LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131843.D

Acqg On : 27 Dec 2022 18:29
Operator : CG\JU

Sample : N6190-03

Misc :

ALS Vvial : 12  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-BF122422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131843.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.034 496 501 513 rVB 536368 699120 35.95% 4.712%
2 5.446 566 571 574 rBV 1713060 1666764 85.72% 11.235%
3 6.463 739 744 747 rBV 1796416 1697044 87.27% 11.439%
4 6.834 803 807 810 rBVv 521852 472399 24.29%  3.184%
5 7.398 898 903 906 rBV 1194975 1115175 57.35% 7.517%

6 8.122 1022 1026 1029 rBV 736159 599250 30.82% 4.039%
7 9.204 1205 1210 1213 rBV 2274414 1944534 100.00% 13.107%
8 9.886 1321 1326 1329 rBV 813361 714295 36.73% 4.815%
9 10.675 1456 1460 1464 rBV 1407766 1302754 67.00%  8.781%
10 11.375 1576 1579 1583 rBV 845278 746013 38.36% 5.029%
11 11.904 1665 1669 1673 rBV 40934 36805 1.89% 248%
12 12.969 1846 1850 1854 rBV 2014903 1786659 91.88% 12.043%
13 13.033 1858 1861 1864 rVV 83515 65999 3.39%

14 13.851 1990 2000 2002 rBV 97390 125524  6.46%

NOONO®
N
i
U
R

15 13.874 2002 2004 2024 rVV4 98935 399428 20.54% 692%
16 14.027 2027 2030 2034 rVB 529181 444007 22.83% 2.993%
17 14.539 2112 2117 2125 rBV 12021 30620 1.57% 0.206%
18 15.145 2216 2220 2226 rVB 25526 31949 1.64% 0.215%
19 15.321 2239 2250 2251 rBV 51583 121538 6.25% 0.819%
20 15.515 2277 2283 2295 rVB 327505 415506 21.37% 2.801%
21 15.974 2357 2361 2366 rBV 21713 30681 1.58% 0.207%
22 16.868 2494 2513 2530 rBV5 42864 234866 12.08% 1.583%
23 17.662 2642 2648 2658 rVB5 27682 58438 3.01% 0.394%
24 18.156 2725 2732 2743 rVB1eO 28774 69677 3.58% 0.470%
25 18.627 2805 2812 2813 rBvV4 15367 26627 1.37% 0.179%
Sum of corrected areas: 14835672
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 27 Dec 2022 18:29
: CG\JU
: N6190-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
BF131843.D

: 12 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

0

TIC: BF131843.D\data.ms

6.463
5.446

7.398

5.034 6.834

Time-->

\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\L\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance

2000000

1500000

1000000

500000

TIC: BF131843.D\data.ms
9.204
12.969

10.675

11.375
8.122 9.886

0
Time-->

t L 11.904 15&’33

T —
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

2000000

1500000

1000000

500000

TIC: BF131843.D\data.ms

14.027
15.515

L 14.539 15.145.321 15.974 16.868 17.662 18.156 18.627

Time-->

T ‘ T ‘ T T T T
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\BF122722\
Data File : BF131843.D

Acq On : 27 Dec 2022 18:29
Operator : CG\JU

Sample : N6190-03

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.034 29.60 ng 699120 1,4-Dichlorobenzene-d4 6.834

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 501 (5.034 min): BF131843.D\data.ms (-496) (-) m/z 42.95 100.00%

3.0
59.0
5000
101.0
! “ 83.0 4.80 5.00 5.20 5.40 )
-t m/z 59.00 63.28%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B I LA LA BN R U
59.0 4.80 5.00 5.20 5.40
m/z 101.00 21.78%
15.0 101.0
‘ T | 83.0 |
O\\\\‘\\\\‘\\\‘\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz—-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
e ERRRE SRS
4.80 5.00 5.20 5.40
5000 2410 m/z 58.00 15.85%
126.0
bl L 12001459
miz--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate A EEREEREE S L
43.0 4.80 5.00 5.20 5.40
m/z 41.00 9.23%
5000
15.0 72‘-0 100.0
R R R R 0 e e
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131843.D

Acq On : 27 Dec 2022 18:29
Operator : CG\JU

Sample : N6190-03

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Thiazole, 2-amino-4-(1H-ind... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.033 2.97 ng 65999  Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Thiazole, 2-amino-4-(1H-indol-3-... 229 C12H11N3S 1000304-18-3 53
2 2-(3-Fluorophenyl)-1,3-benzothia... 229 C13HSFNS 1000298-18-6 50
3 Tetralin, 6-acetyl-8-isopropyl-2... 244 C17H240 1000155-43-5 47
4 2-{Bicyclo[2.2.1]heptan-2-yl}-4-... 244 C17H240 1000411-56-7 47
5 Ethanone, 1-(2,3-dihydro-1,1,2,3... 244 C17H240 015323-35-0 47
Abundance Scan 1861 (13.033 min): BF131843.D\data.ms (-1858) (- m/z 229.10 100.00%
229.1
5000
41 13.00 |
88.0 202.0 :
0 HWH_?’?RHWmi‘m“wHW““1‘7“""9‘H;MWJMWMH m/z 228.10  38.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #110143: Thiazole, 2-amino-4-(1H-indol-3-yl)-5-methyl-
229.0
5000 A ‘
13.00
o 50 1540 186.0 m/z 244.10 24.06%
O \\\‘ﬁ?\’\o“\\‘\\w‘\\\\?\\\‘\\\“”‘\‘1\\“‘\\\‘\i\\‘l\‘\”\\!‘\\\\‘\ “\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #110332: 2-(3-Fluorophenyl)-1,3-benzothiazole
229.0
T \
13.00
5000 108.0 m/z 226.10 18.55%
69.0
39.0 1202.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #128608: Tetralin, 6-acetyl-8-isopropyl-2,5-dimethyl- ‘ ‘A ‘ ‘
229.0 13.00
m/z 230.10 17.66%
5000 43.0
91.0 128015‘9018‘70 ‘ ‘
o OB W1 SRS MM MBS NS B el
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131843.D

Acq On : 27 Dec 2022 18:29

Operator : CG\JU

Sample : N6190-03

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 3 unknownl3.851 Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
13.851 5.65 ng 125524  Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2,3,3-Trimethyl-2-(3-methyl-buta... 206 C14H220 1000193-60-6 46
2 2,4a,8,8-Tetramethyldecahydrocyc... 206 C15H26 074022-04-1 46
3 Cyclohexanone, 2,3,3-trimethyl-2... 206 C14H220 069296-90-8 46
4 4-[(Bicyclo[4.1.0]heptane-7-carb... 287 C17H21NO3 1000297-42-7 30
5 Spiro[2.5]octane, 3,3-dimethyl-2... 206 C14H220 1000197-07-6 30

Abundance Scan 2000 (13.851

min): BF131843.D\data.ms (-1990) (-

123.1
8.0 163.1
5000
06.1 287.1

H ‘ 330.
0! ‘hh‘\ Hl\\‘\‘\‘u\‘ “ ‘\H\‘ \‘ i “\‘ “ ,

m/z--> 50 100 150 200 250 300
Abundance #82826: 2,3,3-Trimethyl-2-(3-methyl-buta-1,3-dienyl)-cycl

123.0
41.0 191.0
5000 9.0
O' \%‘F%rg‘\ ‘\‘ ‘ ‘\ L ‘ T T T 7T ‘ T T 1
m/z--> 50 100 150 200 250 300
Abundance #82907: 2,4a,8,8-Tetramethyldecahydrocyclopropa[d]nap
81.0 128.0
41.0
5000 191.0
0 lgﬁ‘”vo S —
m/z--> 50 100 150 200 250 300
Abundance #82843: Cyclohexanone, 2,3,3-trimethyl-2-(3-methyl-1,3-
123.0
41.0 191.0
5000 79.0
0 ,
m/z--> 50 100 150 200 250 300

m/z 123.10 100.00%

%

| A/‘AAA‘ /\ Al
13.50 14.00

MM‘A . A

m/z 95.10  83.36%

=

13.50 14.00

m/z 109.00  79.00%

=

13.50 14.00

m/z 55.05 77.09%

=

T T
13.50 14.00

m/z 81.05 72.61%

-

13.50 14.00

8270-BF122422.M Wed Dec 28 10:52:30 2022

Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131843.D

Acq On : 27 Dec 2022 18:29
Operator : CG\JU

Sample : N6190-03

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Pentadecafluorooctanoic aci... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.874 17.99 ng 399428  Chrysene-di12 14.027
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 76
3 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 76
4 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 74
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 70
Abundance Scan 2004 (13.874 min): BF131843.D\data.ms (-2002) (-) ' m/z 57.10 100.00%
57.1
w JJ\L
5.0 . T4
lhl 21122809 13.50 14.00
L B m/z 43.10 84.00%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 - e
13.50 14.00
m/z 83.10 70.33%
5.0 252.0
ob l L 200 369.0 648.
\H\‘HH‘\HT‘HH‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #326112: Heptadecy! heptafluorobutyrate
57.0
s puagacd e
13.50 14.00
5000 m/z 55.05 66.04%
%50
238.0
ol 280 asso
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance  #311253: Pentafluoropropionic acid, octadecyl ester — T
57.0 13.50 14.00
m/z 71.10 59.63%
5000
5.0
‘ 252.0 398.0
o‘uMHJuLmMwmum_ww_Hww_www‘_ ‘AA‘A«‘ - )\«»
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\BF122722\
Data File : BF131843.D

Acq On : 27 Dec 2022 18:29

Operator : CG\JU

Sample : N6190-03

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Octacosane, 2-methyl- Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
15.321 5.85 ng 121538 Perylene-di12 15.515
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
2 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-Methyltetracosane 352 (C25H52 001560-78-7 91
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 2250 (15.321 min): BF131843.D\data.ms (-2239) (-] m/z 57.00 100.00%
57.0
5000
9.0 PO LN
15.00 15.50
41.1
A h\« L[ 1ptes0 asan e e
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
5000 e A
15.00 15.50
9.0 m/z 43.05  61.12%
ol ||| | 1#1018302250267.03000 3650
\\\\‘\\\\‘\\\\‘\f\\‘\\\1‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #275555: Heneicosane, 11-(1-ethylpropyl)-
43.0
— ——
15.00 15.50
5000 m/z 85.10 54.60%
5.0
ol L1 12/0169.0 2250 295.0337
e e R T
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane S ‘ $¥MM‘
57.0 15.00 15.50
m/z 69.05 22.80%
5000
‘ 9.0
41.0
oS0 Ll LL| toss0ms0 aseo i
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131843.D

Acq On : 27 Dec 2022 18:29
Operator : CG\JU

Sample : N6190-03

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Hentriacontane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.868 11.31 ng 234866  Perylene-di12 15.515
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Isopropyl tetradecyl ether 256 C17H360 1000406-34-0 90
3 Heptacosane 380 C27H56 000593-49-7 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 86
Abundance Scan 2513 (16.868 min): BF131843.D\data.ms (-2494) (- m/z 57.05 100.00%
57.0
o MNAVWWNW//\\NWﬁkwqu
1650  17.00
1690 267.1 : :
0“‘N‘\WJ1M L 2200800 m/z 71.85  69.61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane
57.0
5000 P —
16.50 17.00
m/z 85.00 58.44%
O uhl \ ll d I‘ | ]:6‘\99‘\ 2\2150 3090 3650 437'
\\\\‘\\\’\\\!‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’
m/z--> 50 100 150 200 250 300 350 400
Abundance #143666: Isopropyl tetradecyl ether
43.0
16.50 17.00
5000 m/z 43.05 58.11%
241.0
oLl ge0 20
m/z--> 50 100 150 200 250 300 350 400
Abundance #287976: Heptacosane I T
57.0 16.50 17.00
m/z 55.00  23.33%
B WMM\/\MWW
0 1‘ il h\ \H h u\ 1690 2250 2810 3800
H“““,H“‘H“‘H“‘H“‘H“,H“‘H“ — ——
m/z--> 50 100 150 200 250 300 350 400 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131843.D

Acq On : 27 Dec 2022 18:29
Operator : CG\JU

Sample : N6190-03

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 unknownl7.662 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.662 2.81 ng 58438 Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, decahydro-4a-methyl... 204 C15H24 017066-67-0 38
2 1H-3a,7-Methanoazulene, octahydr... 204 C15H24 000508-55-4 30
31,1,4,7-Tetramethyl-1a,2,3,4,6,7... 204 C15H24 405112-35-8 30
4 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1010140-07-7 30
5 1,3-Dimethyl-5-(propen-1-yl)adam... 204 C15H24 057040-48-9 27
Abundance Scan 2648 (17.662 min): BF131843.D\data.ms (-2642) (- m/z 204.10 100.00%
204.1
133.0
55.0 o950
285.1
5000 m K
162.9 L — ‘ﬂ \h ‘ﬂ
T IR -
0 ““HW‘J“J‘L“L - ‘LL ﬂ“ ‘ m/z 133.00 82.73%
m/z--> 50 100 150 200 250 300
Abundance #80482: Naphthalene, decahydro-4a-methyl-1-methylene
105.0 204.0
161.0
5000 67.0 T T
17.50 18.00
m/z 55.05 70.26%
O' \“\‘\ \‘ “\ T T T ‘ T T T T ‘ T
miz—-> 50 100 150 200 250 300
Abundance #80475: 1H-3a,7-Methanoazulene, octahydro-1,9,9-trime
204.0
121.0
91.0 161'0 T ‘ T T ‘ T
410 17.50 18.00 ;
5000 m/z 95.05 67.31%
miz-> 50 100 150 200 250 300 WWM‘/\I\
Abundance #80379: 1,1,4,7-Tetramethyl-1a,2,3,4,6,7,7a,7b-octahydr e ——
107.0 1610 17.50 18.00
21.0 m/z 107.05 66.19%
5000 AR 204.0
o' 1W‘WWJ\J‘“‘L““‘ .
m/z--> 50 100 150 200 250 300 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131843.D

Acq On : 27 Dec 2022 18:29
Operator : CG\JU

Sample : N6190-03

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 .beta.-Humulene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.157 3.35 ng 69677  Perylene-d12 15.515
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 .beta.-Humulene 204 C15H24 000116-04-1 90
2 Aciphyllene 204 C15H24 087745-31-1 56
3 1-Oxaspiro[2.5]octane, 5,5-dimet... 206 C14H220 1000195-92-1 38
4 Naphthalene, 1,2,3,4,4a,5,6,8a-0... 204 C15H24 000473-13-2 25
5 1,1,4,7-Tetramethyl-1a,2,3,4,6,7... 204 C15H24 405112-35-8 25
Abundance Scan 2732 (18.156 min): BF131843.D\data.ms (-2725) (- m/z 205.20 100.00%
95.0 205.2
55.0
5000 161.1
2 RN I VT
m ‘ 28‘3-1 35‘5" 18.00 18.50
0! e m/z 94.95 86.61%
m/z--> 50 100 150 200 250 300 350
Abundance #80147: .beta.-Humulene
107.0
5000 410 204.0
48.0 ' 18.00 18,50
“ m/z 109.00 85.65%
O' “‘ ‘\\‘ \“\H\\ \\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #80102: Aciphyllene
i by
(O B 18
147.0 189.0 18.00 18.50
m/z 106.95 70.01%
5000{ 4 o /
0 ‘\\‘ L\ “\‘m‘\‘”“ ‘ “hhi ‘L “\‘ ! “‘ T e e
m/z--> 50 100 150 200 250 300 350
Abundance #82840: 1-Oxaspiro[2.5]octane, 5,5-dimethyl-4-(3-methyl
41.0 18.00 18.50
93.0 m/z 93.05 60.79%
5000
35.0 206.0
: o il )
m/z--> 50 100 150 200 250 300 350 1800 1850
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131843.D

Acqg On : 27 Dec 2022 18:29
Operator : CG\JU

Sample : N6190-03

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 5.034 29.6 ng 699120 1 6.834 472399 20.0
Thiazole, 2-ami... 13.033 3.0 ng 65999 5 14.027 444007 20.0
unknown13.851 13.851 5.7 ng 125524 5 14.027 444007 20.0
Pentadecafluoro... 13.874 18.0 ng 399428 5 14.027 444007 20.0
Octacosane, 2-m... 15.321 5.8 ng 121538 6 15.515 415506 20.0
Hentriacontane 16.868 11.3 ng 234866 6 15.515 415506 20.0
unknownl17.662 17.662 2.8 ng 58438 6 15.515 415506 20.0
.beta.-Humulene 18.157 3.4 ng 69677 6 15.515 415506 20.0
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