LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070921\
Data File : BP0@6161.D

Acqg On : 09 Jul 2021 15:15
Operator : CG/JU

Sample : M2990-13

Misc :

ALS vial : 5 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_ P\Methods\8270E-BP070721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@6161.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.452 395 402 420 rBV 2256669 3514508 29.29% 5.372%
2 7.058 669 675 693 rBV 1983180 3471939 28.94% 5.307%
3 7.869 805 813 823 rBV 626343 1001350 8.35% 1.531%
4 9.040 1005 1012 1024 rBV 1280226 2189115 18.25% 3.346%
5 10.469 1248 1255 1265 rBV 254412 496296 4.14% 0.759%

6 10.675 1283 1290 1299 rBV 790764 1350579 11.26% 2
7 13.134 1701 1708 1718 rBV 3492586 5025180 41.88% 7
8 14.510 1936 1942 1951 rVB 1208125 1700274 14.17%  2.599%
9 15.869 2155 2173 2174 rBV2 376242 1437056 11.98% 2
10 16.004 2190 2196 2216 rVB2 2696524 4737019 39.48% 7

11 16.634 2279 2303 2324 rVB 2376994 11998023 100.00% 18.339%
12 16.951 2346 2357 2373 rVB 150826 632673 5.27%
13 17.192 2391 2398 2405 rBv4 102818 347674  2.90%
14 17.263 2405 2410 2418 rVB 1354321 1979011 16.49%
15 18.151 2554 2561 2570 rBV 1447441 2398159 19.99%
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16 18.433 2605 2609 2612 rBV 130232 187989 1.57%
17 18.475 2613 2616 2628 rVB 158611 262879 2.19%
18 19.380 2765 2770 2788 rVB 770960 1635467 13.63%
19 19.816 2839 2844 2852 rBV 6711830 7992662 66.62% 12.
20 19.922 2857 2862 2871 rVB2 264562 611606 5.10%
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21 20.316 2925 2929 2939 rVB 400549 675632 5
22 20.510 2956 2962 2972 rVB4 242060 663473 5
23 21.010 3042 3047 3051 rBV 527539 929941 7.75%
24 21.069 3051 3057 3061 rVV 1233466 2207033 8
2
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N
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25 21.116 3061 3065 3073 rVB 2198217 2737127 .81% 184%
26 21.345 3100 3104 3115 rBV 1695174 2176738 18.14%  3.327%
27 21.780 3174 3178 3184 rVB 405750 692103 5.77% 1.058%

28 23.745 3506 3512 3519 rVB2 1227008 2371530 19.77% 3.625%

Sum of corrected areas: 65423036
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 09 Jul 2021 15:15
: CG/JU
: M2990-13

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070921\
BP006161.D

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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0
Time-->
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6000000

5000000
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TIC: BP006161.D\data.ms

5.452
7.058
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10.46

7.869

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

TIC: BP0O06161.D\data.ms
19.816

13.134

16.004

14.510

0
Time-->
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6000000

5000000

4000000

3000000

2000000

1000000

0

12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
TIC: BP006161.D\data.ms

21.116

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070921\
Data File : BP@@6161.D

Acq On : 09 Jul 2021 15:15

Operator : CG/JU

Sample : M2990-13

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
l0.469  7.35ng 496296 Naphthalene-ds 10.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 Car1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90

3 Ethylene glycol monoisobutyl ether 118 C6H1402
4 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C1OH2204
5 3,3-Dimethylbutane-2-0l 102 C6H140

004439-24-1 59
000143-22-6 59
000464-07-3 49

Abundance Scan 1255 (10.469 min): BPO06161.D\data.ms (-1248) (- m/z 57.05 100.00%
57.0

5000

i
o
a
o

’ 131.0
0 i 220 295.1354.9 4276 5031 m/z 45.05  94.48%

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

Abundance #32654: Ethanol, 2-(2-butoxyethoxy)-
45.0
5000 T
10.50
‘ m/z 41.05 36.66%
‘ 132.0
O‘\‘\\‘\“‘\'Mh"r‘u}HH‘HH‘\\H‘\H\‘\H\‘H\\‘HH‘HH‘HH‘\

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

Abundance #32653: Ethanol, 1-(2-butoxyethoxy)-
57.0
——
10.50
5000 m/z 75.00 21.63%
‘ ‘ 132.0
o“JMHPLM!HN“H“_“w“‘w“u“u“u“‘u“_“w‘

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

Abundance #8872: Ethylene glycol monoisobutyl ether e
57.0 10.50

m/z 56.05 15.89%

5000 WNWMN&MWM/\W%J\MAMWW
mn\J\

0
m/z-->

u
T

0

50 100 150 200 250 300 350 400 450 500 550
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070921\
Data File : BP0@6161.D

Acq On : 09 Jul 2021 15:15
Operator : CG/JU

Sample : M2990-13

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknownl5.869 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.869 16.90 ng 1437060  Acenaphthene-d10 14.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phenyl- 163 C10OH13NO 000092-53-5 45
2 (3-Phenyloxiran-2-yl)methyl benz... 254 C16H1403 1000366-96-1 40
3 Benzamide, N-acetyl- 163 C9HINO2 001575-95-7 9

4 Benzoic acid, 2-benzyloxy-3-brom... 348 C17H17BroO3
5 Malonic acid, 2-chloropropyl pro... 222 C9H15Cl04

1000191-33-3 9
1000349-02-7 9

Abundance Scan 2173 (15.869 min): BP006161.D\data.ms (-2155) (- m/z 105.00 100.00%

105.0
5000 163.1
— ——
41.0 15.50 16.00
Ot 22302810 3562 434.94932  m/z 163.10  38.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32818: Morpholine, 4-phenyl-
105.0
163.0
5000 — —
15.50 16.00
m/z 77.00 27.05%
27.0 | | 1
O‘\\l\l\"\\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #105594: (3-Phenyloxiran-2-yl)methyl benzoate

Z

105.0
= —
15.50 16.00
5000 m/z 106.00 7.22%
163.0
0 39‘.p\ | 254.0
e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33139: Benzamide, N-acetyl- = —
105.0 15.50 16.00
m/z 84.05 6.59%
5000
163.0
43.0
O‘mw,‘wuh‘ " ‘

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070921\
Data File : BP0@6161.D

Acq On : 09 Jul 2021 15:15
Operator : CG/JU

Sample : M2990-13

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 2,2'-(Ethane-1,2-diylbis(ox... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

16.634 121.25 ng 11998000 Phenanthrene-d10 17.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C28H2206 1000366-99-4 83
2 2-(2-(2-Methoxyethoxy)ethoxy)eth... 268 C14H2005 1000366-99-1 74
3 Benzoic acid, 2-(2-chlorophenoxy... 276 C15H13C103 1000368-25-9 72
4 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 59
5 2-(2-Carboxyvinyl)pyridine, trans 149 C8H7NO2 007340-22-9 49

Abundance Scan 2303 (16.634 min): BP006161.D\data.ms (-2279) (- m/z 105.00 100.00%

105.0
5000

16.50 17.00
o420 L R7OL 2671 34093994459.15171  m/z 149.00  85.14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #189292: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diy
105.0
5000 —F —
16.50 17.00

m/z 77.05 39.30%

0l 450) | 11790

‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #117026: 2-(2-(2-Methoxyethoxy)ethoxy)ethyl benzoate
105.0

16 50 17. 00
45.
Ot 8790
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #124187: Benzoic acid, 2-(2-chlorophenoxy)ethyl ester
149.0 16 50 17 OO

m/z 150.00 8.66%

5000
77.0
0 | 276.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16 50 17 OO
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070921\
Data File : BP0@6161.D

Acq On : 09 Jul 2021 15:15
Operator : CG/JU

Sample : M2990-13

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 1-Propanol, 2-[2-(benzoylox... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.951 6.39 ng 632673  Phenanthrene-die 17.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propanol, 2-[2-(benzoyloxy)pro... 342 C20H2205 020109-39-1 64
2 1H-Isoindole-1,3(2H)-dione, 2-hy... 163 C8H5NO3 000524-38-9 50
3 Phthalic acid, 3,4-dimethylpheny... 284 C17H1604 1000315-69-7 50
4 Glyoxylamide, N-phenyl- 163 C9HONO2 032331-52-5 42
5 Morpholine, 4-phenyl- 163 C10OH13NO 000092-53-5 40

Abundance Scan 2357 (16.951 min): BPO06161.D\data.ms (-2346) (-~ m/z 105.00 100.00%
105.0163.1

5000

B

17.00
ol A0 L L 12418 356041644751 54T ./, 163,19  89.52%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #178311: 1-Propanol, 2-[2-(benzoyloxy)propoxy]-, benzo:

105.0
163.0
5000 =
17.00
m/z  77.00  32.79%
45
0 DL 1.0 343.0
\\\f‘TV\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #33087: 1H-Isoindole-1,3(2H)-dione, 2-hydroxy-
168.0

o

104.0
17.00

5000 m/z 164.00  11.52%

38.% ’
bl | |

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

Abundance #131064: Phthalic acid, 3,4-dimethylphenyl methyl ester —
168.0 17.00

m/z 51.10 6.82%

o

-

5000

77.0 253.0
O el

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070921\
Data File : BP0@6161.D

Acq On : 09 Jul 2021 15:15
Operator : CG/JU

Sample : M2990-13

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.151 24.24 ng 2398160  Phenanthrene-die 17.263
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 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 2561 (18.151 min): BPO06161.D\data.ms (-2554) (-  m/z 73.00 100.00%

73.0
5000
213.2 — —
39|, \ 18.00 18.50
0 H“““wm Lyl 28L1 35014092 4889547 1/, 43 19  g85.75%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 IR R
18.00 18.50
213.0 m/z 60.00 82.20%
O\\\“‘ m’“\hll\\\\\’
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #72647: Tridecanoic acid
73.0
== =
18.00 18.50
5000 ITI/Z 57.10 78.32%
171.0
0 th ﬁmj‘\i,
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #84453: Tetradecanoic acid = —
73.0 18.00 18.50
m/z 41.10 68.67%
5000
L 228.0
143.0 \
ozl L LS
m/z--> 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_P\Data\BP070921\
Data File : BP0@6161.D

Acq On : 09 Jul 2021 15:15
Operator : CG/JU

Sample : M2990-13

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 4-Ethoxy-2,5-dimethoxybenza... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

18.475 2.66 ng 262879  Phenanthrene-die 17.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Ethoxy-2,5-dimethoxybenzaldehyde 210 C11H1404 1000121-30-2 53
2 2H-1-Benzopyran-2-one, 3-chloro-... 210 C10H7C103 006174-86-3 38
3 Phenol, 2-(2-imidazo[1,2-a]pyrid... 210 C13H10N20 057636-32-5 30
4 4-Chloro-1-methyl-1,5-naphthyrid... 210 C9H7CIN202 1000213-59-5 27
5 2H-1,3-Benzoxathiole, 5-formyl-7... 210 C9H604S 004991-69-9 27

Abundance Scan 2616 (18.475 min): BP006161.D\data.ms (-2613) (- m/z 167.05 100.00%
16f7.1

.

5000
77.0
‘h l“ (2271 295.1355.0 ¢ 1850
obMldbh L4 FP7.1 205.1355.0414.94752 545¢ /) 219 19 78.90%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #69020: 4-Ethoxy-2,5-dimethoxybenzaldehyde
210.0
5000 U
136.0 18.50
69.0 ‘ m/z 154.80  38.14%
O‘\\\‘\““\“\‘\\h“‘\\“\\"‘\'\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #68952: 2H-1-Benzopyran-2-one, 3-chloro-7-hydroxy-4-nm

s

210.0
18.50
5000 m/z 149.00 31.38%
147.0
og 890 H
0“‘a‘JMWU“mu5LJ“ N —
m/z--> 0 0 100 150 200 250 300 350 400 450 500 550
Abundance #69309: Phenol, 2-(2-imidazo[1,2-a]pyridyl)- s
210.0 18.50
m/z 182.10 25.59%
5000
78.0
o\ww}u?,no‘ S i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070921\
Data File : BP0@6161.D

Acq On : 09 Jul 2021 15:15
Operator : CG/JU

Sample : M2990-13

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

19.381 15.03 ng 1635470 Chrysene-d12 21.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
3 Tetradecanoic acid 228 C14H2802 000544-63-8 70
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 53

Abundance Scan 2770 (19.380 min): BPO06161.D\data.ms (-2765) (- m/z 43.10 100.00%

434
5000 129.1
241.2 — —
‘ 19.00 19.50
0l L MM s Mm } ‘ 356.8415.1475.1 548! m/z 57.10  99.28%
miz> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #131258: Octadecanoic acid

129.0

N
w
o

5000
19.00 19.50

284.0 m/z 73.60 91.87%

0_‘\" ‘\ “‘h“hu m

\\\\‘\\\\‘!\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es

%

43.0
19.00 19.50
m/z 60.00 73.63%
5000 2840 /
129.0
o Ml BES | 20
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #84452: Tetradecanoic acid T 7
73.0 19.00 19.50
m/z 55.10  71.57%
5000
185.0
oistlllli. ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070921\
Data File : BP0@6161.D

Acq On : 09 Jul 2021 15:15
Operator : CG/JU

Sample : M2990-13

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 1,4-Benzenedicarboxylic aci... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.922 5.62 ng 611606 Chrysene-d12 21.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 72
2 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 53
3 Di-n-octyl phthalate 390 C24H3804 000117-84-0 46
4 Terephthalic acid, monochloride,... 296 C16H21Cl03 1000324-22-9 38
5 Diisooctyl phthalate 390 C24H3804 000131-20-4 38

Abundance Scan 2862 (19.922 min): BP006161.D\data.ms (-2857) (- m/z 70.10 100.00%

70.1  149.0
261.1
5000
—r
“ } ’ ‘ 410 ‘ 20.00
ol LMLl Ly L 3410 415.0474.0 549 149 00 87.13%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #207813: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
261.0
149.0
70.0
5000 IR
20.00
m/z 261.10 65.70%
O \\\“‘il\\JJ\\“\\W‘HJ\‘\Wff‘\\\\‘ ‘\LT‘\\\S\‘GIJ-\.\OW‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
e
149.0 261.0 20.00
5000 ITI/Z 112.10 56.89%
LI LI S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #207657: Di-n-octyl phthalate —r =
149.0 20.00
m/z 57.10 41.19%
50001 57.0
279.0
oLl ” | M ||| 2210 3910
R MR R AR R —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070921\
Data File : BP0@6161.D

Acq On : 09 Jul 2021 15:15
Operator : CG/JU

Sample : M2990-13

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 11
R.T. EstConc Area Relative to ISTD R.T.
20.316 6.21 ng 675632 Chrysene-d12 21.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 93
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
3 Dotriacontane 451 C32H66 000544-85-4 93
4 Eicosane, 9-octyl- 394 (C28H58 013475-77-9 93
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 2929 (20.316 min): BP006161.D\data.ms (-2925) (- m/z 57.10 100.00%
57.1

o AwL
— —
H ’1&7.1 1972 20.00 20.50
0 ml_wH‘ bhbipi 2251 356.1 4181 8030 /7 71.10  78.97%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #175559: Tetracosane
57.0
5000 ad ——
20.00 20.50
m/z 43.10 58.67%
127.0
O\l‘\\‘\J\\|\|‘\I‘\“\{““\‘W\‘\7‘\0\\\‘\\\\‘\’%??‘O\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57.0
— —
20.00 20.50
5000 ITI/Z 85.10 51.66%
1 2390
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #227194: Dotriacontane T —
57.0 20.00 20.50
m/z 99.10 20.33%
5000
oLl 0 o0 amo 0
H‘_“W‘H“H‘w“u‘H“_‘H“H‘_“w‘u“u‘w‘ = e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070921\
Data File : BP0@6161.D

Acq On : 09 Jul 2021 15:15
Operator : CG/JU

Sample : M2990-13

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Squalene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

20.510 6.10 ng 663473 Chrysene-d12 21.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Squalene 410 C30H50 000111-02-4 64
2 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 47
3 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 43
4 2,6-Octadiene, 4-methyl- 124 C9H1e6 074498-94-5 35
5 2-((4-Methylpentan-2-yloxy)carbo... 250 C14H1804 1000373-82-5 14

Abundance Scan 2962 (20.510 min): BPO06161.D\data.ms (-2956) (-  m/z 69.10 100.00%

n 29 . .
149.0
5000
T I
nm ’2071 307.1 20.50
Obrbohdilhnh],.2071 30713683 431.9490.2549. /7 149 00  65.37%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215927: Squalene
69.0
5000 e
20.50
m/z 81.05 53.34%
137.0
ob il L[], 203.0 273.0 341.0 410.0
\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #171136: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-t
69.0
T I
20.50
5000 m/z 41.10 29.68%
136.0
bbbl o0 mrogmzo
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol —— ‘
69.0 20.50
m/z 167.00 24.07%
5000
l 137.0
obddbll 2080 i
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070921\
Data File : BP0@6161.D

Acq On : 09 Jul 2021 15:15
Operator : CG/JU

Sample : M2990-13

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 (3-Phenyloxiran-2-yl)methyl... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.010 8.54 ng 929941 Chrysene-d12 21.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (3-Phenyloxiran-2-yl)methyl benz... 254 C16H1403 1000366-96-1 56
2 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 53
3 Benzoic acid, 2-benzyloxy-3-brom... 348 C17H17Br03 1000191-33-3 33
4 Benzamide, N-acetyl- 163 C9HONO2 001575-95-7 9

5 1-Benzoyl-2-trichloroacetylhydra... 280 C9H7C13N202 090273-66-8 9

Abundance Scan 3047 (21.010 min): BP0O06161.D\data.ms (-3042) (- m/z 105.00 100.00%
105.0

o

5000 163.1
LN T
411 ‘ 21.00
Ot e 224:0283.0 3571 43004909540 m/z 163.05  43.93%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #105594: (3-Phenyloxiran-2-yl)methyl benzoate
105.0
5000 ——
163.0 21.00
m/z 77.00 26.19%
39.0, 254.0
O‘\\\‘\’\\l\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32819: Morpholine, 4-phenyl-
105.0
163.0
LN \
21.00
5000 ITI/Z 106.00 7.28%
0"mv]ww&‘uL‘_M“_“w“u,‘H‘,‘H‘,H“““‘““w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #182366: Benzoic acid, 2-benzyloxy-3-bromopropyl ester T
105.0 21.00

163.0 m/z 164.10 5.21%
5000
ol Pl | 2430 3490
ST VW TR R BN . 24— =
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070921\
Data File : BP0@6161.D

Acq On : 09 Jul 2021 15:15
Operator : CG/JU

Sample : M2990-13

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknown21.069 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

21.069 20.28 ng 2207030 Chrysene-d12 21.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phenyl- 163 C10OH13NO 000092-53-5 40
2 Benzoic acid, 2-benzyloxy-3-brom... 348 C17H17Br03 1000191-33-3 38
3 1H-Isoindole-1,3(2H)-dione, 2-hy... 163 C8H5NO3 000524-38-9 38
4 Ethanone, 1-[2-(dimethylamino)ph... 163 C10OH13NO 010336-55-7 38
5 Glyoxylamide, N-phenyl- 163 C9HIONO2 032331-52-5 35

Abundance Scan 3057 (21.069 min): BP006161.D\data.ms (-3051) (- m/z 105.00 100.00%

105.0
163.1
5000
T T \
il
oty | 22112811 3551 460.7 5349  n/7 163.10  72.07%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #32818: Morpholine, 4-phenyl-
105.0
163.0
5000 —T ‘
21.00
m/z 57.10 29.55%
2710 | ] |
O‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #182366: Benzoic acid, 2-benzyloxy-3-bromopropyl ester
105.0
163.0 LN 1
21.00
5000 ITI/Z 77 .05 28.37%
41.0
I | 2430  349.0

o

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

Abundance #33088: 1H-Isoindole-1,3(2H)-dione, 2-hydroxy- —r ‘
163.0 21.00

m/z 71.10 20.94%

104.0

| |

o"m‘HH"H‘,HH_‘HWH‘mmMw_mww
miz—> 0 50 100 150 200 250 300 350 400 450 500 21.00

5000

:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070921\
Data File : BP0@6161.D

Acq On : 09 Jul 2021 15:15
Operator : CG/JU

Sample : M2990-13

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 2-(2-(2-Methoxyethoxy)ethox... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

21.116 25.15 ng 2737130 Chrysene-d12 21.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C28H2206 1000366-99-4 83
2 2-(2-(2-Methoxyethoxy)ethoxy)eth... 268 C14H2005 1000366-99-1 74
3 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 59
4 3,6,9,12-Tetraoxatetradecane-1,1... 446 C24H3008 1000366-97-0 50
5 2-(2-Carboxyvinyl)pyridine, trans 149 C8H7NO2 007340-22-9 49

Abundance Scan 3065 (21.116 min): BPO06161.D\data.ms (-3061) (- m/z 105.00 100.00%

105.0
5000

21 00 21 50
ol A2ty L R790 2831 S713 47485383 1 7 149.05  86.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #189292: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diy
105.0
5000
21 00 21 50

m/z 77.05 40.31%

0l 450) | 11790

‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #117026: 2-(2-(2-Methoxyethoxy)ethoxy)ethyl benzoate
105.0

21 00 21 50
45.
Y DY
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56014: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl-
149.0 21 00 21 50

m/z 150.00 8.95%

5000
77.0
ol L.

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21 OO 21 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070921\
Data File : BP0@6161.D

Acq On : 09 Jul 2021 15:15
Operator : CG/JU

Sample : M2990-13

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 15 Hexadecane, 1-iodo- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

21.780 6.36 ng 692103 Chrysene-d12 21.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 1-iodo- 352 C16H331I 000544-77-4 95
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
3 2-methyloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octacosane 394 (C28H58 000630-02-4 91

Abundance Scan 3178 (21.780 min): BPO06161.D\data.ms (-3174) (- m/z 57.10 100.00%
57.1

1 2150 22.00
207.0 281.1 ’ :
0 “‘ | H‘”‘ ﬁt bt e 03 4760 5485 nyz 71.10 77.85%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #184946: Hexadecane, 1-iodo-
57.0
5000 7 —
21.50 22.00
2950 m/z 43.10 58.20%
e, ]
O \“TT‘\}WW\\J‘!\J\T“\\g\\‘!\\\‘\\\\‘\\3\\5‘2\\0\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57.0
—— —
21.50 22.00
5000 m/z 85.10 56.00%
1 2390
o A P00
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane T ——
57.0 21.50 22.00
m/z 55.10 24.64%
- W
1
H“H‘w“u‘u“_‘u“u‘_‘u“H‘_“W‘H“H‘w‘ —— ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP070921\
Data File : BP0O@6161.D

Acqg On : 09 Jul 2021 15:15
Operator : CG/JU

Sample : M2990-13

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.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|
Ethanol, 2-(2-b... 10.469 7.3 ng 496296 2 10.675 1350580 20.0
unknown15.869 15.869 16.9 ng 1437060 3 14.510 1700270 20.0
2,2"'-(Ethane-1,... 16.634 121.3 ng 11998000 4 17.263 1979010 20.0
1-Propanol, 2-[... 16.951 6.4 ng 632673 4 17.263 1979010 20.0
n-Hexadecanoic ... 18.151 24.2 ng 2398160 4 17.263 1979010 20.0
4-Ethoxy-2,5-di... 18.475 2.7 ng 262879 4 17.263 1979010 20.0
Octadecanoic acid 19.381 15.0 ng 1635470 5 21.345 2176740 20.0
1,4-Benzenedica... 19.922 5.6 ng 611606 5 21.345 2176740 20.0
Tetracosane 20.316 6.2 ng 675632 5 21.345 2176740 20.0
Squalene 20.510 6.1 ng 663473 5 21.345 2176740 20.0
(3-Phenyloxiran... 21.010 8.5 ng 929941 5 21.345 2176740 20.0
unknown21.069 21.069 20.3 ng 2207030 5 21.345 2176740 20.0
2-(2-(2-Methoxy... 21.116 25.1 ng 2737130 5 21.345 2176740 20.0
Hexadecane, 1-i... 21.780 6.4 ng 692103 5 21.345 2176740 20.0
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