LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32323\
Data File : BM@39127.D

Acqg On : 23 Mar 2023 21:58
Operator : CG/JU

Sample : 02020-01

Misc :

ALS Vvial : 10 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@30823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@39127.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.046 293 299 307 rBV 1195299 1629051 23.71% 1.992%
2 5.516 372 379 392 rBV 2767245 3952067 57.52% 4.832%
3 6.628 562 568 578 rVB 251200 389711 5.67% 0.476%
4 7.122 643 652 665 rBV 2544712 4057992 59.06% 4.962%
5 7.393 692 698 707 rVB 90582 147128 2.14% 0.180%

7.957 787 794 803 rBV 942260 1480740 21.55%
8.181 825 832 838 rBV 89743 148180 2.16%
9.128 984 993 1001 rBV 1599253 2656213 38.66%
10.034 1137 1147 1153 rBV 228076 568259  8.27%
10 10.769 1265 1272 1280 rBV 1208836 2030522 29.55%

NO WO R
N
N
©
S

11 12.404 1544 1550 1570 rBV 88759 350493 5.10%
12 12.969 1637 1646 1653 rVB3 106029 177101 2.58%
13 13.228 1683 1690 1699 rBV 3674085 5513810 80.25%
14 13.339 1704 1709 1720 rBV6 51308 135441  1.97%

OCOO®®
N
N
N
o

15 13.481 1727 1733 1738 rBV 217350 307810  4.48% 376%
16 13.704 1766 1771 1778 rBV3 46774 106469 1.55% ©.130%
17 13.869 1790 1799 1803 rBv4 48214 94806 1.38% 0.116%
18 13.922 1803 1808 1814 rVV 224835 314689 4.58% ©.385%
19 14.010 1818 1823 1828 rVB 147372 205829 3.00% ©0.252%
20 14.310 1870 1874 1878 rBV2 66161 96749 1.41% 0.118%

21 14.439 1888 1896 1902 rBV5 145901 307405 4.47%
22 14.557 1909 1916 1919 rBV 1018285 1390777 20.24%
23 14.598 1919 1923 1930 rVV 1752729 2604265 37.90%

OO WROo
[y
o]
N
3R

24 14.669 1930 1935 1948 rVB3 161717 368053 5.36% 450%
25 14.851 1960 1966 1973 rBV 369761 657291  9.57% 804%
26 14.916 1973 1977 1983 rVB 138074 214572 3.12% 0.262%
27 15.016 1988 1994 1998 rBV7 54978 102440 1.49% ©.125%
28 15.445 2062 2067 2075 rBV 167856 272803 3.97% ©0.334%
29 15.533 2080 2082 2086 rvv4 52137 78230 1.14% ©0.096%
30 15.592 2088 2092 2097 rVB2 78069 116411 1.69% 0.142%
31 15.827 2128 2132 2138 rVB5 47333 93539 1.36% ©0.114%
32 15.927 2144 2149 2151 rBV5 93169 148347 2.16% ©0.181%
33 15.969 2151 2156 2162 rVV3 134245 273819 3.99% ©.335%
34 16.086 2164 2176 2186 rVV 2675509 4493428 65.39% 5.494%
35 16.163 2186 2189 2196 rVVv4 111225 181715 2.64% ©.222%

36 16.239 2197 2202 2207 rVV3 66165 115273 1.68% 0.141%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32323\
Data File : BM@39127.D

Acqg On : 23 Mar 2023 21:58
Operator : CG/JU

Sample : 02020-01

Misc :

ALS Vvial : 10 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@30823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 16.310 2210 2214 2222 rVB4 66722 148984 2.17% 0.182%
38 16.427 2230 2234 2238 rBV 55415 88339 1.29% ©0.108%
39 16.480 2240 2243 2249 rVV3 88325 171928 2.50% 0.210%
40 16.545 2250 2254 2258 rVB2 71343 104956 1.53% 0.128%
41 16.639 2266 2270 2273 rBV2 54542 90542 1.32% 0.111%
42 16.739 2282 2287 2294 rBV4 156240 289771 4.22% 0.354%
43 16.833 2301 2303 2309 rVB 88688 137402 2.00% ©0.168%
44 17.233 2367 2371 2374 rBV2 83894 125040 1.82% 0.153%
45 17.345 2385 2390 2394 rBV 2101243 2873665 41.82% 3.514%
46 17.386 2394 2397 2401 rVB 308311 388611 5.66% ©.475%
47 17.633 2436 2439 2445 rVB7 59869 80520 1.17% ©.098%
48 17.916 2484 2487 2494 rVB6 47346 87814 1.28% 0.107%
49 18.121 2516 2522 2527 rBV2 101375 233928 3.40% 0.286%
50 18.180 2528 2532 2537 rVW 205294 346521 5.04% 0.424%
51 18.239 2537 2542 2562 rVV 1392648 3123195 45.45% 3.819%
52 18.415 2568 2572 2577 rVB3 151636 222789 3.24% 0.272%
53 18.533 2588 2592 2596 rBvV2 97989 156787 2.28% 0.192%
54 18.768 2628 2632 2639 rVB4 94412 144134 2.10% 0.176%
55 19.174 2697 2701 2708 rVB2 131972 214668 3.12% 0.262%
56 19.398 2732 2739 2752 rBV 1122678 2033782 29.60% 2.487%
57 19.515 2755 2759 2768 rBV 531948 1305254 19.00% 1.596%
58 19.762 2797 2801 2810 rVB 715692 1148587 16.72% 1.404%
59 19.962 2830 2835 2843 rBV 5695294 6871216 100.00% 8.401%
60 20.809 2976 2979 2983 rVB 525922 595510 8.67% 0.728%
61 20.915 2994 2997 3000 rBV 249858 286095 4.16% 0.350%
62 21.068 3019 3023 3030 rBV 3401131 3999493 58.21% 4.890%
63 21.227 3046 3050 3059 rVB2 1184652 1496389 21.78% 1.830%
64 21.521 3095 3100 3104 rBV2 2575080 3751415 54.60% 4.587%
65 22.156 3202 3208 3218 rVB2 846444 1593673 23.19% 1.949%
66 23.203 3381 3386 3391 rBV2 2059603 3599281 52.38% 4.401%
67 23.256 3391 3395 3406 rVB2 1264506 2265782 32.97% 2.770%
68 23.956 3508 3514 3520 rVB2 1518315 3013066 43.85% 3.684%
69 24.574 3613 3619 3627 rVB 1540169 3320113 48.32% 4.059%
70 24.668 3631 3635 3646 rVB 776879 1696607 24.69% 2.074%

Sum of corrected areas: 81787285
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32323\
Data File : BM@39127.D

Acq On : 23 Mar 2023 21:58
Operator : CG/JU

Sample : 02020-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM039127.D\data.ms
6000000

5000000
4000000

3000000 5.516
7.122

2000000 9128

5.046 10.769

1000000 7.957

6.628 7.:}93 8.181 10.034

N
0 T ‘ T T ‘ T T ‘ T T ’ T T ’ T T ’ T T ’ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T T ‘ T T ‘ T T
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: BM039127.D\data.ms
6000000 19.962

5000000

4000000 13.228

3000000 16.086

2000000

1000000

[P Er—

L B e e e e e e e 1 = RSN
Time-> 12.00 1250 13.00 1350 14.00 1450 1500 1550 16.00 1650 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50

Abundance TIC: BM039127.D\data.ms
6000000

5000000

21.068
4000000 21.521
23.203

23956 24574
3000000 23256

21.227 22.156 24.668
2000000

D.809 Ny ¢
1000000 [29-91

O \\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 21.00 2150 22.00 2250 23.00 2350 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_M\Data\BM@32323\
Data File : BM@39127.D

Acq On : 23 Mar 2023 21:58
Operator : CG/JU

Sample : 02020-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.046  22.00 ng 1629050 1,4-Dichlorobenzene-d4 7.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 299 (5.046 min): BM039127.D\data.ms (-293) (-) m/z 43.00 100.00%

3.0
5000
101.0 T T
‘ 4.80 5.00 5.20 5.40
Ol e 870 1279 1650 193.0 221C  n/z 59.00  60.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L LI L B I LA L
4.80 5.00 5.20 5.40
101.0 m/z 101.00 22.28%
O\\\\‘\‘\“\\"h\\\“\“\7\3\-\0“\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R SR
4.80 5.00 5.20 5.40
5000 m/z 57.95 15.19%
0 1 \‘H ‘ 12\60
e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4576: Morpholine, 4-methyl- R o B e R
43.0 4.80 5.00 5.20 5.40
m/z 41.00 8.65%
5000
15.0 71.0 101.0
A U N N NS e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 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@32323\
Data File : BM@39127.D

Acq On : 23 Mar 2023 21:58
Operator : CG/JU

Sample : 02020-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.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 .alpha.-Pinene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.628 5.26 ng 389711 1,4-Dichlorobenzene-d4 7.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 .alpha.-Pinene 136 C1oH16 000080-56-8 95
2 (1S)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@Hl6 007785-26-4 94
3 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 007785-70-8 94
4 trans-.beta.-Ocimene 136 C10H16 003779-61-1 94
5 (+)-3-Carene 136 CleH16 000498-15-7 91
Abundance Scan 568 (6.628 min): BM039127.D\data.ms (-562) (-) m/z 92.95 100.00%
93.0

S

5000
T T T T T T T T
410 67_0‘ 121.0 6.40 6.60 6.80 7.00
0 ‘H‘w‘i‘w‘w‘:w}m bl 3519 1928 o 9160 42.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18035: .alpha.-Pinene
93.0
5000 L LI L I R I
6.40 6.60 6.80 7.00
41.0 m/z 92.00 35.87%
H 67.0 121.0
0 \H‘\‘\‘\\i‘u‘}“\“\wu‘l‘u ‘\“\“‘\\\“‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\
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
93.0

6.40 6.60 6.80 7.00

5000 ITI/Z 77 .00 30.11%
41.0
H 67.0“ 121.0
0 \H‘\‘\‘\\i‘\\‘{“\‘\‘”\\‘l‘\\ ‘\‘\‘“H\“\HMHHWHWHWH
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 N ABRERENESSEE e
93.0 6.40 6.60 6.80 7.00
m/z 79.00  24.26%
5000
41.0 67.0“ 121.0
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@32323\
Data File : BM@39127.D

Acq On : 23 Mar 2023 21:58
Operator : CG/JU

Sample : 02020-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.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 unknownl2.404 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.404 3.45 ng 350493  Naphthalene-d8 10.769
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Octyn-4-o0l 126 C8H140 052517-92-7 38
2 Cyclopropanecarboxylic acid, 4-n... 207 C10H9NO4 1010307-52-7 35
3 2-Butenoic acid, 2-propenyl ester 126 C7H1002 020474-93-5 32
4 2-Butenoic acid, 2-propenylidene... 210 C11H1404 055030-70-1 32
5 Cyclopropanecarboxylic acid, 2-m... 170 C10H1802 1000354-65-8 32
Abundance Scan 1550 (12.404 min): BM039127.D\data.ms (-1544) (- | m/z 69.00 100.00%
69.0
5000
390 103.0 —
‘ ‘ 134.0 12.50
ol f b b 2069  28LU. .. 41.00  27.99%
miz--> 50 100 150 200 250
Abundance #12955: 1-Octyn-4-ol
69.0
5000 1
12.50
39,0 m/z 102.95  20.60%
0 “‘ 4 ‘\1‘08\0\ L B B A
miz--> 50 100 150 200 250
Abundance #83492: Cyclopropanecarboxylic acid, 4-nitrophenyl este
69.0
mr/\'\m‘/\'\/‘\m‘ ‘ .
12.50
5000 ITI/Z 39.00 20.54%
39.0
0 | | 109.0139.0 177.0207.0
e
miz--> 50 100 150 200 250
Abundance #12795: 2-Butenoic acid, 2-propenyl ester —
69.0 12.50
m/z 86.95 15.36%
5000
39.0
‘ 111.0
m/z--> 50 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32323\
Data File : BM@39127.D

Acq On : 23 Mar 2023 21:58
Operator : CG/JU

Sample : 02020-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.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 (1R,2S,6S,7S,8S)-8-Isopropy... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.480 2.36 ng 307810  Acenaphthene-di0 14.598
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (1R,2S,6S,7S5,85)-8-Isopropyl-1-m... 204 C15H24 018252-44-3 98
2 1H-Cyclopenta[1,3]cyclopropa[l,2... 204 C15H24 013744-15-5 97
3 Germacrene D 204 C15H24 023986-74-5 96
4 Naphthalene, 1,2,3,4,4a,5,6,8a-0... 204 C15H24 039029-41-9 90
5 Bicyclo[4.4.0]dec-1-ene, 2-isopr... 204 C15H24 150320-52-8 90

Abundance Scan 1733 (13.480 min): BM039127.D\data.ms (-1727) (+ | m/z 161.10 100.00%

1611
105.0
5000
410 7740 33.0 \ = \J\\/k
‘ | H ‘ | F‘ 204.1 13.50
Py M“lem_ww_??‘o‘u‘ m/z 105.00  53.31%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80425: (1R,2S,6S,7S,8S)-8-Isopropyl-1-methyl-3-methy!
161.0
105.0
41.0 T

5000 ‘13 50‘
77.0 : B
33.0 m/z 91.00  49.12%
‘ F ‘ 204.0
OV \\\H\“}HP\‘\“\W\\‘\“}\\‘}‘\\\{‘\\h\\‘!‘\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80565: 1H-Cyclopenta[1,3]cyclopropa[l,2]benzene, octe
161.0
——
13.50
5000 m/z 81.00 36.32%

o

105.0
41.0
‘ ‘F330 204.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance

#80118: Germacrene D .
161.0 13.50

105.0
m/z 79.00 29.25%
5000
410 7170
‘ F33° 204.0
oh el AL el e
miz--> 20 40 60 80 100120140160 180200220240 260 280 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32323\
Data File : BM@39127.D

Acq On : 23 Mar 2023 21:58
Operator : CG/JU

Sample : 02020-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.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 Caryophyllene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.922 2.42 ng 314689  Acenaphthene-di0 14.598
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Caryophyllene 204 C15H24 000087-44-5 99
2 Bicyclo[7.2.0]undec-4-ene, 4,11,... 204 C15H24 000118-65-0 98
3 Bicyclo[5.2.0]nonane, 2-methylen... 204 C15H24 242794-76-9 64
4 (E)-.beta.-Farnesene 204 C15H24 018794-84-8 58
5 .gamma.-Neoclovene 204 C15H24 1000156-11-7 41
Abundance Scan 1808 (13.922 min): BM039127.D\data.ms (-1803) (- | m/z 93.00 100.00%
41.0 93.0
133.0
5000
—T
189.1 14.00
0. 2808 m/z 41.00  83.72%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80121: Caryophyllene
93.0 133.0
41.0
5000 T
14.00
189.0 m/z 91.00 82.32%
O \H‘\UH“‘HH U ‘\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80394: Blcyclo [7.2.0]undec-4-ene, 4,11,11-trimethyl-8-im
41.0
93.0 —
133.0 14.00
5000 m/z 69.00 79.81%
189.0
oLl
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80294: Bicyclo[5.2.0Jnonane, 2-methylene-4,8,8-trimeth T
93.0 14.00
133.0 ITI/Z 79.00 74.13%
0! H‘ ‘HM‘,‘w‘H‘wu_m,www —
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@32323\
Data File : BM@39127.D

Acq On : 23 Mar 2023 21:58
Operator : CG/JU

Sample : 02020-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.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 .gamma.-Muurolene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.439 2.36 ng 307405  Acenaphthene-die 14.598
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 .gamma.-Muurolene 204 C15H24 030021-74-0 99
2 Copaene 204 C15H24 003856-25-5 95
3 Naphthalene, 1,2,4a,5,6,8a-hexah... 204 C15H24 000483-75-0 95
4 Naphthalene, 1,2,3,4,4a,5,6,8a-0... 204 C15H24 039029-41-9 95
5 Naphthalene, decahydro-1,6-bis(m... 204 C15H24 030021-46-6 93
Abundance Scan 1896 (14.439 min): BM039127.D\data.ms (-1888) (- | m/z 161.10 100.00%
161.1
105.0
5000
79.0
41.0 133.0 J\
‘ e
204.2 14.50
0' m/z 105.00 66.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80185: .gamma.-Muurolene
161.0
410 105.0
79.0
5000 A ‘ ]
1330 204.0 14.50
m/z 91.00 60.08%
0! ‘\Mm‘\‘H‘H"\HW’H‘H‘\‘H\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80077: Copaene
119.0 161.0
S AL
14.50
5000 93.0 m/z 119.00  51.97%
41.0
204.
69.0 04.0
0! WHWHMMNM‘NM‘JH“WJ‘WH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80351: Naphthalene, 1,2,4a,5,6,8a-hexahydro-4,7-dime i o
161.0 14.50
410 0.0 105.0 m/z 93.00 42.02%
5000
133.0
204.0
0’ ‘WHH”\HH\JH‘LH\ =
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50

8270-BMO30823.M Fri Mar 24 13:22:03 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32323\
Data File : BM@39127.D

Acq On : 23 Mar 2023 21:58
Operator : CG/JU

Sample : 02020-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.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 7 .alpha.-Muurolene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.669 2.83 ng 368053  Acenaphthene-di0 14.598
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 .alpha.-Muurolene 204 C15H24 010208-80-7 95
2 Naphthalene, 1,2,4a,5,6,8a-hexah... 204 C15H24 031983-22-9 95
3 1,2,4-Metheno-1H-indene, octahyd... 204 C15H24 022469-52-9 83
4 Naphthalene, 1,2,4a,5,6,8a-hexah... 204 C15H24 017627-24-6 80
5 Naphthalene, 1,2,4a,5,6,8a-hexah... 204 C15H24 024406-05-1 74

Abundance Scan 1935 (14.669 min): BM039127.D\data.ms (-1930) (- | m/z 105.00 100.00%

105.0
5000
161.1

I =
14.50 15.00

0 m/z 93.00  38.64%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80184: .alpha.-Muurolene
105.0

5000 161.0 T T
14.50 15.00
810 204.0 m/z 91.e0 37.15%
41.0 : 133.0
O ‘\\\\““\ T \“\ ‘ \H\‘\ \Hi‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80466: Naphthalene, 1,2,4a,5,6,8a-hexahydro-4,7-dime
105.0
o =
161.0 14.50 15.00
m/z 161.10 35.98%
5000 204.0
41.0 81.0
‘ ‘ 133.0
ol
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80562: 1,2,4-Metheno-1H-indene, octahydro-1,7a-dimet e P
410 105.0 14.50 15.00

m/z 79.00  28.04%

161.0
204.0
5000 9.0
' 133.0
0 M\ | ‘ |

! ‘ =
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00

8270-BMO30823.M Fri Mar 24 13:22:04 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32323\
Data File : BM@39127.D

Acq On : 23 Mar 2023 21:58
Operator : CG/JU

Sample : 02020-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.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 1-Isopropyl-4,7-dimethyl-1,... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.851 5.05 ng 657291  Acenaphthene-di0 14.598
Hit# of 5 Tentative ID MW MolForm CAS# 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 cis-muurola-3,5-diene 204 C15H24 1000365-95-4 90
4 (1S,4S,4aS)-1-Isopropyl-4,7-dime... 204 C15H24 267665-20-3 86
5 1,3,8-p-Menthatriene 134 C1eH14 018368-95-1 86

Abundance Scan 1966 (14.851 min): BM039127.D\data.ms (-1960) (- | m/z 161.10 100.00%
161.1

119.0
5000 91.0 204.1
41.0 J2 -
‘ 69.0“‘ ‘ ‘ 14.50 15.00
ol i Bl ggsge 183D | h/; 110,60 63.50%
miz—> 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 P A
69.0 14.50 15.00

m/z 105.00 56.16%

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

o

=

161.0
- P
14.50 15.00
134.0 m/z 134.05  44.41%
5000 105.0 /
41.0 204.0
81.0
0t \M\ “i”‘ \‘1“\ “M‘H \M‘“w \ 1“\ il \‘1“}‘\‘1“‘\“\ e ,‘\ EmEaEEEE
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80214: cis-muurola-3,5-diene = P
105.0 161.0 14.50 15.00
m/z 91.00 43.27%
5000 81.0
204.0
43.0 H 133.0 ‘
0 ‘HH“M\U‘}‘w“‘\‘u“w\HH“H\\‘1“1‘\1“\“\,‘1”\H‘,“HH‘HH‘HH I ==
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32323\
Data File : BM@39127.D

Acq On : 23 Mar 2023 21:58
Operator : CG/JU

Sample : 02020-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.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 1(3H)-Isobenzofuranone Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.445 2.10 ng 272803  Acenaphthene-di0 14.598
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1(3H)-Isobenzofuranone 134 C8H602 000087-41-2 64
2 1,2-Benzenedicarboxaldehyde 134 C8H602 000643-79-8 60
3 1-Butanone, 3-methyl-1-phenyl- 162 C11H140 000582-62-7 38
4 3(2H)-Benzofuranone 134 C8H602 007169-34-8 38
5 2H-1-Benzopyran, 3,4-dihydro- 134 C9H1e0 000493-08-3 30

Abundance Scan 2067 (15.445 min): BM039127.D\data.ms (-2062) (- | m/z 105.00 100.00%

105.0
134.0
5000 77.0
r
43‘-0‘ ‘ | ‘ H ‘ 1620 15.50
0 kel bl bl B L 187.02089 o34 00 69.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17508: 1(3H)-Isobenzofuranone
105.0
77.0
5000 T
134.0 15.50
510 m/z 77.60  39.91%
O \\\‘2\7‘\‘.\0\‘”‘\\”}\““\‘\\‘ ‘\\‘\\‘}‘\\\‘\\\“\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17516: 1,2-Benzenedicarboxaldehyde
105.0
P
7o 15.50
5000 134.0 m/Z 115.00 22.24%
51.0
29.0 ‘
bl M e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #37824: 1-Butanone, 3-methyl-1-phenyl- —
105.0 15.50
m/z 133.00 21.92%
5000 77.0
51.0 162.0
0 27\\0 H‘ | - L ‘ “1340\ ‘
R B B e AR RRRR SRR —
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50

8270-BM@30823.M Fri Mar 24 13:22:05 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32323\
Data File : BM@39127.D

Acq On : 23 Mar 2023 21:58
Operator : CG/JU

Sample : 02020-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.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 unknownl5.969 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.969 2.10 ng 273819  Acenaphthene-di@ 14.598
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenol, 2-(methylsulfonyl)- 172 C7H803S 027489-33-4 35
2 (3,5-Dimethyl-pyrazol-1-yl)-acet... 182 C9H14N202 1000300-46-0 14
3 2-Chloro-4-fluorotoluene 144 C7H6CIF 000452-73-3 14
4 2-0x0-3-[4-fluorophenyl]propanoi... 182 C9H7F03 007761-30-0 14
5 1-(Trifluoromethyl)-4-vinylbenzene 172 CS9H7F3 000402-50-6 11
Abundance Scan 2156 (15.969 min): BM039127.D\data.ms (-2151) (- | m/z 109.00 100.00%
109.0 172.0
5000 77
141.0
41.0 Taln
208.9 266.9 16.00 ]
0" m/z 172.00 91.12%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #47730: Phenol, 2-(methylsulfonyl)-
172.0
109.0
65.0
5000 T
16.00
m/z 100.95 72.23%
0 T Hi\“}””‘\ “‘h‘\”\‘\h““\ T \“M \‘\‘\‘\ T \1\1\1“1\.\0\\”‘ T h\ RARRNRARRNRARRRRRRRNRRRRRRE
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #57657: (3,5-Dimethyl-pyrazol-1-yl)-acetic acid ethyl este
109.0
el gl ot ,
16.00
5000 m/z 86.95 61.72%
42.0 182.0
81.0
O brrrrlbeth e 30
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #23990: 2-Chloro-4-fluorotoluene T
109.0 16.00
m/z 77.00 38.74%
5000 144.0
57.0 ‘ ‘
m/z--> 20 40 60 80 100120140160180200220240260280 16.00

8270-BMO30823.M Fri Mar 24 13:22:06 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32323\
Data File : BM@39127.D

Acq On : 23 Mar 2023 21:58

Operator : CG/JU

Sample : 02020-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
Quant Title : 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 (E)-4-(3-Hydroxyprop-l-en-1... Concentration Rank 20

R.T EstConc Area Relative to ISTD R.T.
16.739 2.02 ng 289771  Phenanthrene-di0 17.345
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (E)-4-(3-Hydroxyprop-1l-en-1-yl)-... 180 C10H1203 032811-40-8 92
2 1-Phenanthrenecarboxylic acid, 7... 318 C20H3003 056051-66-2 35
3 2-Oxazolidinone, 4-methyl-5-phenyl- 177 C10H11NO2 054418-69-8 25
4 2-Methoxy-3-methylbenzamide, N-m... 179 C10H13NO2 139958-86-4 25
5 Benzeneacetic acid, 4-ethoxy- 180 C10H1203 004919-33-9 18

Abundance Scan 2287 (16.739 min): BM039127.D\data.ms (-2282) (-

m/z 149.00 100.00%

107.0 149.0
5000 55.0
50 o i
2282 ; : '
0! g 1L, , fP022608 | 3290 47 107.00  86.21%
miz--> 50 100 150 200 250 300
Abundance #54491: (E)-4-(3-Hydroxyprop-1-en-1-yl)-2-methoxyphen
137.0
180.0
5000 — —
91.0 16.50 17.00
51.0 m/z 137.00 72.69%
15.0 ‘
O' WH“ H‘H‘ \Hh T \‘ T ‘ L T T T ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #222492: 1-Phenanthrenecarboxylic acid, 7-ethenyl-1,2,3
41.0 121.0
s —
16.50 17.00
5000 ITI/Z 121.00 54.78%
300.0
THL | o SN
ol wm SN
m/z--> 150 250 300
Abundance #51665.2—Oxazohmnone,44nethyh5—phenyk R —
107.0 16.50 17.00
m/z 55.00 47 .85%
5000
177.0
28.0 ‘
m/z--> 5 100 150 200 250 300 16.50 17.00

8270-BMO30823.M Fri Mar 24 13:22:07 2023

Page:
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Data Path :

Data File :
: 23 Mar 2023 21:58
: CG/JU

. 02020-01

Acq On
Operator
Sample
Misc

ALS Vial

Quant Met
Quant Tit

TIC Libra

. 10

hod :

le

ry

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32323\
BM@39127.D

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 cis-7-Hexadecenoic acid Concentration Rank 15

R.T EstConc Area Relative to ISTD R.T.
18.180 2.41 ng 346521  Phenanthrene-di10 17.345
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 cis-7-Hexadecenoic acid 254 C16H3002 002416-19-5 96
2 Palmitoleic acid 254 C16H3002 000373-49-9 96
3 (E)-Hexadec-9-enoic acid 254 C16H3002 010030-73-6 95
4 Hexadecenoic acid, z-11- 254 C16H3002 002416-20-8 95
5 cis-Vaccenic acid 282 C18H3402 000506-17-2 91

Abundance Scan 2532 (18.180 min): BM039127.D\data.ms (-2528) (- | m/z 55.05 100.00%

58.0
5000
97.0

I

18.00 18.50
138.0 1921 2362

0 Wi 1921 P 2809 356 6o g5

m/z--> 50 100 150 200 250 300 350
Abundance #140807: cis-7-Hexadecenoic acid
55.0
5000 s ——
70 18.00 18.50
m/z 41.00 53.27%
7.0
O' ‘\“H‘ﬂm\ H‘\ ‘H T \17912’0\ \23\‘6\?\ 1T ‘ T T T T ’ T
miz—-> 100 150 200 250 300 350
Abundance #140796: Palmitoleic acid
55.0

T
18.00 18.50
83.05

5000 m/z
| 1370 19402360
0, A \“mH\ \H\ ‘\‘ ‘ u ’ ‘ | e
m/z--> 100 150 200 250 300 350

Abundance #140810.(E}Hexadec@—enom:amd T ——
55.0 18.00 18.50
m/z 97.00 34.03%
5000
| \\ BT 1920 2500
oL N;““‘w“‘m“u_u”,wm‘””_”‘,‘ mes —
m/z--> 50 100 150 200 250 300 350 18.00 18.50

8270-BMO30823.M Fri Mar 24 13:22:08 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32323\
Data File : BM@39127.D

Acq On : 23 Mar 2023 21:58
Operator : CG/JU

Sample : 02020-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.239 21.74 ng 3123200  Phenanthrene-d10 17.345
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 8-Methylnhonanoic acid 172 C10H2002 005963-14-4 55

Abundance Scan 2542 (18 239 min): BM039127.D\data.ms (-2537) (- | m/z 73.00 100.00%

129.0 JL\
==

213.1
171 1 ‘ 256.1 18.00 18.50
T

w‘h“ o A L 8580, ce.ee  82.29%
100 150 200 250 300 350

#143510: n-Hexadecanoic acid

5000 129.0 L LT
18.00 18.50
1710 213.0 256.0 m/z 43.00 77 .66%
0! m\h”w ‘H‘\ it \ “ ! “‘ \‘ ““ - “\‘ T
m/z--> 100 150 200 250 300 350
Abundance #92069: Tridecanoic acid

5000

0

m/z-->
Abundance

7
18.00 18.50

5000 129.0 m/z 57.05 62.70%
171.0
214.0
0 ah”w Ju‘\ i “‘n‘ ‘\“‘ ‘ “\‘ .
m/z--> 100 150 200 250 300 350
Abundance #109283: Tetradecanoic acid : :

\
73.0 18.00 18.50
m/z 55.00 60.10%

5000 129.0
185.0
228.0
\\“H h” \M i ‘ ‘

0! e e e = —
m/z--> 50 100 150 200 250 300 350 18.00 18.50

8270-BM@30823.M Fri Mar 24 13:22:12 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32323\
Data File : BM@39127.D

Acq On : 23 Mar 2023 21:58
Operator : CG/JU

Sample : 02020-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.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 14 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.515 6.96 ng 1305250  Chrysene-d12 21.521
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Tridecanoic acid 214 C13H2602 000638-53-9 68
Abundance Scan 2759 (19.515 min): BM039127.D\data.ms (-2755) (- | m/z 73.00 100.00%
73.0
5000 129.0 “/L
185.1 241.2 — ‘
‘ ‘ ‘ 19.50
0! Ml Ll a0 2900 3502 4291 0 4305 88.29%
m/z--> 50 100 150 200 250 300 350 400
Abundance #179089: Octadecanoic acid
73.0
5000 129.0 T T
19.50
‘ 185.0 284.0 m/z 60.00 84.39%
027. \“‘“‘“M“l‘“‘\"“"“\‘“““““““““““‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #126199: Pentadecanoic acid
3.0
— T \
19.50
5000 129.0 m/z 57.05 77 .09%
199.0
i1
ol AR L 20
m/z--> 50 100 150 200 250 300 350 400
Abundance #109281: Tetradecanoic acid ——
73.0 19.50
m/z 55.00 67.40%
5000
129.0
228.0
L w10
o Lpipaeto |
m/z--> 50 100 150 200 250 300 350 400 19.50

8270-BMO30823.M Fri Mar 24 13:22:13 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32323\
Data File : BM@39127.D

Acq On : 23 Mar 2023 21:58
Operator : CG/JU

Sample : 02020-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.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 15 Benzonitrile, 2-[2-(2,5-dim... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.809 3.17 ng 595510  Chrysene-d12 21.521
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzonitrile, 2-[2-(2,5-dimethox... 297 C17H15N04 311323-85-0 64
2 Ethanone, 2-bromo-1-(2,4-dimetho... 258 C10H11Bro03 060965-26-6 59
3 benzenebutanoic acid, 3,4-dimeth... 238 C12H1405 1000401-14-9 59
4 3,4-.Ddimethoxybenzohydrazide, N... 280 C13H16N205 1000475-49-1 59
5 Benzamide, N-(4-ethylphenyl)-2,6... 285 C17H19NO3 284680-00-8 53
Abundance Scan 2979 (20.809 min): BM039127.D\data.ms (-2976) (- | m/z 165.00 100.00%
165.0
91.0
5000
i 7
‘ ‘ 302.1 20.50 21.00
o 38U LI | 244030213570 4322 L. 91 60 55.04%

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

Abundance #195324: Benzonitrile, 2-[2-(2,5-dimethoxyphenyl)-2-oxoe
165.0

=

5000 T ‘ ‘
20.50 21.00
m/z 121.00  48.21%

107.0 297.0
5100 ||, |

\\\\“\l\H‘\\\”\‘H\\‘H\\‘HH"HH‘HH’HH‘HH

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #144870: Ethanone, 2-bromo-1-(2,4-dimethoxyphenyl)-

o

-

165.0

= \ :

20.50 21.00
5000 m/z 107.00 14.62%
260.0
OL‘S"Q\i‘m’?‘M‘im‘u""‘m‘H‘H,HHWH,HHWH
m/z--> 0 50 100 150 200 250 300 350 400 450
I

Abundance #120381: benzenebutanoic acid, 3,4-dimethoxy-.gamma. “ . T
165.0 20.50 21.00

m/z 138.00  14.46%

5000
238.0

79.0

] 2/ VG IO S ey L
m/z--> 0 50 100 150 200 250 300 350 400 450 20.50 21.00

N
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32323\
Data File : BM@39127.D

Acq On : 23 Mar 2023 21:58
Operator : CG/JU

Sample : 02020-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.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 16 Cinnamyl cinnamate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.068 21.32 ng 3999490  Chrysene-d12 21.521
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cinnamyl cinnamate 264 C18H1602 000122-69-0 91
2 Cinnamoylglycine, methyl ester 219 C12H13NO3 040778-04-9 64
3 2,2-Dimethyl-1-(2-vinylphenyl)pr... 188 C13H160 1000210-99-9 49
4 1-Penten-3-one, 4-methyl-1-phenyl- 174 C12H140 003160-32-5 47
5 N-(p-Vinylbenzoyl)-1-alanine 219 C12H13NO3 139184-60-4 47

Abundance Scan 3023 (21.068 min): BM039127.D\data.ms (-3019) (- | m/z 131.00 100.00%
131.0
5000
T
51.0\ l 219.1 21 00
Obrbad LA 2830 388.2 431.0490.05491  n/; 115.00  38.37%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #153419: Cinnamyl cinnamate
131.0
5000 T
21 00
219.0 m/z 117.00 33.14%
a0 ||
O\\\\‘\\\\‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #97536: Cinnamoylglycine, methyl ester
131.0
f
21 00
5000 ITI/Z 103.00 30.56%
51.0 218.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #62919: 2,2-Dimethyl-1-(2-vinylphenyl)propan-1-one ‘
131.0 21 OO
77 .00 24.44%
5000
410 l 188.0
0 el WH“W"""_‘H_m,w_m,w_
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32323\
Data File : BM@39127.D

Acq On : 23 Mar 2023 21:58
Operator : CG/JU

Sample : 02020-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.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 17 Ethanol, 2-(tetradecyloxy)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

21.227 7.98 ng 1496390  Chrysene-d12 21.521
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 98
2 5-Octadecene, (E)- 252 C18H36 007206-21-5 95
3 2- Chloropropionic acid, octadec... 360 C21H41C102 088104-31-8 94
4 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91

Abundance Scan 3050 (21.227 min): BM039127.D\data.ms (-3046) (- m/z 57.05 100.00%

57.0
5000
111.1

—
{ ‘ “ ‘ 208.0 282.0 21.00 21.50
ot S e ‘?54?~4;79“49°' m/z 43.05 80.72%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #146039: Ethanol, 2-(tetradecyloxy)-
57.0

5000 — e
21.00 21.50
111.0

m/z 83.05 73.84%

AL, o0
\1\‘\\%“1f\\‘\'\‘I\‘F‘l\\\\\‘\\‘\2\‘\8\(?\’\\\\‘\\\\’\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #138523: 5-Octadecene, (E)-

55.0

T
21.00 21.50
5000 m/z 55.10  71.34%

1110
~H S
mz—> 0 50 100 150 200 250 300 350 400 450

Abundance  #269867: 2- Chloropropionic acid, octadecyl ester —— ‘
57.0 21.00 21.50

o

o

m/z 97.18  66.51%

5000 rRHAJw]\\wJLW/k
04—l d — ——
miz—> 0 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@32323\
Data File : BM@39127.D

Acq On : 23 Mar 2023 21:58
Operator : CG/JU

Sample : 02020-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.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 18 1-Hexacosene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.156 8.50 ng 1593670  Chrysene-d12 21.521
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 1-Tetracosene 336 (C24H48 010192-32-2 94
4 Nonacos-1-ene 406 C29H58 018835-35-3 94
5 Cyclopentadecane 210 C15H3e 000295-48-7 93

Abundance Scan 3208 (22.156 min): BM039127.D\data.ms (-3202) (- | m/z 83.05 100.00%

83.0
5000

e
‘ Ll 30 2421 22.00 22.50
H. Lty :

o bbb LT 300 4101 5048 7 57.10 93.13%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #273800: 1-Hexacosene
57.0

5000 T ——
22.00 22.50
125.0 m/z 55.00 88.48%
O’11‘}!\‘1}‘1‘82.0292.0364.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #215083: 1-Heneicosano
55.0
— —
22.00 22.50
5000 ITI/Z 97.00 86.68%
125.0
ob ) ‘A}M\“m&??ﬂ‘?“?‘?‘-‘9_MW_HWWM
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #244231: 1-Tetracosene T —
43.0 22.00 22.50

m/z 69.05 83.01%

L] ‘ WL

0 \‘\ I Ill1|6u8"0 336.0
e A B e e ARRRREREEE

T —
m/z--> 0 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_M\Data\BM@32323\
Data File : BM@39127.D

Acq On : 23 Mar 2023 21:58
Operator : CG/JU

Sample : 02020-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.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 19 Nonadecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
24.574  22.04 ng 3320110  Perylene-d12 23.956
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 91

Abundance Scan 3619 (24.574 min): BM039127.D\data.ms (-3613) (- m/z 57.10 100.00%
57.1

%

5000
‘ ‘1 1972 24.50
oL H [ 1972 28103410 4161 5042 .. 7110  74.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158597: Nonadecane
57.0
5000 e :

24.50
m/z 85.10  55.32%

|| 1270 197.0 268.0

|

O‘\\‘1\’\\\\‘\\‘\\l“\‘\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0
L
24.50
5000 m/z 43.10 55.23%

|PF7A‘;970 296.0

l‘

—

O‘H‘w‘u"‘H‘wa‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane
57.0 24.50
m/z 55.00 21.60%
5000

%

0 \‘ ‘.FF7P,1970 267.0 367.0
e SR TR

7
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32323\
Data File : BM@39127.D

Acq On : 23 Mar 2023 21:58
Operator : CG/JU

Sample : 02020-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.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 20 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24.668 11.26 ng 1696610  Perylene-di12 23.956
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 Triacontan-15-o0l 438 C30H620 031849-26-0 91
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 Octacosanol 410 C28H580 000557-61-9 91

Abundance Scan 3635 (24.668 min): BM039127.D\data.ms (-3631) (- | m/z 83.10 100.00%

83.1
5000

i

2450  25.00
3.0 927 02810

‘\‘Pw221°355142814910 m/z 57.10 95.43%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #215083: 1-Heneicosano
55.0

o

5000 R —
24.50 25.00
‘ 1p5.0 m/z 97.05 92.51%
O‘\\‘h‘!l“\‘\\\‘\\‘\\1\\“‘]\-‘\8%‘0\\\\2‘6\6\\0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #232316: Behenic alcoho
83.0
— —
24.50 25.00
5000 ITI/Z 69.05 79.98%
0
o264/ 11|00 2100 200 J/\W
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #321443: Triacontan-15-ol T —
57.0 24.50 25.00
m/z 55.00 79.41%
5000
125.0
‘ 241.0
o lblliiigeeo || so0 w0 T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 24.50 25.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@©32323\
Data File : BM@39127.D

Acqg On : 23 Mar 2023 21:58
Operator : CG/JU

Sample : 02020-01

Misc :

ALS vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.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-... 5.046 22.0 ng 1629050 1  7.957 1480740 20.0
.alpha.-Pinene 6.628 5.3 ng 389711 1  7.957 1480740 20.0
unknownl2.404 12.404 3.5 ng 350493 2 10.769 2030520 20.0
(1R, 2S,6S5,75,85... 13.480 2.4 ng 307810 3 14.598 2604270 20.0
Caryophyllene 13.922 2.4 ng 314689 3 14.598 2604270 20.0
.gamma. -Muurolene 14.439 2.4 ng 307405 3 14.598 2604270 20.0
.alpha.-Muurolene 14.669 2.8 ng 368053 3 14.598 2604270 20.0
1-Isopropyl-4,7... 14.851 5.0 ng 657291 3 14.598 2604270 20.0
1(3H)-Isobenzof... 15.445 2.1 ng 272803 3 14.598 2604270 20.0
unknown15.969 15.969 2.1 ng 273819 3 14.598 2604270 20.0
(E)-4-(3-Hydrox... 16.739 2.0 ng 289771 4 17.345 2873670 20.0
cis-7-Hexadecen... 18.180 2.4 ng 346521 4 17.345 2873670 20.0
n-Hexadecanoic ... 18.239 21.7 ng 3123200 4 17.345 2873670 20.0
Octadecanoic acid  19.515 7.0 ng 1305250 5 21.521 3751420 20.0
Benzonitrile, 2... 20.809 3.2 ng 595510 5 21.521 3751420 20.0
Cinnamyl cinnamate 21.068 21.3 ng 3999490 5 21.521 3751420 20.0
Ethanol, 2-(tet... 21.227 8.0 ng 1496390 5 21.521 3751420 20.0
1-Hexacosene 22.156 8.5 ng 1593670 5 21.521 3751420 20.0
Nonadecane 24.574 22.9 ng 3320110 6 23.956 3013070 20.0
1-Heneicosanol 24.668 11.3 ng 1696610 6 23.956 3013070 20.0
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