LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138290.D

Acqg On : 21 Jun 2024 17:32
Operator : CG\JU

Sample : P2977-12

Misc :

ALS Vvial : 14 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-BF061224.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF138290.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.175 9 15 21 rVB 2799880 3463791 99.54% 9.737%
2 5.069 503 507 508 rBv 46484 42605 1.22% 0.120%
3 5.098 508 512 520 rVB 404315 445761 12.81% 1.253%
4 5.504 576 581 584 rBV 3379086 3237048 93.02% 9.100%
5 5.828 631 636 641 rBV 60622 54553 1.57% 0.153%
6 6.510 747 752 755 rBV 3268562 3182705 91.46% 8.947%
7 6.881 812 815 819 rVB 2024057 1677116 48.20% 4.715%
8 7.439 906 910 914 rBV 2218688 2090330 60.07% 5.876%
9 7.692 950 953 957 rBV 100988 81702 2.35% 0.230%
10 7.969 997 1000 1008 rVB 57401 48382 1.39% 0.136%
11 8.163 1029 1033 1036 rBV 2785701 2203866 63.33% 6.195%
12 8.475 1082 1086 1097 rBV 120701 141473 4.07% 0.398%
13 9.239 1212 1216 1219 rBV 4309421 3479797 100.00% 9.782%
14  9.833 1314 1317 1325 rBV 217820 206501 5.93% 0.580%
15 9.916 1328 1331 1335 rBV 2738313 2329132 66.93% 6.547%

16 10.016 1343 1348 1357 rBV 642206 792163 22.76%
17 10.704 1461 1465 1468 rBV 1888457 1563854 44.94%
18 11.404 1580 1584 1587 rBV 2215140 1871131 53.77%
19 11.927 1670 1673 1678 rBV2 185895 182006
20 12.610 1786 1789 1793 rBV 141730 128515 3.69%
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21 12.839 1823 1828 1834 rVB 121135 126028 3.62% .354%
22 12.986 1849 1853 1856 rBV 3311617 2693080 77.39% 7.571%
23 13.557 1940 1950 1954 rBV1e 15302 41291 1.19% 0.116%
24 13.892 2003 2007 2025 rBV8 69555 273352 7.86% ©.768%

()

25 14.039 2027 2032 2035 rVV 1763426 1601663 46.03% 4.502%
26 14.062 2035 2036 2044 rVB 97603 75708 2.18% 0.213%
27 14.509 2109 2112 2115 rBV 57552 48605 1.40% ©.137%
28 14.898 2174 2178 2182 rBV 146606 154573  4.44%  ©0.435%
29 14.968 2186 2190 2195 rVWV 93422 100663 2.89% 0.283%
30 15.080 2205 2209 2212 rBV 71654 116225 3.34% 0.327%
31 15.162 2219 2223 2226 rBV 84910 95397 2.74%  ©.268%
32 15.380 2257 2260 2266 rVB 42948 54125 1.56% 0.152%
33 15.445 2267 2271 2276 rVV 48221 61862 1.78% 0.174%
34 15.509 2277 2282 2294 rVB 1122570 1430172 41.10% 4.020%
35 15.751 2320 2323 2329 rVB 56016 76905 2.21% ©.216%
36 15.992 2360 2364 2369 rVB 62918 89335 2.57% 0.251%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138290.D

Acqg On : 21 Jun 2024 17:32
Operator : CG\JU

Sample : P2977-12

Misc

ALS Vvial : 14 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-BF061224.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 16.803 2498 2502 2510 rVB3 40239 76716  2.20% 0.216%
38 17.174 2559 2565 2573 rBV2 175629 327766  9.42%  0.921%
39 17.350 2589 2595 2603 rVB2 104241 220372 6.33% 0.619%
40 18.174 2729 2735 2745 rVB7 71782 213132 6.12% 0.599%

41 18.692 2815 2823 2832 rVB3 162470 473918 13.62% 1.332%

Sum of corrected areas: 35573319
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138290.D

Acqg On : 21 Jun 2024 17:32
Operator : CG\JU

Sample 1 P2977-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF138290.D\data.ms
4000000

3500000 5.504 6.510

30000005 175

2500000 7 439

2000000 6.881

1500000

1000000

500000 5.098

5.%9 5.828 7.6!
L AL LI LA L ML L L L L I I L L L B L LA A B R I I ‘v‘v‘v‘rv‘v‘v‘v‘rv‘v‘v‘v‘rﬁ I A‘(

Time--> 220240260280300320340360380400420440460480500520540560580600620640660680700720740760

Abundance TIC: BF138290.D\data.ms
9.239

o

4000000
3500000 12.986
3000000 8.163 9916
2500000
11.404
2000000 10.704
1500000

1000000

0.016

500000 9.8 L¥ 11.927
8.475 : . 12.61Q2.839 L‘
o zgegj i LA A A A,J

\
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF138290.D\data.ms

4000000
3500000
3000000
2500000
2000000 14.039
1500000
15.509
1000000

500000

13557 1389 14509 @ﬁS%EEEBZas 5 15.75115.992 16803 71%.350 18.174 18.692
T ‘ T T T T ‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T

Time--> 13.50 14.00 14:50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138290.D

Acqg On : 21 Jun 2024 17:32
Operator : CG\JU

Sample 1 P2977-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.175 41.31 ng 3463790 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
Abundance  Scan 15 (2.175 min): BF138290.D\data.ms (-9) (-) m/z 73.10 100.00%
73.1
5000
43.0 /\
87'1 \H‘HH‘\H\‘HH‘HH‘H\
9.0 2.202.302.402.502.60
Ol B0 L L2011 n/z 43.e5  35.83%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T [T T T[T T T[T T 1T
43.0 2.202.302.402.502.60
' 87.0 m/z 87.10  25.60%
29.0
M‘ \‘\“ LQO ‘ |
0\‘H\\‘HH‘!\!\‘\!\‘!“HH‘\H\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 e
2.202.302.402.502.60
5000 41.0 55.0 m/z 55.05  25.24%
27.0
0 H\ ‘m \“ I 112.0 129.0
e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- e
73.0 2.202.302.402.502.60
m/z 41.05 11.81%
5000 43.0
58.0
29.0 87.0
Obrprrthbirrrepter e g S —
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138290.D

Acqg On : 21 Jun 2024 17:32
Operator : CG\JU

Sample 1 P2977-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.098 5.32 ng 445761  1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
Abundance Scan 512 (5.098 min): BF138290.D\data.ms (-508) (-) m/z 43.00 100.00%
3.0
59.0
5000
101.0 R L -
| 83.0 4.80 5.00 5.20 5.40 .
Ol e e e M/ 59.05 58.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 UL L L I B R BN
4.80 5.00 5.20 5.40
101.0 m/z 101.00 21.73%
31\'0 L | 83.0 |
0\\\’\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
A RARES
57.0 4.80 5.00 5.20 5.40
5000 m/z 58.05 16.86%
20.0 101.0
O o b T30 850
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime AR A RE R
43.0 4.80 5.00 5.20 5.40
m/z 41.10 7.46%
5000
101.0
ol 120 310 | °80 700 86,0
R AL SR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138290.D

Acqg On : 21 Jun 2024 17:32

Operator : CG\JU

Sample 1 P2977-12

Misc

ALS vial : 14

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl©.016 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
10.016 6.80 ng 792163  Acenaphthene-di10 9.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 trans-5-Isopropyl-6,7-epoxy-8-hy... 228 C13H2403 058002-07-6 16
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 10

3 Heptadecane, 1-bromo- 318 C17H35Br 003508-00-7 10
4 Benzoic acid, 2-amino-4-fluoro- 155 C7H6FNO2 000446-32-2 10
5 Acetoxyacetic acid, 5-tetradecyl... 314 C18H3404 1000308-81-0 10
Abundance Scan 1348 (10.016 min): BF138290.D\data.ms (-1343) (- m/z 43.00 100.00%
43.0
101.1
5000 137.1 KA\
T T
\\ Ly, || 1030
oHN“ bbb 44 m/z 57.85 58.57%
miz--> 100 150 200 250 300
Abundance #109018. trans-5-Isopropyl-6,7-epoxy-8-hydroxy-8-methy
43.0
5000 112.0 10.00 |
m/z 101.10 53.43%
O L ‘\“ “‘h #"7‘%“ ‘M h \ 0\ \]-9\5‘0\ T T ‘ T T T ‘ L
miz--> 50 100 150 200 250 300
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
o \
10.00
5000 m/z 137.05 51.32%
101.0
ol u b 4
miz-> 50 100 150 200 250 300
Abundance #222066: Heptadecane, 1-bromo- A ‘
57.0 10.00
m/z 97.10 48.09%
5000
137.0
ots0. || u\ Lol o0 23002750 si6c L
m/z--> 50 100 150 200 250 300 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138290.D

Acqg On : 21 Jun 2024 17:32
Operator : CG\JU

Sample 1 P2977-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 Cyclopentadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

13.892 3.41 ng 273352  Chrysene-di12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 96
2 Cyclotridecane 182 C13H26 000295-02-3 95
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93
4 2-Hepten-4-one, 6-hydroxy-2-meth... 236 C15H2402 038043-98-0 90
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 90

Abundance Scan 2007 (13.892 min): BF138290.D\data.ms (-2003) (- m/z 57.00 100.00%

57.0
5000
52 — —
Tl 230.1 13.50 14.00
ok MMM 3020wz 43.10  91.79%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #87654: Cyclopentadecane
55.0
5000 — ——
13.50 14.00
m/z 55.00 70.67%
J F’O 210.0
O\H‘JHHH\\%‘\H‘\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #56952: Cyclotridecane
41.0
— —
13.50 14.00
5000 ITI/Z 83.05 65.44%
[
om“HH‘H\H_H“HH_HwH‘wHH_HWH_WWWW
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester — T
57.0 13.50 14.00
m/z 97.05 61.66%
- WV_J\J\/NK
OJE\'.%?‘)SMW e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138290.D

Acqg On : 21 Jun 2024 17:32

Operator : CG\JU

Sample 1 P2977-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method

Quant Tit

TIC Libra

le

ry

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Docosa-2,6,10,14,18-pentaen... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.898 2.16 ng 154573  Perylene-di12 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual

ocosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 90
upraene 410 C30H50 007683-64-9 87

»5,9-Undecatriene, 2,6,10-trime... 192 C14H24 062951-96-6 83

»7,11-Trimethyl-dodeca-2,6,10-t... 236 C15H2402 007548-13-2 78

6

uih wNnPE
P wWwE W0nwWo

,6,10-Dodecatrien-3-0l, 3,7,11-... 222 C15H260 007212-44-4 59
Abundance Scan 2178 (14.898 min): BF138290.D\data.ms (-2174) (- m/z 69.10 100.00%
69.1
- ANMANﬂAJkAwwm»«~«
‘ 14:50 15.00
175.1 254.0 . .
ob—tu ‘””‘”J“‘\Hw““““““3““1‘1‘”“” m/z 81.85 52.06%
miz--> 50 100 150 200 250 300 350 400
Abundance #291318: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,
69.0
5000 = —
14.50 15.00
11.0 m/z 41.05 23.16%
0 “\ HHJNJ 1610205.0 273.03150 384.0
\\\‘\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
— P
14.50 15.00
5000 ITI/Z 95.00 13.30%
137.0
0270 L) J g, 1910 2730 3410 4104
L S B R B e e
m/z--> 50 100 150 200 250 300 350 400
Abundance  #66996: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- — ——
69.0 14.50 15.00
m/z 68.00 11.50%
5000
27. ‘ 123.0
SR it Y pov /TS
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138290.D

Acqg On : 21 Jun 2024 17:32
Operator : CG\JU

Sample 1 P2977-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 6 1,4-Dimethyl-8-isopropylide... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.174 4.58 ng 327766  Perylene-d12 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1010140-07-7 53
2 1,2,4,8-Tetramethylbicyclo[6.3.0... 204 C15H24 137235-51-9 45
3 Naphthalene, 1,2,3,5,6,7,8,8a-0cC... 204 C15H24 004630-07-3 43
4 1-(4-(2-ethoxybenzyl)piperazin-1... 316 C15H19F3N202 1000455-08-1 38
5 Guaia-3,9-diene 204 C15H24 000489-83-8 38
Abundance Scan 2565 (17.174 min): BF138290.D\data.ms (-2559) (- m/z 204.10 100.00%
204.1
135.0
257.1 1700 170
393.3440. 17.00 17.50
0! m/z 135.00 58.26%
m/z--> 50 100 150 200 250 300 350 400
Abundance #80299: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,1
204.0
5000 it _
5.0 17.00 17.50
41.0 r m/z 121.10  49.88%
0 H‘JHIH‘\LH “H\hM hh h ‘“‘H‘} L B e
m/z--> 100 150 200 250 300 350 400
Abundance #80265. 1,2,4,8-Tetramethylbicyclo[6.3.0]Jundeca-2,4-die
204.0
—— —
108.0 17.00 17.50
5000 ITI/Z 69.05 42.52%
41 0
ALl w\\mm
m/z--> 5 100 150 200 250 300 350 400
Abundance #80513: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-di —— ——
204.0 17.00 17.50
41.0 m/z 301.15  40.43%
5000 3.0
oL l N — s
m/z--> 50 100 150 200 250 300 350 400 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138290.D

Acqg On : 21 Jun 2024 17:32
Operator : CG\JU

Sample 1 P2977-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 Germanicol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.351 3.08 ng 220372  Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Germanicol 426 C30H500 000465-02-1 68
2 Naphthalene, 1,2,4a,5,8,8a-hexah... 204 C15H24 005951-61-1 46
3 Naphthalene, 1,2,3,4,4a,5,6,8a-0... 204 C15H24 000473-13-2 38
4 1H-Cyclopropa[a]lnaphthalene, 1a,... 204 C15H24 000489-29-2 38
5 1-(4,5-Dimethyl-6H-thiopyran-2-y... 204 C9H10F20S 1000318-25-0 30
Abundance Scan 2595 (17.350 min): BF138290.D\data.ms (-2589) (- m/z 189.10 100.00%
189.1
95.1
5000
41.
425.3
M [] ‘2570 340.8 | 17.00 17.50 ]
0’ Lt . e R e m m/z 177.10 77.58%
miz--> 50 100 150 200 250 300 350 400
Abundance #316490: Germanicol
189.0
95.0
5000 = EaNise
17.00 17.50
426.0 m/z 204.10  71.10%
O T ! \H\‘ \“‘\H"‘}‘ i !‘\ ‘ T ‘\‘ “‘\”“\ “\H\ ‘7\\()\ \3‘]-\1\(\):\35‘7\ \0\ T ‘ \‘ \‘\\ T ‘
m/z--> 100 150 200 250 300 350 400
Abundance #80508. Naphthalene, 1,2,4a,5,8,8a-hexahydro-4,7-dime
189.0
- ——t
17.00 17.50
5000 ITI/Z 95.10 52.30%
41.0 91.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #80522: Naphthalene, 1,2,3,4,4a,5,6,8a-octahydro-4a,8-¢ — —
189.0 17.00 17.50
m/z 175.05 34.45%
- NMA
m/z--> 50 100 150 200 250 300 350 400 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138290.D

Acqg On : 21 Jun 2024 17:32
Operator : CG\JU

Sample 1 P2977-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 (2Z,4E)-3,7,11-Trimethyl-2,... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.174 2.98 ng 213132  Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (2Z,4E)-3,7,11-Trimethyl-2,4,10-... 206 C15H26 172549-29-0 89
2 Naphthalene, 1,2,3,4,4a,5,6,8a-0... 204 C15H24 000473-13-2 58
3 2(1H)Naphthalenone, 3,5,6,7,8,8a... 218 C15H220 1000188-66-5 47
4 Boron, 1,5-cyclooctanediyl(2,4-p... 218 C13H23BN2 136704-99-9 42
5 1-Propyl-2,2-bis(phenylthio)cycl... 314 C19H22S2 122732-89-2 38

Abundance Scan 2735 (18.174 min): BF138290.D\data.ms (-2729) (- m/z 55.00 100.00%

55.0 109.1 205.2 MMNWNMVV%MW/RUMVMWMMNM/
5000

61.1
409.3 T T
H “%5&3 314.3 ‘ 18.00 18.50
ol \mmtuuMuM“J“wu“‘ﬁ m/z 205.15  94.43%
miz--> 50 100 150 200 250 300 350 400
Abundance #82901: (2Z,4E)-3,7,11-Trimethyl-2,4,10-dodecatriene
69.0
1.0
\
5000 e —
18.00 18.50
‘ } 1910 m/z 109.05  90.69%
O \\“H“\‘ L\‘\LH“H‘\‘\M\\‘\‘\‘\\““\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #80522: Naphthalene, 1,2,3,4,4a,5,6,8a-octahydro-4a,8-¢
189.0

7
18.00 18.50
5000 m/z 218.10  85.36%

93.0
|14H? \“‘ .
0 100 150 200 250 300 350 400
Abundance #96833: 2(1H)Naphthalenone, 3,5,6,7,8,8a-hexahydro-4, VAR

m/z--> 5

1
218.0 18.00 18.50
m/z 95.00 82.12%

41.0 91.0
5000 47.0

3
|

o

41.0
1,
I

o

7 ‘
m/z--> 50 100 150 200 250 300 350 400 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138290.D

Acqg On : 21 Jun 2024 17:32
Operator : CG\JU

Sample 1 P2977-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 Olean-12-en-3-o0l, acetate, ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.692 6.63 ng 473918  Perylene-di12 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Olean-12-en-3-0l, acetate, (3.be... 468 C32H5202 001616-93-9 99
2 24-Noroleana-3,12-diene 394 (C29H46 201358-24-9 86
3 .beta.-Amyrin, TMS derivative 498 (C33H580Si1 001721-67-1 72
4 .beta.-Amyrin 426 C30H500 000559-70-6 68
5 3-Methoxy-6,7,8,9-tetrahydro-dib... 218 C13H1403 1000186-57-9 64
Abundance Scan 2823 (18.692 min): BF138290.D\data.ms (-2815) (- m/z 218.20 100.00%
218.2
5000
43.0
920 18.40 1860 18.80
147.0 } : : :
ol L bhddd, 2701 3933 4684 7 2e3.10  65.25%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #331400: Olean-12-en-3-ol, acetate, (3.beta.)-
218.0
5000 LI LA L L B B B
18.40 18.60 18.80
m/z 43.05 31.29%
O TT \’ \\ ’\ ‘J \‘J“UL u“ W‘H“\J“ #“\ T }1 ‘\ T \%Z\O\.o\‘ TTTT ‘ T \?’!9\6‘.\0\ T \4‘6\\8.\(\)‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #298438: 24-Noroleana-3,12-diene
218.0
T
18.40 18.60 18.80
5000 ITI/Z 189.10 22.59%
107.0
55.0 “ H ‘ 161.0
ol dd l’ \H ‘ " Aily|| 28903230 3040
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #337785: .beta.-Amyrin, TMS derivative R o
218.0 18.40 18.60 18.80
m/z 69.00 19.05%
5000
73.0
— l“wl MMM i Ll 2190383703930 498! S
m/z--> 50 100 150 200 250 300 350 400 450 500 18.40 18.60 18.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138290.D

Acqg On : 21 Jun 2024 17:32
Operator : CG\JU

Sample . P2977-12

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.175 41.3 ng 3463790 1 6.881 1677120 20.0
2-Pentanone, 4-... 5.098 5.3 ng 445761 1 6.881 1677120 20.0
unknown10.016 10.016 6.8 ng 792163 3 9.916 2329130 20.0
Cyclopentadecane 13.892 3.4 ng 273352 5 14.039 1601660 20.0
Docosa-2,6,10,1... 14.898 2.2 ng 154573 6 15.509 1430170 20.0
1,4-Dimethyl-8-... 17.174 4.6 ng 327766 6 15.509 1430170 20.0
Germanicol 17.351 3.1 ng 220372 6 15.509 1430170 20.0
(22,4E)-3,7,11-... 18.174 3.0 ng 213132 6 15.509 1430170 20.0
Olean-12-en-3-o0... 18.692 6.6 ng 473918 6 15.509 1430170 20.0
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