LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81523\
Data File : BF134792.D

Acqg On : 15 Aug 2023 19:24
Operator : CG\JU

Sample : 04012-01 10X

Misc :

ALS Vvial : 11 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_ F\Methods\8270-BF080123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134792.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.857 295 301 308 rVB 10098 15726 1.21% 0.190%
2 5.416 562 566 579 rBvV 251716 236614 18.18% 2.865%
3 6.075 675 678 682 rBV 162350 149742 11.51%  1.813%
4 6.422 734 737 747 rBV 272621 233030 17.91% 2.822%
5 6.498 747 750 754 rVB 305018 252014 19.36% 3.052%

6 6.798 797 801 804 rBV 1233653 935501 71.88% 11.328%
7 7.351 892 895 903 rBV 151229 141746 10.89% 1.716%
8 7.775 960 967 973 rBv4 20351 26690 2.05% ©.323%
9 8.075 1014 1018 1022 rBV 1490792 1209593 92.94% 14.647%

9.151 1198 1201 1210 rBV 319937 278605 21.41%  3.374%

11 9.269 1218 1221 1231 rVB 34077 36333 2.79%  ©.440%
12 9.833 1313 1317 1337 rBV 1413583 1301439 100.00% 15.759%
13 10.616 1447 1450 1464 rBV 140250 150816 11.59% 1.826%
14 11.321 1566 1570 1578 rBV 1233957 1097110 84.30% 13.285%
15 11.851 1657 1660 1665 rBV3 22853 30082 2.31% ©.364%

16 12.910 1837 1840 1849 rBV 284716 255224 19.61%
17 13.674 1967 1970 1980 rBV3 82422 108534  8.34%
18 13.768 1982 1986 1993 rVV 103262 123012 9.45%
19 13.968 2016 2020 2032 rVB 1010682 972474 74.72% 11.
20 15.439 2266 2270 2278 rBV 518791 703935 54.09%
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Sum of corrected areas: 8258220

8270-BF080123.M Wed Aug 16 15:29:38 2023 Pag 1



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 15 Aug 2023 19:24
¢ CG\JU
: 04012-01 10X

11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81523\
BF134792.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81523\
Data File : BF134792.D

Acqg On : 15 Aug 2023 19:24

Operator : CG\JU

Sample : 04012-01 10X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 1 Bicyclo[3.1.1]hept-2-ene, 3... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
6.075 3.20 ng 149742  1,4-Dichlorobenzene-d4 6.798
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C1@H16 004889-83-2 94
2 .alpha.-Pinene 136 C10H16 000080-56-8 94
3 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 007785-70-8 94
4 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C1@H16 000508-32-7 91
5 (1S)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 007785-26-4 90
Abundance Scan 678 (6.075 min): BF134792.D\data.ms (-675) (-) m/z 93.10 100.00%
3.1
5000
77.1
P e T
4‘1‘ 1 ‘ 1211 ., 5.80 6.00 6.20 6.40
S “‘629: ‘ ‘u Al L hs o1.1e 41.27%
m/z--> 20 40 100 120 140
Abundance  #18173: B|cyclo[3.1.1]hept-2-ene, 3,6,6-trimethyl-
93.0
5000 UL L B I B B R
5.80 6.00 6.20 6.40
410 77.0 m/z 92.00 34.91%
121.0
\\\‘\‘\‘\\““\\\H\‘\H\\\M{“\\‘\‘\‘\“\\\“\\1\:}’\6.‘0\
miz--> 20 60 80 100 120 140
Abundance #18033: .alpha.-Pinene
93.0
G
5.80 6.00 6.20 6.40
5000 m/z 77.10 30.20%
39.0 77.0
H i
- w\\w\
m/z--> 20 100 120 140
Abundance #18190: (lR) -2,6,6- Tr|methylb|cyclo[3 1.1]hept-2-ene e
93.0 5.80 6.00 6.20 6.40
m/z 79.10 23.16%
5000
770 121.0
41.0 ‘ ‘ :
136.0
oo gwou bl L2
m/z--> 20 100 120 140 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81523\
Data File : BF134792.D

Acqg On : 15 Aug 2023 19:24
Operator : CG\JU

Sample : 04012-01 10X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 .beta.-Pinene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.498 5.39 ng 252014 1,4-Dichlorobenzene-d4 6.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Pinene 136 C1OH16 000127-91-3 93
2 Bicyclo[3.1.1]heptane, 6,6-dimet... 136 C1@H16 018172-67-3 91
3 Cyclohexene, 4-methylene-1-(1-me... 136 C1l@H16 000099-84-3 91
4 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 CleHl6 000508-32-7 91
5 Cyclohexane, 1-methylene-4-(1-me... 136 C1@H16 000499-97-8 87
Abundance Scan 750 (6.498 min): BF134792.D\data.ms (-747) (-) m/z 93.05 100.00%
93.0
5000 41.0
R ARRRRmEEE
| H ‘ | 1211 6.20 6.40 6.60 6.80
\\\’\\\\i‘\\‘1“\“\“‘1‘\\"“\\\“\‘\“\\\“\\\1’\ m/Z 41.05 41.40%
miz-> 20 40 60 80 100 120 140
Abundance #18019: .beta.-Pinene
93.0
41.0
5000 LU L B RS B B B
69.0 6.20 6.40 6.60 6.80
m/z 69.05 32.38%
121.0136.0
\1\5‘\-0’\“}‘\\‘M\\““‘\“\“ H‘ \“\‘\“\\\“\\\1’\
m/z--> 20 40 100 120 140
Abundance #18259: Bicycl0[3.1.1]heptane, 6,6-dimethyl-2-methylene
93.0
AREmERELEESSE
6.20 6.40 6.60 6.80
5000 41.0 m/z 91.16  28.19%
69.0
ol e
1 \ ‘ ‘ L ‘
e “““‘ — e
miz--> 20 40 100 120 140
Abundance #18182:Cydohexene,4—methWene—1{1—methWethyD— AR e
93.0 6.20 6.40 6.60 6.80
m/z 79.10 25.10%
5000
77.0
136.0
41.0 H ‘ 1210
[ T
“‘,““‘ ““““‘ A amanana A RRREEE e e
m/z--> 20 100 120 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81523\
Data File : BF134792.D

Acqg On : 15 Aug 2023 19:24
Operator : CG\JU

Sample : 04012-01 10X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 1Isopimaric acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.674 2.23 ng 108534  Chrysene-di12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopimaric acid 302 C20H3002 005835-26-7 99
2 (1S,4aR,5S,8aR)-1,4a-Dimethyl-6-... 302 C20H3002 002761-77-5 78
3 1-Phenanthrenecarboxylic acid, 7... 316 C21H3202 001686-62-0 62
4 Kauren-19-oic acid 302 C20H3002 006730-83-2 43
5 Methyl 10,12-pentacosadiynoate 388 C26H4402 1000342-58-7 38

Abundance Scan 1970 (13.674 min): BF134792.D\data.ms (-1967) (- m/z 105.00 100.00%
105.0

41.0 241.1
187.1

45.0 287.1

5000

.

A |
‘ ‘ ‘ 329.1 13.50 14.00
L LL TP nyz 119,00 73.75%

miz--> 50 100 150 200 250 300 350
Abundance #202328: Isopimaric acid
105. 241.0
302.0
187.0
5000 . .0

13.50 14.00
m/z 91.00  73.39%

m/z--> 50 100 150 200 250 300 350
Abundance #202378: (1S,4aR,5S,8aR)-1,4a-Dimethyl-6-methylene-5
.0 119.0
—— —
13.50 14.00
5000 175.0 m/z 79.65 70.85%
302.0
246.0
‘\H‘ “}‘\H‘H‘Hu‘\ ‘i‘““ ) “L H\‘ \‘; Al “ IR
m/z--> 50 100 150 200 250 300 350
Abundance #220133: 1-Phenanthrenecarboxylic acid, 7-ethenyl-1,2,3 | | — —
91.0 241.0 13.50 14.00
m/z 241.05 63.69%
187.0
5000 330
55.
316.0
—— —
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81523\
Data File : BF134792.D

Acqg On : 15 Aug 2023 19:24
Operator : CG\JU

Sample : 04012-01 10X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 1-Phenanthrenecarboxylic ac... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.768 2.53 ng 123012  Chrysene-di12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenanthrenecarboxylic acid, 1... 300 C20H2802 005155-70-4 99
2 Dehydroabietic acid 300 C20H2802 001740-19-8 99
3 Butanoic acid, 2-(cyano)(2,4,6-t... 300 C17H20N203 1000267-71-7 80

4 Ethyl 4-hydroxy-6-(trifluorometh... 285 C13H10F3NO3 026893-12-9 70
5 Ethyl 4-hydroxy-7-trifluoromethy... 285 C13H10F3NO3 000391-02-6 62

Abundance Scan 1986 (13.768 min): BF134792.D\data.ms (-1982) (- m/z 239.15 100.00%
239.2
285.1
5000
197.1
43.0 141.1
91.0 ‘ 13 50 14 00
Al 1)3281 378 ke 15 73.32%
miz--> 50 100 150 200 250 300 350
Abundance #200035: 1-Phenanthrenecarboxylic acid, 1,2,3,4,4a,9,1C
285.0
239.0
5000 T
13.50 1400
43.0 197.0 m/z 197.10  34.69%
141.0
e vl
- “ “\‘ i “ ‘\‘\“ “‘H ‘\‘mum‘d\‘h ‘\h‘\ﬂ‘ - tprerrh “ I R
miz--> 50 100 150 200 250 300 350
Abundance #199992: Dehydroabietic acid
239.0 285.0
13.50 14.00
5000 m/z 141.05  21.33%
197.0
430 910 141.0 ‘
SO a1 S SN NN NN
m/z--> 50 100 150 200 250 300 350
Abundance #199360: Butanoic acid, 2-(cyano)(2,4,6-trimethylphenylg | MMW ——
239.0 13.50 14.00
m/z 240.20 18.99%
43.0
5000 2850
183.0
910
- U ‘M ‘\“‘“‘ ! ‘\u“ﬂd‘ i uhu\ H\ \\H‘ h\ ‘ ‘H“\h‘ | ‘“‘ : “‘ l R —r e
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81523\
Data File : BF134792.D

Acqg On : 15 Aug 2023 19:24
Operator : CG\JU

Sample : 04012-01 10X

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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|
Bicyclo[3.1.1]h... 6.075 3.2 ng 149742 1 6.798 935501 20.0
.beta.-Pinene 6.498 5.4 ng 252014 1 6.798 935501 20.0
Isopimaric acid 13.674 2.2 ng 108534 5 13.968 972474 20.0
1-Phenanthrenec... 13.768 2.5 ng 123012 5 13.968 972474 20.0
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