LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39983.D

Acqg On : 24 May 2023 14:33
Operator : CG/JU

Sample : 02868-01

Misc :

ALS vial : 9 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA M\Methods\8270-BM@52323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@39983.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.093 302 307 314 rBV 433487 580909 5.39% 0.647%
2 5.563 380 387 397 rBV 5095652 7073447 65.58% 7.873%
3 6.693 573 579 587 rVB 370482 549341 5.09% 0.611%
4 7.169 650 660 674 rBV 4692324 7118590 66.00% 7.924%
5 8.016 797 804 812 rBV 1450143 2193146 20.33% 2.441%

6 9.181 994 1002 1013 rBV 2664441 4255405 39.45% 4.737%
7 10.834 1275 1283 1290 rBV 1817920 2940967 27.27%  3.274%
8 13.280 1692 1699 1706 rBV 6587993 9182470 85.13% 10.221%
9 13.539 1737 1743 1750 rBV 182163 256395 2.38% 0.285%
10 13.927 1804 1809 1813 rBV2 74497 112278 1.04% 0.125%

11 13.980 1813 1818 1825 rVVv2 931379 1320825 12.25%
12 14.069 1827 1833 1839 rVV 182408 261024  2.42%
13 14.369 1878 1884 1889 rBV 295126 424264  3.93%
14 14.498 1897 1906 1910 rBV3 106440 196435 1.82%
15 14.616 1917 1926 1929 rBV 4052218 5321899 49.34%

[GRCIRCI
IN
~
N
R

16 14.651 1929 1932 1938 rVB 2286442 3128654 29.01%
17 14.751 1946 1949 1959 rVB3 121143 234597 2.17%
18 14.904 1969 1975 1981 rVB 331454 457561  4.24%
19 14.980 1981 1988 1997 rBV3 192905 330808 3.07%
20 16.004 2152 2162 2169 rBV 857650 1325281 12.29%

RPoOOoOOoO W
%
[
O
R

21 16.133 2177 2184 2191 rVB 4873633 6665706 61.80%
22 16.568 2253 2258 2262 rBV 108020 139147 1.29%
23 17.392 2392 2398 2404 rBV 2384905 3238982 30.03%
24 18.286 2544 2550 2559 rBV 572870 926625 8.59%

O R WOoN
[e)]
[
Ul
B

25 18.362 2559 2563 2571 rVB 115074 193747  1.80% 216%
26 19.445 2743 2747 2752 rBV 138370 193276 1.79%  0.215%
27 19.556 2762 2766 2779 rBV 380596 683810 6.34% 0.761%
28 19.780 2800 2804 2806 rBv2 112455 167049 1.55% ©.186%
29 19.809 2806 2809 2823 rVB 212164 349322  3.24%  0.389%
30 20.009 2837 2843 2855 rBV 9481347 10786405 100.00% 12.006%
31 20.174 2868 2871 2876 rVB 119155 131208 1.22% ©.146%
32 20.321 2892 2896 2899 rBV3 101567 117631 1.09% 0.131%
33 20.962 3001 3005 3010 rBV 239608 268739  2.49%  0.299%
34 21.121 3027 3032 3042 rVB 6555115 7666025 71.07%  8.533%
35 21.274 3054 3058 3067 rBV 596744 791660 7.34% ©0.881%

36 21.486 3090 3094 3100 rBV 300068 379003  3.51% 0.422%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39983.D

Acqg On : 24 May 2023 14:33
Operator : CG/JU

Sample : 02868-01

Misc

ALS vial : 9 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA M\Methods\8270-BM@52323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 21.568 3102 3108 3112 rVV 2814255 3916349 36.31% 4.359%
38 21.609 3112 3115 3124 rVB 389313 540449 5.01% 0.602%
39 21.692 3126 3129 3132 rVW 149701 191131 1.77% 0.213%
40 21.727 3133 3135 3140 rVB 128101 152468 1.41% 0.170%
41 22.203 3213 3216 3223 rBV2 136009 194091 1.80% 0.216%
42 22.380 3241 3246 3250 rBV4 174401 433232  4.02% 0.482%
43 23.274 3394 3398 3402 rBV2 270335 467293 4.33% 0.520%
44 23.321 3403 3406 3414 rVB 231832 385350 3.57% 0.429%
45 24.021 3518 3525 3536 rVB 1829160 3597900 33.36%  4.005%

Sum of corrected areas: 89840894
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39983.D

Acqg On : 24 May 2023 14:33
Operator : CG/JU

Sample : 02868-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM039983.D\data.ms
8000000
6000000
5.563
7.169
4000000
9.181
10.834
2000000 8.016
5.093 6.693
0\‘\\\\’\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM039983.D\data.ms
20.009
8000000
13.280
6000000
16.133
14.616
4000000
17.392
2000000
13.
3.980 16.0 18.286 9
Eg.ssglggq%? 840 16.568 14,362 199589 Aeg0omaz1
(0] I o e e e e R B e o L B I i e B B e e e B B e e e e e e L e
Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 15,50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50
Abundance TIC: BM039983.D\data.ms
8000000
21.121
6000000
4000000
21.568
24.021
2000000
80 22029
2226330 2B
| R 22
\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 21.00 2150 22.00 2250 23.00 23,50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

8270-BM052323.M Thu May 25 11:33:18 2023 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39983.D

Acqg On : 24 May 2023 14:33
Operator : CG/JU

Sample : 02868-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.093 5.30 ng 580909 1,4-Dichlorobenzene-d4 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 307 (5.093 min): BM039983.D\data.ms (-302) (-) m/z 43.00 100.00%

43.0
5000
101.0 R e A RREEEE R
| ‘ 4.80 5.00 5.20 5.40
ol 2881 2070 28LUn/; 58,95 54.92%
miz-> 50 100 150 200 250
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L L L I B LA LR

4.80 5.00 5.20 5.40

m/z 101.00 22.84%
‘ 101.0
O 1\3“\0 “‘\‘ ‘\h‘ ‘ ‘\ T \‘ T “ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
e
4.80 5.00 5.20 5.40
5000 m/z 58.00 16.40%
\H W 126.0
o—tplt————t— o o
miz--> 50 100 150 200 250
Abundance #4156: 1-Propen-2-ol, acetate R ERRRRER
43.0 4.80 5.00 5.20 5.40
m/z 41.00 8.29%
5000
100.0
ot b SR
m/z--> 50 100 150 200 250 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39983.D

Acqg On : 24 May 2023 14:33
Operator : CG/JU

Sample : 02868-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 (1S)-2,6,6-Trimethylbicyclo... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.693 5.01 ng 549341 1,4-Dichlorobenzene-d4 8.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1S)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 007785-26-4 97
2 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 007785-70-8 96
3 .alpha.-Pinene 136 C1OH16 000080-56-8 96
4 3-Carene 136 C1OH16 013466-78-9 91
5 (+)-3-Carene 136 C1oH16 000498-15-7 91
Abundance Scan 579 (6.693 min): BM039983.D\data.ms (-573) (-) m/z 93.00 100.00%
5000

T e

410 &7 ‘ 121.1 6.40 6.60 6.80 7.00
oHw‘muhJ;M‘mlm‘wMH,“Hl_ww_m‘z‘(’?? m/z 91.00  45.96%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18189: (1S)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene
3.0

%

5000 R RRRRR e
6.40 6.60 6.80 7.00

m/z 91.95 37.84%

1.0

H 67.0“ 121.0
\\\‘\‘\‘\\i‘\\‘i“\‘\‘u\\‘}‘\\‘\‘\M\\\"\\\}‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18190: (1R)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene

9.

o

6.40 6.60 6.80 7.00

5000 ITI/Z 77 .00 31.20%
41.0 ‘ 121.0
SECT IRl T R R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18035: .alpha.-Pinene R
93.0 6.40 6.60 6.80 7.00
m/z 78.95 24.69%
5000
410 H 121.0
0 H“H“W‘M\_W‘NM"W$MHW‘H1“H“H“‘H“_“‘ R RRARERSRSSCESSAES
m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39983.D

Acqg On : 24 May 2023 14:33
Operator : CG/JU

Sample : 02868-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Caryophyllene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.980 8.44 ng 1320830  Acenaphthene-d10 14.651
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Caryophyllene 204 C15H24 000087-44-5 94
2 Bicyclo[7.2.0]undec-4-ene, 4,11,... 204 C15H24 000118-65-0 91
3 Bicyclo[7.2.0]undec-4-ene, 4,11,... 204 C15H24 013877-93-5 86
4 Cyclohexane, 1,5-diethenyl-3-met... 162 C12H18 074742-35-1 55
5 11,11-Dimethyl-spiro[2,9]dodeca-... 190 C14H22 1000062-28-4 42
Abundance Scan 1818 (13 980 min): BM039983.D\data.ms (-1813) (- | m/z 92.95 100.00%
41.0 93.0 133.0
5000
189.1 2 LN
14.00
(
[ 2808 m/z 90.95 98.10%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80121: Caryophyllene
93.0 133.0
41.0
5000 /\ A /\“
14.00
189.0 m/z 41.00  88.80%
O H\‘\UH“‘HH U ‘\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80394: Blcyclo[? 2.0Jundec-4-ene, 4,11,11-trimethyl-8-n
41.0
93.0 A UL
133.0 14.00
5000 m/z 133.00 86.55%
189.0
0y “H‘M‘ ‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80289: Bicyclo[7.2.0Jundec-4-ene, 4,11,11-trimethyl-8-n =
93.0 14.00
41.0 133.0 m/z 69.05 83.35%
5000
189.0
0, T T T
m/z--> 20 40 60 80 100120140160180200220240260280 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39983.D

Acqg On : 24 May 2023 14:33
Operator : CG/JU

Sample : 02868-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Humulene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.369 2.71 ng 424264  Acenaphthene-d10 14.651
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Humulene 204 C15H24 006753-98-6 97
2 .beta.-Myrcene 136 C1OH16 000123-35-3 70
3 Santolina triene 136 C1@H16 002153-66-4 58
4 1,4,7,-Cycloundecatriene, 1,5,9,... 204 C15H24 1000062-61-9 50
5 .gamma.-Terpinene 136 C10H16 000099-85-4 49

Abundance Scan 1884 (14.369 min): BM039983.D\data.ms (-1878) (- | m/z 93.00 100.00%
93.0

%

5000
121.0
41.0
14.00 14.50
o o A 2B o geee 31.11%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80087: Humulene
93.0
41.0
5000 A A —
14.00 14.50
121.0 m/z 120.95  28.55%
L a0 a0
O' \H‘\‘\}‘H“\\H‘HH‘HH‘HH‘}\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #18031: .beta.-Myrcene
93.0
41.0 e e
14.00 14.50
5000 ITI/Z 91.00 23.20%
‘w \H “\ H‘ “ \12\10\
0 V‘H_‘H‘H‘WH‘wcu‘_H‘_‘H‘HH‘H‘W‘HW‘H‘_‘H_‘H‘H
m/z--> 20 40 60 80 100120140160180200220240 260280
Abundance #18037: Santolina triene
93.0 14.00 14.50
41.0 m/z 79.00 19.26%
121.0
5000
ol
m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39983.D

Acqg On : 24 May 2023 14:33
Operator : CG/JU

Sample : 02868-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 1-Isopropyl-4,7-dimethyl-1,... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.904 2.92 ng 457561  Acenaphthene-d10 14.651
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Isopropyl-4,7-dimethyl-1,2,3,5... 204 C15H24 016729-01-4 98
2 Naphthalene, 1,2,3,5,6,8a-hexahy... 204 C15H24 000483-76-1 97
3 Naphthalene, 1,2,4a,5,8,8a-hexah... 204 C15H24 000523-47-7 93
4 cis-muurola-3,5-diene 204 C15H24 1000365-95-4 89
5 .alpha.-Muurolene 204 C15H24 010208-80-7 70

Abundance Scan 1975 (14.904 min): BM039983.D\data.ms (-1969) (- | m/z 161.10 100.00%

161.1
119.0
5000 91.0 204.1
41.0

69.0 ‘ ‘ 15.00
0 00 b m/z 118,95 71.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80297: 1-Isopropyl-4,7-dimethyl-1,2,3,5,6,8a-hexahydro
161.0
119.0
5000/  41.0 91.0 204.0
69.0 15 00

m/z 105.00  59.89%

T i“\ \‘1‘ ‘1‘ T ‘\H\”\ T ‘H h\‘ f ‘M‘ T ‘M‘ ‘\ T iH\ T "‘\ T \“\ T \‘\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80409: Naphthalene, 1,2,3,5,6,8a-hexahydro-4,7-dimeth
161.0

15.00
134.0 m/z 134.05  55.89%

5000 105.0 /

41.0 204.0

81.0
H h‘ L, m \‘ Al m all ‘ |

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

Abundance #80496: Naphthalene, 1,2,4a,5,8,8a-hexahydro-4,7-dime rLer
161.0 15.00

m/z 91.00 46.70%

o

o

204.0
5000 105.0 134.0

41.0 81.0

m/z--> 20 40 60 80 100 120 140 160 180 200 15.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39983.D

Acqg On : 24 May 2023 14:33

Operator : CG/JU

Sample : 02868-01

Misc

ALS vial : 9

Quant Method
Quant Title

TIC Library
TIC Integrati

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM052323.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
on Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number

6 Benzophenone

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
16.004 8.47 ng 1325280  Acenaphthene-d10 14.651
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 50
3 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 47
4 1-Propanone, 2-bromo-1-phenyl- 212 C9H9BroO 002114-00-3 47
5 1-Propanone, 3-chloro-1-phenyl- 168 C9H9C1O0 000936-59-4 47

Abundance Scan 2162 (16.004 min): BM039983.D\data.ms (-2152) (- | m/z 105.00 100.00%
105.0
5000 182.0
51.0 —r— 1
16.00
bt L2882 ) 2811 3350 n/z 77.00  61.16%
m/z--> 50 100 150 200 250 300
Abundance #56927: Benzophenone
105.0
182.0
5000 — = ‘
16.00
51.0 m/z 182.00 47.13%
O\\\\}\\m\\‘\\\\““\\\H\’\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance  #30107: Benzenecarbothioic acid, S-methyl ester
105.0
T
16.00
5000 ITI/Z 50.95 21.29%
51.0
152.0
ob—ibrrit b i b o
m/z--> 50 100 150 200 250 300
Abundance #40427: Benzeneacetic acid, .alpha.-oxo-, methyl ester =
105.0 16.00
m/z 106.00 7.90%
5000
51.0
ol5.0 L _ 164.0
e e —
m/z--> 50 100 150 200 250 300 16.00

8270-BM052323.M Thu May 25 11:33:24 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39983.D

Acqg On : 24 May 2023 14:33
Operator : CG/JU

Sample : 02868-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.286 5.72 ng 926625  Phenanthrene-d1e 17.392
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 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 n-Decanoic acid 172 C10H2002 000334-48-5 81
Abundance Scan 2550 (18.286 min): BM039983.D\data.ms (-2544) (- | m/z 73.00 100.00%
73.0
43.0
213.2 IR T
‘ ﬂ.71.1 ‘ 256.1 18.00 18.50
0 ; “h“‘ ;‘H‘w: NN SO VA N m/z 59.95  82.71%
miz-> 50 100 150 200 250
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000 —— ——
213.0 18.00 18.50
‘ 171.0 m/Z 43.00 75.65%
o) \“ w ‘”‘”r‘ h!\‘ um ] “\L ‘ ‘\‘ “‘ “\‘m“ A “ — “ —
miz-> 50 100 150 200 250
Abundance #92069: Tridecanoic acid
73.0
—— —
43.0 18.00 18.50
5000 129.0 m/Z 55.00 64.12%
171.0
‘ ‘ 214.0
0 — “‘ ‘; \‘ ‘H‘d HH “HM‘ \\m“\ }‘\H‘h} “ ‘n“ . “ ‘ “\ T
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid — —
43.0 73.0 18.00 18.50
m/z 57.10 60.08%
5000 129.0
‘ 199.0 2420
ol ‘; \“H‘n i “HM‘“‘ \\h\‘\‘ M‘u; “‘ ‘1‘61‘-0;“ ‘i N “‘ - — e
m/z--> 50 100 150 200 250 18.00 18.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\

Data File : BM@39983.D

Acqg On : 24 May 2023 14:33
Operator : CG/JU

Sample : 02868-01

Misc

ALS vial : 9

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM052323.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Octadecanoic acid Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
19.557 3.49 ng 683810 Chrysene-di2 21.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 68

Abundance Scan 2766 (19.556 min): BM039983.D\data.ms (-2762) (- | m/z 73.00 100.00%
73.0
5000 129.0 JL
185.1 2411 T
‘ 4.1 19.50
0 b LT 3409 s a0 4.8y
m/z--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
129.0
5000p8. 284.0 1
185.0 241.0 19.50
m/z 60.00 77.45%
0! HM\ i “‘\‘ ‘L AL “ ‘\“‘ | ‘\‘ : “‘ .
miz--> 50 100 150 200 250 300 350
Abundance #109284: Tetradecanoic acid
73.0
1290 s
5000 ITI/Z 57.05 69.12%
185.0 228.0
29.0 H‘
ok \‘H‘w‘\‘u hHh‘ \‘h"\“H\H‘HH‘HH‘H‘
m/z--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e — ‘
43.0 19.50
m/z 55.00 65.09%
5000 284.0
3.0 1290
1850 2410
ok~ \‘\\M uhH \u‘\\\‘\‘\‘ ‘\“‘\‘ ‘\‘\‘ “““““““3"7‘2‘-' ——
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39983.D

Acqg On : 24 May 2023 14:33
Operator : CG/JU

Sample : 02868-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Cinnamyl cinnamate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

21.121  39.15 ng 7666030  Chrysene-d12 21.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cinnamyl cinnamate 264 C18H1602 000122-69-0 91
2 (E)-4-Bromo-4-methyl-1-phenylpen... 252 C12H13BrO 1000443-02-8 53
3 2,2-Dimethyl-1-(2-vinylphenyl)pr... 188 C13H160 1000210-99-9 52
4 N-(3-Chlorophenyl)-3-phenyl-2-pr... 257 C15H12C1NO 064741-15-7 50
5 Oxalic acid, monoamide monohydra... 323 C18H17N303 1000294-01-4 50

Abundance Scan 3032 (21.121 min): BM039983.D\data.ms (-3027) (- | m/z 131.00 100.00%
131.0
5000
77.0 T 1
| 219.1 21.00 21.50
Ob e b L. 2810 3409 4150 474 0 915 00 37.67%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #153419: Cinnamyl cinnamate
131.0
5000 —— —r
21.00 21.50
77.0 219.0 m/z 117.60  31.40%
02\7\.(\)%\“\‘\\\“‘\“\ l\‘\\‘\\‘\‘\\‘\‘\l\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #137543: (E)-4-Bromo-4-methyl-1-phenylpent-1-en-3-one
131.0
T ‘ T T ‘ Aﬁ\
21.00 21.50
5000 ITI/Z 103.00 28.37%
77.0
e e e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #62919: 2,2-Dimethyl-1-(2-vinylphenyl)propan-1-one e —
131.0 21.00 21.50
m/z 77.00 20.93%
5000
7.0 l 188.0
Ozﬂ"?“w\u“u“‘H‘L‘HH‘HH‘HH‘HH‘HH“H A —
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39983.D

Acqg On : 24 May 2023 14:33
Operator : CG/JU

Sample : 02868-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Heptadecyl heptafluorobutyrate Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
21.274 4.04 ng 791660  Chrysene-di12 21.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
3 Cyclopentadecane 210 C15H30 000295-48-7 93
4 1-Heptacosanol 396 C27H560 002004-39-9 93
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 91

Abundance Scan 3058 (21.274 min): BM039983.D\data.ms (-3054) (- | m/z 57.05 100.00%
57.0
5000 11.1 dm
2100 2150
207 0 : :
ol “‘ Ay “**55”1‘ e 2810 395.04010  u/; 43.05  92.55%
m/z--> 50 100 150 200 250 300 350 400
Abundance #326113: Heptadecy! heptafluorobutyrate
57.0
5000 — ——
11.0 21.00 21.50
‘ m/z 83.10 90.57%
169 0 2380
m/z--> 50 100 150 200 250 300 350 400
Abundance #248981: 1-Heneicosyl formate
57.0
— —
21.00 21.50
5000 11.0 m/z 55.00 81.98%
0 ‘ ’ H | ‘\ 1670 2220 29493400
— ““ e e A S E
m/z--> 50 100 150 200 250 300 350 400
Abundance #87654: Cyclopentadecane T T
55.0 21.00 21.50
m/z 97.05 81.25%
5000
11.0
e
ol “mw L ——— — ——
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52423\
Data File : BM@39983.D

Acqg On : 24 May 2023 14:33
Operator : CG/JU

Sample : 02868-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52323.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|
2-Pentanone, 4-... 5.093 5.3 ng 580909 1 8.016 2193150 20.0
(15)-2,6,6-Trim. .. 6.693 5.0 ng 549341 1 8.016 2193150 20.0
Caryophyllene 13.980 8.4 ng 1320830 3 14.651 3128650 20.0
Humulene 14.369 2.7 ng 424264 3 14.651 3128650 20.0
1-Isopropyl-4,7... 14.904 2.9 ng 457561 3 14.651 3128650 20.0
Benzophenone 16.004 8.5 ng 1325280 3 14.651 3128650 20.0
n-Hexadecanoic ... 18.286 5.7 ng 926625 4 17.392 3238980 20.0
Octadecanoic acid 19.557 3.5 ng 683810 5 21.568 3916350 20.0
Cinnamyl cinnamate 21.121 39.1 ng 7666030 5 21.568 3916350 20.0
Heptadecyl hept... 21.274 4.0 ng 791660 5 21.568 3916350 20.0
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