 rBV2 1648947 5291706 15.32% 4._.442%
3 8.023 833 840 848 rBV 281575 517905 1.50% 0.435%
4 8.346 888 895 904 rVB 1000541 1822862 5.28% 1.530%
5 8.758 940 965 970 rVB 361811 1781919 5.16% 1.496%
6 9.180 1030 1037 1044 rVB 831203 1501656 4 .35% 1.260%
7 10.349 1201 1236 1240 rBV2 850999 5373000 15.55% 4_.510%
8 10.831 1306 1318 1331 rVB 408634 919778 2.66% 0.772%
9 11.777 1454 1479 1484 rBV2 1001825 4695056 13.59% 3.941%
10 12.494 1593 1601 1609 rBV5 233975 524594 1.52% 0.440%

11 12.588 1611 1617 1626 rBv4 180460 550169 1.59% 0.462%
12 13.005 1678 1688 1694 rVB 568014 1277043 3.70% 1.072%
13 13.281 1729 1735 1744 rVB 2272708 3705436 10.73% 3.110%
14 13.680 1795 1803 1806 rBV2 295427 591968 1.71% 0.497%
15 14.115 1871 1877 1881 rVvV2 410726 717792 2.08% 0.602%

16 14.655 1963 1969 1976 rBV 595622 1020637 2.95% 0.857%
17 14.808 1977 1995 1999 rBVv8 505155 1945021 5.63% 1.633%
18 15.120 2038 2048 2052 rBvV4 539275 1373100 3.97% 1.152%
19 15.824 2147 2168 2171 rBV3 595193 2655905 7.69% 2.229%
20 16.148 2217 2223 2230 rBV 1742304 2702828 7.82% 2.269%

21 16.265 2239 2243 2257 rBV5 243046 503086 1.46% 0.422%
22 16.377 2258 2262 2265 rBV 363712 502689 1.46% 0.422%
23 16.617 2297 2303 2309 rVB5 250592 502296 1.45% 0.422%
24 16.841 2335 2341 2348 rBV2 1447738 2457890 7.11% 2.063%
25 17.170 2394 2397 2403 rVB2 357937 451459 1.31% 0.379%

26 17.405 2432 2437 2441 rBV 629709 969163 2.81% 0.813%
27 17.598 2463 2470 2474 rBV2 445846 850000 2.46% 0.713%
28 17.910 2519 2523 2532 rVB2 902406 1243747 3.60% 1.044%
29 18.397 2588 2606 2610 rBV2 9891262 34547531 100.00% 28.997%
30 18.603 2637 2641 2645 rBV 1513093 1788578 5.18% 1.501%

31 19.232 2744 2748 2753 rVB 2152279 2536444 7.34% 2.129%
32 19.555 2801 2803 2806 rBV2 461401 529328 1.53% 0.444%
33 19.643 2807 2818 2824 rVV 6429106 15982846 46.26% 13.415%
34 19.813 2843 2847 2851 rBV2 2388504 2994887 8.67% 2.514%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045080.D

Aca On : 18 Apr 2020 23:40

Operator : CG/JU

Sample : L2304-09

Misc :

ALS Vial : 51 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 20.019 2878 2882 2889 rVB 3511084 5416961 15.68% 4._.547%
36 20.342 2933 2937 2941 rVB 2236869 2623769 7.59% 2.202%

37 20.518 2963 2967 2972 rBV2 1179536 1972633 5.71% 1.656%
38 20.835 3018 3021 3024 rBV 1379062 1502665 4 _.35% 1.261%

Sum of corrected areas: 119141814
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045080.D

Aca On : 18 Apr 2020 23:40

Operator : CG/JU

Sample : L2304-09

Misc :

ALS Vial : 51 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG045080.D

le+07
8000000
6000000
4000000

2000000 7.19
5.60 8.35 9.18 10.35 1178

8.76 10.83 1
Time--> 350 400 450 500 550 600 650 7.00 7.50 800 850 9.00 950 1000 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG045080.D
18,40
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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: BG045080.D
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4000000
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NN N

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\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045080.D

Aca On : 18 Apr 2020 23:40

Operator : CG/JU

Sample : L2304-09

Misc :

ALS Vial : 51 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Heptanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.

8.76 68.81 ng 1781920 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptanoic acid 130 C7H1402 000111-14-8 91
2 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 64
3 Butanoic acid 88 C4H802 000107-92-6 53
4 Pentanoic acid. 3-methvl- 116 C6H1202 000105-43-1 50
5 Octanoic acid 144 C8H1602 000124-07-2 45

Abundance Scan 965 (8.758 min): BG045080.D (-940) (-) m/z 60.05 100.00%
ep
73
5000
41 87
UARARE SRS NS R
54 101 8.40 8.60 8.80 9.00
ol 2l B0, ] 0a T 113 135 0 n 300 65.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13414: Heptanoic acid
ep
5000 73
8.40 8.60 8.80 9.00
‘ 87 m/z 41.05 28.91%
|5|| 1 u3 130
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
60
840 860 880 9.00
5000 m/z 87.05 26.09%
41
27 87
15 53 69 102
mmmmﬁwmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2016: Butanoic acid
60 8.40 8.60 8.80 9.00
m/z 55.05 25.65%
5000
73
27 41
"w'%?'l“'ﬂlgﬂ'mjj”l§?“ "”|”'“l"?ﬁ"'w"'w"'w""v"'l“ SRR SRS SR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045080.D

Aca On : 18 Apr 2020 23:40

Operator : CG/JU

Sample : L2304-09

Misc :

ALS Vial : 51 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Octanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.35 116.83 ng 5373000 Naphthalene-d8 10.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 97
2 Octanoic acid. silver(l+) salt 250 C8H15A002 024927-67-1 72
3 Hexanoic acid 116 C6H1202 000142-62-1 50
4 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 43
5 Heptanoic acid 130 C7H1402 000111-14-8 40
Abundance Scan 1236 (10.349 min): BG045080.D (-1201) (-) m/z 60.00 100.00%
60
5000 J/////l_
101 UNNUNSUSUAREA RN
10.00 10.20 10.40 10.60
.-,l.l?z.g.,l.‘?f‘..,.??f‘.,....,....3Ff‘.3??,....,‘.“?9.. m/z 73.05 85.31%
m/z—-> 0 50 100 150 200 250 300 350 400 450
Abundance #20837: Octanoic acid /\
60
5000 UNNUNSUSUARSA R
10.00 10.20 10.40 10.60
29 101 m/z 41.05 39.97%
1 leLH%QI"'W""I"”I""I”"I""P"'
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance
60
127 10,00 10.20 1040 10.60
5000 m/z 55.05 34.82%
85
29 216 249275 359
m/z-> 0 55 160 1éo 260 2%0 360 3éo 460 4%0
Abundance #8069: Hexanoic acid BB A e et
60 10.00 10.20 10.40 10.60
m/z 43.05 32.59%
1 AW/LM\
87
ﬁ*lmﬂ “Llug'w""l'”'l"'w""l”"l"'w"" UNNUNSUSUAUE BN
m/z—-> 0 50 100 150 200 250 300 350 400 450 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045080.D

Aca On : 18 Apr 2020 23:40

Operator : CG/JU

Sample : L2304-09

Misc :

ALS Vial : 51 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Nonanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.78 102.09 ng 4695060 Naphthalene-d8 10.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 78
2 Octanoic acid 144 C8H1602 000124-07-2 53
3 Hexanoic acid 116 C6H1202 000142-62-1 50
4 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 43
5 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 43
Abundance Scan 1480 (11.783 min): BG045080.D (-1454) (-) m/z 73.05 100.00%
60 7B
5000 41 ////\_~\
‘ o 115 45g S I
98
11.40 11.60 11.80 12.00
...,....,|.|..--. .-.-|'-..-"|-:'|,'....,..|..17‘.1..1?f‘....18.2...,....2,2.1. m/z 60.00 96.38%
m/z--> 20 60 80 100 120 140 160 180 200 220
Abundance #30178: Nonanoic acid
60
73
5000 AL LR BN UL B
41 11. 40 11. 60 11.80 12.00
29 | ‘ 87 98 115 129 158 m/Z 57-05 48-32%
NP P 7
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
60
73 1140 11.60 11.80 12.00
5000 43 m/z 41.05 43 .36%
29 85 101
18 115 159 144
m/z--> ﬁo 45 eb 86 160 150 150 160 180 260 250
Abundance #8071: Hexanoic acid e e
60 11.40 11.60 11.80 12.00
m/z 55.05 41 .56%
5000 73
41
27 ‘ 87
s Ml ) e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11. 40 11. 60 11. 80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045080.D

Aca On : 18 Apr 2020 23:40

Operator : CG/JU

Sample : L2304-09

Misc :

ALS Vial : 51 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 unknownl2.49 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.49 11.41 ng 524594 Naphthalene-d8 10.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Succinic acid. decvl 2-methvlpen... 342 C20H3804 1000349-39-0 27
2 Hexanoic acid. 5-methvl-3-oxo-. ... 158 C8H1403 030414-55-2 27
3 4.4-Dipropviheptane 184 C13H28 017312-72-0 22
4 Allvithiourea 116 C4H8N2S 000109-57-9 14
5 Butane, 1,1"-[methylenebis(oxy)]... 188 C11H2402 022418-64-0 14
Abundance Scan 1600 (12.488 min): BG045080.D (-1593) (-) m/z 57.05 100.00%
7 85
5000 116
112.20 12,40 12,60 12.80
m/z 85.05 87 .61%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #178505: Succinic acid, decyl 2-methylpent-3-yl ester
101
5000 43 LN BRI RSN BUILN IR
= nmnmnmnm
141 o1 m/z 101.05 81.39%
1 [ 185214
m/z--> 55 100 150 200 250 360 3%0 460 4%0 560
Abundance
57 85
12.20 12.40 12.60 12.80
5000 116 m/z 98.05 65.63%
158
miz-> 50 100 150 200 250 300 350 400 450 500 |
Abundance #48849: 4,4 Dlpropylheptane LN L L L N B
57 85 12.20 12.40 12.60 12.80
m/z 71.05 58.90%
5000 141
'H"I'J'"Jllfl'z"l""l"" [rrrrTyTrTTTT T T T T T T T T T T T T T T T T TTTTTTTT T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 12. 20 12. 40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045080.D

Aca On : 18 Apr 2020 23:40

Operator : CG/JU

Sample : L2304-09

Misc :

ALS Vial : 51 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Phthalic anhydride Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.59 11.96 ng 550169 Naphthalene-d8 10.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic anhvdride 148 C8H403 000085-44-9 94
2 1.2-Benzenedicarboxvlic acid 166 C8H604 000088-99-3 83
3 Bicvclol4.2.0locta-1.3.5-triene-... 132 C8H402 006383-11-5 78
4 Ninhvdrin 178 C9H604 000485-47-2 78
5 Indan-1,2,3-trione 160 C9H403 000938-24-9 78
Abundance Scan 1617 (12.588 min): BG045080.D (-1611) (-) m/z 104.00 100.00%
104
76
5000
>0 NN SR SRR
l | 126148 179 207 233 387 440 12.20 12.40 12.60 12.80 13.00
SESNTHIVON | W0 BECCl RS  -1 M— m/z 76.05 74 _54%
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #23152: Phthalic anhydride
76 104
5000 50 NN SR SRR I
148 12.20 12.40 12.60 12.80 13.00
{ m/z 50.05 26 .63%
'?§tH’J"|'"'l""|”"|""|""|""|""|
m'z--> 0 50 100 150 200 250 300 350 400
Abundance
104
76
12.20 12.40 12.60 12.80 13.00
5000 50 m/z 74.05 17.98%
148
26
m'z--> 0 50 100 150 200 250 300 350 400 '
Abundance #14488: Bicyclo[4.2.0]octa-1,3,5-triene-7,8-dione T EARmEmaE RS R
6 104 12.20 12.40 12.60 12.80 13.00
m/z 100.00 15.33%
50
5000
132
-?gt\-J--u----.----|~--.----.----.----.----.
m'z--> 0 50 100 150 200 250 300 350 400 12.20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045080.D

Aca On : 18 Apr 2020 23:40

Operator : CG/JU

Sample : L2304-09

Misc :

ALS Vial : 51 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 n-Decanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.00 25.02 ng 1277040 Acenaphthene-d10 14 .66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 94
2 Heptanoic acid 130 C7H1402 000111-14-8 50
3 Hexanoic acid 116 C6H1202 000142-62-1 49
4 Undecanoic acid 186 C11H2202 000112-37-8 45
5 Octanoic acid 144 C8H1602 000124-07-2 43
Abundance Scan 1687 (12.999 min): BG045080.D (-1678) (-) m/z 73.05 100.00%
73
o I e \Af*f\~uw_/\/“\NJAAN/\~_~A,
‘ A8ﬂmw 143 12.60 12.80 13.00 13.20 13.40
— e A2 281 | "m/z 60.05 83.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39472: n-Decanoic acid
60
41
5000
) 129 12.60 12.80 13.00 13.20 13.40
m/z 41.05 43 .84%
‘ | 101115 143 172
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60
12/60 12.80 13.00 13.20 13.40
5000 m/z 55.05 41 .70%
41
o7 87
101445439
m‘mﬁmwmwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8068: Hexanoic acid A REAE B
60 12.60 12.80 13.00 13.20 13.40
m/z 129.00 38.78%
5000
741 87
N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.60 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045080.D

Aca On : 18 Apr 2020 23:40

Operator : CG/JU

Sample : L2304-09

Misc :

ALS Vial : 51 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 unknownl3.68 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.68 11.60 ng 591968 Acenaphthene-d10 14 .66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 22
2 2-Ethvl-n-butvric acid ethvl ester 144 C8H1602 002983-38-2 22
3 Succinic acid. isobutvl 3-methvl... 244 C13H2404 1000349-24-2 22
4 Allvithiourea 116 C4H8N2S 000109-57-9 22
5 Acetoxyacetic acid, 4-tridecyl e... 300 C17H3204 1000308-80-7 22
Abundance Scan 1803 (13.680 min): BG045080.D (-1795) (-) m/z 98.05 100.00%
98
43
71
5000
7 146 13.40 13.60 13.80 14.00
—— A, }lL PedG8 209281 279 385 | 4757100.95  74.86%
m/z--> 50 100 150 200 250 300 350
Abundance #4083: Morpholine, 4-methyl-
43
5000
101 13.40 13.60 13.80 14.00
71 m/z 43.05 70.05%
15 I
L s s L A B
m/z--> 50 100 150 200 250 300 350
Abundance
43
i 13.40 13.60 13.80 14.00
5000 116 m/z 99.00 66.16%
15 97 144
m/z--> 50 100 150 200 250 300 350
Abundance #97115: Succinic acid, isobutyl 3-methylbuty! ester I BARSaE R s B
M 101 13.40 13.60 13.80 14.00
m/z 71.05 55.09%
5000
43
171
Ll 145 | 201 229
m/z--> 50 100 150 200 250 300 350 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045080.D

Aca On : 18 Apr 2020 23:40

Operator : CG/JU

Sample : L2304-09

Misc :

ALS Vial : 51 Sample Multiplier: 1

Quant Method :
Quant Title :
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

BG041520.M

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 wunknownl4.81 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.81 38.11 ng 1945020 Acenaphthene-d10 14 .66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanedioic acid 174 C8H1404 000505-48-6 49
2 1.3-Butadiene. 1-(ethvlthio)- 114 C6H10S 010574-85-3 14
3 2(5H)-Furanone. 5.5-dimethvl- 112 C6H802 020019-64-1 14
4 Bicvclol3.1.11heptan-3-one. 2-et... 166 C11H180 1000163-95-8 14
5 2-Hexene, 2,5-dimethyl- 112 C8H16 003404-78-2 11
Abundance Scan 1995 (14.808 min): BG045080.D (-1977) (-) m/z 69.05 100.00%

5000

189 222 252268

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #41423: Octanedioic acid
9
97 138

5000

:

14.40 14.60 14.80 15.00 15.20

m/z 55.05 81.37%

=

14. 40 14. 60 14. 80 15. 00 15. 20

m/z 85.05 76 .59%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
85
A R R
14.40 14.60 14.80 15.00 15.20
5000 m/z 60.05 72.91%
45
114
27 65
mmwwwmﬁq’rﬁmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #6392: 2(5H)-Furanone, 5,5-dimethyl- IR R e
3 9 97 14.40 14.60 14.80 15.00 15.20
m/z 97.05 72.18%
5000
26
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14. 40 14. 60 14. 80 15. 00 15. 20

8270-BG041520.M Mon Apr 20 09:19:43 2020

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045080.D

Aca On : 18 Apr 2020 23:40

Operator : CG/JU

Sample : L2304-09

Misc :

ALS Vial : 51 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Dodecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.12 26.91 ng 1373100 Acenaphthene-d10 14 .66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 97
2 Tetradecanoic acid 228 C14H2802 000544-63-8 72
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 59
5 Undecanoic acid 186 C11H2202 000112-37-8 59
Abundance Scan 2048 (15.120 min): BG045080.D (-2038) (-) m/z 73.05 100.00%
97 14.80 15.00 15.20 15.40
200
Ll |t \ 118377220238 283 8% qsz 60.05  76.42%
m/z--> o 150 200 250 300 350
Abundance #61122: Dodecanoic acid
5000 U SRR SRR B B
129 1480 15.00 15.20 15.40
157 m/z 55.05 50.07%
101 \ 200
VI
m/z--> 100 150 200 250 300 350
Abundance
73
43 14.80 15.00 15.20 15.40
5000 m/z 41.05 49 _.79%
129
185 228
97
26 149166 211
m/z--> 55 160 150 260 250 360 3éo
Abundance #72647: Tridecanoic acid A e R
73 14.80 15.00 15.20 15.40
43 m/z 43.05 47 .84%
5000 129
171
VLT | e
|2| |”‘.'.‘.‘H‘.N|L Iﬁlullllsgl |‘|‘EL97|“||| ——— ——— R
m/z--> 50 100 150 200 250 300 350 14.80 15.00 1520 1540

8270-BG041520.M Mon Apr 20 09:19:43 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045080.D

Aca On : 18 Apr 2020 23:40

Operator : CG/JU

Sample : L2304-09

Misc :

ALS Vial : 51 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Azelaic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.82 52.04 ng 2655910 Acenaphthene-d10 14 .66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Azelaic acid 188 C9H1604 000123-99-9 87
2 3-.beta.-Benzamidoethvl-1.2.4(2H... 216 C11H12N40 1000286-53-4 14
3 Cvclopropane. 1.1.2.3-tetramethvl- 98 C7H14 074752-93-5 11

4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 11
5 2-Pentene, 4,4-dimethyl- 98 C7H14 026232-98-4 11

Abundance Scan 2167 (15.819 min): BG045080.D (-2147) (-) m/z 55.05 100.00%

5

5000

-

15.60 15.80 16.00 16.20
m/z 105.05  96.73%

178194210 239 256 283

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #52045: Azelaic acid

%

15.60 15.80 16.00 16.20
m/z 83.05 74.76%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
77 105
T
15.60 15.80 16.00 16.20
5000 51 m/z 69.05 66 .56%
27 122
12 01 139 159173 199 21
WWTTWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3411: Cyclopropane, 1,1,2,3-tetramethyl- R A BAREE REE S
56 15.60 15.80 16.00 16.20
m/z 60.05 61.52%
5000 41 83
27 98
R
S [ ) N SN AR S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15 60 15. 80 16. OO 16 20

8270-BG041520.M Mon Apr 20 09:19:44 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045080.D

Aca On : 18 Apr 2020 23:40

Operator : CG/JU

Sample : L2304-09

Misc :

ALS Vial : 51 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 Tetradecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.84 50.72 ng 2457890 Phenanthrene-d10 17.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 53
2 n-Decanoic acid 172 C10H2002 000334-48-5 46
3 Valeric acid. 2-tetradecvl ester 298 C19H3802 055193-14-1 38
4 N.N"-Diacetvlethvlenediamine 144 C6H12N202 000871-78-3 38
5 Valeric acid, 3-pentadecyl ester 312 C20H4002 1000281-99-3 35
Abundance Scan 2341 (16.841 min): BG045080.D (-2335) (-) m/z 85.05 100.00%
o JV;_,ﬁ_._ANJ/\\“_,~“/\A-
T 185 16.60 16.80 17.00 17.20
111 228 . . . .
o b2l |, 211717246 267285302 357 | nz7 73 .05 69.03%
m/z--> 50 100 150 200 250 300 350
Abundance #84453: Tetradecanoic acid
43
5000 IR U R B B
129 1660 16.80 17.00 17.20
97 185 228 m/z 60.05 50.56%
| 10166 | om |
m/z--> 50 100 1%0 260 250 360 3%0
Abundance
60
4 "' 16,60 16.80 17.00 17.20
5000 m/z 55.05 45 .85%
129
i L i M/L«]L/\/M\F
155
m/z--> 55 160 150 260 2éo 300 3%0
Abundance #143169: Valeric acid, 2-tetradecyl ester I EREEEEES L S
5 16.60 16.80 17.00 17.20
57 m/z 41.05 41.62%
il AJAA.N/VV
| 1 168 196513
m/z--> 50 160 1%0 260 2éo 360 3%0 16)60 16)80 17!00 17fzo

8270-BG041520.M Mon Apr 20 09:19:44 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045080.D

Aca On : 18 Apr 2020 23:40

Operator : CG/JU

Sample : L2304-09

Misc :

ALS Vial : 51 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 Pentadecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

17.60 17.54 ng 850000 Phenanthrene-d10 17.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 52
3 n-Decanoic acid 172 C10H2002 000334-48-5 50
4 Decanoic acid. silver(1+) salt 278 C10H19Aa002 013126-67-5 47
5 Undecanoic acid 186 C11H2202 000112-37-8 38

Abundance Scan 2470 (17.598 min): BG045080.D (-2463) (-) m/z 73.05 100.00%

5000

:

17.20 17.40 17.60 17.80 18.00
m/z 60.05 72.82%

242

o 276 320

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #95851: Pentadecanoic acid

-

17.20 17.40 17.60 17.80 18.00
m/z 43.05 63.81%

5000

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

E

Abundance
73
17.20 17.40 17.60 17.80 18.00
so0o] 42 129 m/z 41.05 56.08%
185
228
101 157
LA B o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #39473: n-Decanoic acid A EEEEE L
60 17.20 17.40 17.60 17.80 18.00
m/z 55.05 47 .73%
5000 129
29
BN i N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 17. 20 17. 40 17. 60 17. 80 18 00

8270-BG041520.M Mon Apr 20 09:19:45 2020 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045080.D

Aca On : 18 Apr 2020 23:40

Operator : CG/JU

Sample : L2304-09

Misc :

ALS Vial : 51 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 Nonadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.91 25.67 ng 1243750 Phenanthrene-d10 17.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 89
2 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 86
3 Heptacosane 380 C27H56 000593-49-7 80
4 Heptadecane. 7-methvl- 254 C18H38 020959-33-5 72
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 58
Abundance Scan 2523 (17.910 min): BG045080.D (-2519) (-) m/z 57.05 100.00%
57
85
5000
113 17.60 17.80 18.00 18.20
141
ol -3k .-'.J],-.-' 169 197 232 268 300 | "m/z 71.05 88.06%
m/z--> 50 100 150 200 250 300 350
Abundance #117637: Nonadecane
57
85
5000 I AUV
17. 60 17. 80 18 00 18.20
29 m/z 43.05 70.13%
LLL L dll3 141 169 197 268
m/z--> 50 100 1éo 260 250 360 3éo
Abundance
57
17.60 17.80 18.00 18.20
5000 85 m/z 85.05 64.91%
28
113 155 183 310
m/z--> - '55' ' "160" "150" ' 560" "250" ' 500" "350" '
Abundance #202662: Heptacosane T
57 17.60 17.80 18.00 18.20
m/z 41.05 37.57%
5000
85
290 13 141 169 197 225 253 281 323 351 380 N
m/z--> m @ m ﬁ 250 ﬁ ﬁ ﬂmﬂmmmmm'

8270-BG041520.M Mon Apr 20 09:19:45 2020 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045080.D

Aca On : 18 Apr 2020 23:40

Operator : CG/JU

Sample : L2304-09

Misc :

ALS Vial : 51 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.60 36.91 ng 1788580 Phenanthrene-d10 17.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
3 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 91
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 90
5 Heptacosane 380 C27H56 000593-49-7 90
Abundance Scan 2640 (18.597 min): BG045080.D (-2637) (-) m/z 57.05 100.00%
57
85
5000
13 18/20 18.40 18.60 18.80 19.00
141
ob A LA 1109106 o3oze1282  3p7 357 4l i 7105 82400
miz--> 0 50 100 150 200 250 300 350 400
Abundance #141425: Heneicosane
57
5000 85 R A B SRR BN
18. 20 18 40 18. 60 18. 80 19. oo
29 m/z 43.05 66.24%
| 4113 141 169 197 225 253 296
miz--> 0 50 100 1éo 260 250 360 3%0 460
Abundance
57
18/20 18.40 18.60 18.80 19.00
5000 85 m/z 85.05 55_.55%
11313315 183 211 239 281
miz--> 0 §0 160 150 200 250 300 3%0 460
Abundance #140553: 1-lodo-2-methylundecane A maa s e
57 18.20 18.40 18.60 18.80 19.00
m/z 41.05 34.31%
5000
85
29 J
Ll k 113 ‘169 211 296
miz--> 0 5'0 1(')0 150 200 250 3(')0 350 4(')0 18. 20 18 40 18. 60 18. 80 19. 00

8270-BG041520.M Mon Apr 20 09:19:46 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045080.D

Aca On : 18 Apr 2020 23:40

Operator : CG/JU

Sample : L2304-09

Misc :

ALS Vial : 51 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 Pentadecane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
19.23 52.34 ng 2536440 Phenanthrene-d10 17.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Pentadecane 212 C15H32 000629-62-9 91
2 Nonadecane 268 C19H40 000629-92-5 90
3 Tridecane. 3-ethvl- 212 C15H32 013286-73-2 87
4 Tetradecane 198 C14H30 000629-59-4 86
5 Tetradecane, 4-methyl- 212 C15H32 025117-24-2 81
Abundance Scan 2748 (19.232 min): BG045080.D (-2744) (-) m/z 57.05 100.00%

57
85
5000
113 10,00 19.20 19.40 19.60
141 169
ol L 47 109 211 239 266 292315 369 415 | o7 71 05 g7.28%
m/z--> 50 100 150 200 250 300 350 400
Abundance #71396: Pentadecane
57
85
5000 LB UL UL UL B

I I I I
19.00 19.20 19.40 19.60
29 m/z 43.05 69.99%
L (3,191 169 212
At

T
m/z--> 50 100 150 200 250

|
300 350 400

Abundance
57
R B
19.00 19.20 19.40 19.60
5000 85 m/z 85.05 66.87%
29
113 141 169 197 225 268
e s A B e o B
m/z--> 50 100 150 200 250 300 350 400
Abundance #71397: Tridecane, 3-ethyl- N Al R EEs B
43 19.00 19.20 19.40 19.60
m/z 41.05 36.31%
71
5000
183
99
\ | .‘J J 127154 | 212
o B A B a2 e T R B
m/z--> 50 100 150 200 250 300 350 400 19.00 19.20 19.40 19.60

8270-BG041520.M Mon Apr 20 09:19:47 2020 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045080.D

Aca On : 18 Apr 2020 23:40

Operator : CG/JU

Sample : L2304-09

Misc :

ALS Vial : 51 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.64 212.73 ng 15982800 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 Tridecanoic acid 214 C13H2602 000638-53-9 68

Abundance Scan 2818 (19.643 min): BG045080.D (-2807) (-) m/z 73.05 100.00%

7B

43

5000

-

19.40 19.60 19.80 20.00
m/z 60.05  72.52%

0 319 364 429 475 515

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #131262: Octadecanoic acid

.

19.I40 19.I60 19.I80 20.IOO
m/z 43.05 72.03%

5000

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
43 73
e A RARES mE e S
19.40 19.60 19.80 20.00
5000 129 m/z 55.05 68.53%
199 242
98 157
e B B R ma I o B!
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester e A RARES mE e S
43 19.40 19.60 19.80 20.00

m/z 41.05 61.23%

5000

3

T I T I
19.40 19.60 19.80 20.00

8270-BG041520.M Mon Apr 20 09:19:47 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045080.D

Aca On : 18 Apr 2020 23:40

Operator : CG/JU

Sample : L2304-09

Misc :

ALS Vial : 51 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 18 Eicosane, 10-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.34 34.92 ng 2623770 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 89
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 70
3 Pentadecane 212 C15H32 000629-62-9 70
4 Heneicosane 296 C21H44 000629-94-7 68
5 Heptadecane 240 C17H36 000629-78-7 68
Abundance Scan 2937 (20.342 min): BG045080.D (-2933) (-) m/z 57.05 100.00%
57
5000
141 169 20.00 20.20 20.40 20.60
I X 210 239 281 325349 399 430 464 n/7z 71.05 85 90%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #141431: Eicosane, 10-methyl-
57
5000 85 RUNABRUNARAR BARRAIARES B
20.00 20.20 20.40 20.60
m/z 43.05 70.69%
, Jlﬁ3. 1?4|183 211239 281
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance
43
UNNBSUNUNBS UL DU
71 20.00 20.20 20.40 20.60
5000 m/z 85.05 64 .57%
99 196
127 155 225 252 280
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #71396: Pentadecane e REERaEEs
7 20.00 20.20 20.40 20.60
m/z 83.05 46.70%
85
5000
29
o R 22 S
m/z-> 0 50 100 150 200 250 300 350 400 450 20.00 20.20 20.40 20.60

8270-BG041520.M Mon Apr 20 09:19:48 2020 Page: 20



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045080.D

Aca On : 18 Apr 2020 23:40

Operator : CG/JU

Sample : L2304-09

Misc :

ALS Vial : 51 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 19 Octadecane, 5-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
20.52 26.26 ng 1972630 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 5-methvl- 268 C19H40 025117-35-5 74
2 Tridecane. 7-propvl- 226 C16H34 055045-09-5 68
3 Tritetracontane 605 C43H88 007098-21-7 64
4 Tetratetracontane 619 C44H90 007098-22-8 64
5 Octacosane 394 C28H58 000630-02-4 58
Abundance Scan 2967 (20.518 min): BG045080.D (-2963) (-) m/z 85.05 100.00%
43
5000
127 20.20 20.40 20.60 20.80
168201
ol ...,..-..l,e*. 233266300 341 401431 m/z 57.05 92 250
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #117643: Octadecane, 5-methyl-
7
5000 NUMBARBARRAUARAR RS
20,20 20.40 20.60 20.80
m/z 71.05 84 .31%
P 2 asa
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
43
20.20 20.40 20.60 20.80
5000 85 m/z 43.05 62.70%
140
183
226
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane e R REmma R
57 20.20 20.40 20.60 20.80
m/z 55.05 40.79%
5000
97
| 127 169 211 253 295 337 379 421 463 505 547 604
m/z--> éo 100 150 200 250 300 350 400 450 500 550 600 20,20 20.40 20.60 20.80
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Library Search Compound R

eport

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045080.D

Aca On : 18 Apr 2020 23:40

Operator : CG/JU

Sample : L2304-09

Misc :

ALS Vial : 51 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 20 2-methyloctacosane Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
20.84 20.00 ng 1502670 Chrysene-di12 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 90
2 Tetratetracontane 619 C44H90 007098-22-8 86
3 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 80
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 76
5 Hexadecane 226 C16H34 000544-76-3 74
Abundance Scan 3022 (20.841 min): BG045080.D (-3018) (-) m/z 57.05 100.00%
57
5000
% "' 20.60 20.80 21.00 21.20
141 183 : : : :
o”.w..ﬂﬂApﬁ:m,?ﬁ???fi%ﬁ.”4ﬂn”,”.w.“w.”.“.. m/z 71.05 91.96%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane
5000 L BRI LR BRI SUL

20. 60 20. 80 21. 00 21. 20
99 m/z 85.05 70.84%

141 183 225 267 309 365

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
N S NI
20.60 20.80 21.00 21.20
5000 m/z 43.05 65.52%
97
141 183 225 267 309 351 393423 463 505 561591
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)- I EREEEEES LSS S
43 20.60 20.80 21.00 21.20
m/z 41.05 37.02%
5000

| 127 169 225555 295 337

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 20. 60 20. 80 21. 00 21. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG041720\
Data File : BG045080.D

Acq On : 18 Apr 2020 23:40

Operator : CG/JU

Sample - L2304-09

Misc :

ALS Vial : 51 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

21.68 1502670 20.0
21.68 1502670 20.0

Octadecane, 5-met... 20.52 26.3 ng 1972630
2-methyloctacosane 20.84 20.0 ng 1502670

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Heptanoic acid 8.76 68.8 ng 1781920 1 8.02 517905 20.0
Octanoic acid 10.35 116.8 ng 5373000 2 10.83 919778 20.0
Nonanoic acid 11.78 102.1 ng 4695060 2 10.83 919778 20.0
unknownl12 .49 12.49 11.4 ng 524594 2 10.83 919778 20.0
Phthalic anhydride 12.59 12.0 ng 550169 2 10.83 919778 20.0
n-Decanoic acid 13.00 25.0 ng 1277040 3 14.66 1020640 20.0
unknownl13.68 13.68 11.6 ng 591968 3 14.66 1020640 20.0
unknownl14 .81 14.81 38.1 ng 1945020 3 14.66 1020640 20.0
Dodecanoic acid 15.12 26.9 ng 1373100 3 14.66 1020640 20.0
Azelaic acid 15.82 52.0 ng 2655910 3 14.66 1020640 20.0
Tetradecanoic acid 16.84 50.7 ng 2457890 4 17.40 969163 20.0
Pentadecanoic acid 17.60 17.5 ng 850000 4 17.40 969163 20.0
Nonadecane 17.91 25.7 ng 1243750 4 17.40 969163 20.0
Heneicosane 18.60 36.9 ng 1788580 4 17.40 969163 20.0
Pentadecane 19.23 52.3 ng 2536440 4 17.40 969163 20.0
Octadecanoic acid 19.64 212.7 ng 15982800 5 21.68 1502670 20.0
Eicosane, 10-methyl- 20.34 34.9 ng 2623770 5 21.68 1502670 20.0

5
5
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