LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35395.D

Acqg On : 03 Jun 2022 15:05

Operator : CG/JU

Sample : N2988-04 :
Misc : P015-SS002-0006-02

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-BM060222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@35395.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.434 392 399 413 rBV 1910724 2873117 38.83% 5.681%
2 6.834 629 637 643 rBvV 68696 106827 1.44% 0.211%
3 7.034 661 671 689 rBV 1713425 2843890 38.43% 5.623%
4 7.845 802 809 819 rBV 570279 910639 12.31% 1.801%
5 8.069 841 847 853 rBV 114429 178222  2.41% 0.352%

6 9.010 998 1007 1019 rBV 1124237 1908544 25.79%  3.774%
7 10.645 1278 1285 1293 rBV 709058 1198571 16.20% 2.370%
8 13.110 1697 1704 1712 rBV 3498781 5156338 69.69% 10.196%
9 13.816 1817 1824 1828 rBV2 62952 101796 1.38% 0.201%

10 14.204 1885 1890 1895 rBV 50465 76196 1.03% 0.151%
11 14.486 1933 1938 1945 rVV 1121537 1649401 22.29%  3.261%
12 14.551 1945 1949 1957 rVB6 56035 106460 1.44% 0.211%
13 14.739 1976 1981 1986 rBV2 139616 242948 3.28% 0.480%
14 14.968 2015 2020 2026 rVB 383437 543765 7.35% 1.075%
15 15.045 2026 2033 2046 rVB2 187242 318188 4.30% ©0.629%
16 15.304 2072 2077 2082 rBV3 74248 116495 1.57% 0.230%
17 15.380 2085 2090 2097 rVB 85581 126305 1.71% ©.250%
18 15.486 2102 2108 2120 rVB5 72371 136488 1.84% ©.270%
19 15.704 2137 2145 2156 rBvV2 135017 275454  3.72%  0.545%
20 15.933 2179 2184 2187 rBV 324780 433921 5.86% ©.858%
21 15.980 2187 2192 2200 rVV 2623709 3751505 50.70% 7.418%
22 16.057 2202 2205 2211 rVB5 70211 111249 1.50% 0.220%
23 16.398 2260 2263 2267 rVB 73311 87238 1.18% 0.172%
24 16.886 2342 2346 2353 rVB 132838 173728 2.35% ©.344%
25 17.139 2385 2389 2396 rBV3 56044 105626 1.43% ©.209%
26 17.233 2397 2405 2410 rBV 1363340 1956218 26.44%  3.868%
27 17.286 2410 2414 2418 rVV 435933 549516 7.43% 1.087%
28 17.327 2418 2421 2425 rVB2 88424 112024 1.51% ©.222%
29 17.462 2441 2444 2450 rVB2 75456 112079 1.51% 0.222%
30 17.604 2464 2468 2482 rBV 133004 214862 2.90% 0.425%
31 17.721 2484 2488 2494 rVV3 103590 133624 1.81% 0.264%
32 17.909 2517 2520 2527 rVB2 82694 109352 1.48% 0.216%
33 18.021 2534 2539 2543 rBV3 47556 78697 1.06% ©.156%
34 18.080 2544 2549 2554 rVV 509530 673824 9.11% 1.332%
35 18.145 2555 2560 2567 rVV 1492925 2152457 29.09%  4.256%

36 18.204 2567 2570 2578 rVB 124210 185314 2.50% ©.366%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35395.D

Acqg On : 03 Jun 2022 15:05

Operator : CG/JU

Sample : N2988-04 :
Misc : P015-SS002-0006-02

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-BM060222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 18.433 2605 2609 2619 rBV2 98459 166007 2.24% 0.328%
38 19.268 2748 2751 2753 rBV 110999 137332 1.86% 0.272%
39 19.298 2753 2756 2758 rVV2 223052 305177 4.12% 0.603%
40 19.321 2758 2760 2769 rVV 263620 396312 5.36% 0.784%
41 19.415 2772 2776 2789 rVV 575915 851998 11.51% 1.685%

42 19.862 2846 2852 2857 rBV 5886766 7399461 100.00% 14.631%

43 20.498 2957 2960 2967 rBv4 125362 201891 2.73% 0.399%
44 21.133 3065 3068 3076 rVB 423990 530727 7.17% 1.049%
45 21.333 3099 3102 3107 rVB 389906 412368 5.57% 0.815%
46 21.415 3112 3116 3132 rVV 1733725 2698788 36.47% 5.336%

47 23.774 3512 3517 3527 rVB2 1226051 2461390 33.26% 4.867%
48 28.938 4387 4395 4420 rVB2 1170450 5201821 70.30% 10.286%

Sum of corrected areas: 50574150
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: @3 Jun 2022 15:05
: CG/IU
: N2988-04

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
BM@35395.D

P015-SS002-0006-02

: 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
6000000
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4000000

3000000

2000000
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0

TIC: BM035395.D\data.ms
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6.83 | 8.069

Time-->
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TIC: BM035395.D\data.ms

21.415

Time-->

21.00 21.50 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_M\Data\BM@60322\
Data File : BM@35395.D

Acqg On : 03 Jun 2022 15:05

Operator : CG/JU

Sample : N2988-04 :
Misc : P015-SS002-0006-02

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.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 Camphene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
6.834 2.35 ng 106827 1,4-Dichlorobenzene-d4 7.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Camphene 136 C10H16 000079-92-5 97
2 1,3,6-Heptatriene, 2,5,5-trimethyl- 136 C10H16 029548-02-5 91

3 Bicyclo[2.2.1]heptane, 2,2-dimet... 136 C10H16 005794-04-7 90

4 2-Carene 136 C10H16 000554-61-0 86

5 Cyclohexene, 1-methyl-4-(1-methy... 136 C1@H16 000586-62-9 86

Abundance Scan 637 (6.834 min): BM035395.D\data.ms (-629) (-) m/z 93.10 100.00%

93.1
1211
5000

40 1\ N W
H ‘ H ‘ 6.60 6.80 7.00 7.20
“HmwhwWﬂ%MWH‘JHH‘HH‘HH_‘H_H‘_HW‘HWH‘WH m/z 121.10  71.93%

0 192.9 282.(
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #17993: Camphene
93.0
121.0
5000 /\u(\‘uu‘uu,uu‘\u
39.0 6.60 6.80 7.00 7.20
m/z 78.95 39.40%
O ‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #18133: 1,3,6-Heptatriene, 2,5,5-trimethyl-
93.0
RS R e R
e
m/z . . o0
5000 41.0
0h H ‘\H “ ‘M‘ L

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #18256: Bicyclo[2.2.1]heptane, 2,2-dimethyl-3-methylene N L

93.0 6.60 6.80 7.00 7.20
121.0 m/z 67.00  27.86%
5000
0! e e G
miz--> 20 40 60 80 100120140160 180200220 240260280 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35395.D

Acqg On : 03 Jun 2022 15:05

Operator : CG/JU

Sample : N2988-04 :
Misc : P015-SS002-0006-02

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.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 D-Limonene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.069 3.91 ng 178222 1,4-Dichlorobenzene-d4 7.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 D-Limonene 136 C1OH16 005989-27-5 97
2 Limonene 136 C1OH16 000138-86-3 87
3 Cyclohexene, 4-ethenyl-1,4-dimet... 136 C1OH1l6 001743-61-9 62
4 1,5-Cyclooctadiene, 1,5-dimethyl- 136 C1@H16 003760-14-3 60
5 p-Menth-2-en-7-0l1, cis- 154 C10H180 019898-86-3 52
Abundance Scan 847 (8.069 min): BM035395.D\data.ms (-841) (-) m/z 68.10 100.00%
68.1
5000
39.0 121.1
N R RS R
H ‘ | H ‘ ‘ | 160 ( 7.80 8.00 8.20 8.40
Obrprerdi bbb Al L L 1689 2210 280« 1, 67 05  76.46%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #18009: D-Limonene
68.0
5000
121.0 7.80 8.00 8.20 8.40
m/z 93.05 74.56%
O H”
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #17995: Limonene
68.0
PP R
7.80 8.00 8.20 8.40
5000 m/z 79.05 39.19%
39"0 ‘ 121.0
I X
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #18136: Cyclohexene, 4-ethenyl-1,4-dimethyl- R ERREREIEE L
68.0 7.80 8.00 8.20 8.40
m/z 94.10 32.80%
5000
28.0 121.0
0 w“1"“ww:“‘_”M“‘}“‘H‘M‘m‘l"“""""""","H_Ww,www SNPEBES | PHE S
m/z--> 20 40 60 80 100120140160180200220240260280 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35395.D

Acqg On : 03 Jun 2022 15:05

Operator : CG/JU

Sample : N2988-04 :
Misc : P015-SS002-0006-02

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.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 Naphthalene, 1,2,3,4,4a,5,6... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

14.739 2.95 ng 242948  Acenaphthene-di10 14.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4,4a,5,6,8a-0... 204 C15H24 039029-41-9 92
2 .gamma.-Muurolene 204 C15H24 030021-74-0 91
3 (1S,4S,4aS)-1-Isopropyl-4,7-dime... 204 C1l5H24 267665-20-3 89
4 Naphthalene, 1,2,3,5,6,8a-hexahy... 204 C15H24 000483-76-1 86
5 Cyclohexene, 6-ethenyl-6-methyl-... 204 C15H24 005951-67-7 81

Abundance Scan 1981 (14.739 min): BM035395.D\data.ms (-1976) (-  m/z 161.05 100.00%
161.1

F

5000 105.1
770 204.2
‘ m ‘ H ‘ ‘ 14.50 15.00
bl A bbb d L L 280/ 15,1 41.88%
m/z--> 20 40 60 80 100120 140 160 180200220240260280
Abundance #80521: Naphthalene, 1,2,3,4,4a,5,6,8a-octahydro-7-met
161.0
5000 —— AR
14.50 15.00
105.0 204.0 m/z 119.65  41.72%
410 47, 133.0
ol |
O ’\‘\‘H““\H“\‘\‘U\\“i‘\\\”\‘\”}\\}‘\Hm}‘\‘l\\‘\HHH‘H‘\‘H\‘HH‘HH‘\H\‘H
m/z--> 20 40 60 80 100120140160180200220 240260280
Abundance #80187: .gamma.-Muurolene
161.0
P e
119.0 14.50 15.00
5000 91.0 m/z 91.00 34.95%
41.0 204.0
0h
m/z--> 20 40 60 80 100120 140 160 180200220240260280
P ‘ ‘

Abundance #80361: (1S,4S,4aS)-1-Isopropyl-4,7-dimethyl-1,2,3,4,4a ‘
161.0 14.50 15.00
m/z 204.20 23.86%
105.0
5000

204.0

0 133.0
41.0 ‘ Lol Wl ‘ £\ /\ M /\/\ 4

o,ww\_um‘\mWm_m_m‘w‘w_Wwwwmw SARAY WAV
miz—> 20 40 60 80 100120140160 180200220 240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35395.D

Acqg On : 03 Jun 2022 15:05

Operator : CG/JU

Sample : N2988-04 :
Misc : P015-SS002-0006-02

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.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 Kessane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.969 6.59 ng 543765  Acenaphthene-d10 14.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Kessane 222 C15H260 003321-66-2 94
2 3-Cyclohexene-1-methanol, 6-methyl- 126 C8H140 005259-31-4 27
3 5-Methylcyclopent-1-ene-1-carbox... 126 C7H1002 053623-50-0 22
4 [3-(Aminomethyl)-5-methylcyclohe... 157 C9H19NO 498531-57-0 22
5 Cyclohexanol, 3-ethenyl-3-methyl... 222 C15H260 035727-45-8 18

Abundance Scan 2020 (14.968 min): BM035395.D\data.ms (-2015) (-  m/z 108.10 100.00%

43.0 108.1
5000
7. 149.0 N
o —
H ‘ ‘ ‘ 189.1 15.00
0 Al 12220 2670 o 56 05 o100
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #101914: Kessane
126.0
43.0
5000 81.0 T
15.00
m/z 43.00 84.40%
UL 1801800 2220
0 \i‘\“\"\\‘H‘HMH\‘\”M‘}‘H\“HH‘HH“HH‘HH‘HH‘H

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #13140: 3-Cyclohexene-1-methanol, 6-methyl-
108.0

-

1&00
5000 m/z 81.05 64.53%
79.0
41.0 ‘ ‘
""‘“\"\‘M‘\"M‘HM\"}‘M“‘\\H"\‘\‘H“H“‘H“HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #12821: 5-Methylcyclopent-1-ene-1-carboxylic acid
81.0

o

-

T
15.00
m/z 41.10 45.04%

5000

126.0

41.0 ‘
0\‘”“M“”Nkﬂw””w‘”w“”w‘”w‘”\””\””\””\””\””\” ]
miz--> 20 40 60 80 100120140 160180200220 240 260 280 15.00

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35395.D

Acqg On : 03 Jun 2022 15:05

Operator : CG/JU

Sample : N2988-04 :
Misc : P015-SS002-0006-02

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.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 Cyclohexanemethanol, 4-ethe... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.045 3.86 ng 318188  Acenaphthene-d10 14.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanemethanol, 4-ethenyl-.... 222 C15H260 000639-99-6 87
2 Bicyclo[4.1.0]heptane, 7-(1-meth... 136 C1@H16 053282-47-6 66
3 Cyclohexane, 1l-ethenyl-1-methyl-... 204 C15H24 000515-13-9 64
4 Azulene, 1,2,3,5,6,7,8,8a-octahy... 204 C15H24 003691-11-0 38
5 Humulene 204 C15H24 006753-98-6 35

Abundance Scan 2033 (15.045 min): BM035395.D\data.ms (-2026) (-  m/z 59.05 100.00%
59.0
93.0

-

5000
15.00
o} m/z 93.05 84.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #102112: Cyclohexanemethanol, 4-ethenyl-.alpha.,.alpha
59.0
93.0
5000 = :
121.0 161.0 15.00
290 189 0 m/z 161.10 63.69%

m ‘hh \‘u\ h“ \ H\ ‘ 222.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #18207: Bicyclo[4.1.0]heptane, 7-(1-methylethylidene)-

67.0 93.0
41.0 121.0 15.00

5000 m/z 107.10  52.78%

o

=

3

0 S
miz—> 20 40 60 80 100 120 140 160 180 200 220

Abundance #80458: Cyclohexane, 1-ethenyl-1-methyl-2,4-bis(1-meth

%

81.0 15.00
m/z 81.10 50.76%
41.0 107.0
5000
147.0
189.0
o] mm\_\‘u,‘u“1‘”“Wm‘m e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35395.D

Acqg On : 03 Jun 2022 15:05

Operator : CG/JU

Sample : N2988-04 :
Misc : P015-SS002-0006-02

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Tricyclo[4.1.0.0(2,4)]hepta... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.704 3.34 ng 275454  Acenaphthene-die 14.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricyclo[4.1.0.0(2,4)]heptane, 3... 204 C15H24 056348-21-1 93
2 .beta.-Guaiene 204 C15H24 000088-84-6 86
3 1,3a-Ethano-3aH-indene, 1,2,3,6,... 204 C15H24 004545-68-0 78
4 Naphthalene, 2,3,4,4a,5,6-hexahy... 204 C15H24 000473-14-3 78
5 .gamma.-Muurolene 204 C15H24 030021-74-0 70
Abundance Scan 2145 (15.704 min): BM035395.D\data.ms (-2137) (-  m/z 161.10 100.00%
161.1
189.1
105.1
5000 59.0
133.0
‘ 2922 281 ¢ 15.50 16.00
0 ,w“w H‘M‘H‘m ; T m/z 189.10  81.44%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80391: Tricyclo[4.1.0.0(2,4)]heptane, 3,3,7,7-tetramethy
41.0 161.0
105.0
133.0 j\
5000 69.0 beeg J\\’\\ et
189.0 15.50 16.00

m/z 204.20  58.28%

Abundance #80499: 1,3a-Ethano-3aH-indene, 1,2,3,6,7,7a-hexahydr

0 ’HH HH T HH‘HH‘HH‘\H\‘HH‘H‘H‘\‘\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80133: .beta.-Guaiene
105.0 161.0 K
204.0 il WAL
410 / 1?:;? 05 156.700467
m/z . . o0
5000 133.0
77,0
o
m/z--> 20 40 60 80 100120140160180200220240260280
= ——

189.0 15.50 16.00
161.0 m/z 107.05 46.65%
5000 105.0
41.0 133.0
69.0 ‘
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35395.D

Acqg On : 03 Jun 2022 15:05

Operator : CG/JU

Sample : N2988-04 :
Misc : P015-SS002-0006-02

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Neophytadiene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.286 5.62 ng 549516  Phenanthrene-d10 17.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Neophytadiene 278 C20H38 000504-96-1 91
2 2-Hexadecen-1-o0l1, 3,7,11,15-tetr... 338 C22H4202 010236-16-5 80
3 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 000473-55-2 62
4 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 004795-86-2 53
5 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 006876-13-7 52

Abundance Scan 2414 (17.286 min): BM035395.D\data.ms (-2410) - m/z 68.10 100.00%

68.1
5000 123.1
‘ ‘ 17.00 17:50
179.1 ' '
0 A Ly oln22212631  SALL n; 95,05 74.59%
m/z--> 50 100 150 200 250 300 350
Abundance #171299: Neophytadiene
68.0
123.0
5000 W T
17.00 17.50
m/z 43.05 71.16%
29.0 ‘
O T \“\ ‘ ‘H‘\ \““ \“‘ \“‘\ h\ ‘H\ \]\.9\3‘.()\ LI ’ \2\7§\O‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #246429: 2-Hexadecen-1-ol, 3,7,11,15-tetramethyl-, acet:
43.0
123.0
— —
82.0 17.00 17.50
5000 m/z 57.05 66.03%
278.0
ol LA N‘ \ 902220
m/z--> 50 100 150 200 250 300 350
Abundance #19511: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl- T —
55.0 95.0 17.00 17.50
m/z 82.05 65.90%
) Mhu
o', 138-0, e N
m/z--> 50 100 150 200 250 300 350 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35395.D

Acqg On : 03 Jun 2022 15:05

Operator : CG/JU

Sample : N2988-04 :
Misc : P015-SS002-0006-02

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.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 unknownl7.604 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

17.604 2.20 ng 214862  Phenanthrene-di10 17.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Neophytadiene 278 C20H38 000504-96-1 58
2 1,4-Eicosadiene 278 C20H38 1000131-16-3 49
3 3,7,11,15-Tetramethyl-2-hexadece... 296 C20H400 102608-53-7 43
4 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 000473-55-2 38
5 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 006876-13-7 25

Abundance Scan 2468 (17.604 min): BM035395.D\data.ms (-2464) (- m/z 81.05 100.00%
81.

0
43.1
5000
\/’\Ml

—— ——
278.4 17.50 18.00
151.1179.1 2221

0 m/z 68.00 76.06%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #171299: Neophytadiene
68.0
123.0

5000 == =

17.50 18.00

m/z 43.10 75.77%
29\'0\\ H \‘ H M‘ ‘\ \451'0 193.0 278.0
O‘\‘\Hi\\\‘\“\‘}\‘H\H“H}\“\‘H\‘\\w\‘\\\\‘\\\‘\‘\\H‘HH‘HH‘HH“\H
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #171301: 1,4-Eicosadiene
68.0

—— —

96.0 17.50 18.00

5000 2780 m/Z 82 . 65 79. 89%

o

124.0
L H\ | 15201800208.02%°0 |
RERARRRRASE b bt e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #194565: 3,7

,11,15-Tetramethyl-2-hexadecen-1-ol . =T
43.0 810 1230 17.50 18.00

m/z 95.05 69.56%

) M@\
278.0
0 “ H\ H\ | ‘\ ‘ “‘;H I \‘\‘H\ i ‘\151'017\9'0 ‘

T
m/z--> 20 40 60 80 100120140160180200220240260280 17.50 18.00

b
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35395.D

Acqg On : 03 Jun 2022 15:05

Operator : CG/JU

Sample : N2988-04 :
Misc : P015-SS002-0006-02

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 (E)-Hexadec-9-enoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.080 6.89 ng 673824  Phenanthrene-di10 17.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-Hexadec-9-enoic acid 254 C16H3002 010030-73-6 99
2 Palmitoleic acid 254 C16H3002 000373-49-9 99
3 cis-7-Hexadecenoic acid 254 C16H3002 002416-19-5 97
4 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 94
5 cis-Vaccenic acid 282 C18H3402 000506-17-2 93

Abundance Scan 2549 (18.080 min): BM035395.D\data.ms (-2544) (-  m/z 55.05 100.00%

2 . .
5000
97.1
RPN \
“ ‘ 1921 236.2 18.00
o — Ak, I w‘ ek 2810 8864 s 41,05 55.54%
miz--> 50 100 150 200 250 300 350
Abundance #140810: (E)-Hexadec-9-enoic acid
55.0
5000 — |
18.00
m/z 69.10  54.06%
0 T \“\ “H“‘ ‘“M‘ﬂh\ “‘\ H\ \]_\9\‘2‘-‘0\ \2:\%?‘0\ T T ’ T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #140796: Palmitoleic acid
55.0
RPN \
18.00
5000 m/z 83.10  38.47%
7.0
236.0
OL‘5-‘Q“ \H“H‘ u‘“H\H \\‘mH\ H e ‘9\\4"9 : ‘\‘ R T
m/z--> 50 100 150 200 250 300 350
Abundance #140807: cis-7-Hexadecenoic acid T ‘
55.0 18.00
m/z 97.10  30.86%
5000
97.0
.0
ol by o200 ), ‘
m/z--> 50 100 150 200 250 300 350 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35395.D

Acqg On : 03 Jun 2022 15:05

Operator : CG/JU

Sample : N2988-04 :
Misc : P015-SS002-0006-02

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.145 22.01 ng 2152460  Phenanthrene-d10 17.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 2560 (18 145 min): BM035395.D\data.ms (-2555) (- m/z 73.00 100.00%

5000 129.0
213.2
171.1 256.3 Lo T
‘ ‘ ‘ ‘ ‘ 18.00 18.50
0 “w b bbb 885 sz 43,05 84.72%
m/z--> 150 200 250 300 350
Abundance #143510 n-Hexadecanoic acid
5000 129.0 RN CTT
18.00 18.50
171.0 213.0 256.0 m/z 60.00 84.08%
0! “hu“““““‘“‘\‘\‘\\’L\\\\‘\\\\‘\
m/z--> 100 150 200 250 300 350
Abundance #92069: Tridecanoic acid
—r —
18.00 18.50
5000 129.0 m/Z 57.10 68.64%
29. 171.0
‘ 214.0
0\\“\“ dh”m\m h} “‘h“ ‘\“““\“"“““““‘
m/z--> 5 100 150 200 250 300 350
Abundance #126199 Pentadecanoic acid =T —
18.00 18.50
m/z 41.10 67.16%
5000 129.0
29.0
‘ 199.0 242.0
NI 1) O S P
m/z--> 5 100 150 200 250 300 350 18.00 18.50

8270-BM@60222.M Mon Jun 06 18:57:53 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35395.D

Acqg On : 03 Jun 2022 15:05

Operator : CG/JU

Sample : N2988-04 :
Misc P015-SS002-0006-02

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.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 1-Dodecanethiol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.298 3.12 ng 305177  Phenanthrene-d10 17.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dodecanethiol 202 C12H26S 000112-55-0 80
2 Oleic Acid 282 C18H3402 000112-80-1 72
3 Cyclopentadecanone, 2-hydroxy- 240 C15H2802 004727-18-8 64
4 1-Dodecanol 186 C12H260 000112-53-8 58
5 Oleyl alcohol, trifluoroacetate 364 C20H35F302 1000352-68-4 58

Abundance Scan 2756 (19.298 min): BM035395.D\data.ms (-2753) (- m/z 55.10 100.00%
5]:

202.1

%

5000 111.1
264.1

‘ 19.00 19.50
o H— | ‘ ‘m‘\ h‘.h |‘ “M ‘.m\“ﬂl\“ 1 Mgy “ ‘w‘ ‘11 g ‘
| f | | |

ey 3410 4011 ATDL 0 69,10 86.94%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #77847: 1-Dodecanethiol

°

v
(1]
o

5000 19.00 19.50
111.0 : :
‘ ‘ ‘ 2020 m/z 41.10  75.52%
0‘ T \{\H“\‘ \“‘ f‘\h\‘!‘ TrTT ‘ TTTT ‘ TTT \’\ TTT ‘ TTTT ‘ TTTT ‘ TT 11
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #176207: Oleic Acid
5!:
—— —

o

19.00 19.50
5000 m/z 83.18  72.76%
11.0
‘ 264.0

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

.

Abundance #123696: Cyclopentadecanone, 2-hydroxy-

55.0 19.00 19.50
m/z 43.00 62.36%
5000
0.0
0

o lwmo S
m/z--> 0 50 100 150 200 250 300 350 400 450 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35395.D

Acqg On : 03 Jun 2022 15:05

Operator : CG/JU

Sample : N2988-04 :
Misc : P015-SS002-0006-02

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.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 9-Octadecenoic acid, (E)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

19.321 4.05 ng 396312  Phenanthrene-d10 17.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 76
2 Oleic Acid 282 (C18H3402 000112-80-1 64
3 Erucic acid 338 C22H4202 000112-86-7 58
4 2-Nonenal, (E)- 140 C9H160 018829-56-6 49
5 Cyclopropane, nonyl- 168 C12H24 074663-85-7 43

Abundance Scan 2760 (19.321 min): BM035395.D\data.ms (-2758) (- m/z 55.05 100.00%

55.0
5000
‘ 1000 19.50
0 264.1 : :
0 ‘Lu HH M‘u ;M‘“'“""x""ﬂ“ el “ . ‘3‘2‘4 9‘ - “‘1"2?:1_ o m/z 41.00  66.72%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #176224: 9-Octadecenoic acid, (E)-
55.0
5000 — ——
19.00 19.50
11.0 o
264.0 m/z 69.10 64.27%
O \\\““L\ h‘ “whli" \l“\ }“\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #176208: Oleic Acid
55.0
— ——
19.00 19.50
5000 ITI/Z 83.10 59.63%
' 11.0
0 H‘ML%M
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #246391: Erucic acid — —
55.0 19.00 19.50
m/z 97.10 51.23%
5000
‘ ‘111 0 4200
oLl bl hpasso zo 200 e T
m/z--> 50 100 150 200 250 300 350 400 450 19.00 19.50

8270-BM@60222.M Mon Jun 06 18:57:55 2022

Page:

15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35395.D

Acqg On : 03 Jun 2022 15:05

Operator : CG/JU

Sample : N2988-04 :
Misc : P015-SS002-0006-02

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.415 6.31 ng 851998 Chrysene-di2 21.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64

Abundance Scan 2776 (19.415 min): BM035395.D\data.ms (-2772) (-  m/z 73.00 100.00%

73.0
5000 129.0
185.1 241.2
284.3 U
‘ 19.50
ol bl w88l s 43,05 97.38%
mlz--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0
5000 129.0 T
19.50
m/z 60.00 80.16%
29. 185.0 541 o 284.0
0' HM‘ m \“‘\ \‘\‘\ ‘ T \‘\ \“ L \‘\ ‘ L ‘ 1T
m/z--> 50 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid
73.0
—
19.50
5000 m/Z 57.10 77 .03%
129.0
29.0 185.0 228.0
0 ““ M h” M‘\ al \ \‘ m‘\ “\‘ \‘ ) “\‘ e
miz--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es e
43.0 19.50
m/z 55.05 73.11%
5000 284.0
3.0 129 0
1850 2410
ok~ \‘\\M uhH \u‘\\\‘\‘\‘ ‘\“‘\‘ ‘\‘\‘ “““““““37‘2;' —
m/z--> 50 100 150 200 250 300 350 19.50

8270-BM@60222.M Mon Jun 06 18:57:55 2022

Page:

16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35395.D

Acqg On : 03 Jun 2022 15:05

Operator : CG/JU

Sample : N2988-04 :
Misc : P015-SS002-0006-02

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.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 9-Tricosene, (Z)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

21.133 3.93 ng 530727 Chrysene-d12 21.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Tricosene, (Z)- 322 C23H46 027519-02-4 96
2 1-Octadecene 252 C18H36 000112-88-9 94
3 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 94
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94

Abundance Scan 3068 (21.133 min): BM035395.D\data.ms (-3065) (- m/z 57.10 100.00%
57.1

=

5000
1 H51 210.1 282.1 ‘ 21.00 21.50
ol b dyy , 2101 282.1339.9399.04610 549/, 43,10  83.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #227238: 9-Tricosene, (2)-
57.0
5000 — e
21.00 21.50
5.0 m/z 83.10  79.53%
322.0
O‘\\J\"J\\J\\\‘“\i\‘!‘1\\&\9\6’\(\)\\2’6\4\\0\‘\J\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #138520: 1-Octadecene
43.0
P e
21.00 21.50
5000 m/z 55.10  78.81%
o\J’uMm?ZS?O, MJUM
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #318054: Nonadecyl pentafluoropropionate P ——
57.0 21.00 21.50
m/z 97.10 70.89%
- ﬂwkdkﬂ$ﬁwA»meJN~Mw
0 |, Lmnlgeo 2660 412.0
_‘H‘H‘W‘H‘_‘H,H‘W‘H‘_‘H‘H‘w‘H‘_‘H‘H‘w‘ —r —
m/z--> 0 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@60322\
Data File : BM@35395.D

Acqg On : 03 Jun 2022 15:05

Operator : CG/JU

Sample : N2988-04 :
Misc : P015-SS002-0006-02

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 Heneicosyl heptafluorobutyrate Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
28.938 42.27 ng 5201820 Perylene-di2 23.774
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 94
2 Heptacosyl acetate 438 C29H5802 1000351-78-2 94
3 1-Methoxyoctacosane 424 C29H600 237742-62-0 94
4 Methyl tetratriacontyl ether 509 C35H720 1000406-30-1 94
5 1-Heptacosanol 396 C27H560 002004-39-9 94

Abundance Scan 4395 (28.938 min): BM035395.D\data.ms (-4387) - m/z 57.10 100.00%
57.1

%

5000
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Abundance #339188: Heneicosyl heptafluorobutyrate
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Abundance #321407: Heptacosyl acetate
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@60322\
Data File : BM@35395.D

Acqg On : @03 Jun 2022 15:05

Operator : CG/JU

Sample : N2988-04 :
Misc : P015-SS002-0006-02

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM060222.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|
Camphene 6.834 2.4 ng 106827 1 7.845 910639 20.0
D-Limonene 8.069 3.9 ng 178222 1  7.845 910639 20.0
Naphthalene, 1,... 14.739 3.0 ng 242948 3 14.486 1649400 20.0
Kessane 14.969 6.6 ng 543765 3 14.486 1649400 20.0
Cyclohexanemeth... 15.045 3.9 ng 318188 3 14.486 1649400 20.0
Tricyclo[4.1.0.... 15.704 3.3 ng 275454 3 14.486 1649400 20.0
Neophytadiene 17.286 5.6 ng 549516 4 17.233 1956220 20.0
unknownl7.604 17.604 2.2 ng 214862 4 17.233 1956220 20.0
(E)-Hexadec-9-e... 18.080 6.9 ng 673824 4 17.233 1956220 20.0
n-Hexadecanoic ... 18.145 22.0 ng 2152460 4 17.233 1956220 20.0
1-Dodecanethiol 19.298 3.1 ng 305177 4 17.233 1956220 20.0
9-Octadecenoic ... 19.321 4.0 ng 396312 4 17.233 1956220 20.0
Octadecanoic acid 19.415 6.3 ng 851998 5 21.415 2698790 20.0
9-Tricosene, (Z)-  21.133 3.9 ng 530727 5 21.415 2698790 20.0
Heneicosyl hept... 28.938 42.3 ng 5201820 6 23.774 2461390 20.0
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