LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80222\
Data File : BM@36051.D

Acqg On 1 02 Aug 2022 14:32
Operator : CG/JU

Sample : N3927-11

Misc :

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-BM080122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@36051.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.434 392 399 412 rBV 4493153 6278423 30.72% 7.127%
2 7.040 664 672 688 rBV 4146401 6323907 30.95% 7.178%
3 7.869 803 813 820 rBV 1081756 1663684 8.14% 1.888%
4 9.040 1004 1012 1024 rBV 2466021 4016814 19.66%  4.559%
5 10.675 1282 1290 1301 rBV 1393322 2311107 11.31% 2.623%

6 13.134 1700 1708 1722 rBV 6271046 8817527 43.15% 1e.
7 14.504 1934 1941 1950 rBV 1924775 2830063 13.85%
8 15.992 2187 2194 2212 rBV 4743795 6554606 32.08%
9 17.245 2401 2407 2413 rBV 2319351 3182988 15.58%
10 18.145 2555 2560 2569 rBV 603643 867751  4.25%
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11 19.868 2848 2853 2862 rBV 10136346 11971250 58.58% 13.588%
12 21.145 3065 3070 3079 rBV 1589783 2155369 10.55% 2.447%
13 21.421 3113 3117 3125 rBV 2676825 3423240 16.75%  3.886%
14 23.786 3513 3519 3528 rVB2 1760807 3518436 17.22%  3.994%
15 26.221 3927 3933 3948 rVB2 612621 1916439 9.38% 2.175%

16 26.509 3970 3982 4000 rVB2 6606074 20434533 100.00% 23.195%
17 27.068 4071 4077 4085 rVB4 711990 1833525 8.97% 2.081%

w

Sum of corrected areas: 88099662
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

: 02 Aug 2022 14:32
: CG/IU
: N3927-11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80222\
BM@36051.D

: 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80222\

BM@36051.D

: 02 Aug 2022 14:32
: CG/IU
: N3927-11

: 10 Sample Multiplier:

1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM080122.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
ion 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 n-Hexadecanoic acid

Concentration Rank 5

R.T. E
18.145 5
Hit# of 5

stConc Area
.45 ng 867751
Tentative ID

Relative to ISTD R.T.
Phenanthrene-di10 17.245
MW MolForm CASH# Qual

1 n-Hexadecanoic acid
2 Octadecanoic acid

3 Tridecanoic acid

4 Pentadecanoic acid
5 Tetradecanoic acid

256 C16H3202
284 C18H3602
214 C13H2602
242 C15H3002
228 C14H2802

000057-10-3 99
000057-11-4 83
000638-53-9 81
001002-84-2 76
000544-63-8 72

Abundance Scan 2560 (18 145 min): BM036051.D\data.ms (-2555) (- | m/z 73.00 100.00%
5000
129.0
213.1 T ‘ T T ‘ T
m ‘ 171.1 ‘ 256.1 18.00 18.50
ok 35 ”‘N¢Ww“ﬂ‘ﬂﬂ~\u‘n“ﬁ‘ o5t Tm/z 59.95  82.85%
m/z--> 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
43.0
256.0
5000 — —
129.0 18.00 18.50
213.0 m/z 43.05 81.84%
‘ 171.0 ‘
O\\\“ “M“H“‘\\‘\‘\H‘\\\\“\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance
73.0
— —
18.00 18.50
5000 1290 m/z 57.10 66.49%
29.0 185.0 549 284.0
oL ML ALl i Lo | b
m/z--> 50 100 150 200 250 300 350
Abundance #92068: Tridecanoic acid T —
73.0 18.00 18.50
m/z 55.00 64.46%
5000
29.
129.0
‘ 171.0 2140
0“‘\““““‘“\‘Hhhh" \m““\‘ ‘\H“HH‘HH“ —— e
m/z--> 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@80222\
Data File : BM@36051.D

Acqg On : 02 Aug 2022 14:32
Operator : CG/JU

Sample : N3927-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 Dichloroacetic acid, heptad... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

21.145 12.59 ng 2155370  Chrysene-d12 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
2 Pentacos-1-ene 350 C25H50 016980-85-1 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91

Abundance Scan 3070 (21.145 min): BM036051.D\data.ms (-3065) (- | m/z 57.10 100.00%

57.1
5000
111.1

I
UL 2070 2810 21.00 2150
ol bbb gy, 202 COLD 8590 41604751 mjz 43.10  88.12%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #275003: Dichloroacetic acid, heptadecyl ester
57.0

5000 — :
111.0 21.00 21.50

m/z 55.05 81.34%

WL ‘\“M 1680 28802950
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
55.0

T
21.00 21.50

o

5000 111.0 m/z 83.05 80.50%
o 1670 2640 00
IR e R RN e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #215083: 1-Heneicosanol = ==
55.0 21.00 21.50

m/z 69.05 72.26%

5000 111.0 AN,J\mAJJk
0 L] I L Ln167° 266.0 — =

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80222\
Data File : BM@36051.D

Acqg On : 02 Aug 2022 14:32
Operator : CG/JU

Sample : N3927-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 Campesterol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
26.221 10.89 ng 1916440  Perylene-d12 23.786
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Campesterol 400 C28H480 000474-62-4 96
2 Ergost-5-en-3-0l, (3.beta.)- 400 C28H480 004651-51-8 95
3 5-Cholestene-3-0l, 24-methyl- 400 C28H480 290299-12-6 95
4 Ergost-7-en-3-o0l, (3.beta.)- 400 C28H480 026047-31-4 86
5 Cholest-5-ene, 3-methoxy-, (3.be... 400 C28H480 001174-92-1 86

Abundance Scan 3933 (26.221 min): BM036051.D\data.ms (-3927) (- | m/z 43.05 100.00%

43.0
5000 105.0
159.1213.1 9893

400.4 L L

0 ’m‘ m/z 57.10 61.12%

’\\\ : .
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #302694: Campesterol
43.0

5000 105.0 7 —
400.0 26.00 26.50
H 159.0213.0 289.0 m/z 55.00 57.48%
O; , “ ﬂ‘\” ’l “1‘ ‘ ‘ :
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
43.0
= —
26.00 26.50
5000 95.0 m/z 71.10 49.39%
400.0
159.0213.0 289.0
341.0
O e e o R R
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #302707: 5-Cholestene-3-ol, 24-methyl- —= —
43.0 26.00 26.50

m/z 105.00  48.90%

5000
95.0 400.0
higozse =00, it

Ol A sy b L BALO L : :
miz—> 0 50 100 150 200 250 300 350 400 450 26.00 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80222\
Data File : BM@36051.D

Acqg On : 02 Aug 2022 14:32
Operator : CG/JU

Sample : N3927-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 1,1,4a-Trimethyl-5,6-dimeth... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
26.509 116.16 ng 20434500  Perylene-di12 23.786
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24 1000193-60-8 62
2 1-Naphthalenecarboxylic acid, de... 316 C21H3202 001235-39-8 49
3 1H-3a,7-Methanoazulene, 2,3,6,7,... 204 C15H24 000560-32-7 49
4 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1010140-07-7 49
5 2,5,5,8a-Tetramethyl-6,7,8,8a-te... 204 C14H200 124957-09-1 46
Abundance Scan 3982 (26.509 min): BM036051.D\data.ms (-3970) (- | m/z 204.15 100.00%
204.2
135.0
69.1
5000
269.1
T \
26.50
0 m“‘“““”mu£37zggﬁ4ll49°1 m/z 135.00  68.43%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #80273: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronap
204.0
91.0
5000 == :
26.50
m m/z 121.85  57.59%
O idlldl \‘l\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
121.0 316.0
L T
26.50
5000 m/z 69.10 55.87%
181.0 257.0
o 1 R T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #80506: 1H-3a,7-Methanoazulene, 2,3,6,7,8,8a-hexahyd = ‘
135.0 26.50
m/z 133.00 52.32%
41.0
5000
204.0
0 “‘,, ——
m/z--> 50 100 150 200 250 300 350 400 450 500 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80222\
Data File : BM@36051.D

Acqg On : 02 Aug 2022 14:32
Operator : CG/JU

Sample : N3927-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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 unknown27.068 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
27.068 10.42 ng 1833530  Perylene-di12 23.786
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Cycloprop[e]azulen-4-0l, deca... 222 C15H260 000552-02-3 46
2 Lupeol, methyl ether 440 C31H520 025279-38-3 38
3 (-)-Isolongifolol, methyl ether 236 C16H280 1000333-80-8 35
4 (1R,4aR,5S)-5-((E)-5-Methoxy-3-m... 318 C21H3402 1000495-78-7 30
5 4-(1,3,3-Trimethyl-bicyclo[4.1.0... 206 C14H220 077143-31-8 25

Abundance Scan 4077 (27.068 min): BM036051.D\data.ms (-4071) (- m/z 95.10 100.00%

95.1 2412
5000

1T I
27.00
ol 384 m/z 69.00 91.83%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #102131: 1H-Cycloprop[e]azulen-4-ol, decahydro-1,1,4,7
109.0

43.0
5000 — |
89.0 27.00
‘ \ m/z 109.10 85.39%
OJ’MMJ‘ILHAL‘ll
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
95.0 189.0
T T
27.00
5000 m/z 241.20 84.12%
440.0
29.0 257.0 329.0
IR LD L AOE N S S—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #118842: (-)-Isolongifolol, methyl ether e ‘
109.0 27.00

m/z 229.20 78.11%

5000
189.0

il

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 27.00

o
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[
o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80222\
Data File : BM@36051.D

Acqg On : 02 Aug 2022 14:32
Operator : CG/JU

Sample ¢ N3927-11

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.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|
n-Hexadecanoic ... 18.145 5.5 ng 867751 4 17.245 3182990 20.0
Dichloroacetic ... 21.145 12.6 ng 2155370 5 21.427 3423240 20.0
Campesterol 26.221 10.9 ng 1916440 6 23.786 3518440 20.0
1,1,4a-Trimethy... 26.509 116.2 ng 20434500 6 23.786 3518440 20.0
unknown27.068 27.068 10.4 ng 1833530 6 23.786 3518440 20.0

8270-BM080122.M Wed Aug 03 16:39:25 2022 Pag 8



