LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121622\
Data File : BF131679.D

Acqg On : 16 Dec 2022 22:01
Operator : CG\JU

Sample : N6@37-22

Misc :

ALS Vvial : 20 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-BF120822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131679.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.134 3 8 16 rVB 484112 578664 24.04%  3.642%
2 5.087 506 510 517 rVB 206762 265186 11.01% 1.669%
3 5.493 574 579 582 rBV 1973191 1940615 80.61% 12.213%
4 6.510 747 752 755 rBV 2009274 1964737 81.61% 12.365%
5 6.881 811 815 818 rBV 517611 439035 18.24% 2.763%

6 7.445 906 911 914 rBV 1296371 1260115 52.34% 7.930%
7 8.169 1030 1034 1037 rBV 669714 547111 22.73%  3.443%
8 9.251 1213 1218 1221 rBV 2754737 2333541 96.93% 14.686%
9 9.933 1330 1334 1337 rBV 787024 638917 26.54% 4.021%

10 10.651 1452 1456 1459 rBV 196603 156267 6.49% 0.983%
11 10.728 1464 1469 1472 rBV 1648161 1501177 62.35% 9.447%
12 10.957 1505 1508 1513 rVB 36877 29089 1.21% 0.183%
13 11.427 1584 1588 1591 rBV 811979 678545 28.18% 4.270%
14 11.951 1674 1677 1681 rBV 48220 45208 1.88% 0.285%
15 13.021 1854 1859 1862 rBV 2846955 2407507 100.00% 15.151%
16 13.921 2008 2012 2013 rBV 37813 41603 1.73% 0.262%
17 14.080 2035 2039 2042 rVB 479200 447741 18.60% 2.818%
18 14.174 2051 2055 2062 rVB 30893 34542 1.43% 0.217%
19 14.939 2181 2185 2189 rVB 94888 92653 3.85% 0.583%
20 15.580 2289 2294 2303 rVB2 309907 415568 17.26% 2.615%
21 16.057 2370 2375 2380 rBvV2 22541 36756 1.53% 0.231%
22 16.586 2459 2465 2470 rBV3 18928 35127 1.46% 0.221%
Sum of corrected areas: 15889704
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 16 Dec 2022 22:01
¢ CG\JU
: N6037-22

. 20

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121622\
BF131679.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121622\
Data File : BF131679.D

Acqg On : 16 Dec 2022 22:01
Operator : CG\JU

Sample : N6037-22

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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.
2.134  26.36 ng 578664 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 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 22
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
Abundance Scan 8 (2.134 min): BF131679.D\data.ms (-3) (-) m/z 73.05 100.00%
73.0
5000
43.0 870
R RAAESREEEECEE
91 ‘ 2.202.302.402.50
\\‘\H\‘\H\“M\‘\\‘\‘H‘\“-HH“H‘H‘HH‘H\\‘\H\‘\H\‘H\\‘HH m/z 43.05 33.9700
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L R R R R
43.0 2.202.302.402.50
' 87.0 m/z 87.05 26.79%
29.0 L ‘
\\‘\H”“\H\“‘}\‘f\‘\\f‘?“(\)\H“\}H‘HH‘H\\‘\H\‘\H\‘H\\‘HH
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 A e
2.202.302.402.50
5000 41.0 55.0 m/z 55.00 24.61%
27.0
A 112.0 1290
e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4994 Pentane, 3-methoxy- N RAERE R
73.0 2.202.302.402.50
m/z 41.05 11.64%
5000
45.0
29.0
H_HWpHHNHW‘E%Q‘WHH‘HH‘HHMRHM‘H_H‘_H‘ P
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121622\
Data File : BF131679.D

Acqg On : 16 Dec 2022 22:01

Operator : CG\JU

Sample : N6037-22

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
5.087 12.08 ng 265186 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 56
2 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 25
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
Abundance Scan 510 (5.087 min): BF131679.D\data.ms (-506) (-) m/z 43.00 100.00%
3.0
59.0
5000
101.0 D -
| | ‘ 83.0 4.80 5.00 5.20 5.40 )
\\\’\\\\‘\\\\‘\\\\‘\‘\\\‘\\‘\‘\i\\\\‘\\\\‘\‘\\\’\\\}‘\\\\‘\ m/z 59.09 65.380
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L L BN LR
59.0 4.80 5.00 5.20 5.40
m/z 101.00 21.12%
T g30 1019
\\\’\\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4871: 3-Hydroxy-3-methyl-2-butanone
59.0
Ammm
4.80 5.00 5.20 5.40
5000 43.0 m/z 58.00 15.08%
31.0
15.0 ‘ ‘ “ 87.0
L L L1y L
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime R  RERREEES T
43.0 4.80 5.00 5.20 5.40
m/z 41.00 10.57%
5000
101.0
150 310 | %80 505 geo
e e e e e e RARREEEE T
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\BF121622\
Data File : BF131679.D

Acqg On : 16 Dec 2022 22:01
Operator : CG\JU

Sample : N6037-22

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.651 4.89 ng 156267  Acenaphthene-di10 9.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 49
3 Benzilic acid 228 C14H1203 000076-93-7 47
4 Benzoyl isothiocyanate 163 C8HS5NOS 000532-55-8 47
5 N-Methylbenzamide, N-trifluoroac... 231 C10H8F3NO2 1000446-91-5 47
Abundance Scan 1456 (10.651 min): BF131679.D\data.ms (-1452) (- m/z 105.00 100.00%
105.0
77.0
182.1
5000
51.0
— —
10.50 11.00
152.0
\\\‘\\\\‘\\‘\\’\\\”“’\\\\’\‘\\\‘\\\\‘\\}h\‘\\\\‘H\\\\‘\\\\‘\\\\ m/z 77.09 68.2500
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56922: Benzophenone
105.0
77.0
5000 1 ‘A\ :
182.0 10.50 11.00
51.0 m/z 182.16  53.51%
210 | | | 1520
\\\‘\\\\‘\\1\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #30107: Benzenecarbothioic acid, S-methyl ester
105.0
— —
77.0 10.50 11.00
5000 m/z 51.00 26.46%
51.0
27'0 L ‘ lll ‘ 152.0
A B B R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #109115: Benzilic acid R R
105.0 183.0 10.50 11.00
770 m/z 181.00 8.86%
5000
51.0
152.0
IO ke e e 2209 SN R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121622\
Data File : BF131679.D

Acqg On : 16 Dec 2022 22:01

Operator : CG\JU

Sample : N6037-22

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Supraene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.939 4.46 ng 92653  Perylene-di12 15.580
Hit# of 5 Tentative ID MW MolForm CASH# Qual

upraene

410 C30H50

,11-Dimethyldodeca-2,6,10-trien... 208 C14H240

,5,9-Decatriene, 2,3,5,8-tetram... 192 C14H24

1S
27
3 1-(Phenylthio)-3,7,11-trimethyl-... 314 C21H30S
41
56

,11-Dimethyl-2,6,10-dodecatrien... 208 C14H240

007683-64-9 87
125529-10-4 87
028413-57-2 83
230646-72-7 64
1000196-53-3 64

Abundance Scan 2185 (14.939 min): BF131679.D\data.ms (-2181) (-

29

69.0
5000
‘\ Il ‘ \H \” Al \h I“ \175 1 2311 281.1 3414
e b e e S S R S
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000

137.0
L4, 1910  273.0 3410 410.

m/z--> 50

\\“\\\\‘\\\\‘\www‘x\\\‘\\\\‘\\\\‘\\

100 150 200 250 300 350 400

Abundance

5000

27-4 L

#85250: 7,11-Dimethyldodeca-2,6,10-trien-1-ol
69.

0

137.0
plo gl 1930

m/z--> 50

100 150 200 250 300 350 400

Abundance #21771

5000

oy

69.

9: 1-(Phenylthio)-3,7,11-trimethyl-2,6,10-dodecatr
0

137.0

‘ 204.0 314.0
\MNJMH“\\ |, H 246.0 \

m/z 69.05 100.00%

15.00

m/z 81.00 53.05%

15.00

m/z 41.10  25.50%

15.00

m/z 95.10  14.89%

15.00

m/z 68.10 13.13%

m/z--> 50

100 150 200 250 300 350 400
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121622\
Data File : BF131679.D

Acqg On : 16 Dec 2022 22:01
Operator : CG\JU

Sample : N6037-22

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120822.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... 2.134 26.4 ng 578664 1 6.881 439035 20.0
2-Pentanone, 4-... 5.087 12.1 ng 265186 1 6.881 439035 20.0
Benzophenone 10.651 4.9 ng 156267 3  9.933 638917 20.0
Supraene 14.939 4.5 ng 92653 6 15.580 415568 20.0
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