LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40921\
Data File : BGO48658.D

Acqg On : 9 Apr 2021 23:46 Instrument :
Operator : CG/JU BNA_G

Sample : M1985-01 ClientSampleld :
Misc : 72-11939-72-11936

ALS Vvial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO48658.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.931 96 101 108 rVB 24902 37452 1.69% 0.309%
2 4.553 200 207 222 rVB 1537360 2211853 100.00% 18.273%
3 5.170 302 312 322 rBV 1040947 1611042 72.84% 13.310%
4 5.634 386 391 398 rBV 23528 36972 1.67% 0.305%
5 7.238 657 664 679 rBV 186364 337783 15.27% 2.791%
6 8.090 803 809 816 rBV 116557 188948 8.54% 1.561%
7 8.737 913 919 925 rBV2 31659 56911 2.57% 0.470%
8 9.260 1000 1008 1015 rBV 294868 523917 23.69% 4.328%
9 9.624 1064 1070 1080 rBVv6 11953 24322 1.10% 0.201%
10 10.917 1276 1290 1295 rBV 147625 281246 12.72% 2.324%
11 10.964 1295 1298 1307 rVB4 20042 31408 1.42% 0.259%
12 12.321 1521 1529 1538 rBV7 15333 34427 1.56% 0.284%
13 13.361 1699 1706 1713 rBV 857968 1286667 58.17% 10.630%
14 13.619 1745 1750 1755 rVB2 64295 94060 4.25% ©.777%

15 14.183 1839 1846 1854 rVB 64718 121362 5.49% 1.003%

16 14.618 1916 1920 1924 rBVS5 17888 28225 1.28% 0.233%
17 14.741 1934 1941 1947 rVB 213603 337704 15.27%  2.790%
18 15.570 2077 2082 2087 rVB3 17646 23272 1.05% ©.192%
19 15.917 2139 2141 2145 rVB2 20811 22316 1.01% 0.184%
20 16.022 2156 2159 2164 rVB2 18844 22554 1.02% 0.186%
21 16.234 2191 2195 2200 rVB 21243 28819 1.30% ©.238%
22 16.463 2225 2234 2240 rBV6 55733 130673 5.91% 1.080%
23 16.557 2245 2250 2255 rBV 60817 90664 4.10% 0.749%
24 16.622 2256 2261 2267 rVB3 26692 56277 2.54%  ©0.465%
25 16.680 2267 2271 2274 rBV3 30505 38024 1.72% 0.314%
26 16.721 2274 2278 2281 rVB5 16543 22817 1.03% 0.189%
27 16.874 2300 2304 2305 rBV3 16495 22944 1.04% 0.190%
28 16.951 2312 2317 2320 rBV2 29294 42511 1.92% ©.351%
29 17.068 2333 2337 2342 rVB 18495 28209 1.28% 0.233%
30 17.233 2360 2365 2368 rBV2 27481 41993 1.90% 0.347%
31 17.280 2368 2373 2385 rVB8 34412 74258 3.36% ©.613%
32 17.380 2386 2390 2393 rBV 26992 38832 1.76% 0.321%
33 17.491 2403 2409 2414 rBV 305693 457824 20.70% 3.782%
34 17.538 2414 2417 2423 rVB 91293 122320 5.53% 1.011%
35 17.897 2474 2478 2483 rBV5 16536 25117 1.14% ©.208%
36 17.973 2488 2491 2496 rBV5 20306 30840 1.39% ©.255%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40921\
Data File : BGO48658.D

Acqg On : 9 Apr 2021 23:46

Operator : CG/JU

Sample : M1985-01 :
Misc : 72-11939-72-11936

ALS Vvial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\SVOASRV\HPCHEM1\BNA_ G\METHODS\8270-BG033021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 18.149 2517 2521 2525 rBVe6 18605 26016 1.18% ©.215%
38 18.196 2525 2529 2537 rvvs 31539 53764 2.43% 0.444%
39 18.414 2561 2566 2571 rVB8 19782 34045 1.54% 0.281%
40 18.496 2576 2580 2585 rBV2 31621 60273 2.73% ©0.498%
41 18.837 2634 2638 2641 rBvV2 23496 37505 1.70% ©0.310%
42 18.913 2646 2651 2656 rVB7 20594 35887 1.62% 0.296%
43 19.283 2709 2714 2717 rBV3 57377 79919 3.61% 0.660%
44 19.313 2717 2719 2723 rVB4 28940 37010 1.67% ©.306%
45 19.548 2754 2759 2763 rBV 74610 100682 4.55% 0.832%
46 19.877 2811 2815 2817 rBV5S 16173 23670 1.07% 0.196%
47 19.912 2817 2821 2826 rVB 44681 66038 2.99% 0.546%
48 20.100 2848 2853 2862 rVB 1365745 1733705 78.38% 14.323%
49 20.400 29500 2904 2907 rBV6 27961 37533 1.70% 0.310%
50 20.499 2917 2921 2924 rBV6 21596 34113 1.54% 0.282%
51 21.351 3064 3066 3068 rBV3 36343 40102 1.81% ©0.331%
52 21.410 3073 3076 3080 rVB2 89624 114332 5.17% 0.945%
53 21.657 3116 3118 3124 rVB3 48941 72986 3.30% ©.603%
54 21.786 3134 3140 3147 rBV 307659 561230 25.37% 4.637%
55 25.135 3701 3710 3717 rBV2 125722 358105 16.19% 2.959%
56 25.270 3729 3733 3735 rBV5S 22922 32765 1.48% 0.271%
Sum of corrected areas: 12104243
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40921\
Data File : BGO48658.D

Acqg On : 9 Apr 2021 23:46

Operator : CG/JU

Sample : M1985-01 :
Misc : 72-11939-72-11936

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG048658.D\data.ms

4.553

1400000

1200000

5.170

1000000
800000
600000
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3.931 k 5.634 8.737 9.624 19&964 12.321
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Abundance TIC: BG048658.D\data.ms
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1200000
1000000
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800000
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R e L ek B e L e
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Abundance TIC: BG048658.D\data.ms
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Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40921\
Data File : BGO48658.D

Acqg On : 9 Apr 2021 23:46

Operator : CG/JU

Sample : M1985-01 :
Misc : 72-11939-72-11936

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 2-Butenenitrile, 4-acetoxy-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.931 3.96 ng 37452 1,4-Dichlorobenzene-d4 8.090

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butenenitrile, 4-acetoxy-, (Z+E) 125 C6H7NO2 1000158-79-0 53
2 Ethanone, 1-(2-methylcyclopropyl)- 98 C6H100 000930-56-3 53
3 Furan, 2,3-dihydro-5-methyl- 84 C5H80 001487-15-6 25
4 Imidazolo[1,2-a]pyrimidine-2,3-d... 225 C11H7N50 1000260-39-7 10
5 2-Propyn-1-o0l, acetate 98 C5H602 000627-09-8 9

Abundance Scan 101 (3.931 min): BG048658.D\data.ms (-96) (-) m/z 43.10 100.00%

3.1
5000
83-0 \\‘\\\\‘\V\\‘\\\\‘\\V\’
3.60 3.80 4.00 4.20
‘Lh il 276.( 9
ottt et e e e e e m/z 83.00 25.12%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #10809: 2-Butenenitrile, 4-acetoxy-, (Z+E)
43.0
5000 MAWMHMwm,
83.0 3.60 3.80 4.00 4.20
m/z 39.10 17.79%
O i u‘m \H \‘ A 1250
\H‘H\\‘\\H‘\\\\‘HH‘H\\‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #3278: Ethanone, 1-(2-methylcyclopropyl)-
43.0
3.60 3.80 4.00 4.20
5000 m/z 38.00 8.65%
83.0
0
m/z--> 20 40 60 80 100120140160180200220240260 J_m
Abundance #1446: Furan, 2,3-dihydro-5-methyl- Ramas e R
43.0 3.60 3.80 4.00 4.20
m/z 55.10 8.18%
5000
84.0
m/z--> 20 40 60 80 100120140160180200220240260 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40921\
Data File : BGO48658.D

Acqg On : 9 Apr 2021 23:46

Operator : CG/JU

Sample : M1985-01 :
Misc : 72-11939-72-11936

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 3-Hexen-2-one Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.553 234.12 ng 2211850 1,4-Dichlorobenzene-d4 8.090

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexen-2-one 98 C6H100 000763-93-9 90
2 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 87
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86
4 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
5 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 80
Abundance Scan 207 (4.553 min): BG048658.D\data.ms (-200) (-) m/z 83.10 100.00%
83.1
5000 /k
T
H‘ 4.20 4.40 4.60 4.80
o_Wlwwwl?’%-?",““3,1‘4;?,w,uu_m‘??%- m/z 55.10  75.88%
m/z--> 100 150 200 250 300 350 400 450 500
Abundance #3169: 3-Hexen-2-one
83.0
5000 L L BN B BN I
4.20 4.40 4.60 4.80
m/z 98.10 33.76%
O‘\\L'\;Jl\JTTWW\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3371: 2-Pentene, 2,4-dimethyl-
83.0
T
4.20 4.40 4.60 4.80
5000 m/z 43.05 28.80%
i
0‘Nw‘Hﬂ"_“W"H"H‘,H“W“W“H,‘H“H“_“
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3404 2-Pentene, 3,4-dimethyl-, (E)- T
83.0 4.20 4.40 4.60 4.80
m/z 39.10 26.28%
5000
i kl J
0 ‘ IJ ”\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40921\
Data File : BGO48658.D

Acqg On : 9 Apr 2021 23:46

Operator : CG/JU

Sample : M1985-01 :
Misc : 72-11939-72-11936

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.170 170.53 ng 1611040 1,4-Dichlorobenzene-d4 8.090

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
2 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 33
3 1,2-Butanediol 90 C4H1e02 000584-03-2 23
4 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 12
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 312 (5.170 min): BG048658.D\data.ms (-302) (-) m/z 43.05 100.00%

43.0
59.1
5000
101.1
N AAmmaRzEEESSEE
‘ 83.1 4.80 5.00 5.20 5.40
Obrrrrerepererperedilie el S L 1162 s 59,10 67.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L B B L I BN B
59.0 4.80 5.00 5.20 5.40
m/z 101.10  30.44%
15.0 101.0
0 ‘ 2%\ Ll | 830 | ‘
H\‘HH‘H\I‘HH[\H\‘HH‘\H\‘\\H‘\H\‘\H\‘HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8367: n-Propyl t-butyl ether
59.0
N ammaazEEESR
4.80 5.00 5.20 5.40
m/z 58.10 15.41%
5000 21.0 101.0 /
27.0
ol 140 ﬂw\ Ul 730870 | 1170
R o R ERAGARAREE EE e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2294: 1,2-Butanediol A EaamE AT
31.0 59.0 4.80 5.00 5.20 5.40
m/z 41.10 10.75%
5000
15.0
obdr i, 480l 730 800 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40921\
Data File : BGO48658.D

Acqg On : 9 Apr 2021 23:46

Operator : CG/JU

Sample : M1985-01 :
Misc : 72-11939-72-11936

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 2-Cyclohexen-1-one, 3-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.737 6.02 ng 56911 1,4-Dichlorobenzene-d4 8.090

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-one, 3-methyl- 110 C7H100 001193-18-6 87
2 1'-Hydroxy-4,3'-dimethyl-bicyclo... 220 C14H2002 1000189-12-5 56
3 1H-Pyrazole, 3-methyl- 82 C4H6N2 001453-58-3 47
4 2-Cyclohexen-1-one, 3,5-dimethyl- 124 C8H120 001123-09-7 42
5 2-Cyclopenten-1-one 82 C5H60 000930-30-3 40

Abundance Scan 919 (8.737 min): BG048658.D\data.ms (-913) (-) m/z 82.10 100.00%

82.1
5000
54.1 110.0
EAEEmEEEEESE R
] 291.C 8.40 8.60 8.80 9.00 .
O v e b e T m/z 54.10 32.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5849: 2-Cyclohexen-1-one, 3-methyl-
82.0
5000 390 L L L L B B
110.0 8.40 8.60 8.80 9.00
m/z 39.00 30.97%
O:\L\5\-‘0\“1‘H‘ Hm\“\‘\”‘u\”"uu‘\\‘H‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77407: 1'-Hydroxy-4,3"-dimethyl-bicyclohexyl-3,3"-dien-2
82.0
8.40 8.60 8.80 9.00
m/z 110.00  30.38%
5000 39.0 110.0
ol b bl | se0 0m0 song
T L e  RAREEARREEEEEEEEE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1148: 1H-Pyrazole, 3-methyl- EAEEmEEEEESE R
82.0 8.40 8.60 8.80 9.00
m/z 67.20 10.48%
5000
54.0
27.0
0 m_‘Huw}”uw‘\“‘_m,hm_m‘HH‘HH‘HHWHWHW “A‘M“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40921\
Data File : BGO48658.D

Acqg On : 9 Apr 2021 23:46

Operator : CG/JU

Sample : M1985-01 :
Misc : 72-11939-72-11936

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Octacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.321 2.45 ng 34427 Naphthalene-d8 10.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 50
2 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 50
3 Heptadecane 240 C17H36 000629-78-7 50
4 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 50
5 Tridecane 184 C13H28 000629-50-5 50
Abundance Scan 1529 (12.321 min): BG048658.D\data.ms (-1521) (-  m/z 57.10 100.00%
57.1
5000
I Wg 12.00 12.50
0 Ll e m/z 71.10 67.01%
miz--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
5000
12.00 12.50
m/z 43.05 63.63%
oL ‘L 113130 169.0 2250 2810 337.0 3940
\\1\‘ \\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #217413: Heptacosane, 1-chloro-
W b A
ARl Ay
12.00 12.50
5000 m/z 41.10 62.18%
l
o b e SRR SRR SRR
miz--> 50 100 150 200 250 300 350 400 Wl W\ {W\ MW\W
Abundance #94346: Heptadecane
57.0 12 00 12 50
m/z 85.00 53.61%
5000
o L s ooy
m/z--> 50 100 150 200 250 300 350 400 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40921\
Data File : BGO48658.D

Acqg On : 9 Apr 2021 23:46

Operator : CG/JU

Sample : M1985-01 :
Misc : 72-11939-72-11936

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.619 5.57 ng 94060  Acenaphthene-d10 14.741
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 83
2 Acetaminophen 151 C8H9NO2 000103-90-2 64
3 Metacetamol 151 C8HINO2 000621-42-1 59
4 Pyridine, 3-butyl-, 1-oxide 151 C9H13NO 031396-33-5 59
5 1-(1,2,3-Trimethyl-cyclopent-2-e... 152 C1@H160 070987-81-4 46
Abundance Scan 1750 (13.619 min): BG048658.D\data.ms (-1745) (- m/z 109.10 100.00%
43.1 109.1
5000
A1350 1400
69.1 . : :
Ofrrr ;‘“Lmu‘t‘w“w““m L e 09T sz 43.10 89.32%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
5000
13.50 14.00
m/z 151.05 57.89%
M
0 \\“1‘\“‘J“‘\J“\‘H\“\‘”“"\\\H\‘\‘\\\‘r\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #24781: Acetaminophen
109.0
e —
13.50 14.00
5000 m/z 41.10 24.16%
43.0
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #24779: Metacetamol i R
109.0 13.50 14.00
m/z 85.10 18.74%
5000
43.0
m/z--> 0 50 100 150 200 250 300 350 400 450 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40921\
Data File : BGO48658.D

Acqg On : 9 Apr 2021 23:46

Operator : CG/JU

Sample : M1985-01 :
Misc : 72-11939-72-11936

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Lenthionine Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.463 5.71 ng 130673  Phenanthrene-die 17.491
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Lenthionine 188 C2HA4S5 000292-46-6 59
2 Octane, 2-bromo- 192 C8H17Br 000557-35-7 27
3 Sulfurous acid, 2-ethylhexyl pen... 404 C23H4803S 1000309-19-8 27
4 Heptane, 3-(bromomethyl)- 192 C8H17Br 018908-66-2 27
5 Undeca-4,8-dione 184 C11H2002 013505-35-6 25

Abundance Scan 2234 (16.463 min): BG048658.D\data.ms (-2225) (-  m/z 57.10 100.00%

57.
141.9
5000
——
72383 439 16.50
01 R A m/z 71.05 92.81%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #51806: Lenthionine
78.0 142.0
5000 AW T T ‘ T
188.0 16.50
m/z 43.10 71.56%

32. ‘ ‘
O\\\‘\‘\\‘\\‘\“\\Hl\\“\\\‘l‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #54932: Octane, 2-bromo-
57.0

——
16.50

5000 m/z 77.90  66.35%
113.0

miz—> 0 50 100 150 200 250 300 350 400

Abundance #213741: Sulfurous acid, 2-ethylhexyl pentadecyl ester
57.0 16.50

m/z 141.90 62.51%

o

-

5000

L \‘ 211.0
S I i
m/z--> 0 50 100 150 200 250 300 350 400 16.50

=
[N
w
o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40921\
Data File : BGO48658.D

Acqg On : 9 Apr 2021 23:46

Operator : CG/JU

Sample : M1985-01 :
Misc : 72-11939-72-11936

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 unknownl6.557 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.557 3.96 ng 90664  Phenanthrene-d10 17.491
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetonitrile, 3-fluoro- 135 C8H6FN 000501-00-8 49
2 2-Fluoro-4-cyanotoluene 135 C8H6FN 170572-49-3 47
3 ((1,2-Diethylethylene)bis(p-phen... 354 C22H2604 004547-76-6 47
4 2H-Imidazo[4,5-b]pyridin-2-one, ... 135 C6H5N30 016328-62-4 47
5 Formamide, N-methyl-N-phenyl- 135 C8HINO 000093-61-8 47
Abundance Scan 2250 (16.557 min): BG048658.D\data.ms (-2245) (-  m/z 105.05 100.00%
105.1
5000
U I
At 1.3 2321 388.2 523 1650
0 ‘\“‘"‘u"‘fh\‘\"',JM“W«“ RRERLE I R e AR ARR R RS m/z 135.00 88.65%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15477: Benzeneacetonitrile, 3-fluoro-
135.0
5000 L ‘
16.50
m/z 91.00  24.35%
57.0
O‘\\\“\J‘l‘\‘“\l\“”\‘]r\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15472: 2-Fluoro-4-cyanotoluene
135.0
V\MA T T T ‘ T ‘
16.50
5000 m/z 107.05 17.71%
63.0 ‘
Ottt
miz--> 0 50 100 150 200 250 300 350 400 450 500 Jk
Abundance #186827: ((1,2-Diethylethylene)bis(p-phenylene))diacetat | & Mo ng | |
135.0 16.50

m/z 106.00  17.09%

5000

o, 230 | 2110 2830 3540 u I
otk 2i0, 2830 3540 { W]

m/z--> 0 50 100 150 200 250 300 350 400 450 500 16.50

8270-BGO33021.M Mon Apr 12 08:20:04 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040921\

Data File : BGO48658.D

Acqg On 9 Apr 2021 23:46

Operator : CG/JU

Sample : M1985-01 g
Misc 72-11939-72-11936

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Adipic acid, 1l-adamantylmet... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
16.622 2.46 ng 56277  Phenanthrene-d10 17.491
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Adipic acid, 1l-adamantylmethyl b... 350 C21H3404 1000324-38-4 50
2 Benzyl 2-bromoacetate 228 CS9H9Bro02 005437-45-6 38
3 N-(Chroman-5-yl)acetamide 191 C11H13NO2 1000306-69-8 38
4 Oxiranecarboxylic acid, 3-phenyl... 192 C11H1203 002272-55-1 35
5 4-Butoxy-2-hydroxybenzonitrile 191 C11H13NO2 144105-12-4 27

Abundance Scan 2261 (16.622 min): BG048658.D\data.ms (-2256) (-  m/z 135.05 100.00%
135.1
5000
411 191.1 Lol LA
‘ ‘91-0 ‘ 16.50 17.00
0 “‘EMMW\MAHW«MM“ ‘HJN“h“ T m/z 149.05 89.66%
miz--> 50 100 150 200 250 300 350
Abundance  #184054: Adipic acid, 1-adamantylmethyl butyl ester
135.0
5000
16.50 17.00
92.0 m/z 107.00  65.39%
55.0
0 ““\ - “r“ \‘H‘ [‘H‘\‘ T ‘\“\ l \:\1_8\‘5\‘(‘)\ T \2\77\\0‘ T \3\5’0\'
miz--> 50 100 150 200 250 300 350
Abundance #84879: Benzyl 2-bromoacetate
107.0 K
Bty oy e — }
16.50 17.00
5000 149.0 m/z 121.00 39.19%
65.0
014-0 ) 230.0
! A
m/fz--> 50 100 150 200 250 300 350
Abundance #53687: N-(Chroman-5-yl)acetamide A L b
43.0 149.0 16.50 17.00
m/z 191.10  25.99%
5000 191.0
93.0
oL RS I D R R YRTY! ﬂnm Ay
m/z--> 50 100 150 200 250 300 350 16.50 17.00

8270-BGO33021.M Mon Apr 12 08:20:05 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40921\
Data File : BGO48658.D

Acqg On : 9 Apr 2021 23:46

Operator : CG/JU

Sample : M1985-01 :
Misc : 72-11939-72-11936

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 unknownl7.280 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.280 3.24 ng 74258  Phenanthrene-d10 17.491
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 43
2 Tetracontane 563 C40H82 004181-95-7 43
3 Tetratriacontane 479 C34H70 014167-59-0 43
4 Octacosane 394 (C28H58 000630-02-4 38
5 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 35

Abundance Scan 2373 (17.280 min): BG048658.D\data.ms (-2368) (-  m/z 57.10 100.00%

57.1
5000
135.0
205.9 T —
| ‘l \J Ll oh) 2228 e o
ol i M m/z 71.10 49.42%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #94354: Hexadecane, 2-methyl-
57.0
5000 e —
17.00 17.50
Ff 1970 m/z 43.10 41.00%
O TT “\\\\]\\\!‘\\\\‘\\\!’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #239764: Tetracontane
57.0
— —
17.00 17.50
5000 m/z 41.05 37.82%
oL 1P s | 1970 2670 337.0 407.0 47705624
P b s T S S S e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #232376: Tetratriacontane T T
57.0 17.00 17.50
m/z 85.00 34.43%
5000
LT 1970 2670 5370 4070 4780
R R RN R R e AARTSERRRRRS — ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.00 17.50

8270-BGO33021.M Mon Apr 12 08:20:05 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40921\
Data File : BGO48658.D

Acqg On : 9 Apr 2021 23:46

Operator : CG/JU

Sample : M1985-01 :
Misc : 72-11939-72-11936

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 Clorophene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.196 2.35 ng 53764  Phenanthrene-d10 17.491
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Clorophene 218 C13H11cClO0 000120-32-1 97
2 N-(4-Chlorophenyl)-1,2-phenylene... 218 C12H11CIN2 068817-71-0 35
3 Ferrocene, mercapto- 218 C10H10FeS 1000115-77-9 25
4 Dibenzo[b,e][1,4]dioxin, 1-chloro- 218 C12H7C102 039227-53-7 14
5 Dibenzo[b,e][1,4]dioxin, 2-chloro- 218 C12H7C102 039227-54-8 14
Abundance Scan 2529 (18.196 min): BG048658.D\data.ms (-2525) (-  m/z 218.10 100.00%
218.1
1120 139.9 183.0
5000
T ‘ T T A\ ‘ M\
18.00 18.50
01 m/z 183.00  59.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75678: Clorophene
218.0
140.0 183.0

5000
18.00 18.50

m/z 139.90  54.89%

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance  #75570: N-(4-Chlorophenyl)-1,2-phenylenediamine
218.0

f\MM()MM‘ ML

i
182.0 18.00 18.50
m/z 112.00 51.57%

5000

0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75179: Ferrocene, mercapto-

218.0 18.00 18.50
m/z 77.00 35.45%

5000 152.0
56.0 121.0
SR T
R SRMTIR] W P | ‘ | I
ettt e e st el R . L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 18.00 18.50

o

8270-BGO33021.M Mon Apr 12 08:20:06 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40921\
Data File : BGO48658.D

Acqg On : 9 Apr 2021 23:46

Operator : CG/JU

Sample : M1985-01 :
Misc : 72-11939-72-11936

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Ethanol, 2-[4-(1,1-dimethyl... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.496 2.63 ng 60273  Phenanthrene-die 17.491
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-[4-(1,1-dimethylpropy... 208 C13H20802 006382-07-6 56
2 Silanol, (1,1-dimethylethyl)dime... 236 C13H2002Si 075732-41-1 45
3 4,2-Cresotic acid, 6-methoxy-, b... 538 C29H30010 019314-74-0 43
4 2-(4-Formyl-phenoxy)-acetamide 179 C9H9INO3 135857-20-4 39
5 Anthracene, 9,10-dihydro-9-(3-me... 252 C18H200 144000-87-3 38

Abundance Scan 2580 (18.496 min): BG048658.D\data.ms (-2576) (-  m/z 179.10 100.00%

179.1
5000 135.1
P

41.1
18.50
ob— ‘hn Ly m‘h u‘\ wumuu\u \‘ ! u‘\‘ﬂh S ‘36‘\4‘1‘ ] m/z 135.05 42 .67%
miz--> 50 100 150 200 250 300
Abundance  #67713: Ethanol, 2-[4-(1,1-dimethylpropyl)phenoxy]-
179.0
135.0
5000

18.50

m/z 180.10 17.31%

410 91.0
Hm‘h““‘ﬂ‘ MH\‘\H\‘\ ‘\“\“‘\! “‘\\\\‘\\\\‘\\\\‘
miz--> 100 150 200 250 300
Abundance #90526. Silanol, (1,1-dimethylethyl)dimethyl-, benzoate
179.0

18.50
5000 105.0 m/z 41.10 16.70%

miz-> 50 100 150 200 250 300

Abundance #238334: 4,2-Cresotic acid, 6-methoxy-, bimol. ester, mef 7
179.0 18.50

m/z 107.00  14.94%

44.0 121.0
0 Il M\ \Hﬁwlﬁ (\)\h b b \‘ ‘ 34\3.( MNMAWMA

m/z--> 50 100 150 200 250 300 18.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40921\
Data File : BGO48658.D

Acqg On : 9 Apr 2021 23:46

Operator : CG/JU

Sample : M1985-01 :
Misc : 72-11939-72-11936

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 Methyl 6,11-octadecadienoate Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
19.283 3.49 ng 79919  Phenanthrene-d10 17.491
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 6,11-octadecadienoate 294 C19H3402 1000336-43-2 76
2 4,5-Nonadiene, 2-methyl- 138 C10H18 055956-32-6 68
3 7,10-Octadecadienoic acid, methy... 294 C19H3402 056554-24-6 64
4 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 64
5 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 64

Abundance Scan 2714 (19.283 min): BG048658.D\data.ms (-2709) (-  m/z 81.05 100.00%

81.0
5000 206.1
—— —
148.9
| 270.1 4613 537. 19.00 19.50
0! bty m/z 55.100 87.81%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #139682: Methyl 6,11-octadecadienoate
81.0
5000 — —
19.00 19.50
164.0 m/z 67.10 86.72%
‘ ‘ 294.0
0 'J\‘“\‘h!l”\“\'h' \“J‘?\%swlwo‘ e \\‘ T T T T T T[T T[T T[T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #16893: 4,5-Nonadiene, 2-methyl-
67.0
—— —
19.00 19.50
5000 ITI/Z 95.10 74 .47%
138.0
o_}u }“*HJM‘Hm_m_m_m‘mWm_m_m_m‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #139706: 7,10-Octadecadienoic acid, methyl ester — —
67.0 19.00 19.50
m/z 43.10 51.77%
5000
294.0
150.0
220.0
0 'MH""“\“ — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.00 19.50

8270-BGO33021.M Mon Apr 12 08:20:07 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@40921\
Data File : BGO48658.D

Acqg On : 9 Apr 2021 23:46

Operator : CG/JU

Sample : M1985-01 :
Misc : 72-11939-72-11936

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 Formic acid, dodecyl ester Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.410 4.07 ng 114332 Chrysene-d12 21.792
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Formic acid, dodecyl ester 214 C13H2602 028303-42-6 86
2 Cyclododecane 168 C12H24 000294-62-2 72
3 9-Eicosene, (E)- 280 C20H40 074685-29-3 62
4 1-Nonadecene 266 C19H38 018435-45-5 58
5 1-Eicosanol 298 C20H420 000629-96-9 49

Abundance Scan 3076 (21.410 min): BG048658.D\data.ms (-3073) (- m/z 43.10 100.00%

83.1
5000
25.2 —r
| ‘ 166.1 210.2 559 9291.1 344.4 21.50
0b— \;h‘u‘ dh‘ \‘M\‘.H !‘u‘ y m/z 83.10 76.29%
mi/z--> 50 100 150 200 250 300 350
Abundance #72664: Formic acid, dodecyl ester
83.0
41.0
5000 LN
140.0 21.50
m/z 69.10  75.34%
O\ ‘}““‘\‘ T ‘ T ‘\ \196‘.\0\ T ‘ L ‘ L ’ T
m/z--> 50 100 150 200 250 300 350
Abundance #36737: Cyclododecane
55.0
——
21.50
5000 m/z 55.10 71.10%
7.0
L o0
o—* Hﬂ‘uuﬁ“ﬂﬂul““““‘ —
m/z--> 50 100 150 200 250 300 350
Abundance #127770: 9-Eicosene, (E)- —
57.0 21.50
m/z 57.10 68.76%
7.0
5000
ol |30 18102230 2800 —_
m/z--> 50 100 150 200 250 300 350 21.50

8270-BGO33021.M Mon Apr 12 08:20:08 2021 Page: 17



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040921\
Data File : BGO48658.D

Acqg On : 9 Apr 2021 23:46

Operator : CG/JU

Sample : M1985-01 :
Misc : 72-11939-72-11936

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG@33021.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-Butenenitrile... 3.931 4.0 ng 37452 1 8.090 188948 20.0
3-Hexen-2-one 4.553 234.1 ng 2211850 1 8.090 188948 20.0
2-Pentanone, 4-... 5.170 170.5 ng 1611040 1 8.090 188948 20.0
2-Cyclohexen-1-... 8.737 6.0 ng 56911 1 8.090 188948 20.0
Octacosane 12.321 2.5 ng 34427 2 10.916 281246 20.0
2,4,7,9-Tetrame... 13.619 5.6 ng 94060 3 14.741 337704 20.0
Lenthionine 16.463 5.7 ng 130673 4 17.491 457824 20.0
unknown16.557 16.557 4.0 ng 90664 4 17.491 457824 20.0
Adipic acid, 1-... 16.622 2.5 ng 56277 4 17.491 457824 20.0
unknownl7.280 17.280 3.2 ng 74258 4 17.491 457824 20.0
Clorophene 18.196 2.4 ng 53764 4 17.491 457824 20.0
Ethanol, 2-[4-(... 18.496 2.6 ng 60273 4 17.491 457824 20.0
Methyl 6,11-oct... 19.283 3.5 ng 79919 4 17.491 457824 20.0
Formic acid, do... 21.410 4.1 ng 114332 5 21.792 561230 20.0
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