LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100821\
Data File : BG@50526.D

Acqg On : 9 Oct 2021 2:33
Operator : CG/JU

Sample : M4113-09

Misc :

ALS Vvial : 15 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: BGO50526.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.797 384 393 402 rBV 899093 1496460 54.91% 6.435%
2 6.925 580 585 591 rBV 27701 45741 1.68% 0.197%
3 7.401 657 666 677 rBV 893945 1623578 59.57% 6.982%
4 8.259 804 812 822 rBV 261220 456704 16.76% 1.964%
5 9.428 1002 1011 1021 rBV 568930 1049684 38.51% 4.514%
6 10.827 1241 1249 1258 rBV 95009 166255 6.10% 0.715%
7 11.085 1284 1293 1307 rVB 364951 677754 24.87%  2.915%
8 13.241 1655 1660 1668 rBV3 19045 37753 1.39% 0.162%
9 13.500 1693 1704 1712 rVB 1357389 2150966 78.92% 9.250%
10 13.753 1736 1747 1757 rBV6 35050 70943  2.60% 0.305%
11 14.199 1816 1823 1829 rVB 295850 450774 16.54% 939%
12 14.281 1830 1837 1842 rBV2 39374 60049 2.20% 258%
13 14.704 1903 1909 1913 rBV3 18888 28309 1.04%

14 14.828 1921 1930 1933 rBV 88240 141410 5.19%

woooR
=
N
N
B

15 14.875 1933 1938 1944 rVV 561732 905455 33.22% 894%
16 14.928 1944 1947 1959 rVB6 25517 59773 2.19% 0.257%
17 15.11@ 1973 1978 1985 rBvV2 40257 68044  2.50% 0.293%
18 15.180 1985 1990 1997 rVB3 23941 46378 1.70% ©.199%
19 15.862 2099 2106 2111 rBV3 55759 86002 3.16% ©.370%
20 16.355 2177 2190 2197 rBV 951760 1578291 57.91% 6.787%
21 16.555 2219 2224 2234 rVB7 14290 30924 1.13% 0.133%
22 17.619 2396 2405 2410 rBV 680431 1058887 38.85% 4.554%
23 17.660 2410 2412 2419 rVB 100269 140924 5.17% 0.606%
24 18.259 2510 2514 2520 rVB 25915 34702 1.27% ©.149%
25 18.477 2546 2551 2558 rvv2 121628 182984 6.71% ©.787%
26 18.535 2558 2561 2570 rVB2 23060 44878 1.65% 0.193%
27 18.688 2581 2587 2591 rBv4 18852 40192 1.47% ©.173%
28 19.023 2640 2644 2648 rVB4 21556 28587 1.05% ©.123%
29 19.475 2717 2721 2726 rVB2 36692 51658 1.90% 0.222%
30 19.657 2746 2752 2761 rVV 194105 340200 12.48% 1.463%
31 19.992 2801 2809 2810 rBv4 36419 68751 2.52% ©.296%

32 20.016 2810 2813 2820 rVB 148753 216332 7.94%  0.930%
33 20.210 2840 2846 2852 rVB 2025476 2725508 100.00% 11.721%
34 20.339 2862 2868 2869 rBVv6 23663 33268 1.22% ©0.143%
35 20.462 2885 2889 2892 rBV6 24395 42667 1.57% ©.183%

36 20.504 2892 2896 2907 rVB4 62684 119012 4.37% 0.512%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100821\
Data File : BG@50526.D

Acqg On : 9 Oct 2021 2:33
Operator : CG/JU

Sample : M4113-09

Misc :

ALS Vvial : 15 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 20.791 2941 2945 2949 rBV2 31620 48003 1.76% ©0.206%
38 20.891 2959 2962 2971 rVB5 23500 40183 1.47% ©0.173%
39 21.167 3005 3009 3016 rVB4 45808 82517 3.03% 0.355%
40 21.285 3025 3029 3033 rBV2 19889 35462 1.30% 0.153%
41 21.350 3034 3040 3049 rVB 1203416 1717465 63.01% 7.386%
42 21.520 3064 3069 3075 rBv2 203998 313346 11.50% 1.348%
43 21.920 3128 3137 3143 rBV2 579334 1153376 42.32% 4.960%
44 21.967 3143 3145 3152 rVB 63216 88802 3.26% ©.382%
45 22.102 3164 3168 3170 rBvV2 20781 29851 1.10% 0.128%
46 22.354 3207 3211 3216 rVB6 35955 55410 2.03% 0.238%
47 22.760 3271 3280 3293 rBV 210704 526508 19.32%  2.264%
48 23.465 3398 3400 3406 rVB3 20556 29395 1.08% 0.126%
49 23.847 3460 3465 3472 rVBS8 40805 84314 3.09% 0.363%
50 24.240 3526 3532 3538 rBV2 38804 108845 3.99% 0.468%
51 24.328 3540 3547 3554 rvv2 184981 451714 16.57% 1.943%
52 24.399 3554 3559 3573 rVB4 78227 215844 7.92% 0.928%
53 25.339 3708 3719 3729 rBV2 339499 1047055 38.42% 4.503%
54 26.555 3917 3926 3940 rVB2 137452 430348 15.79% 1.851%
55 29.787 4469 4476 4477 rBV5 38261 70168 2.57% 0.302%

56 31.021 4675 4686 4705 rVBS 71859 365002 13.39% 1.570%

Sum of corrected areas: 23253405
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100821\
Data File : BG@50526.D

Acqg On : 9 Oct 2021 2:33
Operator : CG/JU

Sample : M4113-09

Misc :

ALS vial : 15 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 TIC: BG050526.D\data.ms
2000000

1500000

1000000 5.797 7.401

9.428

500000
11.085

8.259

6.925 10.827

0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 900 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG050526.D\data.ms

2000000 20.210

1500000
13.500

21.350

1000000 16.355

17.619 21.920
14.875

500000
14.199

041113753 14,284 4 3860180 15862 |15 555

JAYNINN N /1 s
L L L L O O L L L L L L L I L B I B B

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

Abundance TIC: BG050526.D\data.ms
2000000

1500000

1000000

500000 25.339

24.328
26.555
23.4633-8424-2 99 29.787 31.021

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@50526.D

Acqg On : 9 Oct 2021 2:33
Operator : CG/JU

Sample : M4113-09

Misc :

ALS vial : 15 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 .alpha.-Pinene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
6.925 2.00 ng 45741  1,4-Dichlorobenzene-d4 8.259

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Pinene 136 C10H16 000080-56-8 95
2 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C1@H16 004889-83-2 91
3 (+)-3-Carene 136 C1@H16 000498-15-7 91
4 3-Carene 136 C10H16 013466-78-9 90
5 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 C10H16 007785-70-8 83
Abundance Scan 585 (6.925 min): BG050526.D\data.ms (-580) (-) m/z 93.00 100.00%
93.0
5000
77.0
39.0 e e e
‘ 55.0 ‘ ‘ 121'0136.1 6.60 6.80 7.00 7.20
Y i} ,u“i il I R o NI ELa m/z 91.00 44.48%
miz-> 20 40 60 80 100 120 140
Abundance #18027: .alpha.-Pinene
93.0
| I T -1
5000 LB L B R I B AL |
39.0 77.0 6.60 6.80 7.00 7.20

m/z 77.00 33.66%
121.0136 9

15.0
|

\ L ﬁﬁ l AL

0

A Al
miz--> 20 40 60 80 100 120 140
Abundance  #18173: Bicyclo[3.1.1]hept-2-ene, 3,6,6-trimethyl-

93.0 J\
LAl

6.60 6.80 7.00 7.20

o

5000 ITI/Z 92.00 31.45%
410 77.0
: 121.0

| | H1as0

R L TN S

m/z--> 20 40 60 80 100 120 140
Abundance #18015: (+)-3-Carene AR ARARES

93.0 6.60 6.80 7.00 7.20

m/z 79.00 24.67%

5000

410 77.0 121.0136.0
150 1o Ll 580, H‘\ H\ Li “‘ ‘ I Mfr\

m/z--> 20 40 60 80 100 120 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100821\
Data File : BG@50526.D

Acqg On : 9 Oct 2021 2:33
Operator : CG/JU

Sample : M4113-09

Misc :

ALS vial : 15 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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.827 4.91 ng 166255 Naphthalene-d8 11.085
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 90
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
4 Di-sec-Butyl ether 130 C8H180 006863-58-7 53
5 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 53

Abundance Scan 1249 (10.827 min): BG050526.D\data.ms (-1241) (-  m/z 45.00 100.00%

45.0
5000
=0 0.50 00
100.1 10.5 11
0 m_m‘p‘!u ‘MHHH“M MWoT 1810 w/z s7.00  97.67%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
29.0 10 50 11 00
75.0 m/z 41.00 39.90%
O LI ‘ \‘H“\‘\“‘H‘\ \MH\ \‘1“\ ‘ \‘1‘ }9?\9 T ‘ \:L\SWZ\()‘ L ‘ LI
miz--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
10 50 11.00
29.0 75.0
100.0
0 Lt T 320 seso
m/z--> 0 60 80 100 120 140 160
Abundance #10091: Ethylene glycol monoisobutyl ether “ ——h
57.0 10.50 11.00
m/z 56.10 17.88%
5000
29.0 75.0
0 100.0118.0 TS L YT
mlz--> 0 60 80 100 120 140 160 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100821\
Data File : BG@50526.D

Acqg On : 9 Oct 2021 2:33
Operator : CG/JU

Sample : M4113-09

Misc :

ALS vial : 15 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 Caryophyllene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.199 9.96 ng 450774  Acenaphthene-d10 14.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Caryophyllene 204 C15H24 000087-44-5 95
2 Bicyclo[7.2.0]undec-4-ene, 4,11,... 204 C15H24 000118-65-0 94
3 Bicyclo[7.2.0]undec-4-ene, 4,11,... 204 C15H24 013877-93-5 70
4 Spiro[2.4]heptane, 1,5-dimethyl-... 136 C1@H16 062238-24-8 38
5 Cyclohexene, 5-methyl-3-(1-methy... 136 C10H16 056816-08-1 38

Abundance Scan 1823 (14.199 min): BG050526.D\data.ms (-1816) (- m/z 41.00 100.00%

41.0 69.1 93.0
133.0
5000
161.1 Ay e
| H ‘ 18?1 14.00 14.50
0! b bl m/z 93.00  89.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80125: Caryophyllene
41.0
69.0 93.0
133.0
5000 —— 4
14.00 14.50
161.0 m/z 90.95 88.02%
‘ H 189.0
O' \\\‘}‘\\\\‘\\\\‘\\\\‘1\\
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
890 e30 A A
133.0 14.00 14.50
5000 m/z 69.10  84.34%
| oL
o ‘ww‘ﬂh_““ “H“l‘
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 P .
69.0 93.0 14.00 14.50
410 1330 m/z 79.00  81.39%
5000
161.0
‘ 189.0
0! H‘W‘HH“HHMJ‘WE“ SRSV | S
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@50526.D

Acqg On : 9 Oct 2021 2:33
Operator : CG/JU

Sample : M4113-09

Misc :

ALS vial : 15 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 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.477 3.46 ng 182984  Phenanthrene-die 17.619
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 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Undecanoic acid 186 C11H2202 000112-37-8 72

Abundance Scan 2551 (18 477 min): BG050526.D\data.ms (-2546) (- m/z 73.00 100.00%

43.0 {73.0
5000
129.0
213.2 17
‘ H‘l? 157.1185.1 ‘ 256.1 18.50
oww“‘lw l “‘wWwwmM _MMHu_hwm‘_ m/z 60.00  94.50%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 R
18.50
167.01g5 02130  256.0 m/z 43.05 89.96%
0,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92063: Tridecanoic acid
73.
43.0 0
——
18.50
5000 129.0 ITI/Z 55.00 71.56%
171.0
214.0
0150?
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid —
43.0 ,73.0 18.50
m/z 57.00 66.01%
5000 129.0
199.0
s ) e T
O%?Rk“JWNWﬁ”meﬂmNMWHHMJHJHW‘HWHHM‘H_ —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100821\
Data File : BG@50526.D

Acqg On : 9 Oct 2021 2:33
Operator : CG/JU

Sample : M4113-09

Misc :

ALS vial : 15 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 11H-Benzo[b]fluorene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.503 2.06 ng 119012 Chrysene-d12 21.919
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 64
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 64
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 50
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 41
5 3-Trifluoromethylcinnamic acid 216 C1OH7F302 000779-89-5 41
Abundance Scan 2896 (20.504 min): BG050526.D\data.ms (-2892) (-  m/z 90.95 100.00%
91.0 216.1
131.0
5000
2050 |
53.0 163.0 .
O prrrstide sl 2609 m/z 216.10  96.29%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #94572: 11H-Benzo[b]fluorene
216.0 M
5000 /\\ ﬂ T T T /\\/\\ ]
20.50
m/z 215.00 72.46%
107.0
/280 630 ., | 1390 187.0 |
’HH‘HH‘HH‘HH‘HH‘HH‘\\H‘HH‘HH‘\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #94570: Pyrene, 1-methyl-
216.0 I\ M
e
20.50
5000 m/z 131.00 66.12%
108.0
0270 630 | 150.0 187.0
e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #94575: 11H-Benzola]fluorene N el 7 |
216.0 20.50
m/z 119.00 54.17%
5000
108.0
o 630 , | 1370 1870 |
R Na A B A e aanare P
m/z--> 20 40 60 80 100120140160180200220240260280 20.50
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Library Search Compo

und Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100821\
Data File : BG@50526.D

Acqg On 9 Oct 2021 2:33

Operator : CG/JU

Sample : M4113-09

Misc :

ALS vial : 15 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
TIC Integration Parameters:

: C:\Database\NIST20.L
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.
21.350 29.78 ng 1717470 Chrysene-d12 21.919
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 49
3 2,2-Dimethyl-1-(2-vinylphenyl)pr... 188 C13H160 1000210-99-9 47
4 trans-1-Cinnamoylimidazole 198 C12H1ON20 001138-15-4 47
5 N-(4-Fluorophenyl)-3-phenyl-2-pr... 255 C16H14FNO 1621516-09-3 47

Abundance Scan 3040 (21.350 min): BG050526.D\data.ms (-3034) (-

m/z 131.00 100.00%

131.0
5000
77.0
‘ 1730219'1 2641 2100 2150
0l 364, 4| “‘u‘u Lot Bt 3910 m/z 115.00  45.08%
m/z--> 50 100 150 200 250 300 350
Abundance #153419: Cinnamyl cinnamate
131.0
5000
2100 2150
77.0 219.0 m/z 116.95 37.49%
0270\ ‘ “ \w 1730 i ‘26\40
\\\[\\\\‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 100 150 200 250 300 350
Abundance #97536: Cinnamoylglycine, methyl ester
131.0
2100 2150
5000 m/z 103.00 37.43%
77.0
218.0
ol L w:Hwhm,””_m_m
m/z--> 50 100 150 200 250 300 350
Abundance  #62919: 2,2-Dimethyl-1-(2-vinylphenyl)propan-1-one
131.0 2100 2150
m/z 77.00 33.08%
5000
77.0
0.0 ‘ ‘ 188.0
Y
m/z--> 50 100 150 200 250 300 350 21 00 21 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100821\
Data File : BG@50526.D

Acqg On : 9 Oct 2021 2:33
Operator : CG/JU

Sample : M4113-09

Misc :

ALS vial : 15 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 17-Pentatriacontene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.520 5.43 ng 313346 Chrysene-d12 21.919
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 n-Nonadecanol-1 284 C19H400 001454-84-8 87
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 87
4 1-Hexadecanol 242 C16H340 036653-82-4 87

5 Pentadecafluorooctanoic acid, te... 610 C22H29F1502 1000406-04-4 83

Abundance Scan 3069 (21.520 min): BG050526.D\data.ms (-3064) (-  m/z 57.00 100.00%
57.0

o /\/\AJL\ﬁ
228.1 150 ‘
61 | 356.1 5
O e M dedeprereprede e e e e e e m/z 43.00 95.11%
m/z--> 0 50 100150200 250300 350400450500 550 600650
Abundance #336402: 17-Pentatriacontene
43.0
5000 — ‘
21.50
m/z 55.00 86.24%
5.0
0 ‘ fl 7196.0267.0 490.0
‘\H ‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 0 50 100150200 250300 350400450500 550600 650
Abundance #179253: n-Nonadecanol-1
83.0
L \
21.50
5000 ITI/Z 83.00 79.01%
ok | ?ﬁﬂ 238.0
et et e e e
m/z--> 0 50 100150200 250 300 350400450500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecy! ester s I
57.0 21.50
m/z 69.00 73.26%
o] %F;?A 2529 3600 6481
e e e e e e e e ——
m/z--> 0 50 100150200 250300 350400450500550600650 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100821\
Data File : BG@50526.D

Acqg On : 9 Oct 2021 2:33
Operator : CG/JU

Sample : M4113-09

Misc :

ALS vial : 15 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 1-Docosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.760 9.13 ng 526508 Chrysene-d12 21.919
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 99
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 1-Nonadecene 266 C19H38 018435-45-5 92
4 1-Tetracosene 336 C24H48 010192-32-2 91
5 1-Hexacosanol 382 C26H540 000506-52-5 91

Abundance Scan 3280 (22.760 min): BG050526.D\data.ms (-3271) (-  m/z 43.00 100.00%

43.0 83.0
5000
%51 e
0l Muw‘ JH‘ ! ﬂ“ b %67‘9‘2“?7‘ 92‘4‘2,1‘ 2‘8‘3‘0‘ e m/z 57.00  99.34%
miz--> 50 100 150 200 250 300
Abundance #209741: 1-Docosene
55.0
97.0
5000 A Hatehe
22.50 23.00
m/z 83.00  96.72%
OLé.\q‘\‘ ‘\‘ ‘ ‘H‘ ‘H‘ H \}\ \ ‘\]-\8\]- \0 L ’ LI \3‘0§.(\)\ T
miz--> 50 100 150 200 250 300
Abundance #264236: n-Tetracosanol-1
57.0 97.0
s —
22.50 23.00
5000 m/Z 55.00 96.62%
oioa LLLLLL 2 1010 220 2oag om0
miz--> 50 100 150 200 250 300
Abundance #155961: 1-Nonadecene T ——
43.0 97.0 22.50 23.00
m/z 69.00 87.78%
h J\\A—\
LI L9 1620 220 2000
0 ““q : “ e F P
mlz--> 100 150 200 250 300 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100821\
Data File : BG@50526.D

Acqg On : 9 Oct 2021 2:33
Operator : CG/JU

Sample : M4113-09

Misc :

ALS vial : 15 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 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24.328 8.63 ng 451714 Perylene-di2 25.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 86
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 86
5 Decane, 5-propyl- 184 C13H28 017312-62-8 83
Abundance Scan 3547 (24.328 min): BG050526.D\data.ms (-3540) (-  m/z 57.00 100.00%
57.0
5000 JL
9.0 = —
24.00 24.50
1410 2810
0bs ““M I “ Lit A8zl 22s1 2810 8264 7 71.e5  72.77%
mlz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 == e
24.00 24.50
m/z 43.00 69.34%
ol L (1l M | 1%}-01830225.0 267.0 300.0 367
\\\‘\ T \\\‘\\\\’\\\\’\\\\’\\
miz--> 50 100 150 200 250 300 350
Abundance #261137: Hexadecane, 1-iodo-
57.0
— —
24.00 24.50
5000 m/z 85.05 49.,44%
9.0 155.0 225.0
ol b bl by
miz--> 50 100 150 200 250 300 350
Abundance #228591: Tetradecane, 1-iodo- e —
57.0 24.00 24.50
m/z 55.00 23.86%
5000
¥} 90 1550 197.0
I — —
m/z--> 50 100 150 200 250 300 350 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100821\
Data File : BG@50526.D

Acqg On : 9 Oct 2021 2:33
Operator : CG/JU

Sample : M4113-09

Misc :

ALS vial : 15 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 1-Nonadecene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
24.399 4.12 ng 215844 Perylene-di2 25.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 n-Heptadecanol-1 256 C17H360 001454-85-9 91
3 Trichloroacetic acid, tetradecyl... 358 C16H29C1302 074339-52-9 90
4 n-Nonadecanol-1 284 C19H400 001454-84-8 90
5 1-Octadecanol 270 C18H380 000112-92-5 90

Abundance Scan 3559 (24.399 min): BG050526.D\data.ms (-3554) (-  m/z 83.05 100.00%

83.0
43.0
5000
25.1 00 2450
H ‘ 68 2 211.0 283.8 327 0 24.00 24.50
o) - | ‘M m \“\h s, \H T h‘ \}\ L M‘\‘ e o L - ITI/Z 69.00 84 .64%
m/z--> 50 100 150 200 250 300 350
Abundance #155961: 1-Nonadecene
43.0 97.0
5000 “ —
24.00 24.50
m/z 55.00 82.64%

39.0
O T “\ ‘ “ T “\‘ T “[ ‘JL jx\ ‘“ ‘“ \]‘_\8\2\0 2\2\4\0\ ‘26\6\ O\ T ‘ T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #143654: n-Heptadecanol-1
55.0

07.0 B
24.00 24.50
5000 ITI/Z 97.00 77 .52%
39.0
lsdlLLLigee w00
Miz--> 50 100 150 200 250 300 350
Abundance #267412: Trichloroacetic acid, tetradecyl ester — —
43.0 24.00 24.50
83.0 .
m/z 43.00 73.54%
5000
AT TR H D LTI e\ 9%
m/z--> 50 100 150 200 250 300 350 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100821\
Data File : BG@50526.D

Acqg On : 9 Oct 2021 2:33
Operator : CG/JU

Sample : M4113-09

Misc :

ALS vial : 15 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 Heptadecane, 9-octyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
26.555 8.22 ng 430348 Perylene-di2 25.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
2 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptadecane 240 C17H36 000629-78-7 90
5 Docosane 310 C22H46 000629-97-0 90

Abundance Scan 3926 (26.555 min): BG050526.D\data.ms (-3917) (- m/z 57.00 100.00%
57.0

> Jk
26.50 |
13.1 .
169.1
ol ‘ ‘ u‘h‘ ‘M A r 23922950 8581 nyz 71.00  74.27%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 = :
26.50
m/z 43.00 67.45%
13.0 239.0
ol LT 1690 29 2940 3500
\\‘\\\‘\\\\‘\\\\[\\\\’\\T\‘W\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo-
57.0
U T
26.50
5000 ITI/Z 85.10 50.48%
LU \1"399‘2‘25 0 2950 3500 4401
A T B B T e I
miz--> 50 100 150 200 250 300 350 400 450
Abundance #298427: Octacosane T
57.0 26.50
m/z 55.00 27.86%
h v,m/\/\\M
1
o \‘ {13130 169.0 225.0 281.0 337.0 394.0
““‘“““‘_““"H,““‘H“““w“““ —
m/z--> 50 100 150 200 250 300 350 400 450 26.50

8270-BG100621.M Mon Oct 11 13:25:35 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100821\
Data File : BG@50526.D

Acqg On : 9 Oct 2021 2:33
Operator : CG/JU

Sample : M4113-09

Misc :

ALS vial : 15 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 .beta.-Sitosterol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
31.021 6.97 ng 365002 Perylene-di2 25.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 97
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 89
3 Kauren-18-o0l, acetate, (4.beta.)- 330 C22H3402 072150-74-4 41
4 5-Cholene, 3,24-dihydroxy- 360 C24H4002 1000251-69-2 32
5 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 25

Abundance Scan 4686 (31.021 min): BG050526.D\data.ms (-4675) (- m/z 43.00 100.00%
3.0

5

5000 107.0
o0 213.1

T [
273.1 329.3 381.3 31.00

0ty WWM M““mm“m‘h”‘ L m/z s55.00 62.34%
miz-> 0 50 100 150 200 250 300 350 400

Abundance #310595: .beta.-Sitosterol

IS
w
o

5000 —— |
31.00
\ m/z 57.05  42.46%
0 ‘\“ |“ \ ‘Hw‘
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #310597: .gamma.-Sitosterol
43.0
—— ‘
31.00
5000 5.0 m/z 107.00  40.14%
145.0 414.0
213.0 303.0

0= ‘\“ | ‘h“ \
m/z--> 0 50

Abundance #237200: Kauren-18-ol, acetate, (4.beta.)- —— ‘
43.0 31.00
m/z 79.00 39.22%

100 150 200 250 300 350 400

r

5000

%

—
m/z--> 0 50 100 150 200 250 300 350 400 31.00

8270-BG100621.M Mon Oct 11 13:25:36 2021 Page: 15



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100821\
Data File : BG@50526.D

Acqg On : 9 Oct 2021 2:33
Operator : CG/JU

Sample : M4113-09

Misc :

ALS Vvial : 15 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|
.alpha.-Pinene 6.925 2.0 ng 45741 1 8.259 456704 20.0
Ethanol, 2-(2-b... 10.827 4.9 ng 166255 2 11.085 677754 20.0
Caryophyllene 14.199 10.0 ng 450774 3 14.875 905455 20.0
n-Hexadecanoic ... 18.477 3.5 ng 182984 4 17.619 1058890 20.0
11H-Benzo[b]flu... 20.503 2.1 ng 119012 5 21.919 1153380 20.0
Cinnamyl cinnamate 21.350 29.8 ng 1717470 5 21.919 1153380 20.0
17-Pentatriacon... 21.520 5.4 ng 313346 5 21.919 1153380 20.0
1-Docosene 22.760 9.1 ng 526508 5 21.919 1153380 20.0
Hexacosane 24.328 8.6 ng 451714 6 25.333 1047060 20.0
1-Nonadecene 24.399 4.1 ng 215844 6 25.333 1047060 20.0
Heptadecane, 9-... 26.555 8.2 ng 430348 6 25.333 1047060 20.0
.beta.-Sitosterol 31.021 7.9 ng 365002 6 25.333 1047060 20.0
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