LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28570.D

Acqg On : 27 Jan 2021 15:30
Operator : CG/JU

Sample : M1217-15

Misc :

ALS vial : 6 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 M\Methods\8270-BM012021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@28570.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.022 304 312 318 rBV 18454 27911 2.78% 0.361%
2 5.528 392 398 407 rVB 271698 400770 39.97% 5.182%
3 6.017 476 481 490 rVB 17928 27123 2.71% 0.351%
4 7.181 672 679 691 rBV 240459 435470 43.43% 5.631%
5 7.511 729 735 739 rBV 37967 54089 5.39% 0.699%
6 7.563 739 744 753 rVB 41329 64425 6.43% 0.833%
7 7.752 770 776 788 rVB 56258 89076 8.88% 1.152%
8 7.969 806 813 820 rVB 107485 167410 16.70%  2.165%
9 8.293 859 868 874 rBV 33879 52566 5.24% 0.680%
10 9.146 1005 1013 1021 rBV 223967 367684 36.67% 4.754%
11  9.405 1051 1057 1063 rVB2 7416 12134 1.21% 0.157%
12 10.146 1176 1183 1189 rBV 28270 49964 4.98% 0.646%
13 10.328 1202 1214 1221 rBV7 6795 21708 2.17% 0.281%
14 10.781 1282 1291 1297 rBV 139428 228423 22.78%  2.954%
15 11.010 1324 1330 1337 rVB2 6940 11654 1.16% ©0.151%
16 13.240 1701 1709 1715 rBV 524564 774096 77.21% 10.010%
17 13.422 1730 1740 1745 rBV3 9216 17091 1.70% 0.221%
18 13.945 1823 1829 1835 rVB7 4990 11854 1.18% 0.153%
19 14.069 1846 1850 1856 rVB 25174 38048 3.79% 0.492%
20 14.251 1876 1881 1892 rBV3 27486 41169 4.11% 0.532%
21 14.557 1930 1933 1938 rVV2 14404 26962 2.69% 0.349%
22 14.616 1938 1943 1952 rVB 195821 292048 29.13% 3.776%
23 14.857 1980 1984 1990 rVB 17174 22407 2.23% 0.290%
24 15.039 2010 2015 2023 rBV 58350 87083 8.69% 1.126%
25 15.128 2025 2030 2036 rBV7 5596 15308 1.53% 0.198%
26 15.245 2045 2050 2057 rVB2 22874 35201 3.51% 0.455%
27 15.392 2071 2075 2079 rBV2 12424 19642 1.96% 0.254%
28 15.845 2148 2152 2157 rVB2 14514 22909 2.28% 0.296%
29 15.928 2162 2166 2175 rBV3 33678 52744 5.26% 0.682%
30 16.104 2190 2196 2201 rBV 256578 361112 36.02% 4.670%
31 16.328 2227 2234 2237 rBV 42588 74482  7.43% 0.963%
32 16.569 2272 2275 2279 rVB 12399 14306 1.43% 0.185%
33 17.092 2361 2364 2366 rVWV2 10986 11303 1.13% 0.146%
34 17.139 2369 2372 2383 rVB 38549 65762 6.56% ©0.850%
35 17.345 2402 2407 2413 rBV 236935 322707 32.19% 4.173%

36 18.227 2552 2557 2566 rBV 259690 368801 36.78% 4.769%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28570.D

Acqg On : 27 Jan 2021 15:30
Operator : CG/JU

Sample : M1217-15

Misc :

ALS vial : 6 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 M\Methods\8270-BM012021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 18.716 2636 2640 2645 rVB 22800 39518 3.94% 0.511%
38 18.974 2679 2684 2689 rBV 200857 240677 24.01%  3.112%
39 19.063 2695 2699 2707 rVvV 66361 85708 8.55% 1.108%
40 19.133 2707 2711 2718 rVB2 22886 39178 3.91% 0.507%
41 19.492 2767 2772 2781 rBV 153755 210469 20.99% 2.722%
42 19.604 2787 2791 2795 rBV 56130 65177 6.50% 0.843%
43 19.945 2843 2849 2854 rVB 800663 1002604 100.00% 12.965%
44 20.239 2897 2899 2903 rVB 15641 14191 1.42% 0.184%
45 20.604 2957 2961 2967 rVB 45318 62492 6.23% ©0.808%
46 20.727 2978 2982 2985 rBV 25964 31957 3.19% 0.413%
47 20.810 2992 2996 3000 rBV 131290 151315 15.09% 1.957%
48 20.857 3002 3004 3007 rVB 25909 26060 2.60% 0.337%
49 21.180 3055 3059 3067 rBV 274961 318796 31.80% 4.122%
50 21.480 3106 3110 3117 rBV 273699 346808 34.59%  4.485%
51 21.616 3130 3133 3139 rVB2 31060 36227 3.61% 0.468%
52 22.051 3205 3207 3209 rBv2 21278 22982 2.29% 0.297%

53 23.751 3490 3496 3503 rVB 188210 353814 35.29% 4.575%

Sum of corrected areas: 7733415
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28570.D

Acqg On : 27 Jan 2021 15:30
Operator : CG/JU

Sample : M1217-15

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM028570.D\data.ms
800000
700000
600000
500000
400000
300000 5.528

200000
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715345 >2
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Time--> 350 4.00 4.50 500 550 6.00 6.50 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM028570.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28570.D

Acqg On : 27 Jan 2021 15:30
Operator : CG/JU

Sample : M1217-15

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
5.022 3.33 ng 27911 1,4-Dichlorobenzene-d4 7.969

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Diacetamide 101 C4H7NO2 000625-77-4 9
3 Ethanone, 1-(2-methylcyclopropyl)- 98 C6H100 000930-56-3 9
4 Silane, trimethyl- 74 C3H1esi 000993-07-7 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 312 (5.022 min): BM028570.D\data.ms (-304) (-) m/z 43.00 100.00%

3.0
59.1
5000
1011 [ R UL B R
‘ 829 4.60 4.80 5.00 5.20 5.40
e o R o VSTV m/z 59.10 54.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 e
4.60 4.80 5.00 5.20 5.40
59.0 m/z 101.1@  18.34%
101.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4023: Diacetamide
43.0
R
4.60 4.80 5.00 5.20 5.40
5000 59.0 m/z 58.00 15.66%
73.0
101.0
. 80 | ] 860
T e e
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3278: Ethanone, 1-(2-methylcyclopropyl)- m‘M““H““‘_““‘H
43.0 4.60 4.80 5.00 5.20 5.40
55.0 m/z 41.10 9.01%
5000
27.0 83.0
15.0 ‘
O“_ﬂ‘w‘wl‘H‘1$1uqdlh“QQR“w“u“?ﬁe"w‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28570.D

Acqg On : 27 Jan 2021 15:30
Operator : CG/JU

Sample : M1217-15

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 Ethanol, 2-butoxy- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
6.017 3.24 ng 27123 1,4-Dichlorobenzene-d4 7.969

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 74
2 1-Butene, 4-butoxy- 128 C8H160 034061-76-2 17
3 Sulfurous acid, dibutyl ester 194 C8H1803S 000626-85-7 16
4 Propanedioic acid, oxo-, bis(2-m... 230 C11H1805 092778-43-3 16
5 Isobutyl ether 130 C8H180 000628-55-7 12
Abundance Scan 481 (6.017 min): BM028570.D\data.ms (-476) (-) m/z 57.10 100.00%
57.1
5000
41.
870 R LN N R
5.60 5.80 6.00 6.20 6.40
o m/z 45.00  44.72%
m/z--> 20 40 60 80 100 120 140
Abundance #8822: Ethanol, 2-butoxy-
57.0
5000 [\|’
a1 5.60 5.80 6.00 6.20 6.40
' 870 m/z 41.680  36.69%
0 150 \““r‘ T \‘!“ T \‘i“\ T \‘\ T i T \]\-J\-B‘(\)\ T T T
miz-> 20 40 60 80 100 120 140
Abundance #12483: 1-Butene, 4-butoxy-
57.0
e B b b
5.60 5.80 6.00 6.20 6.40
5000 m/z 87.00 17.61%
41.0
87.0
o ame
miz--> 20 40 60 80 100 120 140
Abundance #56796: Sulfurous acid, dibutyl ester R RAREREEEE
57.0 5.60 5.80 6.00 6.20 6.40
m/z 56.00 9.34%
5000 2410
0 e 83.0 109.0  139.0 A
\\\‘\\\\‘\‘\\\‘\\\\“\‘\\\‘\\‘\\‘\\\\“\\\\ ‘\\\\‘\\\\‘\\\\‘\\\\’\\
m/z--> 20 40 60 80 100 120 140 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28570.D

Acqg On : 27 Jan 2021 15:30
Operator : CG/JU

Sample : M1217-15

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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-Propanol, 1-(2-methoxy-1-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.511 6.46 ng 54089 1,4-Dichlorobenzene-d4 7.969

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 86
2 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 59
3 Ethane, 1-ethoxy-1-methoxy- 104 C5H1202 010471-14-4 59
4 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 45
5 2-Propanol, 1-(2-butoxy-1-methyl... 190 C1@H2203 029911-28-2 38
Abundance Scan 735 (7.511 min): BM028570.D\data.ms (-729) (-) m/z 59.10 100.00%
59.1
5000
a1, 103.1
 ABEEEALY R SR
“ 2E 0 7.20 7.40 7.60 7.80
o bl e m/z 45.10  58.63%
miz--> 20 40 60 80 100 120 140
Abundance  #23092: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
5000 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
103.0 7.20 7.40 7.60 7.80
31.0 m/z 103.10 34.10%
o120 “‘ ‘H , 750 ‘ 130.0 149.0
\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #15106: 1-Propanol, 2-(2-hydroxypropoxy)-
59.0
EEEmmaEE TR
7.20 7.40 7.60 7.80
5000 m/z 41.10 28.25%
1.
310 103.0
ol150 “H‘ | 750 119.0
e
miz--> 20 40 60 80 100 120 140
Abundance #4791: Ethane, 1-ethoxy-1-methoxy- R AAmssassEnsas TEee
59.0 7.20 7.40 7.60 7.80
m/z 73.10 27.15%
5000
29.0 89.0
0 \M\ ‘ ‘ ‘

m/z--> 40 60 80 100 120 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28570.D

Acqg On : 27 Jan 2021 15:30
Operator : CG/JU

Sample : M1217-15

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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'-oxybis- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.563 7.70 ng 64425 1,4-Dichlorobenzene-d4 7.969

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 72
2 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 59
3 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 59
4 Ethane, 1-ethoxy-1-methoxy- 104 C5H1202 010471-14-4 45
5 1-Propanol, 3,3'-oxybis- 134 C6H1403 002396-61-4 39
Abundance Scan 744 (7.563 min): BM028570.D\data.ms (-739) (-) m/z 59.05 100.00%
59.0
5000
103.1
A A RNEaRERE
M 7L0 7.20 7.40 7.60 7.80
0 M,HH“‘m”;mm,‘m‘lm_m_m m/z 45.85 63.96%
miz--> 20 60 80 100 120 140
Abundance  #23092: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
5000 L L B B B LN I
103.0 7.20 7.40 7.60 7.80
31.0 m/z 103.05 31.82%
o120 “‘ ‘H , 750 ‘ 130.0 149.0
\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #15091: 1-Propanol, 2,2'-oxybis-
59.0
A AREESEREE
7.20 7.40 7.60 7.80
5000 m/z 73.05 27.50%
31.0 103.0
0 15.0 ‘ m [y 75.0 ‘
N
miz--> 20 40 60 80 100 120 140
Abundance #15108: 1-Propanol, 2-(2-hydroxypropoxy)- ““H““““H,““‘
59.0 7.20 7.40 7.60 7.80

m/z 41.05 25.42%

5000

31.0 103.0 M
0 15.0 | N 75.0 ‘

m/z--> 20 60 80 100 120 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28570.D

Acqg On : 27 Jan 2021 15:30
Operator : CG/JU

Sample : M1217-15

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 5 2-Propanol, 1-(2-methoxypro... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.752 10.64 ng 89076 1,4-Dichlorobenzene-d4 7.969

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 83
2 2-Propanol, 1-(2-methoxypropoxy)- 148 C7H1603 013429-07-7 83
3 2-Propanol, 1-[1-methyl-2-(2-pro... 174 C9H1803 055956-25-7 74
4 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 72
5 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 72
Abundance Scan 776 (7.752 min): BM028570.D\data.ms (-770) (-) m/z 59.10 100.00%
59.1
5000
A AREAmARREES
39*9 | 104.1 7.40 7.60 7.80 8.00
ot m/z 45.10 17.11%
m/z--> 20 40 60 80 100 120 140 160
Abundance  #23091: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
5000 L L B B I BN I
7.40 7.60 7.80 8.00
m/z 43.05 11.71%
310 104.0
O \\\’\\H\\‘H‘\‘\\\H\\}‘\8‘3\.0\\\“1\\\‘1\3\()\.\0‘\\\\’\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #23084: 2-Propanol, 1-(2-methoxypropoxy)-
59.0
AR e
7.40 7.60 7.80 8.00
5000 m/z 41.10 11.13%
31.0
Ottty 1830 R0 1300
miz--> 20 40 60 80 100 120 140 160
Abundance #41681: 2-Propanol, 1-[1-methyl-2-(2-propenyloxy)ethoxy
59.0 7.40 7.60 7.80 8.00
m/z 73.10 9.48%
5000
103.0
31.0
ol | ss0 | 1290 1500
A e ‘_‘H‘H‘W‘H‘_‘H‘
m/z--> 20 40 60 80 100 120 140 160 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28570.D

Acqg On : 27 Jan 2021 15:30
Operator : CG/JU

Sample : M1217-15

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 Octanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.146 4.37 ng 49964 Naphthalene-d8 10.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 90
2 Hexanoic acid 116 C6H1202 000142-62-1 59
3 Heptanoic acid 130 C7H1402 000111-14-8 50
4 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 40
5 Pentanoic acid 102 C5H1002 000109-52-4 40

Abundance Scan 1183 (10.146 min): BM028570.D\data.ms (-1176) (- m/z 60.00 100.00%

60.0
5000 a1
101.0 R ——
m N 8“70 ‘ 10.00 10.50
L Sl L) Al m/z 73.00  68.22%
m/z--> 20 40 60 80 100 120 140
Abundance #20837: Octanoic acid
60.0
5000 43.0 T A” T
10.00 10.50
101.0 m/z 41.10 51.03%
270 85.0
O ‘ \H\ \H\‘\ \“H‘ T \ \ T “‘H‘\ T \”‘ T \‘\ ‘172\9\0\]]4\5\0\
m/z--> 40 60 100 120 140
Abundance #8070: Hexanoic acid
60.0
i — .
10.00 10.50
5000 41.0 ITI/Z 43.05 47 .05%
‘H 87.0
om_m_m T
m/z--> 60 80 100 120 140
Abundance #13414: Heptanoic acid 1 —
60.0 10.00 10.50
m/z 55.05 37.96%
5000
41.0
87.0
0l150 | ‘H‘ ‘ JH‘ - 4 111301300 Py N ety
m/z--> 20 80 100 120 140 10.00 10.50

8270-BM012021.M Thu Jan 28 15:48:10 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28570.D

Acqg On : 27 Jan 2021 15:30
Operator : CG/JU

Sample : M1217-15

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 1-Decene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

14.251 2.82 ng 41169  Acenaphthene-d10 14.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decene 140 C1o0H20 000872-05-9 95
2 1-Dodecanol 186 C12H260 000112-53-8 90
3 1-Undecanol 172 C11H240 000112-42-5 87
4 Cyclopropane, 1l-methyl-2-octyl- 168 C12H24 037617-26-8 86
5 E-11,13-Tetradecadien-1-o0l 210 C14H260 1000131-00-3 86

Abundance Scan 1881 (14.251 min): BM028570.D\data.ms (-1876) (- m/z 55.05 100.00%

55.0
5000 83.0
—— —
‘ 11‘1'1 140.1 14.00 14.50
S A T w/z 41.85  88.36%
m/z--> 200 40 60 80 100 120 140 160
Abundance #17936: 1-Decene
55.0
5000 —r ——
29.0 83.0 14.00 14.50
‘ m/z 43.05 82.17%
111.0
‘ | 140.0
O' \\1‘\\1\‘\\\\}\\\\‘\\\\
m/z--> 200 40 60 80 100 120 140 160
Abundance #50309: 1-Dodecano
43.0
—— —
69.0 14.00 14.50
5000 ' ITI/Z 56.05 70.86%
97.0
ol...25 |y 1400 1680
T \\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 M
Abundance #39781: 1-Undecanol i ——
55.0 14.00 14.50
m/z 57.05 68.56%
5000 290 83.0
126.0
‘ | 1540
Ot e e R —— ——
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50

8270-BM012021.M Thu Jan 28 15:48:11 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28570.D

Acqg On : 27 Jan 2021 15:30
Operator : CG/JU

Sample : M1217-15

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 Dodecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.040 5.96 ng 87083  Acenaphthene-d10 14.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 98
2 Undecanoic acid 186 C11H2202 000112-37-8 72
3 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 49
4 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 47
5 n-Decanoic acid 172 C10H2002 000334-48-5 38

Abundance Scan 2015 (15.039 min): BM028570.D\data.ms (-2010) (- m/z 60.00 100.00%

60.0
5000
85.0 1291 1574 .
A iy
Ly L,
Y I 1 m‘w‘wwkMHMWJH m/z 73.60  93.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #61120: Dodecanoic acid
60.0
5000 129.0 1506
85.0 157.0 ! .
29.0 m/z 41.05 70.21%
200.0
I A
O\\\‘\\\\‘\\\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50051: Undecanoic acid
60.0
R \
15.00
5000 ITI/Z 43.05 68.95%
29.0 85.0 129.0
186.0
157.0
Obrrr el Ll 07,9
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12837: Ethanone, 1-(4,5-dihydro-2-thiazolyl)- P ‘
43.0 15.00
m/z 55.10 63.65%
129.0
5000
‘ 87.0
N | SN T .
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00

8270-BM012021.M Thu Jan 28 15:48:11 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28570.D

Acqg On : 27 Jan 2021 15:30
Operator : CG/JU

Sample : M1217-15

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 Tridecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.928 3.61 ng 52744  Acenaphthene-d10 14.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 87
2 Dodecanoic acid 200 C12H2402 000143-07-7 64
3 Undecanoic acid 186 C11H2202 000112-37-8 58
4 d-Glucohexodialdose 178 C6H1006 1000149-19-1 43
5 Xylose 150 C5H1005 000058-86-6 38

Abundance Scan 2166 (15 928 min): BM028570.D\data.ms (-2162) (- m/z 73.00 100.00%

43.0 | 73.0
5000
129.1 171.1
98.0 LT
m |2l .
0! ALl L L m/z 60.00  95.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #72648: Tridecanoic acid
73.0
43.0
129.0 16.00
171.0 214.0 m/z 43.05 95.91%
1ol || %S ]
O \\\‘\‘\\\“\‘\\H\H\w\\‘Hh‘\\\H“‘\\W\‘\\\\‘\\}H\“\\\\‘\‘\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #61117: Dodecanoic acid
73.0
43.0 L
16.00
5000 ITI/Z 57.10 78.31%
129.0
157.0 200.0
¥
0 H"wu‘Jﬁuwwﬂﬂ‘wM‘NNHHL‘HMNHH“_‘\‘_“‘_“W‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50053: Undecanoic acid —
60.0 16.00
m/z 41.05 77 .39%
5000 20.0
85.0 129.0
186.0
(o} w“H‘H"_‘H“H‘_“W‘H“H‘w‘ —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.00

8270-BM012021.M Thu Jan 28 15:48:12 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28570.D

Acqg On : 27 Jan 2021 15:30
Operator : CG/JU

Sample : M1217-15

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 Pentadecane, 2,6,10,14-tetr... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.328 4.62 ng 74482  Phenanthrene-d10 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 90
2 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 87
3 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 86
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 72

Abundance Scan 2234 (16.328 min): BM028570.D\data.ms (-2227) (- m/z 57.10 100.00%
57.1

5000 m
85.1 1131 — e
‘ | ‘ “ 1410 1832 16.00 16.50
0 ku‘qh"HMNMJ_‘H_‘H_H‘_HW‘HW‘HWH‘WHH‘HH m/z 71.10  65.41%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #117659: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 — ——
16.00 16.50
85.0 o
113.0 ITI/Z 43.10 63.82%
29.0 0
obe b |, 1550770 55500530
\H‘HH[\H ‘HH‘V\H‘HH‘HH‘\H\‘HH‘\H\‘HH‘H\\‘HH‘\H\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #129508: Hexadecane, 2,6,11,15-tetramethyl-
57.0
— —r
16.00 16.50
5000 m/z 41.10 28.39%
85.0
113.0 169.0
29.0
I O AR R R
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #105904: Pentadecane, 2,6,10-trimethyl- — —
57.0 16.00 16.50
m/z 85.10 24.83%
5000
85.0
29.0 ‘ 113.0
o b b L [P0 amomome o T T
m/z--> 20 40 60 80 100120140160180200220240260 16.00 16.50

8270-BM012021.M Thu Jan 28 15:48:12 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28570.D

Acqg On : 27 Jan 2021 15:30
Operator : CG/JU

Sample : M1217-15

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 2-methyloctacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.139 4.08 ng 65762  Phenanthrene-die 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-methyloctacosane 408 C29H60 1000376-72-8 78
2 Octacosane 394 C28H58 000630-02-4 64
3 Heneicosane 296 C21H44 000629-94-7 59
4 Pentadecane 212 C15H32 000629-62-9 59
5 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 58

Abundance Scan 2372 (17.139 min): BM028570.D\data.ms (-2369) (- m/z 57.10 100.00%

57.1
5000
—— —
‘ ‘ %41 11831 17.00 17.50
(- “HM T m/z 71.10  63.07%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
5000 — ——
17.00 17.50
9.0 m/z 43.10 55.20%
ol L “\\ H | 1#10183.0225.0267.0309.0_365.0
\\\\‘\ \\\!‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57.0
—— —
17.00 17.50
5000 ITI/Z 85.10 36.79%
0 \‘ \‘\ J uh\ \h\ “ h‘ “4%?%8§92‘250 281.0 337.0 394. \/\/NWM
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\““““
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane T ——
57.0 17.00 17.50
m/z 41.10 24.19%
5000 WWM
41.0
ots9 || w (1010250 2960 I
m/z--> 50 100 150 200 250 300 350 17.00 17.50

8270-BM012021.M Thu Jan 28 15:48:13 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28570.D

Acqg On : 27 Jan 2021 15:30
Operator : CG/JU

Sample : M1217-15

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.227 22.86 ng 368801 Phenanthrene-d10 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 60

Abundance Scan 2557 (18.227 min): BM028570.D\data.ms (-2552) (- m/z 43.10 100.00%

43.1 73.0
5000
129.0
2132 — —
‘ ‘ 1711 256.1 18.00 18.50
— R m/z 73.5 93.41%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T LT
18.00 18.50
97.0 1o 2130 2560 m/z 60.00  88.96%
O' \H‘H‘H\‘L\‘1“““\\”‘1‘\“\‘\\‘\H\’\\H‘\‘\H‘H\‘\‘HH’\H!’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #72647: Tridecanoic acid
73.0
—r —
43.0 18.00 1850
5000 129.0 m/Z 41.10 80.16%
171.0
‘ 214.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #95851: Pentadecanoic acid —— —
43.0 73.0 18.00 18.50
m/z 57.10 70.89%
5000 129.0
‘ 199.0 2420
O?Q” —r— —r—
m/z--> 20 40 60 80 100120140160180200220240260280 18.00 18.50

8270-BM012021.M Thu Jan 28 15:48:14 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28570.D

Acqg On : 27 Jan 2021 15:30
Operator : CG/JU

Sample : M1217-15

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 2,4,4,6,6,8,8-Heptamethyl-1... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.974 14.92 ng 240677  Phenanthrene-die 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 72
2 1-Pentanol, 3-methyl-2-propyl- 144 C9H200 054004-40-9 40
3 Octane, 2-bromo- 192 C8H17Br 000557-35-7 37
4 2,4,4-Trimethyl-1-pentanol, pent... 276 C11H17F502 1000365-51-0 32
5 Octane, 2-iodo- 240 C8H17I 000557-36-8 25

Abundance Scan 2684 (18.974 min): BM028570.D\data.ms (-2679) - m/z 57.10 100.00%
57.1

- T J&w
83.1 R
19.00
169.2
o‘m_HWH1“H‘uw‘mu‘H“““1‘3‘7_1‘”,”“,“1‘9‘7,‘1‘” m/z 113.10  44.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000 T
19.00
113.0 m/z 97.10 42.11%
83.0
0 b ) 1870 1680
\\\\‘\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21167: 1-Pentanol, 3-methyl-2-propyl-
57.0
——
19.00
m/z 55.10 28.93%
5000{ 574 113.0 /
83.0
0 B I 7 N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54932: Octane, 2-bromo- T
57.0 19.00
m/z 83.10 19.26%
5000
113.0
29 0 ‘
omWW!‘HH:??‘?wHM‘1‘?’?‘9“,””,””,”” S
m/z--> 20 40 60 80 100 120 140 160 180 200 19.00

8270-BM012021.M Thu Jan 28 15:48:14 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28570.D

Acqg On : 27 Jan 2021 15:30
Operator : CG/JU

Sample : M1217-15

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 unknownl19.06 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.063 5.31 ng 85708  Phenanthrene-d10 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Decyl methylphosphonofluoridate 238 C11H24F02P 193090-25-4 38
2 4-Methyl-3,5-decandione 184 C11H2002 1000374-13-1 38
3 Hexanoic acid, 5-tridecyl ester 298 C19H3802 1000279-29-4 37
4 trans-3-Methyl-4-octanolide 156 C9H1602 039638-67-0 37
5 2,2-Dimethyl-3-octanone 156 C10H200 005340-64-7 37

Abundance Scan 2699 (19.063 min): BM028570.D\data.ms (-2695) (- m/z 57.10 100.00%

57.1 99.1
5000
T \
‘ ‘ ‘ ‘ ‘127115\5'2 192.0221.1 281.¢ 1999
Obprredirdb gl L 271 | 19202211 2810 99 19 g9.13%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #91843: n-Decyl methylphosphonofluoridate
99.0
5000 s :
19.00
41.0 m/z 41.10 27.55%
‘ ‘69.0
O’\‘\“\\““H\“!“\‘\H‘\\‘M\‘\H“\\1\‘\%‘_\4\9-\0\\‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #48446: 4-Methyl-3,5-decandione
99.0
57.0
T \
19.00
5000 ITI/Z 69.10 24.34%
128.0
L Possoteno
QRSN 1 ) A s S
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143157: Hexanoic acid, 5-tridecyl ester —— ‘
99.0 19.00
m/z 55.10 23.95%
50007 43.0
71.0
‘ 182.0
o bbby 3520 T 240 -
m/z--> 20 40 60 80 100120140160180200220240260280 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28570.D

Acqg On : 27 Jan 2021 15:30
Operator : CG/JU

Sample : M1217-15

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 16 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.492 12.14 ng 210469 Chrysene-d12 21.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 n-Decanoic acid 172 C10H2002 000334-48-5 70
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
5 Tetradecanoic acid 228 C14H2802 000544-63-8 59

Abundance Scan 2772 (19.492 min): BM028570.D\data.ms (-2767) - m/z 43.10 100.00%

43.1 73.0
5000 129.0
241.2 —
18T'l ‘ 284.1 19.50
Ob—— M‘ NWWWVMHA‘M \w‘ﬂ‘w o ﬂ‘ m/z 73.00 84.20%
m/z--> 50 100 150 200 250
Abundance #131262: Octadecanoic acid
73.0
43.0
129.0
5000 284.C ——
185.0 241.0 19.50
‘ m/z 57.10 78.28%
oL ‘\“‘ \}‘H‘H‘H ”!‘H‘H‘\‘\‘ Hh“”‘}““‘\”““l ur\‘ | I, “\ e “ N ‘\“ ‘\ ‘\‘ . “‘
m/z--> 50 100 150 200 250
Abundance #95851: Pentadecanoic acid
43.0 73.0
——
19.50
5000 129.0 m/z 60.00 76.68%
i
oL H‘H‘n ll “u““‘ H\h‘\‘ il ‘\“1‘61-0;\‘ \i . ‘\“ .
m/z--> 50 100 150 200 250
Abundance #39474: n-Decanoic acid .
73.0 19.50
m/z 41.10 70.39%
129.0
5000
43.0
ob— ! ) el —
m/z--> 50 100 150 200 250 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28570.D

Acqg On : 27 Jan 2021 15:30
Operator : CG/JU

Sample : M1217-15

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 17 unknownl9.60 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
19.604 3.76 ng 65177 Chrysene-d12 21.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentanol, 3-methyl-2-propyl- 144 C9H200 054004-40-9 33
2 Sulfurous acid, 2-ethylhexyl hep... 432 C25H5203S 1000309-20-0 25
3 6-Undecen-3-one, 5-butyl-2,2-dim... 252 C17H320 055976-05-1 17
4 2,4,4-Trimethyl-1-pentanol, pent... 276 C11H17F502 1000365-51-0 10
5 1-Pentene, 4,4-dimethyl- 98 C7H14 000762-62-9 10
Abundance Scan 2791 (19.604 min): BM028570.D\data.ms (-2787) (- m/z 57.10 100.00%
57.1
5000 113.1 /\\JJ\JM
1950 2000
169.1 ’ ’
ow‘HH“hH‘l‘w‘u?ﬁul‘“w“‘_‘1““‘1‘9‘_H‘_H?R?ﬂmww m/z 113.10  45.64%
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #21167: 1-Pentanol, 3-methyl-2-propyl-
57.0
5000 113.0 1 T
19.50 20.00
m/z 111.10 19.33%
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #222748: Sulfurous acid, 2-ethylhexyl heptadecy! ester
57.0
e b
19.50 20.00
5000 m/z 55.10 17.83%
20,0 85.0 113.0
o b b | tar0 2390
m/z--> 20 40 60 80 100120140160 180 200 220240
Abundance #104168: 6-Undecen-3-one, 5-butyl-2,2-dimethyl-, (E)- — ——
57.0 19.50 20.00
m/z 69.10 17.52%
o MMMN\
97.0 15 195.0
om\H\mozszc S
m/z--> 20 40 60 80 100120140160 180 200220240 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28570.D

Acqg On : 27 Jan 2021 15:30
Operator : CG/JU

Sample : M1217-15

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 18 Thiophene, 2-ethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
20.604 3.60 ng 62492 Chrysene-d12 21.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophene, 2-ethyl- 112 C6H8S 000872-55-9 59
2 Cyclohexane, 1l-ethyl-1-methyl- 126 CSH18 004926-90-3 53
3 Sulfurous acid, cyclohexylmethyl... 234 C11H2203S 1000309-21-3 53
4 2H-Pyran-4-carboxylic acid, 3,4-... 170 C9H1403 038858-64-9 50
5 Sulfurous acid, cyclohexylmethyl... 430 C25H5003S 1000309-22-6 45

Abundance Scan 2961 (20.604 min): BM028570.D\data.ms (-2957) - m/z 97.10 100.00%
97.1

o T Lﬂ
2050 2100
207.0 ' :
ol L byl | 3531 OF0 2649 3560 . 5710 48.03%
mlz--> 50 100 150 200 250 300 350
Abundance #6435: Thiophene, 2-ethyl-
97.0
5000 —— H——
20.50 21.00
48.0 m/z 55.05 17.88%
0 “ \“\ L e
m/z--> 50 100 150 200 250 300 350
Abundance #11605: Cyclohexane, 1-ethyl-1-methyl-
550 97.0
—— —
20.50 21.00
5000 ITI/Z 113.10 12.01%
m/z--> 50 100 150 200 250 300 350
Abundance #88703: Sulfurous acid, cyclohexylmethyl isobutyl ester = =
97.0 20.50 21.00
m/z 41.10 10.92%
55.0
5000
0 — —r—
m/z--> 50 100 150 200 250 300 350 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28570.D

Acqg On : 27 Jan 2021 15:30
Operator : CG/JU

Sample : M1217-15

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 19 unknown20.81 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.810 8.73 ng 151315 Chrysene-d12 21.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 72
2 Sulfurous acid, cyclohexylmethyl... 262 C13H2603S 1000309-21-6 47
3 2,4,4-Trimethyl-1-pentanol, trif... 226 C1OH17F302 1000365-19-5 35
4 Sulfurous acid, cyclohexylmethyl... 276 C14H2803S 1000309-21-7 32
5 11-Cyclopentylundecanooic acid, ... 307 C20H37NO 1000336-03-7 27

Abundance Scan 2996 (20.810 min): BM028570.D\data.ms (-2992) (- m/z 57.10 100.00%
57.1

113.1
5000
— —
| ‘ 169.2 20.50 21.00
ol bl bd b T 2081 251.0281.C  pp 133,16 55.00%
miz--> 50 100 150 200 250
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000 = ——
20.50 21.00
113.0 m/z 97.10 52.58%
|- 168.0
O\\\\‘H\‘\“\“‘\“\”\\\’\‘\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #112139: Sulfurous acid, cyclohexylmethyl hexyl ester
97.0
— —
20.50 21.00
55.0 9
5000 m/z 55.10 28.74%
ol u“ e J“ o
m/z--> 50 100 150 200 250
Abundance  #82218: 2,4,4-Trimethyl-1-pentanol, trifluoroacetate — —
57.0 20.50 21.00
m/z 83.10 22.49%
5000
97.0
0 ZHO“ j‘L _ 1270 169.0 211.0
e P ——
m/z--> 50 100 150 200 250 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28570.D

Acqg On : 27 Jan 2021 15:30
Operator : CG/JU

Sample : M1217-15

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 20 Cycloeicosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.180 18.38 ng 318796 Chrysene-d12 21.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cycloeicosane 280 C20H40 000296-56-0 98
2 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 94
3 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 94
4 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 94
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94

Abundance Scan 3059 (21.180 min): BM028570.D\data.ms (-3055) (-  m/z 43.10 100.00%

> ML
| w2
54.1 . .
0 Huu“u‘m‘\ L1 w00 28013270 . y/z 57.18 98.31%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #127768: Cycloeicosane
55.0
5000 — R
21.00 21.50
’ 110 m/z 55.10  90.64%
ol o0 g 0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #185169: Heptadecyl trifluoroacetate
57.0
—r— —
21.00 21.50
5000 110 m/z 83.10 72.97%
0 \‘ l‘u ‘ “ I e 2100 28303340
AR ‘ e R AR RRE
miz--> 50 100 150 200 250 300 350 400 450
Abundance  #230207: Heptafluorobutyric acid, n-octadecyl ester —T —
57.0 21.00 21.50
m/z 69.10 67.68%
B | AAM,L
252.0
o‘,298°448‘ — ——
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12721\
Data File : BM@28570.D

Acqg On : 27 Jan 2021 15:30
Operator : CG/JU

Sample : M1217-15

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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|
2-Pentanone, 4-... 5.022 3.3 ng 27911 1 7.969 167410 20.0
Ethanol, 2-butoxy- 6.017 3.2 ng 27123 1 7.969 167410 20.0
2-Propanol, 1-(... 7.511 6.5 ng 54089 1 7.969 167410 20.0
1-Propanol, 2,2... 7.563 7.7 ng 64425 1 7.969 167410 20.0
2-Propanol, 1-(... 7.752 10.6 ng 89076 1 7.969 167410 20.0
Octanoic acid 10.146 4.4 ng 49964 2 10.781 228423 20.0
1-Decene 14.251 2.8 ng 41169 3 14.616 292048 20.0
Dodecanoic acid 15.040 6.0 ng 87083 3 14.616 292048 20.0
Tridecanoic acid 15.928 3.6 ng 52744 3 14.616 292048 20.0
Pentadecane, 2,... 16.328 4.6 ng 74482 4 17.345 322707 20.0
2-methyloctacosane 17.139 4.1 ng 65762 4 17.345 322707 20.0
n-Hexadecanoic ... 18.227 22.9 ng 368801 4 17.345 322707 20.0
2,4,4,6,6,8,8-H... 18.974 14.9 ng 240677 4 17.345 322707 20.0
unknown19.06 19.063 5.3 ng 85708 4 17.345 322707 20.0
Octadecanoic acid 19.492 12.1 ng 210469 5 21.486 346808 20.0
unknown19.60 19.604 3.8 ng 65177 5 21.486 346808 20.0
Thiophene, 2-et... 20.604 3.6 ng 62492 5 21.486 346808 20.0
unknown20.81 20.810 8.7 ng 151315 5 21.486 346808 20.0
Cycloeicosane 21.180 18.4 ng 318796 5 21.486 346808 20.0
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