LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122223\
Data File : BGO60138.D

Acqg On : 22 Dec 2023 14:50
Operator : MA/JU

Sample : 05898-11

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_ G\Methods\8270-BG122123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO60138.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.118 3 5 17 rVB 385274 570933 3.16% 0.591%
2 5.515 406 413 429 rBV 3082977 5191387 28.72% 5.371%
3 6.625 595 602 611 rVB 489980 808924  4.48% 0.837%
4 7.107 676 684 697 rBV 3688042 6540357 36.18% 6.767%
5 7.383 724 731 741 rVB 1089332 1811203 10.02% 1.874%

.842 803 809 815 rVB2 156643 263469 1.46% ©

.941 818 826 834 rBV 566778 974338 5.39% 1.008%
3
1

O NN

.105 1015 1024 1033 rBV 2082621 3730790 20.64%
10.744 1295 1303 1316 rBV 912065 1692674 9.36%
10 13.200 1713 1721 1735 rBV 6351966 10317458 57.08% 10.675%

11 13.317 1735 1741 1752 rVB2 540132 927177 5.13% ©.959%
12 13.453 1758 1764 1770 rBV2 1105216 1598843 8.85% 1.654%
13 13.987 1850 1855 1862 rVB2 243755 352694 1.95% ©.365%
14 14.422 1920 1929 1934 rBV2 141969 230637 1.28% ©.239%
15 14.581 1941 1956 1962 rVV 1942435 3517863 19.46%  3.640%
16 14.645 1962 1967 1973 rVV2 798691 1286024 7.11% 331%
17 14.851 1995 2002 2007 rBV 641948 962774  5.33% 996%
18 15.462 2097 2106 2109 rBV6 102476 205298 1.14%

19 16.067 2197 2209 2215 rBV 5463590 9019927 49.90%
20 16.114 2215 2217 2226 rVB8 106943 186156 1.03%

[ IRV RN N I
N
[y
N
R

21 16.355 2252 2258 2266 rBV 884195 1292364  7.15%
22 17.325 2415 2423 2435 rBV 3011409 4641308 25.68%
23 18.218 2571 2575 2589 rVB 593352 913732 5.06%
24 18.400 2601 2606 2618 rVB 2504312 3590045 19.86%
25 18.605 2637 2641 2645 rBV5 250837 335223 1.85%

OWo hAR
0
S
Ul
3R

26 19.040 2711 2715 2722 rVB2 925751 1355302 7.50% 1.402%
27 19.222 2743 2746 2758 rVB2 369361 670825 3.71% ©.694%
28 19.775 2836 2840 2852 rVB2 647514 1038584 5.75% 1.075%
29 19.945 2863 2869 2885 rVB 11979828 18075744 100.00% 18.702%
30 20.303 2926 2930 2935 rVB2 206475 279478 1.55% 0.289%

31 20.468 2954 2958 2964 rVB 304462 391320 2.16%  ©.405%
32 21.243 3084 3090 3098 rBV 1245858 1833296 10.14% 1.897%
33 21.590 3142 3149 3158 rBV 2373894 3867912 21.40% 4.002%
34 22.389 3279 3285 3295 rBV 443285 766303  4.24% 0.793%
35 22.677 3328 3334 3343 rVB 669152 1127050 6.24% 1.166%

36 23.088 3396 3404 3412 rBv4 217903 493534  2.73% 0.511%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122223\
Data File : BGO60138.D

Acqg On : 22 Dec 2023 14:50
Operator : MA/JU

Sample : 05898-11

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_G\Methods\8270-BG122123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 23.494 3467 3473 3482 rVB 699464 1323204 7.32% 1.369%
38 23.864 3532 3536 3541 rVB3 117331 204337  1.13% 0.211%
39 24.769 3680 3690 3710 rVB 1443947 4260387 23.57% 4.408%

Sum of corrected areas: 96648874
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122223\
Data File : BGO60138.D

Acqg On : 22 Dec 2023 14:50
Operator : MA/JU

Sample : 05898-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG060138.D\data.ms
1.2e+07

1e+07
8000000
6000000

4000000 7.107
5.515

2000000 .3 9.105
: 10.744
118 6-ﬁ25 7) 8%5 1

0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ L L L A I IO B O

Time--> 350 4.00 450 500 550 6.00 650 7.00 7.50 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG060138.D\data.ms
1.2e+07 19.945

1e+07

8000000

13.200
6000000 16.067

4000000

17.925 18.400 21.590

14.581

13.453
14,64351 16.355 18.21 Jﬂgzzz
1 ﬂ( 13-5353714.43%@\ 15462 16114] 8.605

L B L L B B B B B B \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 1750 18.00 1850 19.00 1950 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG060138.D\data.ms
1.2e+07

2000000

21.243 2367
22.389
20290468 3697

ﬁ-u¥

o

1e+07

8000000

6000000

4000000

2000000 24.769

23.494
‘2\37/\\0_8\‘8‘\‘\./\\2\3\8\6‘4\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\T‘_ﬁ\_f

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

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122223\
Data File : BGO60138.D

Acqg On : 22 Dec 2023 14:50
Operator : MA/JU

Sample : 05898-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122123.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.118 11.72 ng 570933 1,4-Dichlorobenzene-d4 7.941

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 56
3 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 33
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 10
Abundance Scan 5 (3.118 min): BG060138.D\data.ms (-3) (-) m/z 73.10 100.00%
731
5000
‘ ‘ ‘ 3.203.30 3.40 3.50
bkl bl 1860 2624 4006 546. ., 4319  37.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T T T T
3.203.303.403.50
H ‘ m/z 87.10  25.39%
0‘\\J\‘\”‘H\J\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
R e R
3.203.303.403.50
5000 m/z 55.10  23.88%

"
Il

%

o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #24098: Hexanoic acid, 2-ethyl-  BAARARARRRRREaREEanS
73.0 3.203.303.403.50
m/z 41.10 11.75%
o“f\,“““-o‘ e e
miz--> 0 50 100 150 200 250 300 350 400 450 500 3.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122223\
Data File : BGO60138.D

Acqg On : 22 Dec 2023 14:50
Operator : MA/JU

Sample : 05898-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122123.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 (1R)-2,6,6-Trimethylbicyclo... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.625 16.60 ng 808924  1,4-Dichlorobenzene-d4 7.941

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 007785-70-8 96
2 .alpha.-Pinene 136 C1leH16 000080-56-8 94
3 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C1@H16 000508-32-7 91
4 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C1@H16 000488-97-1 91
5 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C1@H16 004889-83-2 90

Abundance Scan 602 (6.625 min): BG060138.D\data.ms (-595) (-) m/z 93.10 100.00%
93.1

5000

g H | 6.40 6.60 6.80 7.00
CSBLLLLLL 6472197 2925  387.0 4511 5140y 7 91.10  44.93%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #18190: (1R)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene

o

93.0
5000 I e ESRaaman
6.40 6.60 6.80 7.00
m/z 92.10 35.30%
39.0 H
0‘\\“\“”“1‘“\1 ’h\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #18035: .alpha.-Pinene
93.0
N Ea  ERRwEE SRR
6.40 6.60 6.80 7.00
5000 m/z 77.10 26.84%
390\
o_‘h“‘gh‘ﬂn}u ,“u‘m‘Hw‘ww‘ww‘_m_wm
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #18211: Tricyclo[2.2.1.0(2,6)]heptane, 1,7,7-trimethyl- HH‘HH,HHWH‘M
93.0 6.40 6.60 6.80 7.00

m/z 79.10  26.33%

0 A ”\ bl H “ J\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122223\
Data File : BGO60138.D

Acqg On : 22 Dec 2023 14:50

Operator : MA/JU

Sample : 05898-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122123.M
: 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 Bicyclo[3.1.1]heptane, 6,6-... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
7.383 37.18 ng 1811200 1,4-Dichlorobenzene-d4 7.941
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Bicyclo[3.1.1]heptane, 6,6-dimet... 136 C1@H16 018172-67-3 94

2 .beta.-Pinene 136 C1leH16 000127-91-3 94
3 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C1OH16 000508-32-7 90
4 .alpha.-Pinene 136 C10H16 000080-56-8 86
5 .gamma.-Terpinene 136 C10H16 000099-85-4 80

Abundance Scan 731 (7.383 min): BG060138.D\data.ms (-724) (-)
93.1

m/z 93.10 100.00%

5000

IM 7.00 7.20 7.40 7.60 7.80
HH (i)

i al. 17942363 3410 407.4462. ., 4110 42.56%

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

Abundance #1 8259. Bicyclo[3.1.1]heptane, 6,6-dimethyl-2-methylene
93.0

o

50007 41.0 R AR A
7.00 7.20 7.40 7.60 7.80
m/z 69.05  36.83%
0 H‘\H\‘I‘\‘\\‘Hl“‘\HH“"H‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 0 100 150 200 250 300 350 400 450
Abundance #18024: .beta.-Pinene
93.0
7607‘207‘4072307’80
5000 410 m/z 91.05  28.06%
0 IH‘ ‘\‘H“‘H‘“H"HH‘HH‘HH‘HH‘H J\
m/z--> 0 100 150 200 250 300 350 400 450
Abundance #18211. Tricyclo[2.2.1.0(2,6)]heptane, 1,7,7-trimethyl- e A RAREN R , ™
93.0 7.00 7.20 7.40 7.60 7.80
m/z 79.05 23.96%

o

m/z--> 0

JHJ\\ ﬁﬁﬁmwAWﬁwwA

100 150 200 250 300 350 400 450

7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122223\
Data File : BGO60138.D

Acqg On : 22 Dec 2023 14:50
Operator : MA/JU

Sample : 05898-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122123.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 3-Carene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
7.842 5.41 ng 263469 1,4-Dichlorobenzene-d4 7.941

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Carene 136 C1OH1l6 013466-78-9 95
2 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C1lOH16 004889-83-2 91
3 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 CleH16 007785-70-8 91
4 (1S)-2,6,6-Trimethylbicyclo[3.1.... 136 Cl@Hl6 007785-26-4 91
5 .gamma.-Terpinene 136 C10H16 000099-85-4 91

Abundance Scan 809 (7.842 min): BG060138.D\data.ms (-803) (-) m/z 93.05 100.00%
93.0

5000

SSSMSMEA MRS S—

H\ “ | |173.1 240.0 4415 549 760 7.80 8.00 8.20

Ol i Lh 11781 240.0 4415 8490 0 91.e0  47.71%
m/z-—> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #17999: 3-Carene
93.0

5000 LB D e e e e

7.60 7.80 8.00 8.20

F H m/z 77.00  34.27%
0‘\\h\\‘m\“\[‘H\J\‘\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18173: Bicyclo[3.1.1]hept-2-ene, 3,6,6-trimethyl-

93.0
o RARESOAR RS
7.60 7.80 8.00 8.20
5000 m/z 79.10 27.18%
27. “

Ot e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18190: (1R)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene T ‘J\ Bt T
93.0 7.60 7.80 8.00 8.20

m/z 92.10  27.10%

5000

0 2, \IH\ L]

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122223\
BGO60138.D

: 22 Dec 2023 14:50
: MA/JU
: 05898-11

: 9

hod
le

ry

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122123.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 5 1,2,4-Metheno-1H-indene, oc... Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
13.318 5.27 ng 927177  Acenaphthene-di1e 14.575
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1,2,4-Metheno-1H-indene, octahyd... 204 C15H24 022469-52-9 99
2 (1R,4aS,8aR)-1-Isopropyl-4,7-dim... 204 C15H24 020085-19-2 89
3 5-Azulenemethanol, 1,2,3,4,5,6,7... 264 C17H2802 000134-28-1 78
4 Ylangene 204 C15H24 014912-44-8 78
5 isoledene 204 C15H24 095910-36-4 66

Abundance Scan 1741 (13.317 min): BG060138.D\data.ms (-1735) (- m/z 105.05 100.00%
105.1
161.1
5000
LUV
‘ | ‘ ‘ 13.00 13.50
0 me‘ | nu:21‘?‘?‘??””““‘399‘9‘4?,2‘5“,‘ m/z 91.10  74.08%
m/z--> 0 150 200 250 300 350 400 450 500
Abundance #80563. 1,2,4-Metheno-1H-indene, octahydro-1,7a-dimet
105.0
161.0
s00 T
41.0 : -
\ ‘ m/z 94.05 73.61%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #80376: (1R,4aS,8aR)-1-Isopropyl-4,7-dimethyl-1,2,4a,5,
105.0
— P
13.00 13.50
m/z 161.05 65.91%
5000 161.0
410 \
oMbl
m/z--> 50 100 150 200 250 300 350 400 450 500 A
Abundance #153408: 5-Azulenemethanol, 1,2,3,4,5,6,7,8-octahydro-. — ALy
161.0 13.00 13.50
m/z 119.10 61.06%
5000 105.0
SN I
bbbkl 200 UL
m/z--> 50 100 150 200 250 300 350 400 450 500 13.00 13.50
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Data Path :

Data File : BGO60138.D

Acqg On : 22 Dec 2023 14:50
Operator : MA/JU

Sample : 05898-11

Misc

ALS vial : 9 Sample Multiplier:

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.
LSCINT.

1

L
P

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122223\

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R.T. EstConc Area
13.453 9.09 ng 1598840
Hit# of 5 Tentative ID

6 Cyclohexane, 1l-ethenyl-1-me...

Relative to ISTD

Acenaphthene-d10

Concentration Rank 6

1 Cyclohexane, 1l-ethenyl-1-methyl-...
2 Cyclohexane, 1-ethenyl-1-methyl-..
3 Cyclohexane, 1l-ethenyl-1-methyl-...
4 2,6,11-Dodecatrienal, 2,6-dimeth...

5 Santolina triene

204 C15H24
. 204 C15H24
204 C15H24
218 C15H220
136 C10H16

000515-13-9 96
110823-68-2 95
033880-83-0 95
060066-88-8 38
002153-66-4 38

Abundance Scan1764(13453nmﬂ BG060138.D\data.ms (-1758) (- m/z 81.05 100.00%
81.0
5000 161.1 AMAK
et Ly
AL |
o Luliluki)1 12200 2918 4559 527 .., 93 05  93.74%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #80460: Cyclohexane, 1-ethenyl-1-methyl-2,4-bis(1-meth
81.0
5000 \/\\ﬁfk - \““/N
147.0 13.50
‘ ‘ m/z 68.10  79.55%
024];1%1‘ WV‘leO
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #80285: Cyclohexane, 1-ethenyl-1-methyl-2,4-bis(1-meth
81.0 A
ey
13.50
5000 m/z 67.85 68.98%
} 147.0
oragi il \,mm
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #80444: Cyclohexane, 1-ethenyl-1-methyl-2,4-bis(1-meth ‘w/\s 4
81.0 13.50
m/z 79.05 61.56%
5000
147.0
e
m/z--> 50 100 150 200 250 300 350 400 450 500 13.50

8270-BG122123.M Mon Dec 25 03:38:27 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122223\
Data File : BGO60138.D

Acqg On : 22 Dec 2023 14:50
Operator : MA/JU

Sample : 05898-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122123.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 .alpha.-Muurolene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.645 7.31 ng 1286020  Acenaphthene-d10 14.575
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2,4-Metheno-1H-indene, octahyd... 204 C15H24 022469-52-9 93
2 .alpha.-Muurolene 204 C15H24 010208-80-7 93
3 Naphthalene, 1,2,4a,5,6,8a-hexah... 204 C15H24 017627-24-6 81
4 Naphthalene, 1,2,4a,5,6,8a-hexah... 204 C15H24 031983-22-9 76
5 (1R,4aS,8aR)-1-Isopropyl-4,7-dim... 204 C15H24 020085-19-2 64
Abundance Scan 1967 (14.645 min): BG060138.D\data.ms (-1962) (- m/z 105.10 100.00%
105.1
- o /\WA\AMJ\J¥\
41.1 A ——
M m 2041 14.50 15.00
ol M‘u‘dk Wbdddy L2770 3581 o161 10 44.84%
m/z--> 50 100 150 200 250 300 350
Abundance #80562: 1,2,4-Metheno-1H-indene, octahydro-1,7a-dimet
105.0
41.0
161.0
204.0
5000
14.50 15.00
m/z 93.10 33.26%
0' ‘\‘H“\L\‘\‘\“\\\\’\\\\’\\\\’\
miz—-> 50 100 150 200 250 300 350
Abundance #80169: .alpha.-Muurolene
105.0
el Vi
14.50 15.00
5000 161.0 m/z 94.05  29.43%
41.0 204.0
0 ‘H‘ “h ““\‘H“ H}“ HLM H‘\hh‘\h\‘ }‘ . “ ‘\‘ e
m/z--> 50 100 150 200 250 300 350
Abundance #80485: Naphthalene, 1,2,4a,5,6,8a-hexahydro-4,7-dime
105.0 14.50 15.00
m/z 91.05 28.75%
161.0
5000
41.0 204.0
0 ‘h‘\‘ \‘M ‘\‘\“\“ LL\ ‘H\‘H\\M“\‘H\‘\M‘ H o L . el M
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122223\
Data File : BGO60138.D

Acqg On : 22 Dec 2023 14:50
Operator : MA/JU

Sample : 05898-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122123.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 8 (3R,3aR,3bR,4S,7R,7aR)-4-Is... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.851 5.47 ng 962774  Acenaphthene-dile 14.575
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (3R,3aR,3bR,4S,7R,7aR)-4-Isoprop... 222 C15H260 038230-60-3 90
2 Naphthalene, 1,2,3,4,4a,5,6,8a-0... 204 C15H24 039029-41-9 64
3 (3S,3aR,3bR,4S,7R,7aR)-4-Isoprop... 222 C15H260 023445-02-5 58
4 cis-Muurola-4(15),5-diene 204 C15H24 157477-72-0 56
5 (+)-epi-Bicyclosesquiphellandrene 204 C15H24 054274-73-6 50
Abundance Scan 2002 (14.851 min): BG060138.D\data.ms (-1995) (- m/z 161.05 100.00%
43.1 161.1
105.1
5000
- R
L “l | MJ J 21 3353 421 S
ol AaMhiALALL113P21 3353 4213 | 830 74310 o140
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #102091: (3R,3aR,3bR,4S,7R,7aR)-4-Isopropyl-3,7-dime
161.0
105.0
5000 SY ALSS
14.50 15.00
H‘ ‘ m/z 207.10  73.91%
0 \H\l\ J‘\\H\“\ ‘ih\lmﬂ’ll ‘\ \%\ \2\\0‘ LI ‘ TTTT ‘ TTTT ‘ LI ‘ TTTT ‘ LI
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #80529: Naphthalene, 1,2,3,4,4a,5,6,8a-octahydro-7-met
161.0
P ——
14.50 15.00
5000 m/z 105.05  64.37%
105.0
41.0
0 JAMMJh, mxw‘w‘u‘w‘u‘_‘w‘u‘w‘u“u‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #102093: (3S,3aR,3bR,4S,7R,7aR)-4-Isopropyl-3,7-dime = e
161.0 14.50 15.00
105.0 m/z 91.18  50.27%
43.0
5000
OJ'O A e
m/z--> 50 100 150 200 250 300 350 400 450 500 14.50 15.00

8270-BG122123.M Mon Dec 25 03:38:29 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122223\
Data File : BGO60138.D

Acqg On : 22 Dec 2023 14:50
Operator : MA/JU

Sample : 05898-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122123.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 (E)-2,6-Dimethoxy-4-(prop-1... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

16.355 5.57 ng 1292360  Phenanthrene-d10 17.325
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-2,6-Dimethoxy-4-(prop-1-en-1... 194 C11H1403 020675-95-0 95
2 Phenol, 2,6-dimethoxy-4-(2-prope... 194 C11H1403 006627-88-9 94
3 6-Methoxyeugenyl isovalerate 278 C1l6H2204 957467-00-4 90
4 6-Methoxyeugenyl isobutyrate 264 C15H2004 1000465-70-7 90
5 Naphthalene, 2-(1-cyclopenten-1-... 194 C15H14 074793-18-3 58

Abundance Scan 2258 (16.355 min): BG060138.D\data.ms (-2252) (+ | m/z 194.00 100.00%
194.0

5000
91.0
= 7
“ l J ‘ ‘ 16.00 16.50
ob SThli by L 2839 3875 513 n.; 9105  26.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #68804: (E)-2,6-Dimethoxy-4-(prop-1-en-1-yl)phenol
194.0
5000 L LS
910 16.00 16.50
‘ m/z 179.00 17.45%
0 ?7{9#“““\\1“} J\I “UA\”\” \h“\ \“ \“‘\ l\\ T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TT1

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #68752: Phenol, 2,6-dimethoxy-4-(2-propenyl)-

194.0
T ==
16.00 16.50
5000 m/z 77.00 15.33%
91.0
27? ‘
S AV U ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #170767: 6-Methoxyeugenyl isovalerate i T
194.0 16.00 16.50
m/z 119.05 13.04%
5000
57.0
119.0
R N W S 14— e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 16.00 16.50

8270-BG122123.M Mon Dec 25 03:38:30 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122223\
Data File : BGO60138.D

Acqg On : 22 Dec 2023 14:50
Operator : MA/JU

Sample : 05898-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122123.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 n-Hexadecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.218 3.94 ng 913732  Phenanthrene-d1e 17.325
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 72
5 Octadecanoic acid 284 C18H3602 000057-11-4 46

Abundance Scan 2575 (18.218 min): BG060138.D\data.ms (-2571) (- | m/z 73.10 100.00%
7’]

3.1
5000
129.1
213.1 S— SRS
m } ‘ ‘ 18.00 18.50
ol Al L [ Liy ], 128083317 445 o 1o 6101y
miz--> 0 50 100 150 200 250 300 350 400
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 . Py
129.0 18.00 18.50
m/z 43.10 82.11%
185.0
0 \H“ T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #109281: Tetradecanoic acid
73.0
—— —
18.00 18.50
m/z 57.05 75.67%
5000 129.0
228.0
0 2&‘ J““‘ L i ““‘1"‘8{:?‘ “u e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #92068: Tridecanoic acid T I
73.0 18.00 18.50

m/z 55.10 65.04%

5000
129.0 214.0
WAL

‘ —T
m/z--> 0 50 100 150 200 250 300 350 400 18.00 18.50

o

8270-BG122123.M Mon Dec 25 03:38:31 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122223\
Data File : BGO60138.D

Acqg On : 22 Dec 2023 14:50
Operator : MA/JU

Sample : 05898-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 11 .beta.-Cyclodihydrocostunolide Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.400 15.47 ng 3590050 Phenanthrene-d10 17.325
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Cyclodihydrocostunolide 234 C15H2202 022387-64-0 96
2 Isoaromadendrene epoxide 220 C15H240 1000159-36-6 44
3 3-Methoxy-6-methyl-6H-pyrazolo[4... 165 C6H7N50 037526-57-1 38
4 3-Methoxy-1-methyl-1H-pirazolo[4... 165 C6H7N50 037526-55-9 35
5 6-Methyl-1,3-benzothiazol-2-0l 165 C8H7NOS 053827-53-5 25

Abundance Scan 2606 (18.400 min): BG060138.D\data.ms (-2601) (- | m/z 165.05 100.00%

165.1
55.1

219.1
5000 109.1

%

18.00 18.50
4”&“\“4”“}‘ ‘ L \2736 3526 4518 521 nm/z 55.10  80.30%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #116139: .beta.-Cyclodihydrocostunolide
165.0
234.0
55.0

5000 1090 — —
18.00 18.50

m/z 41.10 71.80%

ol
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #99210: Isoaromadendrene epoxide
41.0

—
18.00 18.50
5000 m/z 93.10 62.20%

107.0
o LHNMMM'
m/z--> 50 100 150 200 250 300 350 400 450 500

Abundance #40657: 3-Methoxy-6-methyl-6H-pyrazolo[4,3-E][1,2,4]trie — ——
165.0 18.00 18.50

=

95.0 m/z 79.10 60.77%
5000
4W0 ’
T T - )
m/z--> 50 100 150 200 250 300 350 400 450 500 18.00 18.50

8270-BG122123.M Mon Dec 25 03:38:32 2023

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122223\
Data File : BGO60138.D

Acqg On : 22 Dec 2023 14:50
Operator : MA/JU

Sample : 05898-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122123.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 12 unknownl9.040 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.040 5.84 ng 1355300 Phenanthrene-d10 17.325
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11-Isopropylidene-tricyclo[4.3.1... 206 C14H220 1000194-92-5 15
2 Silane, (bromomethyl)chlorodimet... 186 C3H8BrClSi 016532-02-8 14
3 trans-.beta.-Ocimene 136 C10H16 003779-61-1 11
4 Pentanamide, N-phenyl- 177 C11H15NO 010264-18-3 11
5 Propanamide, N-phenyl- 149 CSH11NO 000620-71-3 11

Abundance Scan 2715 (19.040 min): BG060138.D\data.ms (-2711) (- | m/z 43.10 100.00%
43.1
93.1

5000
191.1

=

0+ \‘\ “‘ LMUA”H‘ l “‘\h‘u ‘l ‘m Il “\‘ “ [ ‘2‘8‘3‘ ‘0??2 “]‘ Vi ‘4‘3‘2‘ 2 ITI/Z 931?]?@0 62.54%

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

Abundance #82801: 11-Isopropylidene-tricyclo[4.3.1.1(2,5)lundecan-
43.0 107.0

173.0

%

5000

oL bk M“‘.l‘

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #61192: Silane, (bromomethyl)chlorodimethyl-

19.00
m/z 121.05 51.62%

E

93.0
19.00
5000 m/z 55.10 49.28%
145.0
43.0 H
0 ‘H“J“‘_JMMVJMW“‘H“““H“““w““,‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #18057: trans-.beta.-Ocimene —
93.0 19.00
m/z 191.10  34.67%
m/z--> 0 100 150 200 250 300 350 400 450 19.00

8270-BG122123.M Mon Dec 25 ©3:38:33 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122223\
Data File : BGO60138.D

Acqg On : 22 Dec 2023 14:50
Operator : MA/JU

Sample : 05898-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Libra

ry

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122123.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 13 unknown19.222 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
19.222 2.89 ng 670825  Phenanthrene-di10 17.325
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dimethylthexylsilyl chloride 178 C8H19C1Si 067373-56-2 43
2 Silane, chlorodiisopropylmethyl- 164 C7H17C1Si 1000305-87-5 38
3 Triisopropylsilyl chloride 192 C9H21C1Si 013154-24-0 38
4 Silane, (bromomethyl)chlorodimet... 186 C3H8BrC1lSi 016532-02-8 38
5 .alpha.-Irone 206 C14H220 000079-69-6 27

Abundance Scan 2746 (19.222 min): BG060138.D\data.ms (-2743) (-~ | m/z 43.10 100.00%

43.1
121.1
5000 191.1

oh | 384.0

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #53444: Dimethylthexylsilyl chloride
93.0

5000 USRUA
19.00 19.50
m/z 121.10  66.40%

R7.
0 Il 1630
N \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #40166: Silane, chlorodiisopropylmethyl-
93.0

T
19.00 19.50

5000 m/z 55.05 56.42%
‘ 11640
0**HWWM*MH**wh*w**H\*H*\H**M**W**H\‘H*\H**w
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #67446: Triisopropylsilyl chloride — T
93.0 19.00 19.50

m/z 191.10  49.97%

5000 MJ\\JLA
: 151.0
Fo | e

\\\\‘\\\\‘ l\\“\\\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ ‘ T

—
m/z--> 50 100 150 200 250 300 350 400 450 500 19.00 19.50

8270-BG122123.M Mon Dec 25 03:38:34 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122223\
Data File : BGO60138.D

Acqg On : 22 Dec 2023 14:50

Operator : MA/JU

Sample : 05898-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 14 unknownl9.775 Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
19775 537 g le38s80  Chrysene-d12 21.590
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 a-Dimethylamino salicylic acid 181 COH1INO3 023050-91-1 30
2 Benzene, 1,2,4-triethyl- 162 C12H18 000877-44-1 30

1000222-08-6 25
021841-29-2 25

3 1,3-Bis-(2-cyclopropyl,2-methylc... 258 C18H260
4 1(2H)-Naphthalenone, 3,4,4a,5,8,... 164 C11H160

5 (E,Z)-.alpha.-Farnesene 204 C15H24 1000293-03-2 25
Abundance Scan 2840 (19.775 min): BG060138.D\data.ms (-2836) (- | m/z 41.10 100.00%
411 181.0
105.0
5000
—— —
‘ ‘ ”\ 3444 4583 540. 1950 2009
A b ' 2249 m/z 181.00  97.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #56235: 4-Dimethylamino salicylic acid
1811.0
5000 ol P
107.0 19.50 20.00
44.0 ‘ m/z 93.10 82.49%
0 ‘\‘\‘NJ\'Uflw'ihwl'\h)"J\l\‘\“‘\‘\ T T T T T T T T T T T T T I TT
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #37929: Benzene, 1,2,4-triethyl-
147.0
—— —
19.50 20.00
5000 m/z 71.10 79.87%
77.\\
O]QQWAMRJHL_‘H‘HH‘H‘W‘HW‘H‘_‘H‘HH‘H‘W
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #146124: 1,3-Bis-(2-cyclopropyl,2-methylcyclopropyl)-but —— —
41.0 19.50 20.00
m/z 163.10 77.02%
5000
121.0
i ,M,Hm243-° o ol L
miz--> 0 50 100 150 200 250 300 350 400 450 500 19.50 20.00

8270-BG122123.M Mon Dec 25 03:38:35 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122223\
Data File : BGO60138.D

Acqg On : 22 Dec 2023 14:50
Operator : MA/JU

Sample : 05898-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122123.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 15 unknown20.468 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
20.468 2.02 ng 391320  Chrysene-d12 21.590
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Succinic acid, monochloride, 4-m... 220 C10H17C1l03 1000349-24-0 43
2 Ethyl 1,3-dithiane-2-carboxylate 192 C7H1202S2 020462-00-4 30
3 Sarcosine, N-(2-methylbenzoyl)-,... 235 C13H17NO3 1000321-16-5 30
4 Benzamide, 3-methyl-N-methallyl- 189 C12H15NO 1000339-09-9 30
5 1H-3a,7-Methanoazulene, 2,3,4,7,... 204 C15H24 000469-61-4 30

Abundance Scan 2958 (20.468 min): BG060138.D\data.ms (-2954) (+ | m/z 43.10 100.00%
43.1
1191

-

5000
253.1
89.0 oA en
20.50
. 4371
ob 3282 43 5490 m/z 119.10  83.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #98203: Succinic acid, monochloride, 4-methylpent-2-yl €
119.0
5000 U
43.0 20.50
m/z 41.10 43.41%
0‘\\“\‘\‘“‘\”\‘!‘|\ \\‘\\‘\\295\.\0\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #67144: Ethyl 1,3-dithiane-2-carboxylate
119.0
—r—
20.50
5000 m/z 71.85  35.25%
45.0
’ 192.0
0WLL‘"MM_|H‘w‘w‘,HH‘HH_ww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #117125: Sarcosine, N-(2-methylbenzoyl)-, ethyl ester —
119.0 20.50

m/z 93.10 34.08%

5000

235.0

2

42.0
O‘\\H‘JHV‘H\\‘M\1M1Hw\\u‘\\u‘\u\‘u\\‘u\\w\\w\ .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122223\
Data File : BGO60138.D

Acqg On : 22 Dec 2023 14:50
Operator : MA/JU

Sample : 05898-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122123.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 16 Hexadecane, 1-chloro- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.243 9.48 ng 1833300 Chrysene-d12 21.590
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 1-chloro- 260 C16H33Cl 004860-03-1 95
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 91
3 Carbonic acid, octadecyl vinyl e... 340 C21H4003 1000382-54-4 91
4 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 90
5 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1010309-18-1 90

Abundance Scan 3090 (21.243 min): BG060138.D\data.ms (-3084) (+ | m/z 57.10 100.00%

57.1
5000

"1‘1911691 . 21.00 21.50
ob b AL 169.12251 295.3  402.0 474.1 840 1/, 4319  67.03%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #148418: Hexadecane, 1-chloro-
57.0

—

5000
21 OO 21.50
H m/z 71.05 63.15%
260.0
0 IWVWW‘VL#%W]VSWOV”
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
[N —
21 00 21.50
5000 m/z 85.85  42.96%
01} ‘iﬂ169025203259,
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #248885: Carbonic acid, octadecyl vinyl ester L P
57.0 21 00 21 50

m/z 55.10  37.06%

5000 LM/L
! } ‘l Fn 169.0 2520

L SRS
miz--> 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122223\
Data File : BGO60138.D

Acqg On : 22 Dec 2023 14:50
Operator : MA/JU

Sample : 05898-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122123.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 17 Heptacosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
22.389 3.96 ng 766303  Chrysene-di12 21.590
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Octacosane 394 C28H58 000630-02-4 87
3 Octadecane, 5,14-dibutyl- 366 C26H54 055282-13-8 68
4 Undecane, 6-ethyl- 184 C13H28 017312-60-6 53
5 Sulfurous acid, 2-ethylhexyl tet... 390 C22H4603S 1000309-19-7 52
Abundance Scan 3285 (22.389 min): BG060138.D\data.ms (-3279) (-~ | m/z 57.10 100.00%
57.1
= —
||[32168.9 2399 3392 4211 2200 22.50
Ol dLL771689 2399 3392 4211 4938 ./, 4316 66.47%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #287977: Heptacosane
57.0
5000 — —
22.00 22.50
m/z 71.10 66.42%
obd 11 ]1130160.0225.0281.0 3800
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #298427: Octacosane
57.0
£ .
22.00 22.50
5000 m/z 85.10 46.63%
oL L] |"113:0169.0225.0281.0337.0394.0
A A A e e e T e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #275553: Octadecane, 5,14-dibutyl- ™ T
43.0 22.00 22.50
m/z 55.10  26.32%
5000
1280 309.0
0 il I} ‘\ H | “ | \18302390 \l . 364.0
A A e e e — —
mlz--> 50 100 150 200 250 300 350 400 450 500 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122223\
Data File : BGO60138.D

Acqg On : 22 Dec 2023 14:50
Operator : MA/JU

Sample : 05898-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 18 (S)-5-Allyl-1,3-dimethoxy-2... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
22.677 5.83 ng 1127050  Chrysene-d12 21.590
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (S)-5-Allyl-1,3-dimethoxy-2-((1-... 402 C23H3006 836632-58-7 98
2 p-Menth-1-en-3-one, semicarbazone 209 C11H19N30 004713-41-1 80
3 Indeno[2,1-c]pyridine, 1,4,6-tri... 209 C15H15N 062736-77-0 72
4 1,2,3-Trimethoxy-5-[2-(2-methoxy... 372 C22H2805 1263044-94-5 72
5 4-Methyl-acridone 209 C14H11NO 068506-36-5 64

Abundance Scan 3334 (22.677 min): BG060138.D\data.ms (-3328) (- | m/z 209.00 100.00%
209.0
5000 j\
2250  23.00
91.0 151.1 l : :
Obreitbii il || 282834114020 4739 538€ /. 558 00 21.20%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #303657: (S)-5-Allyl-1,3-dimethoxy-2-((1-(3,4,5-trimethox
209.0
5000 T T
22.50 23.00
m/z 194.00 20.76%
91.0 4519 402.0
0\\\\‘\l\“\\\‘m\"l\l\‘“‘\l‘h\"l\u\J‘ L B B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #86178: p-Menth-1-en-3-one, semicarbazone
209.0
41.0
TRy =
108.0 22.50 23.00
5000 m/z 192.95 13.13%
R0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #86449: Indeno[2,1-c]pyridine, 1,4,6-trimethyl- Pty T
209.0 22.50 23.00
m/z 210.00 12.97%
5000
152.0
R R I e R R R a e RRAR
mlz--> 50 100 150 200 250 300 350 400 450 500 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122223\
Data File : BGO60138.D

Acqg On : 22 Dec 2023 14:50
Operator : MA/JU

Sample : 05898-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122123.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 19 1Iminostilbene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
23.088 2.55 ng 493534  Chrysene-d12 21.590
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Iminostilbene 193 C14H11N 000256-96-2 53
2 1H-Indole, 2-phenyl- 193 C14H11N 000948-65-2 52
3 2-Aminophenanthrene 193 C14H11N 003366-65-2 50
4 Benzeneacetonitrile, .alpha.-phe... 193 C14H11N 000086-29-3 50
5 9-Phenanthrenol, 9,10-dihydro-10... 471 C32H26NOP 093222-12-9 47

Abundance Scan 3404 (23.088 min): BG060138.D\data.ms (-3396) (- | m/z 192.95 100.00%

192.9
5000
\

v
91.0 5300
ke d o 2831 3860 480 545.

O et bbbl b m/z 194.00 47.50%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #68061: Iminostilbene
198.0
5000 ‘/\ Y ‘A\\
23.00
m/z 192.00 34.47%
39.0 97.0
0‘\“\IWL}\\Allll“‘l!llel\”\!“!JL\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #68095: 1H-Indole, 2-phenyl-
198.0
e ‘
23.00
5000 m/z 165.00 30.99%
89.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #68086: 2-Aminophenanthrene T ‘
193.0 23.00
m/z 91.05 12.49%
h W
m/z--> 0 50 100 150 200 250 300 350 400 450 500 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122223\
Data File : BGO60138.D

Acqg On : 22 Dec 2023 14:50
Operator : MA/JU

Sample : 05898-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122123.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 20 1,2,3-Trimethoxy-5-[2-(2-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.494 6.21 ng 1323200 Perylene-di12 24.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,2,3-Trimethoxy-5-[2-(2-methoxy... 372 C22H2805 1263044-94-5 72
2 Carbazole, 1,4,8-trimethyl- 209 C15H15N 078787-83-4 72
3 Carbazole, 1,5,7-trimethyl- 209 C15H15N 078787-84-5 72
4 Carbazole, 2,3,6-trimethyl- 209 C15H15N 078787-86-7 64
5 N-(3,4-Dimethoxy-alpha-methylben... 209 C11H15NO3 083834-92-8 64
Abundance Scan 3473 (23.494 min): BG060138.D\data.ms (-3467) (- | m/z 209.05 100.00%
209.1
5000 /¥/\
2350
91.0 151, 402.1 ‘ '
Obrreprt et w‘wﬂd A 3030 A8 546 /7 194.00  48.65%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #281355: 1,2,3-Trimethoxy-5-[2-(2-methoxy-4-prop-2-eny
209.0
5000 "/\“ N
23.50
oo 372.0 m/z 207.95 16.66%
02\9\\0‘ vk \\.‘m\“\l‘]\‘u?"‘ﬂw‘;‘ﬂ\\ \'|‘ T %8\7\’(\)\ LR N R R
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #86431: Carbazole, 1,4,8-trimethyl-
209.0
——
23.50
5000 m/z 180.95 13.95%
104.0
0 ‘4‘1"9""‘%““mw“‘u“‘1“‘” T T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #86426: Carbazole, 1,5,7-trimethyl- P
209.0 23.50
m/z 192.95 13.94%
5000
0 84.0 152]0 Ly
et e e e e T
mlz--> 50 100 150 200 250 300 350 400 450 500 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122223\
Data File : BGO60138.D

Acqg On : 22 Dec 2023 14:50
Operator : MA/JU

Sample : 05898-11

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122123.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|
Butane, 2-metho... 3.118 11.7 ng 570933 1 7.941 974338 20.0
(1R)-2,6,6-Trim... 6.625 16.6 ng 808924 1 7.941 974338 20.0
Bicyclo[3.1.1]h... 7.383 37.2 ng 1811200 1 7.941 974338 20.0
3-Carene 7.842 5.4 ng 263469 1 7.941 974338 20.0
1,2,4-Metheno-1... 13.318 5.3 ng 927177 3 14.575 3517860 20.0
Cyclohexane, 1-... 13.453 9.1 ng 1598840 3 14.575 3517860 20.0
.alpha.-Muurolene 14.645 7.3 ng 1286020 3 14.575 3517860 20.0
(3R, 3aR,3bR,4S,... 14.851 5.5 ng 962774 3 14.575 3517860 20.0
(E)-2,6-Dimetho... 16.355 5.6 ng 1292360 4 17.325 4641310 20.0
n-Hexadecanoic ... 18.218 3.9 ng 913732 4 17.325 4641310 20.0
.beta.-Cyclodih... 18.400 15.5 ng 3590050 4 17.325 4641310 20.0
unknown19.040 19.040 5.8 ng 1355300 4 17.325 4641310 20.0
unknown19.222 19.222 2.9 ng 670825 4 17.325 4641310 20.0
unknown19.775 19.775 5.4 ng 1038580 5 21.590 3867910 20.0
unknown20.468 20.468 2.0 ng 391320 5 21.590 3867910 20.0
Hexadecane, 1-c... 21.243 9.5 ng 1833300 5 21.590 3867910 20.0
Heptacosane 22.389 4.0 ng 766303 5 21.590 3867910 20.0
(S)-5-Allyl-1,3... 22.677 5.8 ng 1127050 5 21.590 3867910 20.0
Iminostilbene 23.088 2.5 ng 493534 5 21.590 3867910 20.0
1,2,3-Trimethox... 23.494 6.2 ng 1323200 6 24.769 4260390 20.0
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