LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\
Data File : BM@35301.D

Acqg On : 27 May 2022 22:30

Operator : CG/JU

Sample : N2930-04 :
Misc : P002-SS004-0006-01

ALS Vvial : 20 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@52722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@35301.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.457 396 403 416 rBV 1834987 2674774 48.55% 6.173%
2 7.051 661 674 690 rBV 1674269 2755692 50.02% 6.359%
3 7.875 807 814 822 rBV 507205 785488 14.26%  1.813%
4 9.033 1003 1011 1021 rBV 1067155 1767469 32.08% 4.079%
5 10.674 1282 1290 1303 rBV 593948 1006478 18.27% 2.323%
6 13.139 1701 1709 1717 rBV 2582421 3898908 70.76% 8.998%
7 13.286 1726 1734 1739 rVB2 45121 75349 1.37% 0.174%
8 13.933 1838 1844 1850 rBvV2 110830 156066 2.83% 0.360%
9 14.362 1909 1917 1921 rBVS5S 49883 82485 1.50% 0.190%
10 14.510 1933 1942 1949 rBV 882015 1339036 24.30%  3.090%
11 14.580 1949 1954 1959 rVW 162146 268133 4.87% 0.619%
12 14.633 1959 1963 1974 rVB 108261 177073 3.21% 0.409%
13 14.768 1981 1986 1993 rVB2 45166 75490 1.37% 0.174%
14 15.998 2186 2195 2203 rBV 1989247 2802586 50.87% 6.468%
15 16.462 2269 2274 2281 rBvV2 29151 58104 1.05% 0.134%
16 16.927 2349 2353 2359 rVB4 43031 61052 1.11% 141%
17 17.156 2388 2392 2400 rBV 75101 117175 2.13% 270%

18 17.256 2400 2409 2414 rVV 1023032 1487546 27.00%

OO WOoOo
N
w
w
R

19 17.309 2414 2418 2422 rVV2 143197 178985 3.25% 413%
20 17.633 2468 2473 2486 rBV2 48505 89945 1.63% 208%
21 17.933 2521 2524 2529 rVB 63082 76981 1.40% ©.178%
22 18.039 2535 2542 2548 rBV3 30462 59448 1.08% 0.137%
23 18.162 2557 2563 2573 rBV 679033 986207 17.90%  2.276%
24 18.456 2608 2613 2619 rBV 90798 149353 2.71%  ©.345%
25 18.939 2691 2695 2703 rBV 63530 95915 1.74%  ©.221%

26 19.103 2716 2723 2731 rBV2 95375 178369  3.24%
27 19.433 2775 2779 2790 rBV2 300514 459108 8.33% 1.059%
28 19.880 2849 2855 2860 rBV 4552908 5509656 100.00% 12.715%

[
IS
=
N
B

29 20.421 2943 2947 2955 rBV 487295 641049 11.64% 1.479%
30 20.521 2960 2964 2968 rvv4 56126 101819 1.85% ©0.235%
31 20.574 2969 2973 2978 rVB 450497 496758 9.02%  1.146%
32 20.780 3004 3008 3015 rBV2 296007 400016  7.26% 0.923%
33 20.862 3018 3022 3027 rVB 239146 280613 5.09% ©0.648%
34 20.962 3034 3039 3044 rBV 1000396 1254639 22.77%  2.895%
35 21.050 3051 3054 3058 rVB 239944 257310 4.67% ©.594%

36 21.156 3065 3072 3081 rBV2 680601 1218957 22.12%  2.813%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\
Data File : BM@35301.D

Acqg On : 27 May 2022 22:30

Operator : CG/JU

Sample : N2930-04 :
Misc : P002-SS004-0006-01

ALS Vvial : 20 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@52722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 21.433 3114 3119 3131 rBV 1378566 1965306 35.67% 4.535%
38 21.603 3146 3148 3156 rVB 143796 171824 3.12% 0.397%
39 21.862 3187 3192 3197 rVB 1237953 1620268 29.41% 3.739%
40 22.286 3259 3264 3272 rBV 1097176 1550352 28.14% 3.578%
41 23.085 3397 3400 3405 rVB 294258 408236  7.41% 0.942%
42 23.803 3516 3522 3532 rVB2 897857 1829895 33.21% 4.223%
43 24.415 3622 3626 3634 rVB 350566 672099 12.20% 1.551%
44 24.515 3637 3643 3656 rVB2 537263 1405419 25.51%  3.243%
45 27.173 4089 4095 4114 rVB6 454587 1685636 30.59%  3.890%

Sum of corrected areas: 43333067
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\
Data File : BM@35301.D

Acqg On : 27 May 2022 22:30

Operator : CG/JU

Sample : N2930-04 :
Misc : P002-SS004-0006-01

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM035301.D\data.ms
4000000
3000000
2000000 5.457
7.051
9.033
1000000
0 \\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 350 400 450 500 550 600 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM035301.D\data.ms
19.880
4000000
3000000
13.139
2000000 15.998
17.256
1000000 14.510
18.162 20225
19.433 2
. 18286  13.93314.3696%cs 16.462 16.977158°7 6391.837018.456 18183903 e
L I e e A e e B LA e e o e e e e e I T L e e e
Time--> 12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BM035301.D\data.ms
4000000
3000000
2000000
21'43321'86222.286
23.803
24.515
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
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

8270-BM@52722.M Tue May 31 01:01:53 2022 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\
Data File : BM@35301.D

Acqg On : 27 May 2022 22:30

Operator : CG/JU

Sample : N2930-04 :
Misc P002-SS004-0006-01

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.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 .alpha.-Guaiene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.933 2.33 ng 156066  Acenaphthene-di10 14.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Guaiene 204 C15H24 003691-12-1 99
2 (-)-Aristolene 204 C15H24 006831-16-9 83
3 Naphthalene, decahydro-4a-methyl... 204 C15H24 017066-67-0 74
4 .beta.-Humulene 204 C15H24 000116-04-1 70
5 Naphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24 010219-75-7 64

Abundance Scan 1844 (13.933 min): BM035301.D\data.ms (-1838) (- | m/z 105.00 100.00%
105.0

147.0
5000
pctal ] ek
14.00
0° m/z 107.10  84.43%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80146: .alpha.-Guaiene
105.0
147.0
5000 41.0 A o L poA M’/\w"‘
14.00
7700 189.0 o
m/z 147.00  75.85%
O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80138: (-)-Aristolene
105.0
PSSP A
14.00
5000 ITI/Z 91.05 75.02%
161'0189.0
41.0
L e L

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #80481: Naphthalene, decahydro-4a-methyl-1-methylene 7
105.0 14.00

m/z 93.00 71.40%

67.0
5000 161.0 204.0

29.

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@52722\
Data File : BM@35301.D

Acqg On : 27 May 2022 22:30

Operator : CG/JU

Sample : N2930-04 :
Misc : P002-SS004-0006-01

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.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 Naphthalene, decahydro-4a-m... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.580 4.00 ng 268133  Acenaphthene-di10 14.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-4a-methyl... 204 C15H24 017066-67-0 99
2 Naphthalene, 1,2,3,4,4a,5,6,8a-0... 204 C15H24 000473-13-2 99
3 1H-Cyclopropa[a]naphthalene, dec... 204 C15H24 020071-49-2 98
4 .alpha.-Guaiene 204 C15H24 003691-12-1 95
5 (-)-Aristolene 204 C15H24 006831-16-9 93

Abundance Scan 1954 (14.580 min): BM035301.D\data.ms (-1949) (- | m/z 105.05 100.00%
105.1

5000

=

=
14.50
m/z 93.05 72.71%

0,
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #80481: Naphthalene, decahydro-4a-methyl-1-methylene

-

41.0

204.0

5000 161.0

Pl
14.50
m/z 79.10 66.97%

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

Abundance #80523: Naphthalene, 1,2,3,4,4a,5,6,8a-octahydro-4a,8-

-

41.0
T I
79.0 105.0 1450
5000 m/z 91.00 66.47%
133.0 410 189.0
] ‘m”:_‘hm,“‘H‘:_“m!m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80537: 1H-Cyclopropala]naphthalene, decahydro-1,1,3¢ T I
161.0 14.50
1050 1330 189.0 m/z 41.00  63.17%
41.0
5000 79.0
ol , —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\
Data File : BM@35301.D

Acqg On : 27 May 2022 22:30

Operator : CG/JU

Sample : N2930-04 :
Misc : P002-SS004-0006-01

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 unknownl4.633 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

14.633 2.64 ng 177073  Acenaphthene-di10 14.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4a,8-Dimethyl-2-(prop-1-en-2-yl)... 204 C15H24 103827-22-1 83
2 1,1,4,7-Tetramethyl-1a,2,3,4,6,7... 204 C15H24 405112-35-8 80
3 Azulene, 1,2,3,5,6,7,8,8a-octahy... 204 C15H24 003691-11-0 78
4 Cycloheptane, 4-methylene-1-meth... 204 C15H24 1010159-38-5 76
5 Naphthalene, 1,2,3,4,4a,5,6,8a-0... 204 C15H24 000473-13-2 64

Abundance Scan 1963 (14.633 min): BM035301.D\data.ms (-1959) (- | m/z 189.10 100.00%
189.1

93.0 133.0

67.0
161.1 A /\V

H ‘ H ‘ 14,50 15.00
o! w‘m‘;“;“‘;‘u!‘w,ml_m_‘m m/z 93.00  60.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80366: 4a,8-Dimethyl-2-(prop-1-en-2-yl)-1,2,3,4,4a,5,6,7
133.0 189.0

5000{ 41.0

=

.

91.0
ol S
41.0 14.50 15.00
67.0 161.0 m/z 107.05 58.74%

| ‘ I

5000

O' T N\H\ ‘ \“\ T "\ TTT ‘ T \‘\ T ‘ \‘\ TT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80379: 1,1,4,7-Tetramethyl-1a,2,3,4,6,7,7a,7b-octahydr

-

107.0
161.0
410 14.50 15.00

67.0 o
m/z 81.10 55.54%

5000 133.0 204.0

0! \‘U“}M‘\“!‘\\"‘\H‘HH“\\‘\‘\H

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

Abundance #80489: Azulene, 1,2,3,5,6,7,8,8a-octahydro-1,4-dimeth ~ 5
93.0 161.0 14.50 15.00
m/z 133.00 53.36%

5000

a

0! o iy
miz—> 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@52722\
Data File : BM@35301.D

Acqg On : 27 May 2022 22:30

Operator : CG/JU

Sample : N2930-04 :
Misc P002-SS004-0006-01

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.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 Neophytadiene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.309 2.41 ng 178985  Phenanthrene-di10 17.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Neophytadiene 278 C20H38 000504-96-1 90
2 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C1@H18 006876-13-7 90
3 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 000473-55-2 60
4 Bicyclo[3.1.1]heptane-2-carboxal... 152 C10H160 004764-14-1 45
5 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 004863-59-6 43
Abundance Scan 2418 (17.309 min): BM035301.D\data.ms (-2414) (- | m/z 68.05 100.00%
68.0
w T L
- e
39-0‘ ‘ ‘ ‘ 17.00 17.50
152.1
0 ,w‘;‘m‘w ‘H“‘H“‘u”\“‘u“h‘u‘“mh‘\\1\‘h\\%9%‘%”\‘\”\‘””‘\\z\g‘]FTs m/z 43.05 82.19%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #171299: Neophytadiene
68.0
123.0
5000 — ——
17.00 17.50
m/z 57.10  73.49%
29.0 ‘ ‘
O ’\‘\‘H‘HH\L!“\“‘\‘\““ \“HH\“HH}\“\“\HH-E%\.‘()HH‘].Hgﬁ"o\\\\‘HH‘HH‘\Z\\?\?;(\)

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #19558: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-, (1.alpha.

530 950

3

— —
17.00 17.50

5000 m/z 55.05 72.80%
‘ H‘

27.0
123.0

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #19519: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl- — ——
55.0 o950 17.00 17.50

m/z 41.00 70.87%

o

3

27.0

5000
123.0

3

o,wwﬂWu L — — —
miz—> 20 40 60 80 100120140160 180200220240 260280 17.00 1750
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\
Data File : BM@35301.D

Acqg On : 27 May 2022 22:30

Operator : CG/JU

Sample : N2930-04 :
Misc P002-SS004-0006-01

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.162 13.26 ng 986207  Phenanthrene-d1e 17.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 90
5 Octadecanoic acid 284 C18H3602 000057-11-4 90

Abundance Scan 2563 (18.162 min): BM035301.D\data.ms (-2557) (- | m/z 73.00 100.00%

3.0
129.0
213.2

111 256.1 1800 18.50
I

03 ‘M“H‘mw‘um_”??@ m/z 43.05 96.35%

‘HH“‘ u‘h‘ |
m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid

6”0

5000

w
)]

\‘
g W

5000 129.0 T T
18.00 18.50

m/z 59.95 86.98%

171.0 213.0 256.0

HH‘ \\h”\ ‘H
m/z--> 50 100 150 200 250 300 350

O' T LN I O A I B B B
Abundance #126199: Pentadecanoic acid
73.0
—— S
18.00 18.50
5000 129.0 m/z 41.05 80.85%
29.
199.0 242 0
ok ‘L‘ Ju‘\‘u‘\ ‘ \‘ | ‘ ‘ L ‘ S
m/z--> 50 100 150 200 250 300 350
Abundance #109279: Tetradecanoic acid — T
73.0 18.00 18.50

m/z 55.10 72.04%

5000 129.0
185.0
29. 228 0
‘ il ‘ | \‘ L \ . - -

oLt : = :
miz--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\
Data File : BM@35301.D

Acqg On : 27 May 2022 22:30

Operator : CG/JU

Sample : N2930-04

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM052722.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 6 2-Methyl-Z-4-tetradecene Concentration Rank 20

P002-SS004-0006-01

R.T. EstConc Area Relative to ISTD R.T.
18.456 2.01 ng 149353  Phenanthrene-di10 17.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyl-Z-4-tetradecene 210 C15H30 1000130-78-3 60
2 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 58
3 1-Pentadecene 210 C15H30 013360-61-7 55
4 1-Hexadecanol, 2-methyl- 256 C17H360 002490-48-4 53
5 Cyclododecane 168 C12H24 000294-62-2 50

Abundance Scan 2613 (18.456 min): BM035301.D\data.ms (-2608) (- | m/z 57.05 100.00%
57.0
- L
97.1 Loy
1290 167.1 555, 18.50
0L \”hy m/z 43.00 98.78%
miz-> 50 100 150 200 250
Abundance #87660: 2-Methyl-Z-4-tetradecene
43.0
83.0
5000 L
18.50
550 210.0 m/z 41.00 79.18%
| ‘ ~155.0
ob—— ‘H‘ ‘\Hi‘\}\“‘h‘u\ | ’\H\‘ TR [ TR
miz--> 50 100 150 200 250
Abundance #279317: Oxalic acid, isobutyl hexadecyl ester
57.0
5
18.50
5000 m/z 55.05 73.82%
97.0
LI e e 2090
m/iz--> 50 100 150 200 250
Abundance #87652: 1-Pentadecene .
43.0
83.0 18.50
m/z 71.10 58.37%
5000
25.0
[LLLLP80 sem0 2100
ob— A =5
m/z--> 50 100 150 200 250 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\

Data File : BM@35301.D

Acqg On : 27 May 2022 22:30

Operator : CG/JU

Sample : N2930-04 :
Misc P002-SS004-0006-01
ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM052722.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 7 8-Octadecenoic acid, methyl... Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
19.103 2.40 ng 178369  Phenanthrene-di10 17.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 83
2 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 78
3 (Z)-15-Octadecenoic acid methyl ... 296 C19H3602 1000427-69-3 78
4 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 78
5 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 78

Abundance Scan 2723 (19.103 min): BM035301.D\data.ms (-2716) (- m/z 55.05 100.00%
55.0
—— —
19.00 19.50
0 m/z 41.05 69.63%
miz--> 50 100 150 200 250 300
Abundance #194407: 8-Octadecenoic acid, methyl ester
558.0
5000 7.0 — —
264.0 19.00 19.50
m/z 69.05 67.55%
37.0 180.0 2220 ‘
0! ”’“‘”\“”\ ‘!‘ \" T 1“‘ T T i \2\9‘8‘\0\ T
miz--> 50 100 150 200 250 300
Abundance #194449: 9-Octadecenoic acid, methyl ester, (E)-
55.0
—— —
19.00 19.50
5000 m/Z 137.05 64.78%
0,
miz-> 50 100 150 200 250 300
Abundance #194435: (Z)-15-Octadecenoic acid methyl ester Ty T
74.0 19.00 19.50
m/z 43.10 64.68%
5000
264.0
10.0
L atze, = |
ob “h JALL “\‘\‘\MM“H\"‘ ST N B . i
m/z--> 50 100 150 200 250 300 19.00 19.50

8270-BM@52722.M Tue May 31 01:01:54 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\
Data File : BM@35301.D

Acqg On : 27 May 2022 22:30

Operator : CG/JU

Sample : N2930-04 :
Misc : P002-SS004-0006-01

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.433 4.67 ng 459108  Chrysene-d12 21.433
Hit# of 5 Tentative ID MW MolForm CASH# 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 83
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 58

Abundance Scan 2779 (19.433 min): BM035301.D\data.ms (-2775) (- | m/z 43.10 100.00%

43.1
5000 129.0
185 1 2412

284.3 19.50

ol I e w bl L 3271wz 73.e0  95.23%

mi/z--> 100 150 200 250 300
Abundance #179093. Octadecanoic acid

129.0
5000 284.0 —
1850 2410 19.50
m/z 59.95 83.15%
0 HM M”\“ by \L \‘\ ‘ o \ \ T \‘\ T
100

m/z--> 150 200 250 300
Abundance #126199: Pentadecanoic acid
73.0
5
19.50
5000 129.0 m/z 57.10 77 .92%
29.
199.0 242.0
m/z--> 50 100 150 200 250 300
Abundance #109281: Tetradecanoic acid ——
73.0 19.50
m/z 41.05 74.22%
5000
129.0
29. 185.0 228.0
0 . ““ HM‘ h” ML m ‘ \‘\u“ “\‘ \‘ ; “\‘ L R . ‘ .
m/z--> 50 100 150 200 250 300 19.50

8270-BM@52722.M Tue May 31 01:01:55 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\
Data File : BM@35301.D

Acqg On : 27 May 2022 22:30

Operator : CG/JU

Sample : N2930-04 :
Misc P002-SS004-0006-01

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.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 Acridin-9-amine, 1,2,3,4-te... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.421 6.52 ng 641049  Chrysene-di12 21.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acridin-9-amine, 1,2,3,4-tetrahy... 226 C15H18N2 297758-19-1 70
2 N,N-Dimethylindoaniline 226 C14H14N20 002150-58-5 49
3 Acridin-9-amine, 1,2,3,4-tetrahy... 226 C15H18N2 1000300-57-6 49
4 Benzenamine, 4,4'-methylenebis[2... 226 C15H18N2 000838-88-0 47
5 Benzenamine, N-[(4-nitrophenyl)m... 226 C13H1@N202 000785-80-8 46

Abundance Scan 2947 (20.421 min): BM035301.D\data.ms (-2943) (- | m/z 226.10 100.00%

Abundance #107128: Acridin-9-amine, 1,2,3,4-tetrahydro-5,7-dimeth
226.0 20.50

m/z 152.00 16.38%

226.1
5000 165.1
e
51.0 115.0 | ‘ 20.50
Ol LAl || 28113800 4301 ;165 65 45.79%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #107129: Acridin-9-amine, 1,2,3,4-tetrahydro-5,8-dimethy
226.0
5000 T
20.50
m/z 225.05 42.37%
39.0 | H L 0 oLy
O \\\ff\‘\\\“"\‘\”TT‘ ”\“\N\“‘l\‘\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #106813: N,N-Dimethylindoaniline
226.0
A
20.50
5000 ITI/Z 194.05 17.90%
85.0 154.0 ‘
o@?umwwwA,‘lm'm‘!m_‘H_W,HHWHWH
m/z--> 0 50 100 150 200 250 300 350 400 450
—

5000

113.0
0 \m wapdi i L I \1‘7\11 1\\ |

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

B
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\
Data File : BM@35301.D

Acqg On : 27 May 2022 22:30

Operator : CG/JU

Sample : N2930-04 :
Misc : P002-SS004-0006-01

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.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 Longistyline C Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.780 4.07 ng 400016 Chrysene-d12 21.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Longistyline C 294 C20H2202 064125-60-6 95
2 5-Methylamino-4-(4-nitrophenyl)i... 251 C1@H9N303S 1000311-74-7 38
3 Benz[b]acridine, 1,2,3,4,7,8,9,1... 251 C18H21N 055044-74-1 38
4 3,5-Dichloro-cyclohexa-3,5-dien-... 246 C10H13BC1202 1000293-25-4 35
5 Benz[c]acridine, 1,2,3,4,8,9,10,... 251 C18H21N 055044-73-0 30
Abundance Scan 3008 (20.780 min): BM035301.D\data.ms (-3004) (- | m/z 251.05 100.00%
162.0 251.1
5000 91.0
== =
41.0 ‘ ‘ 20.50 21.00
0! 41, 131313602 475 m/z 162.00  95.56%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #191938: Longistyline C
162.0
251.0
5000 —— ot
810 20.50 21.00
' m/z 203.10 45.19%
0 \4\.]‘\7'.‘9\‘”\ Jh\ } ‘“Jl\ L‘\ M h‘m\‘\‘h‘\‘lh‘\‘\ ‘}}“ M\ ”‘\M\“‘“\ T L \L‘ T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #136387: 5-Methylamino-4-(4-nitrophenyl)isothiazol-3-on
251.0
= —
20.50 21.00
5000 ITI/Z 91.05 42.43%
89.0 190.0
39,0 |
0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #137142: Benz[b]acridine, 1,2,3,4,7,8,9,10-octahydro-12- Pt =
251.0 20.50 21.00
m/z 188.00  32.25%
5000
390 1040 1940
0 ‘WMWMMwﬁMMM‘p‘mwNMh%W‘V““‘H““““““““‘ o=l T
m/z--> 50 100 150 200 250 300 350 400 450 20.50 21.00

8270-BM@52722.M Tue May 31 01:01:55 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\
Data File : BM@35301.D

Acqg On : 27 May 2022 22:30

Operator : CG/JU

Sample : N2930-04 :
Misc : P002-SS004-0006-01

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.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 11 trans-1,2-Bis(methyldichlor... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
20.862 2.86 ng 280613  Chrysene-di12 21.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Oxatetracyclo[9.8.0.0(3,8).0(1... 294 C20H10N20 1000388-52-8 90
2 trans-1,2-Bis(methyldichlorosily... 252 C4H8C14Si2 065899-10-7 56
3 4-(2H-1,3-Benzodioxol-5-yl)-1-(4... 294 C18H1404 1000444-70-6 41
4 3,3,14,16-Tetramethyl-4,12-diaza... 294 C19H22N20 1000443-18-0 38
5 4-(1,2,3,6,7,8-Hexahydro-4-pyren... 294 C20H2202 066787-94-8 30

Abundance Scan 3022 (20.862 min): BM035301.D\data.ms (-3018) (- | m/z 239.10 100.00%
239.1

294.1

5000 165.1

R

43.0
' ‘ ” 20.50 21.00
‘\ M \m| s h "

115.0
"H\H”Hl"‘”“””'“W‘“‘” b b ) 3581 4301 ;50410 76.32%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #191937: 2-Oxatetracyclo[9.8.0.0(3,8).0(12,17)Jnonadece
294.0

o

63.0

=

5000

39.0 238.0 m/z 279.10  54.05%
1

“‘\ IH‘ “\ il “\
‘\\\\‘\\\\ LN L A

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance  #138578: trans-1,2-Bis(methyldichlorosilyl)ethylene

104.0 239.0

—t
20.50 21.00
h

o

-

I
20.50 21.00
5000 m/z 165.05 38.96%

N I | ST [
m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #191614: 4-(2H-1,3-Benzodioxol-5-yl)-1-(4-methoxyphen
294.0 20.50 21.00

m/z 178.05  24.66%

o

)

5000

135.0
15.0 770 ‘ | 2210
mfz--> 0 50 100 150 200 250 300 350 400 450 20.50 21.00

F
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\
Data File : BM@35301.D

Acqg On : 27 May 2022 22:30

Operator : CG/JU

Sample : N2930-04 :
Misc : P002-SS004-0006-01

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.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 2-Propen-1-one, 1-(2,6-dihy... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.962 12.77 ng 1254640  Chrysene-d12 21.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propen-1-one, 1-(2,6-dihydroxy... 270 C16H1404 018956-15-5 99
2 4H-1-Benzopyran-4-one, 2,3-dihyd... 270 C16H1404 000480-37-5 97
3 5-Hydroxy-7-methoxyflavanone 270 C1l6H1404 075291-74-6 97
4 Estra-4,9,11-trien-3-one, 17-.be... 270 C18H2202 010161-33-8 59
5 Cardamonin 270 C16H1404 019309-14-9 49
Abundance Scan 3039 (20.962 min): BM035301.D\data.ms (-3034) (- 193.00 100.00%
193.0
270.1
5000 138.0
L H\ “ | 343.0 416.0 476.1 21.00
b bbalb ik g bkl b 8430 416.0 476.1 /7 570,05  73.55%
m/z--> 0 650 100 150 200 250 300 350 400 450
Abundance #160894: 2-Propen-1-one, 1-(2,6-dihydroxy-4-methoxyph
193.0 270.0
5000 138.0
21 00
51.0 m/z 166.00  68.04%
O\\A\‘\‘h\\\f‘“”}!h\‘!‘”\‘l\”\‘\\‘\\‘\\l‘”\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #160899: 4H-1-Benzopyran-4-one, 2,3-dihydro-5-hydroxy
193.0 270.0
21 00
5000 m/z 269.05 60.36%
138.0
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #160819: 5-Hydroxy-7-methoxyflavanone
193.0 21 00
210.0 m/z 138.60  49.92%
138.0
5000
R Y |
m/z--> 0 50 100 150 200 250 300 350 400 450 21 00

8270-BM@52722.M Tue May 31 01:01:56 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\
Data File : BM@35301.D

Acqg On : 27 May 2022 22:30

Operator : CG/JU

Sample : N2930-04 :
Misc : P002-SS004-0006-01

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.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 13 unknown21.050 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
21.050 2.62 ng 257310  Chrysene-di12 21.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyl-3-phenylsulfanyl-1H-indole 239 C15H13NS 1000322-52-7 37
2 1H-Indazole, 4-nitro-1-phenyl- 239 C13HSN302 1000327-29-9 35
3 1(3H)-Isobenzofuranone, 5,6-dime... 239 C1OHINO6 1000337-44-0 35
4 o0-(2,4-Dinitrostyryl)-phenol 286 C14H10N205 1000080-54-8 32
5 Ethyl 3,6-dihydroxy-6-methyl-4-(... 330 C18H22N204 1000389-06-2 32
Abundance Scan 3054 (21.050 min): BM035301.D\data.ms (-3051) (- | m/z 239.10 100.00%
239.1
91.0
5000 M
163.
63.0 296.1 o L :
] J\ L J LI ‘ 401.9  490.1549 e
oAb b AL A R SRS m/z 91.85 57.87%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #122306: 2-Methyl-3-phenylsulfanyl-1H-indole
239.0
5000 élbd \
162.0 :
m/z 191.05 42.47%
77.0
O \\‘\‘"‘“\M\H\l\‘“A#“\”!\‘\\1\““\\“\ ‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #122130: 1H-Indazole, 4-nitro-1-phenyl-
239.0
T \
21.00
5000 m/z 240.10 28.22%
770 166. 0‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #121773: 1(3H)-Isobenzofuranone, 5,6-dimethoxy-7-nitro e
239.0 21.00
m/z 163.00 25.40%
5000
149.0
77.0
0 ‘mf«*u“k‘\“""‘"h‘H“Jmm T —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00

8270-BM@52722.M Tue May 31 01:01:56 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\
Data File : BM@35301.D

Acqg On : 27 May 2022 22:30

Operator : CG/JU

Sample : N2930-04 :
Misc : P002-SS004-0006-01

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.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 14 1-Hexacosene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.156 12.40 ng 1218960  Chrysene-d12 21.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 95
2 Pentacos-1-ene 350 C25H50 016980-85-1 94
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94

Abundance Scan 3072 (21.156 min): BM035301.D\data.ms (-3065) (- | m/z 57.10 100.00%

57.1
5000

1P25.1 L LN

‘ 1 2070 2810 21.00 21.50
or bbb, 2000 2810 357.14161476.25351 1/, 43,10 99.40%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #273800: 1-Hexacosene
57.0

5000 S —
21.00 21.50
1p25.0 m/z 55.10 88.60%
O \“\ ‘ ‘ \’1 ‘} ‘f\\“\i\ “&?%-‘0\ L ‘ \?\9\2‘.\0\ \\3‘6\4\“\0\ ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #259982: Pentacos-1-ene
55.0
o e
21.00 21.50
5000 ITI/Z 83.10 81.53%
125.0
350.0
obth Wu A9502640 T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #292190: Trichloroacetic acid, hexadecyl ester T —
43.0 21.00 21.50
m/z 97.05 73.76%
5000
111.0
0 M ‘ “ } UL bk 960

T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\
Data File : BM@35301.D

Acqg On : 27 May 2022 22:30

Operator : CG/JU

Sample : N2930-04 :
Misc P002-SS004-0006-01

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.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 unknown21.862 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.862 16.49 ng 1620270  Chrysene-d12 21.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Longistyline C 294 C20H2202 064125-60-6 97
2 Propachlor OA 207 C11H13NO3 070628-36-3 30
3 Methyl 4-(4-hydroxyheptyl)benzoate 250 C15H2203 056306-76-4 30
4 (1R,3aS,5asS,8aR)-1,3a,4,5a-Tetra... 204 C15H24 065372-78-3 27
5 2H-1,5-Benzodioxepin, 3,4-dihydr... 162 C10H1002 019560-64-6 27

Abundance Scan 3192 (21.862 min): BM035301.D\data.ms (-3187) (- | m/z 162.00 100.00%

Abundance #135766: Methyl 4-(4-hydroxyheptyl)benzoate
162.0 21.50 22.00

m/z 188.10  23.96%

162.0 '
251.1
5000
91.1
- ——
m ‘ | 21.50 22.00
0l I ‘m‘u\“\“ \‘ ‘.xl‘ | I\‘I n‘n\‘lh‘ ‘M\‘\ \‘L ‘In‘ dud .‘\‘ S 342 9401 04?‘1‘ ‘0‘ ‘ 7'5%5“ m/z 251.10 55.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #191938: Longistyline C
162.0
251.0
5000 = =
910 21.50 22.00
' m/z 203.10 30.25%
Oll”"d‘\“lh M““ “\“‘\“I\‘Il\ 1\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #83542: Propachlor OA
162.0
— ==
21.50 22.00
5000 ITI/Z 91.10 30.04%
91.0
29.
Y I I G
m/z--> 0 50 100 150 200 250 300 350 400 450 500
— —

5000

91.0 232.0
T ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.50 22.00

.

8270-BM@52722.M Tue May 31 01:01:56 2022 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\
Data File : BM@35301.D

Acqg On : 27 May 2022 22:30

Operator : CG/JU

Sample : N2930-04 :
Misc P002-SS004-0006-01

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.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 unknown22.285 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

22.285 15.78 ng 1550350  Chrysene-d12 21.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthro[3,2-b]furan-7,11-dion... 294 C19H1803 020958-15-0 46
2 Gona-1,3,5,7,9-pentaen-17-one, 1... 294 C20H2202 029017-48-9 42
3 3,10a-Phenantrolin-3-acetonitril... 279 C17H17N30 332409-57-1 35
4 1-(N,N-Dimethylhydrazonomethyl)-... 294 C17H14N203 092011-73-9 35
5 2,1-benzisoxazole-5-carboxylic a... 239 C14H9NO3 1000401-17-5 30

Abundance Scan 3264 (22.285 min): BM035301.D\data.ms (-3259) (- | m/z 239.10 100.00%

239.1
294.1
5000
165.1

o

91.0
bthidd )
033344 ﬂw‘v Ll *LWNM pidl 3513 4301 5041 o504 10 78.55%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #191796: Phenanthro[3,2-b]furan-7,11-dione, 1,2,3,4-tetr
279.0
5000
22 OO 22 50
m/z 279.05 3.25%
132.0 9.0
O \\\‘\‘\h\‘\‘d\'\‘lul‘h\ﬂwgb‘l\\l\h\‘!‘”\ \‘\\\\‘\\\\‘\\\\’\\\\’\\\\’
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #191959: Gona-1,3,5,7,9-pentaen-17-one, 13-ethyl-3-me
294.0 j\
22. 00 22 50
m/z 165.05 %
5000 238.0
165.0
s0 L
“Pﬂmhh“M“m\“ﬂ‘u“‘ﬂw“‘u““u“‘H,“H,“H,
m/z--> 50 100 150 200 250 300 350 400 450 500

Abundance #172182: 3,10a-Phenantrolin-3-acetonitrile,1,2,3,4(6H)-te

239.0 2200 2250
m/z 226.05 %
5000
42.0 167.0 i
oHwWMwwwm‘HH_Ww,w,w,
m/z--> 50 100 150 200 250 300 350 400 450 500 22 OO 22 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\
Data File : BM@35301.D

Acqg On : 27 May 2022 22:30

Operator : CG/JU

Sample : N2930-04 :
Misc : P002-SS004-0006-01

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.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 Octadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
23.086 4.46 ng 408236  Perylene-di12 23.803
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexacosane 366 C26H54 000630-01-3 87
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
5 Octacosane, 1-iodo- 520 C28H571 1000406-32-2 87

Abundance Scan 3400 (23.085 min): BM035301.D\data.ms (-3397) (- | m/z 57.10 100.00%

57.1
5000
23.00 |
1 252.1 :
o_m_m“‘F‘"H\p‘\lf‘;?’p?”_w‘?’55?‘1”4‘1‘?‘9_”‘5‘?‘1‘?‘ m/z 71.10  66.29%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141057: Octadecane
57.0
5000 ——
23.00
m/z 43.10 64.47%
0 J I:LF\ \0\ \197 0254 0
‘\\\\‘\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194590: Heneicosane
57.0
T \
23.00
5000 ITI/Z 85.05 51.69%

‘ ‘ | I’lh s 197.0 296.0

a

O HH P e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #275537: Hexacosane
57.0 23.00
m/z 41.10 23.71%
5000

%

o \‘ || 1770 197.0 2670  367.0
L MEEL 070 2670 3670

T
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_M\Data\BM@52722\
Data File : BM@35301.D

Acqg On : 27 May 2022 22:30

Operator : CG/JU

Sample : N2930-04 :
Misc P002-SS004-0006-01

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.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 18 Tetracosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
24.415 7.35 ng 672099  Perylene-di2 23.803
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 98
2 Tricosane 324 (C23H48 000638-67-5 95
3 2-Methyltetracosane 352 (C25H52 001560-78-7 93
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 91
Abundance Scan 3626 (24.415 min): BM035301.D\data.ms (-3622) (- | m/z 57.10 100.00%
57.1
——
} |[PE7L 1071 355.1 24:50
0 ‘m_‘H‘_utww‘:"‘_2‘8‘4;9"‘_1‘4‘1‘5‘"1‘7‘7‘5;‘1‘”5“‘?: m/z 71.10  67.32%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane
57.0
5000 1
24.50
m/z 43.10 64.85%
\\\‘\\\\‘\\\1‘\1\\‘\\\\‘\\f\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #229644: Tricosane
57.0
——
24.50
5000 m/z 85.10 49,50%
1 324.0
L] f ° 1070 267.0
0 ‘m‘“H"m%“H"‘mﬂﬁwu“H“‘H“‘H“_“‘_“‘_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262016: 2-Methyltetracosane ——
57.0 24.50
m/z 55.10 23.61%
5000
309.0
i ame
0 m_m_Wwww"w"H_Wwwww e
m/z--> 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@52722\
Data File : BM@35301.D

Acqg On : 27 May 2022 22:30

Operator : CG/JU

Sample : N2930-04 :
Misc P002-SS004-0006-01

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.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 1-Nonadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24.515 15.36 ng 1405420  Perylene-di12 23.803
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 95
2 Octacosanol 410 C28H580 000557-61-9 95
3 Heptacosyl acetate 438 (C29H5802 1000351-78-2 95
4 1-Heptacosanol 396 C27H560 002004-39-9 95
5 1-Hexacosene 364 C26H52 018835-33-1 94

Abundance Scan 3643 (24.515 min): BM035301.D\data.ms (-3637) (- | m/z 57.10 100.00%
57.1

%

5000
{ 1p5.1
24.50
209.0
oJH"W‘H"266'1341'1400'0461'0536',' m/z 43.10  87.75%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #155961: 1-Nonadecene
97.0
5000 —— |
24.50
9.0 m/z 83.10 82.62%
Olllff‘flllﬁ%f‘T?GGO’
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #308225: Octacosano
57.0
L \
24.50
5000 m/z 55.10 80.25%
125.0
ol L, ,|‘“1950 2920  392.0
i AR e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #321407: Heptacosyl acetate —
43.0 24.50
m/z 97.10 79.21%
5000 111.0

ob L Ly ‘L 181.0 250.0307.0 378.0438.0
““““‘,

m/z--> 0 50 100 150 200 250 300 350 400 450 500 24.50

%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\
Data File : BM@35301.D

Acqg On : 27 May 2022 22:30

Operator : CG/JU

Sample : N2930-04 :
Misc P002-SS004-0006-01

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.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 .beta.-Sitosterol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
27.173 18.42 ng 1685640 Perylene-d12 23.803
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 95
2 (35,85,95,10R,13R,14S,17R)-17-((... 414 C29H500 029365-29-5 91
3 .gamma.-Sitosterol 414 C29H500 000083-47-6 58
4 17-[5-Hydroxy-6-(2-hydroxypropan... 556 C34H5206 1010495-01-1 32
5 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 25

Abundance Scan 4095 (27.173 min): BM035301.D\data.ms (-4089) (- | m/z 43.10 100.00%

43.1
107.1
5000 :

S
HH ‘ 27.00 27.50
oL m/z 55.10 70.61%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #310595: .beta.-Sitosterol
43.0

5000 —r ——
05.0 27.00 27.50
414.0 0
159.0 m/z 107.10 59.77%
213.0
L H \M
O‘\J\J\ [\\\\“‘l
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #310626: (3S,8S,9S,10R,13R,14S,17R)-17-((2R,5R)-5,6
43.0
—— —
27.00 27.50
5000 1450 3820 m/Z 145.05 59.4900
l H 213.0 g9
0l ‘M h
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #310598: .gamma.-Sitosterol —— ——
43.0 27.00 27.50

m/z 81.10 56.93%

5000
107.0
414.0
0315.0 573 0329.0

obrr ’ Luum P I S

T —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 27.00 27.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52722\
Data File : BM@35301.D

Acqg On : 27 May 2022 22:30

Operator : CG/JU

Sample : N2930-04 :
Misc : P002-SS004-0006-01

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
.alpha.-Guaiene 13.933 2.3 ng 156066 3 14.509 1339040 20.0
Naphthalene, de... 14.580 4.0 ng 268133 3 14.509 1339040 20.0
unknownl14.633 14.633 2.6 ng 177073 3 14.509 1339040 20.0
Neophytadiene 17.309 2.4 ng 178985 4 17.256 1487550 20.0
n-Hexadecanoic ... 18.162 13.3 ng 986207 4 17.256 1487550 20.0
2-Methyl-Z-4-te... 18.456 2.0 ng 149353 4 17.256 1487550 20.0
8-Octadecenoic ... 19.103 2.4 ng 178369 4 17.256 1487550 20.0
Octadecanoic acid 19.433 4.7 ng 459108 5 21.433 1965310 20.0
Acridin-9-amine... 20.421 6.5 ng 641049 5 21.433 1965310 20.0
Longistyline C 20.780 4.1 ng 400016 5 21.433 1965310 20.0
trans-1,2-Bis(m... 20.862 2.9 ng 280613 5 21.433 1965310 20.0
2-Propen-1-one,... 20.962 12.8 ng 1254640 5 21.433 1965310 20.0
unknown21.050 21.050 2.6 ng 257310 5 21.433 1965310 20.0
1-Hexacosene 21.156 12.4 ng 1218960 5 21.433 1965310 20.0
unknown21.862 21.862 16.5 ng 1620270 5 21.433 1965310 20.0
unknown22.285 22.285 15.8 ng 1550350 5 21.433 1965310 20.0
Octadecane 23.086 4.5 ng 408236 6 23.803 1829900 20.0
Tetracosane 24.415 7.3 ng 672099 6 23.803 1829900 20.0
1-Nonadecene 24.515 15.4 ng 1405420 6 23.803 1829900 20.0
.beta.-Sitosterol 27.173 18.4 ng 1685640 6 23.803 1829900 20.0
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