LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100821\
Data File : BG@50528.D

Acqg On : 9 Oct 2021 3:56
Operator : CG/JU

Sample : M4113-05

Misc :

ALS Vvial : 17 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-BG100621.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO50528.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.798 386 393 403 rBVY 768241 1288590 58.46% 5.866%
2 6.926 578 585 592 rBv3 18871 30299 1.37% 0.138%
3 7.396 657 665 676 rBV 798025 1444747 65.55% 6.577%
4 8.259 805 812 823 rVB 259248 459760 20.86% 2.093%
5 9.429 1003 1011 1020 rBV 512295 931374 42.26%  4.240%

6 10.827 1243 1249 1256 rBV 74001 127926 5.80%
7 11.e85 1283 1293 1310 rBV 372874 694664 31.52%
8 13.500 1696 1704 1712 rBV 1143653 1837042 83.35%
9 13.747 1742 1746 1753 rVB2 24671 40292 1.83%
10 14.200 1816 1823 1828 rVB 162405 246412 11.18%
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R

11 14.282 1833 1837 1844 rVB2 14233 22127 1.00%
12 14.828 1921 1930 1933 rBV 64277 100378 4.55%
13 14.875 1933 1938 1944 rVV 561131 904625 41.04%

OO0 P~POO®
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=
]
R

14 14.940 1944 1949 1957 rVB3 32575 64883 2.94% 295%
15 15.110 1974 1978 1985 rBV3 27349 41978  1.90% 191%
16 15.269 1998 2005 2011 rBV2 11829 23196 1.05% 0.106%
17 15.921 2110 2116 2124 rVB 24145 40056 1.82% 0.182%
18 16.356 2175 2190 2198 rBV 796491 1347511 61.14% 6.134%
19 16.426 2198 2202 2209 rVB8 10058 22600 1.03% 0.103%
20 17.272 2341 2346 2351 rVB 20536 28837 1.31% 0.131%
21 17.437 2370 2374 2380 rVB2 15083 24075 1.09% 110%

22 17.619 2399 2405 2409 rBV 650991 1036049 47.01%
23 17.660 2409 2412 2418 rVV 348237 524576 23.80%

oo NPMO
w
00
00
B

24 17.754 2418 2428 2433 rW 39181 72618 3.29% 331%
25 18.019 2468 2473 2480 rVB2 29652 51381 2.33% 234%
26 18.259 2510 2514 2519 rVB 19754 24334 1.10% 0.111%
27 18.483 2547 2552 2558 rBvV2 46811 99761 4.53% 0.454%
28 18.541 2558 2562 2569 rVB 48229 77491 3.52% ©.353%
29 18.688 2580 2587 2591 rBV3 56856 104077 4.72% 0.474%
30 18.982 2632 2637 2640 rBV 31825 48473 2.20% 0.221%
31 19.023 2640 2644 2649 rVB 74862 109677 4.98%  ©.499%
32 19.417 2702 2711 2715 rBV5 71671 128490 5.83% 0.585%
33 19.540 2727 2732 2736 rBV3 36933 57405 2.60% 0.261%
34 19.658 2747 2752 2759 rBV 604057 849771 38.55% 3.868%
35 19.987 2802 2808 2809 rBV 93884 128052 5.81% ©.583%

36 20.022 2809 2814 2820 rVWW 426209 654736 29.71% 2.980%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100821\
Data File : BG@50528.D

Acqg On : 9 Oct 2021 3:56
Operator : CG/JU

Sample : M4113-05

Misc :

ALS Vvial : 17 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-BG100621.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 20.081 2821 2824 2831 rVvB2 22981 37828 1.72% 0.172%
38 20.210 2839 2846 2851 rBV 1610702 2204071 100.00% 10.033%
39 20.257 2851 2854 2860 rVB3 16879 25607 1.16% 0.117%
40 20.333 2861 2867 2870 rBV3 34347 77200 3.50% 0.351%
41 20.474 2886 2891 2892 rBV6 22875 39156 1.78% 0.178%
42 20.504 2892 2896 2901 rVB 72156 116400 5.28% 0.530%
43 20.604 2909 2913 2917 rBV2 40325 57499 2.61% 0.262%
44 20.845 2951 2954 2958 rBv4 25070 37193 1.69% 0.169%
45 21.285 3025 3029 3034 rBvV2 37923 61635 2.80% 0.281%
46 21.344 3034 3039 3045 rVB 503097 690753 31.34%  3.144%
47 21.520 3065 3069 3074 rVB2 132718 196524 8.92%  0.895%
48 21.632 3084 3088 3098 rVB 55496 111899 5.08% 0.509%
49 21.920 3128 3137 3142 rBV2 586386 1312731 59.56% 5.976%
50 21.967 3142 3145 3153 rVB 170563 297809 13.51%  1.356%
51 22.760 3274 3280 3290 rVB7 89583 218634  9.92%  0.995%
52 23.677 3431 3436 3442 rVB 84112 171209 7.77% 0.779%
53 24.247 3525 3533 3540 rBV2 105468 361657 16.41% 1.646%
54 24.329 3542 3547 3554 rVV3 147685 367403 16.67% 1.672%
55 24.399 3555 3559 3571 rVBY 55180 145762 6.61% 0.664%
56 25.016 3657 3664 3674 rVB 65556 198343 9.00%  0.903%
57 25.175 3684 3691 3703 rVB2 87925 262825 11.92%  1.196%
58 25.339 3709 3719 3729 rBV2 324281 987602 44.81% 4.496%
59 26.567 3921 3928 3938 rVB3 97219 299594 13.59% 1.364%

Sum of corrected areas: 21967597
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: CG/JU
: M4113-05

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100821\
BG050528.D
9 Oct 2021 3:56

: 17  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance
1600000

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BG050528.D\data.ms

5.798 7.396

9.429

11.085
8.259

6.926 10.827

Time--> 3.

Abundance
1600000

1400000

1200000

1000000

800000

600000

400000

200000

50 4.00 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00

TIC: BG050528.D\data.ms
20.210

13.500

16.356

17.619 19.658 21.920
14.875

17/660

14.200
3.747 14&.282 14. 1969 15.921 1§ 426 17ena

0
Time-->

Abundance
1600000
1400000
1200000
1000000
800000
600000
400000

200000

A N
L L L L L L L L L L I L B B B

13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

TIC: BG050528.D\data.ms

0

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 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100821\
Data File : BG@50528.D

Acqg On : 9 Oct 2021 3:56
Operator : CG/JU

Sample : M4113-05

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 5
R.T. EstConc Area Relative to ISTD R.T.
10.827 3.68 ng 127926 Naphthalene-d8 11.086
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
4 2-[2-[2-[2-[2-[2-[2-(2-Hydroxyet... 370 C16H3409 005117-19-1 50
5 Di-sec-Butyl ether 130 C8H180 006863-58-7 50

Abundance Scan 1249 (10.827 min): BG050528.D\data.ms (-1243) (- m/z 57.10 100.00%
57.1

5000 Jk
75.0 — e
39 ‘ 101.0 10.50 11.00
) S| wm““l‘ ““_““‘13‘99_”“15?‘2‘ m/z 45.00 97.01%
miz--> 20 40 60 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 — O
29.0 10.50 11.00
75.0 m/z 41.00  40.62%
O \\\’\‘H“\‘\“‘H‘\\ H\\‘l“\‘\‘\‘\]-\o}o‘\o\\\‘\]_\3\2\0‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
e ettt ot
10.50 11.00
5000 ITI/Z 75.00 19.36%
29.0 75.0
100.0
o L L0 a0 e
miz--> 40 60 80 100 120 140 160
Abundance  #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- 4
45.0 10.50 11.00
m/z 56.00 16.14%
5000
89.0
27,0
S8 AL 671 S USR8
m/z--> 20 40 100 120 140 160 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100821\
Data File : BG@50528.D

Acqg On : 9 Oct 2021 3:56
Operator : CG/JU

Sample : M4113-05

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Caryophyllene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.200 5.45 ng 246412  Acenaphthene-die 14.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Caryophyllene 204 C15H24 000087-44-5 99
2 Bicyclo[7.2.0]undec-4-ene, 4,11,... 204 C15H24 000118-65-0 92
3 Bicyclo[7.2.0]undec-4-ene, 4,11,... 204 C15H24 013877-93-5 70
4 6,6-Dimethyl-2-vinylidenebicyclo... 148 C11H16 039021-75-5 43
5 trans-.beta.-Ocimene 136 C10H16 003779-61-1 38

Abundance Scan 1823 (14.200 min): BG050528.D\data.ms (-1816) (- m/z 91.00 100.00%

41.0 69.0 91,0
133.1
5000
A i\
1611 T T ‘ T T T T ‘ T
‘ H 1891 14.00 14.50
I m‘aMm‘uwww m/z 40.95 97.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80121: Caryophyllene
93.0 133.0
41.0 69.0
5000 Ao o s
161.0 14.00 14.50
189.0 m/z 93.00 95.21%
O,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80394: Bicyclo[7.2.0Jundec-4-ene, 4,11,11-trimethyl-8-1v
41.0
133.0 14.00 14.50
5000 ITI/Z 69.00 89.46%
LA Ll
0 ww‘“‘s_m,mwwlu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80289: Bicyclo[7.2.0]undec-4-ene, 4,11,11-trimethyl-8-v Aot — e
69.0 930 14.00 14.50
41.0 133.0 m/z 78.95 81.98%
5000
161.0
‘ 189.0
0 U WA R U O A VO
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100821\
Data File : BG@50528.D

Acqg On : 9 Oct 2021 3:56
Operator : CG/JU

Sample : M4113-05

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
18.688 2.01 ng 104077  Phenanthrene-die 17.619
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 80
2 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 50
3 Methyl diselenide 190 C2H6Se2 007101-31-7 43
4 1,4-Naphthalenedione, 2,5-dihydr... 190 C10H604 004923-55-1 35
5 5,8-Quinoxalinediol, 2,3-dimethyl- 190 C10H1ON202 007698-00-2 27

Abundance Scan 2587 (18.688 min): BG050528.D\data.ms (-2580) (-  m/z 190.00 100.00%

190.0
5000
94.4 iy ot
18.50 19.00
63.0 161.0
okl ASLLIORO b 280 189,00 91.45%
miz--> 50 100 150 200 250
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 Mﬂ —opens
940 18.50 19.00
4 m/z 190.95  30.99%
ol 310 630, \‘\ 1230 1610 ||
T T T T ‘ T T T T ‘ T T T T ‘ T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #64350: 2,2'-Bis(4,5-dimethylimidazole)
189.0
e e
18.50 19.00
5000 ITI/Z 94.40 21.42%
42.0 122.0
miz--> 50 100 150 200 250
Abundance #64931: Methyl diselenide \MM‘ i WWWMM
190.0 18.50 19.00
m/z 192.00 20.73%
93.0
5000
160.
! T
miz--> 50 100 150 200 250 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100821\
Data File : BG@50528.D

Acqg On : 9 Oct 2021 3:56
Operator : CG/JU

Sample : M4113-05

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 9,10-Anthracenedione Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.023 2.12 ng 109677  Phenanthrene-die 17.619
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Anthracenedione 208 C14H802 000084-65-1 97
2 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 93
3 9H-Fluoren-9-one 180 C13H80 000486-25-9 83
4 1H-Phenalen-1-one 180 C13H80 000548-39-0 64
5 9,10-Phenanthrenedione 208 C14H802 000084-11-7 60

Abundance Scan 2644 (19.023 min): BG050528.D\data.ms (-2640) (-  m/z 208.00 100.00%

208.0
151.9
5000 76.0
19.00 |
ol 394,‘ Ll rionis O I R H 93z 180.00  93.99%
m/z--> 50 100 150 200 250 300
Abundance #85294: 9,10-Anthracenedione
152.0 208.0
5000 76.0 A :
19.00
m/z 151.95 79.99%
O T \39‘\.#‘ \“ \“‘\ ”1 JW:‘L\().\O“\ T 1 T T “ T ’ H\ T T T ‘ T T T T ‘ T
m/z--> 50 100 150 200 250 300
Abundance #54969: Benzol[c]cinnoline
152.0
A ity Lug ‘
19.00
5000 ITI/Z 151.00 42.63%
76.0
oHS%'O,mW‘wﬂrlg:q‘nH“,HH_H‘_
m/z--> 50 100 150 200 250 300
Abundance #55034: 9H-Fluoren-9-one
180.0 19.00
m/z 75.95 39.76%
5000
76.0
90, B0 |
obrip A Ay . A8 4
m/z--> 50 100 150 200 250 300 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100821\
Data File : BG@50528.D

Acqg On : 9 Oct 2021 3:56
Operator : CG/JU

Sample : M4113-05

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

19.417 2.48 ng 128490  Phenanthrene-die 17.619
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 91
2 10-Octadecenoic acid, methyl est... 296 C19H3602 013038-45-4 90
3 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 90
4 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 90
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 87

Abundance Scan 2711 (19.417 min): BG050528.D\data.ms (-2702) (-  m/z 55.00 100.00%

558.0
5000 70
—r
7.1
3 ‘ 18?.0‘ | 26?13040 355‘ 19.50
0 b fo b TR T m/z 41.00 69.58%
mlz--> 50 100 150 200 250 300 350
Abundance #194441: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 T
6.0 19.50
m/z 74.00 66.67%
15 q‘ H 37.0 180.0 222.0 264.0
O T \ T \“‘ \‘
m/z--> 50 100 150 200 250 300 350

Abundance  #194452: 10-Octadecenoic acid, methyl ester, (E)-

55.0 J\
19.50

m/z 69.00 55.96%

5000

-

0,

miz--> 50 100 150 200 250 300 350
Abundance #194409: 9-Octadecenoic acid, methyl ester

55.0 19.50

m/z 83.00 54.76%
5000 7.0
264.0
37018002220 ‘

m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compo

und Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100821\
Data File : BG@50528.D

Acqg On 9 Oct 2021 3:56

Operator : CG/JU

Sample : M4113-05

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Cinnamyl cinnamate Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
21.344 10.52 ng 690753 Chrysene-d12 21.920
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cinnamyl cinnamate 264 C18H1602 000122-69-0 91
2 Cinnamoylglycine, methyl ester 219 C12H13NO3 040778-04-9 64
3 N-(p-Vinylbenzoyl)-1-alanine 219 C12H13NO3 139184-60-4 50
4 trans-1-Cinnamoylimidazole 198 C12H1ON20 001138-15-4 47
5 3-phenylprop-2-enoic anhydride 278 C18H1403 1010401-87-5 47

Abundance Scan 3039 (21.344 min): BG050528.D\data.ms (-3034) (-  m/z 131.00 100.00%

131.0
5000
77.0
— ‘ ‘
‘ 219.1264 1 21.00 21.50
0\\ﬂJ‘\”\‘”\\““‘\“HH‘HH\‘Hlm‘\\'\\‘\?’4;"0\”\‘4\291' m/z 115.00  45.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #153419: Cinnamyl cinnamate
131.0
5000
2100 2150
77.0 219.0 m/z 117.00 37.71%
‘ 264.0
O\\\\‘\\\\‘\‘\‘\‘\\‘\\‘\‘\l\‘\‘\l\\\‘\\\\‘\\\\‘\\\\
m/z--> 100 150 200 250 300 350 400
Abundance #97536: Cinnamoylglycine, methyl ester
131.0
— ‘ ‘
21.00 21.50
5000 ITI/Z 103.00 37.10%
77.0
218.0
Y 0 “‘mm_hm_m_m_m_m
miz--> 50 100 150 200 250 300 350 400
Abundance #97534: N-(p-Vinylbenzoyl)-l-alanine T ‘ ‘
131.0 21.00 21.50
m/z 77.00 32.26%
5000
77.0
Joo, || | o
m/z--> 50 100 150 200 250 300 350 400 21. 00 21 50

8270-BG100621.M Mon Oct 11 13:26:28 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100821\
Data File : BG@50528.D

Acqg On : 9 Oct 2021 3:56
Operator : CG/JU

Sample : M4113-05

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 1-Docosene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.520 2.99 ng 196524 Chrysene-d12 21.920
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 90
2 Cyclohexadecane 224 C16H32 000295-65-8 87
3 Cetene 224 C16H32 000629-73-2 83
4 Henicos-1-ene 294 C21H42 001599-68-4 83
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 64

Abundance Scan 3069 (21.520 min): BG050528.D\data.ms (-3065) (-  m/z 57.00 100.00%
57.0

7.0 228.1
5000
‘ 21.50 |
39.1 190.9 :
[ w:“%M st 2810 3410 s 43,05 91.24%
m/z--> 50 100 150 200 250 300 350
Abundance #209741: 1-Docosene
53.0
97.0
5000 —— ‘
21.50
m/z 55.00 84.98%
OL\4.\q‘\“ “ T ‘“r‘ r‘H‘\‘H“ \:‘1‘;\3?‘(‘)\1\8\1\0‘ L B \3(‘)8\\0\ T
m/z--> 50 100 150 200 250 300 350
Abundance #104594: Cyclohexadecane
55.0
T \
97.0 21.50
5000 ITI/Z 69.00 67 .85%
39.0 224.0
oL PR0wme0
m/z--> 50 100 150 200 250 300 350
Abundance #104589: Cetene — ‘
41.0 21.50
83.0 m/z 83.05 66.53%
- “/J\M
25.0 224.0
ol LU 159 sspo2t0 ) -
m/z--> 50 100 150 200 250 300 350 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100821\
Data File : BG@50528.D

Acqg On : 9 Oct 2021 3:56
Operator : CG/JU

Sample : M4113-05

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Cyclopentadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.760 3.33 ng 218634 Chrysene-d12 21.920
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 70
2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 58
3 17-Pentatriacontene 491 C35H70 006971-40-0 52
4 Cyclohexadecane 224 C16H32 000295-65-8 49
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 49

Abundance Scan 3280 (22.760 min): BG050528.D\data.ms (-3274) (- m/z 43.00 100.00%

43.0
97.0
242.0
5000
— —
‘ ’ 154.1 ‘ 22.50 23.00
O\H‘}U “MkmwmeMMMAuu\lu\u]“‘w“‘wy“w‘ m/z 83.00 99.67%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #87654: Cyclopentadecane
55.0
5000 — —
10 22.50 23.00
m/z 55.00 90.48%
‘ ‘ ‘ 210.0
O\\“\ ‘\\f‘\‘f\\\“‘\\\‘\‘1\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #275003: Dichloroacetic acid, heptadecyl ester
57.0
— —
22.50 23.00
m/z 97.00 78.80%
5000 1o /
0 I \” w‘\ }\ 1\l1n68 0 238 0 295 O
‘H“"H‘,"H““w““w““u““u‘,“H
miz--> 50 100 150 200 250 300 350 400 450
Abundance #336402: 17-Pentatriacontene —— —
43.0 22.50 23.00
m/z 69.00 74.12%
h I mv”mevwmvﬂf\“WMMWAMwww
0 ﬂ | 1153.0 210.0 267. 0321.0 490.(
- ‘H“_“w“u“u‘ - R RS —r— —r—
m/z--> 50 100 150 200 250 300 350 400 450 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100821\
Data File : BG@50528.D

Acqg On : 9 Oct 2021 3:56
Operator : CG/JU

Sample : M4113-05

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Supraene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.677 3.47 ng 171209 Perylene-di2 25.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 72
2 trans-Farnesol 222 C15H260 000106-28-5 72
3 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 64
4 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 58
5 4-Methyl-1,5-Heptadiene 110 C8H14 000998-94-7 58

Abundance Scan 3436 (23.677 min): BG050528.D\data.ms (-3431) (- m/z 69.00 100.00%

69.0
5000
2350 2400
121.0 : :
bbb sy, 2930 2960 34L1 0 n/z 8l.e0  49.65%
miz--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 — ——
23.50 24.00
m/z 41.00 25.87%
137.0
01260 4yl | 1910 273.0 3410 4104
\\\\‘\\\‘\\\\‘Y\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #101946: trans-Farnesol
69.0
T T
23.50 24.00
5000 m/z 68.10 11.63%
136.0
LT TN PN el E—
m/z--> 50 100 150 200 250 300 350 400
Abundance #85250: 7,11-Dimethyldodeca-2,6,10-trien-1-ol — —
69.0 23.50 24.00
m/z 93.00 9.66%
5000
J ‘ 137.0
TR U PRS- L .
m/z--> 50 100 150 200 250 300 350 400 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100821\
Data File : BG@50528.D

Acqg On : 9 Oct 2021 3:56
Operator : CG/JU

Sample : M4113-05

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Cyclopropane, 1-methyl-1-(2... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
24,399 2.95 ng 145762 Perylene-di2 25.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1-methyl-1-(2-meth... 238 C17H34 041977-41-7 70
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 64
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 64
4 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 64
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 60

Abundance Scan 3559 (24.399 min): BG050528.D\data.ms (-3555) (-  m/z 83.05 100.00%

83.0
5000
P e
40 0, 207.0 28103569 24.00 24.50
0! 39 mm H‘H‘,‘”U“‘ m\\ \u\ \‘\ u‘“ i i m/z 97.00 85.28%
mlz--> 50 100 150 200 250 300 350 400
Abundance #121353: Cyclopropane, 1-methyl-1-(2-methylpropyl)-2-n
83.0
5000 — e
24.00 24.50
J 182.0 m/z 43.00 81.12%
O\\\\““\“‘\H\“"\\p\\c)‘\\1“\’\\2:\3?.‘0\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #245846: Trifluoroacetoxy hexadecane
57.0
P e
24.00 24.50
5000 ITI/Z 55.00 78.00%
oL H Lil, o0 290300 WJ\/\WW
miz-> 50 100 150 200 250 300 350 400
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester — —
57.0 24.00 24.50
m/z 69.05 75.10%
o WJ\/\MWMM
169.0
ol LU L, Toomomso  aoe
m/z--> 50 100 150 200 250 300 350 400 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100821\
Data File : BG@50528.D

Acqg On : 9 Oct 2021 3:56
Operator : CG/JU

Sample : M4113-05

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Perylene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
25.016 4.02 ng 198343 Perylene-di2 25.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Perylene 252 C20H12 000198-55-0 93
2 Benzo[e]pyrene 252 C20H12 000192-97-2 91
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 91
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90
5 Benzo[a]pyrene 252 C20H12 000050-32-8 90

Abundance Scan 3664 (25.016 min): BG050528.D\data.ms (-3657) (- m/z 252.10 100.00%

252.1
5000
124.9 LT ‘
410 870 \ 163.9 206.1 326.9 2590
Ol i Al 3030 S0 S M S0P myz 250.00 31.87%
miz--> 50 100 150 200 250 300 350
Abundance #138552: Perylene
252.0
5000 \W”M\ =7 ”/\\“
25.00
126.0 m/z 253.00 21.81%
0 50.0 87.0 \H 162 0198.0 I
\\\‘\\\\‘\\ \\\\‘\\\\\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
NN \
25.00
5000 m/z 124.90  16.82%
125.0
0 39.0 830 L 2000 |
— e
m/z--> 50 100 150 200 250 300 350
Abundance #138568: Benzol[b]fluoranthene — ‘
252.0 25.00
m/z 251.05 11.32%
5000
126.0
om0 | a0 | g
e L L A o e e e e N AR AR e ‘ ——
m/z--> 50 100 150 200 250 300 350 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100821\
Data File : BG@50528.D

Acqg On : 9 Oct 2021 3:56
Operator : CG/JU

Sample : M4113-05

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Heneicosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
26.567 6.07 ng 299594 Perylene-di2 25.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 93
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
4 Octacosane 394 (C28H58 000630-02-4 86
5 Tetracosane 338 C24H50 000646-31-1 86

Abundance Scan 3928 (26.567 min): BG050528.D\data.ms (-3921) (- m/z 57.00 100.00%
57.0

9.0 650 ‘
26.50
155.1197.1 .1 300.0 .
[— w“ ’ “‘ L “‘i bor o220t 29113000 367 s 71,00 72.28%
m/z--> 50 100 150 200 250 300 350
Abundance #194588: Heneicosane
57.0
5000 e :
26.50
m/z 43.00 71.31%
9.0 /
s | || 1], 14101800050 2960
\\\\‘\\\\‘\\\T‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
U I
26.50
5000 ITI/Z 85.00 54.67%
9.0
0 L\ MH\ ] \‘ | ]\-4\10 183.0 239.0 296.0
el e e e
miz--> 50 100 150 200 250 300 350
Abundance #132769: 2-Bromo dodecane T
57.0 26.50
m/z 55.00 33.01%
o WMJ\/\WM4
90 169.0
oaso (L4l T as0 L
m/z--> 50 100 150 200 250 300 350 26.50

8270-BG100621.M Mon Oct 11 13:26:32 2021 Page: 15



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100821\
Data File : BG@50528.D

Acqg On : 9 Oct 2021 3:56
Operator : CG/JU

Sample : M4113-05

Misc :

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Ethanol, 2-(2-b... 10.827 3.7 ng 127926 2 11.086 694664 20.0
Caryophyllene 14.200 5.5 ng 246412 3 14.875 904625 20.0
4H-Cyclopenta[d... 18.688 2.0 ng 104077 4 17.619 1036050 20.0
9,10-Anthracene... 19.023 2.1 ng 109677 4 17.619 1036050 20.0
9-Octadecenoic ... 19.417 2.5 ng 128490 4 17.619 1036050 20.0
Cinnamyl cinnamate 21.344 10.5 ng 690753 5 21.920 1312730 20.0
1-Docosene 21.520 3.0 ng 196524 5 21.920 1312730 20.0
Cyclopentadecane 22.760 3.3 ng 218634 5 21.920 1312730 20.0
Supraene 23.677 3.5 ng 171269 6 25.339 987602 20.0
Cyclopropane, 1... 24.399 3.0 ng 145762 6 25.339 987602 20.0
Perylene 25.016 4.0 ng 198343 6 25.339 0987602 20.0
Heneicosane 26.567 6.1 ng 299594 6 25.339 987602 20.0
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