LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131425.D

Acqg On : 28 Nov 2022 12:28
Operator : CG\JU

Sample : N5766-03

Misc :

ALS vial : 7 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-BF112122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131425.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 2.293 24 35 44 rVB 635598 881368 31.43% 4.632%
2 2.405 49 54 60 rVB 37856 46885 1.67% 0.246%
3 5.181 517 526 535 rBV 407412 554712 19.78% 2.915%
4 5.569 586 592 595 rBV 2363228 2310703 82.41% 12.143%
5 6.569 756 762 765 rBV 2131524 2325515 82.94% 12.221%

6 6.951 823 827 830 rBV 653504 526941 18.79% 2
7 7.516 917 923 926 rBV 1561618 1513869 53.99%  7.955%
8 8.239 1041 1046 1049 rBV 779168 681085 24.29% 3
9 9.322 1224 1230 1233 rBV 2982193 2803911 100.00% 14.735%
10 10.004 1341 1346 1350 rBV 962119 797540 28.44%  4.191%

11 10.798 1475 1481 1484 rBV 1984164 1799383 64.17% 9.456%
12 11.504 1597 1601 1604 rBV 913976 800053 28.53%  4.204%
13 13.098 1868 1872 1875 rBV 2787077 2614396 93.24% 13.739%
14 13.998 2021 2025 2043 rBV 106553 217113 7.74%  1.141%

15 14.157 2048 2052 2056 rVB 620288 532286 18.98% 2.797%

16 14.251 2063 2068 2073 rBV 46433 60483 2.16% 0.318%

17 15.033 2198 2201 2205 rBV 47496 51158 1.82% 0.269%

18 15.698 2308 2314 2318 rBV 340266 438628 15.64% 2.305%

19 18.798 2832 2841 2854 rBV 17756 73345 2.62% 0.385%
Sum of corrected areas: 19029374
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131425.D

Acq On : 28 Nov 2022 12:28
Operator : CG\JU

Sample : N5766-03

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF131425.D\data.ms
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6.569
2000000
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Abundance TIC: BF131425.D\data.ms
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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: BF131425.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131425.D

Acq On : 28 Nov 2022 12:28
Operator : CG\JU

Sample : N5766-03

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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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Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.293 33.45 ng 881368 1,4-Dichlorobenzene-d4 6.951

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 43
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
Abundance  Scan 35 (2.293 min): BF131425.D\data.ms (-24) (-) m/z 73.10 100.00%
73.1
5000 43.0
87.1
i e
‘ 220 240 2.60
Oberrrrerprrregebee e B0l e m/z 43.05  48.35%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LI LA B R IO B
43.0 220 240 2.60
87.0 m/z 55.00 33.40%
h\ \‘ 90 |l
O \H‘HH‘HH’HH‘\\H‘\H\’HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9527: 3-Pentanol, 2,4-dimethyl-
73.0
e
220 240 2.60
5000 m/z 87.10 26.91%
55.0
27.0 41)0
o220 L 1l L L eso uso
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol e
73.0 220 240 2.60
87.0 m/z 41.05 15.10%
5000 41.0 55.0
27.0
0 11, ‘ 112.0 129.0
HW‘HWHH,HH_H‘_HWHH‘HH_H‘_HWHH‘HH_H‘_H‘ i A e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 220 240 2.60

8270-BF112122.M Fri Dec 02 12:13:25 2022 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131425.D

Acq On : 28 Nov 2022 12:28
Operator : CG\JU

Sample : N5766-03

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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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Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.181 21.05 ng 554712  1,4-Dichlorobenzene-d4 6.951

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 526 (5.181 min): BF131425.D\data.ms (-517) (-) m/z 43.00 100.00%
3.0
59.0
5000
R an  AREEmaRET e
| . 101.0 4.80 5.00 5.20 5.40 5.60
Ol A0 S m/z 59.00  54.95%
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 R R R
4.80 5.00 5.20 5.40 5.60
101.0 m/z 101.00 15.53%
0 31\'0 L | 83.0 |
\\‘\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
R aaE e A RAREa
4.80 5.00 5.20 5.40 5.60
5000 41.0 m/z 58.00  15.20%
29.
87.0
ol 20 L L il o | seo
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester T
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 8.69%
5000 57.0
29.0
101.0
0H“HWH““m““mwHMum“‘ZB"RWWH“HH_ S AR e R A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131425.D

Acq On : 28 Nov 2022 12:28
Operator : CG\JU

Sample : N5766-03

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 3 1-Hexacosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.998 8.16 ng 217113  Chrysene-d12 14.157
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 91
2 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 91
3 17-Pentatriacontene 491 C35H70 006971-40-0 91
4 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 91
5 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 91
Abundance Scan 2025 (13.998 min): BF131425.D\data.ms (-2021) (- 56.95 100.00%
57.0
1911 14 OO
0 H“Luuﬁﬂwhuuu‘ 2 m/z 43.05  88.53%

o

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #273800: 1-Hexacosene
7.0

5000
14 OO
125.0 m/z 54.95 76.61%
0 L M 181.0238.0 306.0364.0
\\‘\1!\‘!\\!\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #343754: Tetracosyl heptafluorobutyrate
57.0
14 OO
5000 ITI z 41.05 53.81%
125.0
ol L }1|;$102360 336.0 532.(
‘H“H‘_“ e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #336402: 17-Pentatriacontene
43.0 14 00

5000

m/z--> 50 100 150 200 250 300 350 400 450 500 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131425.D

Acq On : 28 Nov 2022 12:28
Operator : CG\JU

Sample : N5766-03

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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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Peak Number 4 Triphenylphosphine oxide Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.251 2.27 ng 60483  Chrysene-d12 14.157
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 91
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 68
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 64
4 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 50
5 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 38
Abundance Scan 2068 (14.251 min): BF131425.D\data.ms (-2063) (-]  m/z 277.10 100.00%
277.1
5000
77.0
152.0 201.0 AL P
14.00 14.50
38. ‘ 115.0
0 “M%H‘HWw“‘MMW ‘ﬁu\HM‘U““‘ b m/z 278.10 30.06%
miz--> 50 100 150 200 250 300
Abundance #171172: Triphenylphosphine oxide
277.0
5000 e
14.00 14.50
77.0 199.0 m/z 77.00  23.75%
152.0
O \2\7\.0\ ‘}‘ T “\ T ‘ T T T “H\ T \“\ U T T T T ‘ T T ‘\ T ‘ T
miz—-> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
14.00 14.50
5000 m/z 201.00 18.31%
77.0 183.0
ol 29 L 1200 | U‘ 280 |
miz--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy —— ‘ m
277.0 14.00 14.50
m/z 51.00 18.02%
5000
.0 183.0
131.0
PSR I W, . B PN N VUYL PR
m/z--> 50 100 150 200 250 300 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131425.D

Acq On : 28 Nov 2022 12:28
Operator : CG\JU

Sample : N5766-03

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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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Peak Number 5 Supraene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.033 2.33 ng 51158 Perylene-di2 15.698
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 86
2 .beta.-D-Mannofuranoside, farnesyl- 384 C21H3606 1000155-15-5 83
3 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24 062951-96-6 80
4 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H360 056882-09-8 72
5 (2E,6E)-3,7,11-Trimethyldodeca-2... 404 C27H4802 078368-58-8 72
Abundance Scan 2201 (15.033 min): BF131425.D\data.ms (-2198) (- m/z 69.05 100.00%
69.0
- A\/JL
15.00 |
obr—t MH i ““‘ AL m“363‘9‘2?7‘ 0 8% w2 81.00  54.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000
15.00
m/z 41.00 31.49%
137.0
0279 ki | 4], 1910 2730 3410 4104
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #290673: .beta.-D-Mannofuranoside, farnesyl-
69.0
R \
15.00
5000 m/z 95.10 16.92%
Pl 20
0 ﬂHMNL MMWMWW‘M‘\ L‘?470 30?9“§§§9“‘
m/z--> 50 100 150 200 250 300 350 400
Abundance  #66996: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-
69.0 15.00
m/z 68.00 13.84%
5000
27 ‘ 123.0
oLl e b Dy
m/z--> 50 100 150 200 250 300 350 400 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131425.D

Acq On : 28 Nov 2022 12:28
Operator : CG\JU

Sample : N5766-03

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 Azulene, 1,2,3,5,6,7,8,8a-0... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.798 3.34 ng 73345 Perylene-d12 15.698
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Azulene, 1,2,3,5,6,7,8,8a-octahy... 204 C15H24 003691-11-0 70
2 .beta.-Humulene 204 C15H24 000116-04-1 52
3 Epilupeol; 20(29)-Lupen-3alpha-o... 468 C32H5202 1010513-01-8 50
4 4,6,6-Trimethyl-2-(3-methylbuta-... 218 C15H220 1000190-22-2 46
5 (1S,4aR,7R)-1,4a-Dimethyl-7-(pro... 204 C15H24 052026-55-8 43

Abundance Scan 2841 (18.798 min): BF131425.D\data.ms (-2832) (- m/z 54.90 100.00%
54.91106.9 189.1

354.9

‘ 18.40 18.60 18.80

ol H““H““‘_““H““H m/z 81.10 97.21%
miz--> 50 100 150 200 250 300 350 400 450

Abundance #80491: Azulene, 1,2,3,5,6,7,8,8a-octahydro-1,4-dimethy
107.0

Witk

18.40 18.60 18.80
m/z 106.90  95.68%

T “f Jm 1} \‘l \l\ T ‘ T 1T ‘ T 1T ‘ TT 1T ‘ TT 1T ‘ TT 1T ‘ TTT
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #80147: .beta.-Humulene
107.0 A !\ A

18.40 18.60 18.80
204.0 m/z 94.95  90.79%

5000

264.9

=

5000
189.0

o

5000

o

H ‘ MH\ ‘ ‘ L

*w*‘ ““‘ R RS RRRRERRRRRE

miz--> 50 100 150 200 250 300 350 400 450 ﬁ\mﬂ VW\ M

Abundance #331419: Epilupeol; 20(29)-Lupen-3alpha-ol, acetate (iso ““ ““““
189.0 18 40 18 60 18.80

m/z 109.10  90.79%

43.0 109.0

‘ \h '\ 1 (200210 a0 e || W\M ﬂ M

m/z--> 50 100 150 200 250 300 350 400 450 18.40 18.60 18.80

5000

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112822\
Data File : BF131425.D

Acqg On : 28 Nov 2022 12:28
Operator : CG\JU

Sample : N5766-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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... 2.293 33.5 ng 881368 1 6.951 526941 20.0
2-Pentanone, 4-... 5.181 21.1 ng 554712 1 6.951 526941 20.0
1-Hexacosene 13.998 8.2 ng 217113 5 14.157 532286 20.0
Triphenylphosph... 14.251 2.3 ng 60483 5 14.157 532286 20.0
Supraene 15.033 2.3 ng 51158 6 15.698 438628 20.0
Azulene, 1,2,3,... 18.798 3.3 ng 73345 6 15.698 438628 20.0
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