LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
Data File : BP@13588.D

Acqg On : 25 Jan 2023 01:01
Operator : CG/JU

Sample : 01244-01

Misc :

ALS Vvial : 19 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 P\Methods\8270E-BP012323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BP@13588.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 3.222 3 6 20 rVB 2426198 3211625 30.49% 3.549%
2 5.216 339 345 355 rVB 2299647 3174329 30.13% 3.508%
3 5.687 417 425 435 rBV 5294281 7828335 74.32% 8.650%
4 6.828 612 619 627 rVB 69981 108401 1.03% 0.120%
5 7.299 691 699 713 rBV 4947818 8155799 77.42% 9.012%
6 7.457 720 726 735 rVB 155572 243026 2.31% 0.269%
7 7.616 744 753 760 rVB 91133 155523  1.48% 0.172%
8 8.157 837 845 852 rBV 1422596 2273223 21.58% 2.512%
9 9.328 1036 1044 1052 rBV 2964366 4905759 46.57% 5.421%
10 9.416 1053 1059 1065 rVB 147711 241549 2.29% 0.267%

11  9.669 1095 1102 1108 rBV 802163 1238560 11.76%
12 9.846 1126 1132 1137 rVB 97594 151744  1.44%
13 10.987 1316 1326 1333 rBV 1879594 3120950 29.63%
14 13.087 1677 1683 1692 rBV2 141139 233719 2.22%
15 13.416 1732 1739 1750 rBV 6897022 10533946 100.00%
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16 14.122 1852 1859 1864 rBV2 115637 178118 1.69%
17 14.510 1916 1925 1931 rBV2 78149 141557  1.34%
18 14.792 1967 1973 1981 rVB 2477049 3591200 34.09%
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19 16.145 2197 2203 2212 rVB 460608 658738  6.25% 728%
20 16.275 2218 2225 2244 rBV 4653534 6839250 64.93% 557%
21 17.039 2351 2355 2364 rVB 76420 115900 1.10% ©.128%
22 17.545 2434 2441 2445 rBV 2593495 3746827 35.57% 4.140%
23 17.586 2445 2448 2455 rVB 296649 401004 3.81% 0.443%
24 17.675 2456 2463 2467 rBV 62217 121001 1.15% ©.134%
25 18.369 2576 2581 2583 rBV 303776 371219 3.52% 0.410%

26 18.398 2583 2586 2591 rVV 443932 577607 5.48%
27 18.580 2612 2617 2622 rBV2 78728 173705 1.65%
28 18.722 2636 2641 2647 rVB 1065587 1313015 12.46%
29 19.280 2731 2736 2740 rBV2 70145 118283 1.12%
30 19.533 2774 2779 2783 rVB 541775 712892 6.77%
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31 19.622 2790 2794 2799 rBV 160511 196860 1
32 19.851 2829 2833 2835 rBV2 94817 131168 1
33 19.886 2835 2839 2846 rVB 755790 1031570 9.79%
34 20.074 2865 2871 2876 rBV 8052573 9675280 O9l.
35 20.363 2917 2920 2925 rVB 194747 222226 2
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36 20.533 2944 2949 2955 rVB3 107031 215096 2.04%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
Data File : BP@13588.D

Acqg On : 25 Jan 2023 01:01
Operator : CG/JU

Sample : 01244-01

Misc

ALS Vvial : 19 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 P\Methods\8270E-BP012323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 20.704 2974 2978 2981 rBV 366003 435853  4.14%  0.482%
38 20.792 2989 2993 2997 rBV 355841 433952 4.12% ©.480%
39 20.845 2999 3002 3005 rVB 149223 160826 1.53% 0.178%
40 21.092 3041 3044 3049 rBv2 91573 119363 1.13% 0.132%
41 21.169 3054 3057 3063 rVB5 102353 137518 1.31% 0.152%
42 21.233 3064 3068 3074 rBV3 378534 562331 5.34% 0.621%
43 21.292 3074 3078 3083 rBvV 932649 1062589 10.09% 1.174%
44 21.510 3111 3115 3122 rBV 236150 331864 3.15% 0.367%
45 21.621 3126 3134 3138 rVV 2611372 4158204 39.47%  4.595%
46 21.657 3138 3140 3150 rVB 456378 642124 6.10% 0.710%
47 21.757 3155 3157 3161 rVB 159581 178940 1.70% 0.198%
48 23.404 3432 3437 3442 rBV2 577703 1090877 10.36%  1.205%
49 24.204 3566 3573 3581 rBV2 1938828 3985124 37.83% 4.404%
50 24.992 3701 3707 3719 rVB 485886 1087872 10.33% 1.202%

Sum of corrected areas: 90496441
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 25 Jan 2023 01:01
: CG/JU
. 01244-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
BP013588.D

: 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.M

Quant Title

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L

TIC Integra

tion Parameters: LSCINT.P

Abundance
8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BP013588.D\data.ms

5.687
7.299

9.328

p22 5.216
10.987
8.157

9.669
6.828 46616 416Ag§46

Time-->

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance
8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BP013588.D\data.ms
20.074

13.416
16.275

14.792 17.545

18.722
161 19.5339-88 20863
13087 | 1412214510 1 17039 ek 19.2869.62285

0

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 1750 18.00 18.50 19.00 19.50 20.00

Abundance
8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BP013588.D\data.ms

21.621

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
Data File : BP@13588.D

Acq On : 25 Jan 2023 01:01
Operator : CG/JU

Sample : 01244-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.222  28.26 ng 3211630 1,4-Dichlorobenzene-d4 8.157

Hit# of 5 Tentative ID MW MolForm CAS# 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 40
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 6 (3.222 min): BP013588.D\data.ms (-3) (-) m/z 73.05 100.00%

73.0
5000 /\
R REE e AN REEES R
‘ ‘ 3.303.403.503.60
ol kLl 1338 208.0269.0327.1 391445455125 1/, 43.e5 35.98%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 RN RN R AN R
3.303.403.503.60
‘ m/z 55.05  27.44%
OA!J[‘WW‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
RRRREa A RRRRR RS
3.303.403.503.60
5000 m/z 87.10 25.63%
o‘“”ﬂl,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4994 Pentane, 3-methoxy- R am e ARAARN
73.0 3.303.403.503.60
m/z 41.05 11.96%
5000 /\\
0"”“‘J“m"mw"Wm‘HHWH,Huwmwu‘mw R M ARRanmmanay
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.303.403.503.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
Data File : BP@13588.D

Acq On : 25 Jan 2023 01:01
Operator : CG/JU

Sample : 01244-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.216  27.93 ng 3174330 1,4-Dichlorobenzene-d4 8.157

Hit# of 5 Tentative ID MW MolForm CAS# 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 32
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
Abundance Scan 345 (5.216 min): BP013588.D\data.ms (-339) (-) m/z 42.95 100.00%
5000
101.0 T T T T

‘ ’ 4.80 5.00 5.20 5.40 5.60
Ol

4788 2571 354.94154473.65334 /7 59.05 57.32%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 B B AU A R
4.80 5.00 5.20 5.40 5.60
m/z 100.95 20.49%
101.0
O \‘1“!‘%" \\‘\“\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester

59.0
R e RRRRRRE RS
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.00 18.53%
126.0
0l e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4156: 1-Propen-2-ol, acetate Ramaa e R RARE
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.05 8.26%
5000
L e e H

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
Data File : BP@13588.D

Acq On : 25 Jan 2023 01:01
Operator : CG/JU

Sample : 01244-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Bicyclo[3.1.0]hexane, 4-met... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.457 2.14 ng 243026  1,4-Dichlorobenzene-d4 8.157

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Bicyclo[3.1.0]hexane, 4-methylen... 136 C1@H16 003387-41-5 96
2 Bicyclo[3.1.8]hex-2-ene, 4-methy... 136 C1@H16 028634-89-1 91
3 .beta.-Phellandrene 136 C10H16 000555-10-2 90
4 .alpha.-Pinene 136 C10H16 000080-56-8 80
5 Bicyclo[3.1.0]hex-2-ene, 2-methy... 136 C1@H16 002867-05-2 72
Abundance Scan 726 (7.457 min): BP013588.D\data.ms (-720) (-) m/z 93.05 100.00%
93.0
5000 M
BN L L A S—
\L } 7.20 7.40 7.60 7.80
olSo L. (1759 28303407 4426 5227 nm/z 91.05 43.70%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18240: Bicyclo[3.1.0]hexane, 4-methylene-1-(1-methylet
93.0
5000 L B B B R
7.20 7.40 7.60 7.80
m/z 76.95 35.90%
27\ Lk M } L ‘ l
O\\\‘\l\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18246: Bicyclo[3.1.0]hex-2-ene, 4-methyl-1-(1-methyleth
93.0
ST T
7.20 7.40 7.60 7.80
5000 m/z 79.00 26.03%
0 | ‘m“_ww_ww_m‘wwww
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18053: .beta.-Phellandrene R ARABEERN R
93.0 7.20 7.40 7.60 7.80
m/z 41.05 21.44%
) Jtﬂ
o |
0 ‘Mﬁ“)m‘! ‘mlwm_m_m_m_m_m_m_m_ D L VGV A G
m/z--> 50 100 150 200 250 300 350 400 450 500 550 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
Data File : BP@13588.D

Acq On : 25 Jan 2023 01:01
Operator : CG/JU

Sample : 01244-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Fenchone Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.416 2.13 ng 241549  1,4-Dichlorobenzene-d4 8.157

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Fenchone 152 C10H160 001195-79-5 94
2 L-Fenchone 152 C10H160 007787-20-4 94
3 D-Fenchone 152 C10H160 004695-62-9 46

4 Benzene, 1-[(2-bromocyclohexyl)t... 360 C12H13BrN204S 1000362-21-3 33
5 trans-1,4-Cyclohexanediol, bis(p... 408 C12H10F1004 1000384-30-6 33

Abundance Scan 1059 (9.416 min): BP013588.D\data.ms (-1053) (-) m/z 81.05 100.00%

81.0
5000 /J\

e A
152.0 9.00 9.20 9.40 9.60 9.80

ohddh L] 220.9281.13400400.4  489.2549. /. g 19 49.59%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29056: Fenchone
81.0

5000 R A A
9.00 9.20 9.40 9.60 9.80

m/z 41.00  25.29%

152.0
0 %ﬁpwbb“H‘”m‘”‘W‘”\”‘W‘”‘W“W‘”‘W‘”\”‘W‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29071: L-Fenchone
81.0

9.00 9.20 9.40 9.60 9.80

o

5000 m/z 152.00 12.46%
152.0
0 %§PWLL‘W"W‘”‘W‘”\”‘W‘”‘W“W‘”‘W‘”\”‘W‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29070: D-Fenchone TP T e e
81.0 9.00 9.20 9.40 9.60 9.80

m/z 80.00 11.94%

5000
152.0
Ihadd . 1 ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.00 9.20 9.40 9.60 9.80

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
Data File : BP@13588.D

Acq On : 25 Jan 2023 01:01
Operator : CG/JU

Sample : 01244-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Thujone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.669 7.94 ng 1238560  Naphthalene-d8 10.987

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Thujone 152 C10H160 000546-80-5 94
2 Bicyclo[3.1.0]hexan-3-one, 4-met... 152 C1OH160 001125-12-8 93
3 Bicyclo[3.1.0]hexan-3-one, 4-met... 152 C10H160 000471-15-8 87
4 3,5-Octadiene, (Z,Z)- 110 C8H14 007348-80-3 74
5 2-Methyl-2,3-divinyloxirane 110 C7H100 070597-50-1 64

Abundance Scan 1102 (9.669 min): BP013588.D\data.ms (-1095) (-) m/z 81.10 100.00%

)

1520 9.50 10.00
_m,u“‘m_‘“2_299‘2?‘1‘?”“_3???”‘??"33}‘5‘4‘1‘9 m/z 110.16  74.68%

m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #29047: Thujone
81.0
——

o

5000 T
9.50 10.00
m/z 66.95 67.92%
15.0[y ||| | 12
O‘\\\\’\\\H‘\‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29397: Bicyclo[3.1.0]hexan-3-one, 4-methyl-1-(1-methyl
81.0
T —
9.50 10.00
5000 m/z 68.05 62.44%

o

L | ps20

rrrt b e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #29443: Bicyclo[3.1.0]hexan-3-one, 4-methyl-1-(1-methyl —Jk‘ﬂ — —
81.0 9.50 10.00
m/z 41.10 60.70%

5000 J\L
152.0
Al J I

—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
Data File : BP@13588.D

Acq On : 25 Jan 2023 01:01
Operator : CG/JU

Sample : 01244-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Benzophenone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.145 3.67 ng 658738  Acenaphthene-di0 14.792
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
21,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 78
3 1,2,4-Trioxolane, 3,3,5-triphenyl- 304 C20H1603 023246-12-0 64
4 Methanone, phenyl-2-pyridinyl- 183 C12H9NO 000091-02-1 45
5 Benzenamine, N-(3-pyridinylmethy... 182 C12H1@N2 029722-97-2 42
Abundance Scan 2203 (16.145 min): BP013588.D\data.ms (-2197) (- m/z 104.95 100.00%
105.0
182.1
5000
— —
39 ‘ 16.00 16.50
ol L L2668 34094011 488.7549. /7 77.e0  63.27%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
182.0
5000 — ——
16.00 16.50
m/z 182.10  56.34%
7.0 ] L
O \‘\‘\‘\\‘\\‘\\\\“\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #299762: 1,2,4,5-Tetroxane, 3,3,6,6-tetraphenyl-
105.0
—— —
16.00 16.50
5000 182.0 m/z 51.00 24.36%
329 | | \
] B R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #204781: 1,2,4-Trioxolane, 3,3,5-triphenyl- —r —
105.0 16.00 16.50
m/z 181.10 9.44%
5000 182.0
8.0
obbebid b L2020 A S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Met
Quant Tit

TIC Libra

. 25

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
BP013588.D

Jan 2023 01l1:01

: CG/JU
. 01244-01

. 19

hod :
le

ry

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 n-Hexadecanoic acid Concentration Rank 8

R.T EstConc Area Relative to ISTD R.T.
18.398 3.08 ng 577607  Phenanthrene-d10 17.545
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 (C18H3602 000057-11-4 70
3 Pentadecanoic acid 242 C15H3002 001002-84-2 70
4 Tridecanoic acid 214 C13H2602 000638-53-9 58
5 8-Methylnhonanoic acid 172 C10H2002 005963-14-4 46

Abundance Scan 2586 (18.398 min): BP013588.D\data.ms (-2583) (- m/z 73.00 100.00%

9.

192.1
5000
== —
mi | H 18.00 18.50
oAy Wwwmmwmw3§W@%?%%9 m/z 60.00  89.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
18.00 18.50
H 213.0 m/z 43.10 82.51%
O‘\\\J" l‘"\“\“}\“‘l\\!\\“\\‘\1‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

bs

Abundance #179089: Octadecanoic acid
73.0
18.00 18.50
5000 ITI/Z 57.05 70.02%
1850 2840
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid = —
73.0 18.00 18.50
m/z 55.00 65.10%
5000

199.0

Owé kuém\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

s
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
Data File : BP@13588.D

Acq On : 25 Jan 2023 01:01
Operator : CG/JU

Sample : 01244-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 17-Norkaur-15-ene, 13-methy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.722 7.01 ng 1313020  Phenanthrene-d10 17.545
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 17-Norkaur-15-ene, 13-methyl-, (... 272 C20H32 003564-54-3 99
2 Hibaene 272 C20H32 002359-73-1 99
3 3,3'-Bicyclopentenyl 134 CleH14 002690-18-8 38
4 Bicyclopentyl-1,1'-diene 134 CleH14 000934-02-1 27
5 N-Benzylformamide 135 C8HONO 006343-54-0 25
Abundance Scan 2641 (18.722 min): BP013588.D\data.ms (-2636) (-} | m/z 134.05 100.00%
134.1
5000 272.3
— —
| “ W ‘ 18.50 19.00
oL, h‘“'ﬁ‘ Mw_‘“_“35594‘1‘5”2‘47‘495351 m/z 105.00  90.89%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #163970: 17-Norkaur-15-ene, 13-methyl-, (8.beta.,13.bet
134.0
69.0
5000 272.0 ‘
18 50 19 00
m/z 135.05 89.41%
201.0
O,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #163941: Hibaene
134.0
41.0 . 18. 50 19.00
5000 ’ m/z 88.47%
0 ‘\“ V ‘JL 201.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #17019: 3,3'-Bicyclopentenyl
134.0 18 50 19 00
m/z 73.43%
67.0
5000
0 JIJM\'\H}'HM —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18 50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
Data File : BP@13588.D

Acq On : 25 Jan 2023 01:01
Operator : CG/JU

Sample : 01244-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 2-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.704 2.10 ng 435853  Chrysene-d12 21.621
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 286 C20H300 000511-15-9 99
2 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 328 C22H3202 015340-82-6 83
3 Pyrrolidine, 1-[5-(1,3-benzodiox... 271 C16H17NO3 025924-78-1 38
4 13-Isopropylpodocarpen-12-0l1-20- al 300 C20H2802 024035-37-8 38
5 (4Br,8As)-(+)-4B,5,6,7,8,8A,9,10. 346 C22H3403 1000426-72-2 38

Abundance Scan 2978 (20.704 min): BP013588.D\data.ms (-2974) (- m/z 175.10 100.00%

1751 2711
5000
69.1 \ \ \

‘ \ 20%0 21.00
- M ‘\m.lh nl‘l‘w\m ‘ul‘llh.”‘ ‘.‘}.‘m‘ | ‘\‘ 341.0 429.1487.0549

d oD 52248058 m/z 271.18 93.02%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #181948: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro
175.0 271.0

5000

20.50 21.00
69.0 m/z 201.05 67.52%

J’i‘“\“mmm\”[\1\¥1 \L‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #234893: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro
271.0

T o=ty
175.0 20.50 21.00

5000 m/z 189.10  36.85%

43.0
LR e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #162211: Pyrrolidine, 1-[5-(1,3-benzodioxol-5-yl)-1-0xo0-2 T —
201.0 271.0 20.50 21.00

m/z 216.05 30.66%

5000
115.0
0 1\nnhl H‘A..Jum T P

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00

O

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
Data File : BP@13588.D

Acq On : 25 Jan 2023 01:01
Operator : CG/JU

Sample : 01244-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 (1R,4aR,4bR,10aR)-7-Isoprop... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
20.792 2.09 ng 433952  Chrysene-d12 21.621
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (1R,4aR,4bR,10aR)-7-Isopropyl-1,... 286 C20H300 006704-50-3 99
2 Cycloisolongifolene, 9,10-dehydro- 202 C15H22 1000156-81-6 50
3 1H-Indene, 5-dodecyl-2,3-dihydro- 286 C21H34 055256-23-0 42
4 1-Azabicyclo[2.2.2]octane, 3-phe... 187 C13H17N 058822-88-1 41
5 1H-Pyrrole-2,5-dione, 1-(4-methy... 187 C11H9NO2 001631-28-3 30
Abundance Scan 2993 (20.792 min): BP013588.D\data.ms (-2989) (- m/z 187.10 100.00%
5000
91.0
286.1 SN V1 WYY
I 00 8
o Al MM b kb 3847 4759 549 "3 60 go.82%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #181954: (1R,4aR,4bR,10aR)-7-Isopropyl-1,4a-dimethyl-
131.0
5000 P A
41.0 286.0 20.50 21.00 )
\ 188.0 m/z 91.00 37.30%
0 \“\ \“h\“\‘ ”\‘\““J”i“m“A\Jh“lm\m\“‘\"\H“ o \‘M\ \l T ‘\ [T T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #78044: Cycloisolongifolene, 9,10-dehydro-
187.0
— —
69.0 20.50 21.00
5000 m/z 105.05 35.97%
ﬁ”‘ﬂ
ob bkl M L
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #181990: 1H-Indene, 5-dodecyl-2,3-dihydro- — ——
131.0 20.50 21.00
m/z 43.05 28.45%
5000
41.0 286.0
oHJ“M“H‘_“Hw\_ww_mw_ww_ww_ =_— =
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
Data File : BP@13588.D

Acq On : 25 Jan 2023 01:01

Operator : CG/JU

Sample : 01244-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 11 ((1R,4aR,4bR,10aR)-7-Isopro... Concentration Rank 9

R.T EstConc Area Relative to ISTD R.T.
21.233 2.70 ng 562331  Chrysene-d12 21.621
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 ((1R,4aR,4bR,10aR)-7-Isopropyl-1... 288 C20H320 000666-84-2 89
2 ((1R,4aR,4bS,10aR)-7-Isopropyl-1... 288 C20H320 097640-46-5 41
3 3-Hydroxy-10,13-dimethyl-1,2,3,6... 288 C19H2802 1000496-48-2 35
4 ((1R,4aS,10aR)-7-isopropyl-1,4a-... 288 C20H320 1000439-86-6 25
5 5-[(4-Hydroxy-3-methoxyphenyl)me... 288 C16H20N203 1000459-62-8 25

Abundance Scan 3068 (21.233 min): BP013588.D\data.ms (-3064) (-
105.0

m/z 105.00 100.00%

288.1
230.1
50001 43.
711 — I
“ 0 355.1 415.0 21.00 21.50
0 AL 2P 2190 490.19491 /7 288.10  80.99%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #184354: ((1R,4aR,4bR,10aR)-7-Isopropyl-1,4a-dimethyl
288.0
105.0
5000 o oo e
41.0 185.0 21.00 21.50
‘ \ m/z 91.08  76.66%
0 ;‘MNL\MW e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #184353: ((1R,4aR,4bS,10aR)-7-Isopropyl-1,4a-dimethyl
91.0
—— —
21.00 21.50
5000 m/z 133.00 74.57%
288.0
& ‘ .0
229 Ll
a1 L
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #184252: 3-Hydroxy-10,13-dimethyl-1,2,3,6,7,8,9,10,11,1 — —T—
288.0 21.00 21.50
m/z 136.05 56.31%
105.0
5000 203.0
41.
0' Wﬁmﬁwﬁm T ‘ T T ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

8270E-BP012323.M Wed Jan 25 14:37:41 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
Data File : BP@13588.D

Acq On : 25 Jan 2023 01:01
Operator : CG/JU

Sample : 01244-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 Ethanol, 2-(tetradecyloxy)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.292 5.11 ng 1062590  Chrysene-d12 21.621
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 94
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
3 1-Hexacosene 364 C26H52 018835-33-1 94
4 2- Chloropropionic acid, octadec... 360 C21H41C1l02 088104-31-8 94
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
Abundance Scan 3078 (21.292 min): BP013588.D\data.ms (-3074) (- m/z 57.05 100.00%
57.0
—r= .
( ‘ 1%‘5-1 228.1 21.00 21.50
obrr bbby 3111 4289 5030 0T us 05 83.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #146039: Ethanol, 2-(tetradecyloxy)-
57.0
5000 T =
21.00 21.50
1b5.0 m/z 55.10  78.35%
LY o
O‘\U\Jl\“!11‘\“\\‘I\!l‘l\L!\‘\\‘\2\5‘\8\(\)\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #326113: Heptadecy! heptafluorobutyrate
57.0
— —
21.00 21.50
5000 m/z 83.05 65.78%
t ﬁ 238.0
0l ‘| e S ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #273800: 1-Hexacosene =T T
57.0 21.00 21.50
m/z 97.10 60.44%
5000
125.0
ol L] L ‘ |, 1960 292.0 3640
e e e T -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.50

8270E-BP012323.M Wed Jan 25 14:37:42 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
Data File : BP@13588.D

Acq On : 25 Jan 2023 01:01
Operator : CG/JU

Sample : 01244-01

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 Nonacosan-10-ol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24.992 5.46 ng 1087870  Perylene-d12 24.204
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonacosan-10-ol 424 C29H600 000504-55-2 93
2 Ethyl triacontyl ether 467 C32H660 1000406-37-1 78
3 1-Triacontanol 438 C30H620 000593-50-0 60
4 Tricosyl pentafluoropropionate 486 C26H47F502 1000351-81-0 55
5 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 55

Abundance Scan 3707 (24.992 min): BP013588.D\data.ms (-3701) (- m/z 83.10 100.00%
3.1

3

=

5000
157.1
L J 236.22%[3355.0 417.0475.2534.9 2590
0l \u'umHH‘mwH‘WHWm_wwww m/z 57.18  88.08%
m/z--> O 50 100 150 200 250 300 350 400 450 500 550
Abundance #315386: Nonacosan-10-0
83.0
5000 L
157.0 297.0 25.00
m/z 97.05 77.06%
O‘\\‘\1’\'\"\‘\\J\A\‘”\\\\2‘\2%\()‘\\\\H\\\\‘\\\4.\()‘?\()\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #330750: Ethyl triacontyl ether
57.0
——
25.00
5000 ITI/Z 43.10 63.65%
125.0
20.0
o UL asm0 s w0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #321442: 1-Triacontanol —
57.0 25.00
m/z 55.10 62.11%
5000
125.0
5.0 420.0
olu,{lxﬂJ~‘.n~‘.l.2.65°,336,0w -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 25.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
Data File : BP@13588.D

Acqg On : 25 Jan 2023 01:01
Operator : CG/JU

Sample : 01244-01

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.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... 3.222 28.3 ng 3211630 1 8.157 2273220 20.0
2-Pentanone, 4-... 5.216 27.9 ng 3174330 1 8.157 2273220 20.0
Bicyclo[3.1.0]h...  7.457 2.1 ng 243026 1 8.157 2273220 20.0
Fenchone 9.416 2.1 ng 241549 1 8.157 2273220 20.0
Thujone 9.669 7.9 ng 1238560 2 10.987 3120950 20.0
Benzophenone 16.145 3.7 ng 658738 3 14.792 3591200 20.0
n-Hexadecanoic ... 18.398 3.1 ng 577607 4 17.545 3746830 20.0
17-Norkaur-15-e... 18.722 7.9 ng 1313020 4 17.545 3746830 20.0
2-Phenanthrenol... 20.704 2.1 ng 435853 5 21.621 4158200 20.0
(1R,4aR,4bR,10a... 20.792 2.1 ng 433952 5 21.621 4158200 20.0
((1R,4aR,4bR,10... 21.233 2.7 ng 562331 5 21.621 4158200 20.0
Ethanol, 2-(tet... 21.292 5.1 ng 1062590 5 21.621 4158200 20.0
Nonacosan-10-o0l 24.992 5.5 ng 1087870 6 24.204 3985120 20.0
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