LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@81922\
Data File : BF129908.D

Acqg On : 19 Aug 2022 13:01
Operator : CG\JU

Sample : N4227-11

Misc :

ALS vial : 9 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-BF081422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF129908.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.010 459 463 477 rBV 166078 216750 7.27% 1.073%
2 5.428 531 534 555 rBv 2372105 2434403 81.65% 12.048%
3 6.445 704 707 721 rBV 2510571 2423813 81.29% 11.995%
4 6.792 762 766 770 rBV 863320 690738 23.17%  3.418%
5 7.363 858 863 866 rBV 1672245 1568003 52.59% 7.760%

6 8.075 980 984 988 rBV 1147454 934495 31.34% 4.625%
7 9.151 1162 1167 1170 rBV 3475487 2981610 100.00% 14.756%
8 9.833 1279 1283 1286 rBV 1206706 1041551 34.93% 5.155%
9 10.627 1414 1418 1428 rBV 1973637 1629380 54.65%  8.064%
10 11.322 1533 1536 1540 rBV 1136774 941452 31.58% 4.659%
11 11.839 1619 1624 1629 rBV3 26178 36790 1.23% ©.182%
12 12.845 1788 1795 1797 rBV7 46713 95100 3.19% 0.471%

13 12.910 1799 1806 1809 rBV 2566616 2426774 81.39% 12.010%
14 12.992 1809 1820 1824 rVv4 174353 575474 19.30%  2.848%
15 13.804 1953 1958 1969 rBv4 46446 132256 4.44%  ©.655%

16 13.974 1983 1987 1990 rBV 611166 573708 19.24%

2.
17 14.057 1997 2001 2007 rBV 144725 159356 5.34% ©.789%
18 15.039 2166 2168 2174 rVB 33127 40224  1.35% ©.199%
19 15.433 2218 2235 2246 rVB 558750 1099455 36.87% 5.441%
20 15.839 2300 2304 2310 rVB4 25898 38793 1.30% 0.192%

21 16.998 2495 2501 2507 rBV7 84332 166132 5.57% ©.822%

Sum of corrected areas: 20206257
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 19 Aug 2022 13:01
: CG\JU
: N4227-11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081922\
BF129908.D

: 9 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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\BF081922\
Data File : BF129908.D

Acqg On : 19 Aug 2022 13:01
Operator : CG\JU

Sample : N4227-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.010 6.28 ng 216750 1,4-Dichlorobenzene-d4 6.792

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 4-Methoxy-1-pentene 100 C6H120 098386-09-5 9

Abundance Scan 463 (5.010 min): BF129908.D\data.ms (-459) (-) m/z 43.00 100.00%

43.0
59.1
5000
101.0 A s
‘ 83.0 4.60 4.80 5.00 5.20 5.40
ot 2 mjz 59.10 62.33%
miz--> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 DL B RN B W
59.0 4.60 4.80 5.00 5.20 5.40
m/z 101.00 21.38%
0 27\\\ Ll | 830 10‘10
\\\’\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
s mamE o
4.60 4.80 5.00 5.20 5.40
5000 2410 m/z 58.10 15.67%
byl L 128020
m/iz--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate T e
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 10.30%
5000
58.0
15.0 100.0
L
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081922\
Data File : BF129908.D

Acqg On : 19 Aug 2022 13:01
Operator : CG\JU

Sample : N4227-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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 4-(1,3,3-Trimethyl-bicyclo[... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.845 3.32 ng 95100 Chrysene-d12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-(1,3,3-Trimethyl-bicyclo[4.1.0... 206 C14H220 077143-31-8 70
2 (1-Cyclohexylmethyl-3-methylbut-... 274 C18H26S 1000191-26-0 38
3 7-Pentadecyne 208 C15H28 022089-89-0 25
4 2-[(3-Fluorophenyl)methyl]-5-([(... 328 C17H17FN402 1000386-81-0 22
5 (2Z,4E)-3,7,11-Trimethyl-2,4,10-... 206 C15H26 172549-29-0 20
Abundance Scan 1795 (12.845 min): BF129908.D\data.ms (-1788) (- m/z 69.10 100.00%
(o
69.1 123.1
5000
205.1
273.1 T T 7
Ly e e 2w ssoo
ol i WL TR T ““J‘ m/z 55.05 86.36%
miz--> 50 100 150 200 250 300 350 400
Abundance #82825: 4-(1,3,3-Trimethyl-bicyclo[4.1.0]hept-2-yl)-but-3-
109.0
5000 — —
12.50 13.00
163.0 m/z 109.10 82.69%
06.0
O' \“m\‘h‘\“\‘\ﬁ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 100 150 200 250 300 350 400
Abundance #166307 (1-Cyclohexylmethyl-3-methylbut-2-enylthio)be
69.0 165.0
B P
12.50 13.00
5000 m/z 123.10 82.40%
23.0 274.0
27, | ‘ 218.0 ‘
0! AU NSRS O N
m/z--> 50 100 150 200 250 300 350 400
Abundance #85355: 7-Pentadecyne oy —
67.0 12.50 13.00
m/z 95.00 80.73%
5000 09.0
AL oo
ol et
m/z--> 50 100 150 200 250 300 350 400 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081922\
Data File : BF129908.D

Acqg On : 19 Aug 2022 13:01
Operator : CG\JU

Sample : N4227-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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 Friedelan-3-one Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.992 20.06 ng 575474  Chrysene-d12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Friedelan-3-one 426 C30H500 000559-74-0 83
2 6-Isopropenyl-4,8a-dimethyl-4a,5... 218 C15H220 086917-79-5 52
3 2,2,6-Trimethyl-1-(2-methyl-cycl... 218 C15H220 1000188-72-8 48
4 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C10H18 020536-40-7 42
5 7-Tetradecyne 194 C14H26 035216-11-6 41
Abundance Scan 1820 (12.992 min): BF129908.D\data.ms (-1809) (- m/z 95.10 100.00%
9!:
50001 41 JL
——
|
0 \W‘M”MM‘ . m/z 69.10 86.06%
miz--> 50 100 150 200 250 300 350 400
Abundance #316504: Friedelan-3-one
69.0
125.0
5000 205.0 ELS‘O(S
273.0 -
426.(
m/z 81.10 71.26%
341.0
oL Ll 'R VT U T O e
m/z--> 50 100 150 200 250 300 350 400
Abundance #96824: 6-Isopropenyl-4,8a-dimethyl-4a,5,6,7,8,8a-hexa
95.0
——
13.00
5000{ 41.0 218.0 m/z 109.18  69.62%
UL
oLl \ Hh A ‘m d‘h ‘\ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #96806: 2,2,6-Trimethyl-1-(2-methyl-cyclobut-2-enyl)-hep T
41.0 95.0 13.00
m/z 55.10 69.04%
5000
470 218.0
0 Wk | — —
m/z--> 50 100 150 200 250 300 350 400 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081922\
Data File : BF129908.D

Acqg On : 19 Aug 2022 13:01
Operator : CG\JU

Sample : N4227-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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 Trifluoroacetoxy hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.804 4.61 ng 132256  Chrysene-di12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
2 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 94
3 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 93
4 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 93
5 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 93
Abundance Scan 1958 (13.804 min): BF129908.D\data.ms (-1953) (- m/z 43.05 100.00%
3.0
83.0
5000
25.1 . AN
‘ ‘ ‘ 169.0 207.0 267.0 13.50 14.00
0l M J w‘wl\mhww e m/z 57.05  99.05%
miz--> 50 100 150 200 250 300
Abundance #245846: Trifluoroacetoxy hexadecane
57.0
97.0
5000 — ——
13.50 14.00
m/z 55.05  98.15%
39.0
OL\5.\Q“\ ‘i‘ ‘H\ “\‘ M‘ iy ‘W ‘”\ T \1\9‘6‘(\) T |2\6?(\)\ ‘3\2\0\(
miz--> 50 100 150 200 250 300
Abundance #280777: Trichloroacetic acid, pentadecyl ester
43.0
83.0 — —
13.50 14.00
5000 m/z 83.05 78.28%
UL
182.0
m/iz--> 50 100 150 200 250 300
Abundance #228955: Trifluoroacetic acid, pentadecyl ester — —
57.0 13.50 14.00
97.0 m/z 69.85 63.33%
h }MWW%WMM%MJ\hWWWﬂAWVWW
40.0 .
oiso L L L1 L t00 3020 250 g UM T
m/z--> 50 100 150 200 250 300 13.50 14.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Tit

TIC Libra

: 19 Aug 2022 13:01
: CG\JU
: N4227-11

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081922\
BF129908.D

: 9 Sample Multiplier: 1

le

ry

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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 Triphenylphosphine oxide Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.657 s.56ng 150356 Chrysene-d12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 CigHIsOP 000791-28-6 97

2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P
4 2-Propenoic acid, 2-cyano-3-(3-p... 277 C18H15N02
5 Carbazol-1-one, 1,2,3,4-tetrahyd... 277 C18H15N0O2

1000483-83-4 87
015990-54-2 50
1000080-00-3 37
299962-12-2 33

Abundance Scan 2001 (14.057 min): BF129908.D\data.ms (-1997) (- m/z 277.05 100.00%
277.1
5000
o 199.0 — A ‘
39# 1150 15f0 H 14.00
oHH S T e m/z 278.10  33.34%
m/z--> 100 200 250 300
Abundance #171169:TnphenwphospmneOXMe
277.0
51.0
5000 199.0 T
152.0 14.00
m/z 77.00  28.96%
18 95.0
oL ‘ ‘ ‘ ‘\ ‘\\‘\H“ “ “\‘Muh‘\\‘ \H\‘ ”\ ‘\“ [H . ?3:3‘0 —
m/z--> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
N \
14.00
5000 ITI/Z 199.00 24.83%
77.0 183.0
0 3gd L | ‘:‘L%?‘.O ‘H “ n 228.0
b R B e
m/z--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, anhenwphosphoranyhdene)h 4y ‘
77.0 14.00
m/z 201.00 21.02%
5000
.0 183.0
131.0
PN WP N T VN A
m/z--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081922\
Data File : BF129908.D

Acqg On : 19 Aug 2022 13:01
Operator : CG\JU

Sample : N4227-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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-Amino-2-methylphenyl)-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.998 3.02 ng 166132  Perylene-di2 15.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(4-Amino-2-methylphenyl)-2-pip... 204 C12H16N20 443999-53-9 58
2 1,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24 1000193-60-8 52
3 Naphthalene, decahydro-4a-methyl... 204 C15H24 017066-67-0 49
4 1H-3a,7-Methanoazulene, octahydr... 204 C15H24 000508-55-4 46
5 1-Naphthalenecarboxylic acid, de... 316 C21H3202 001235-39-8 41
Abundance Scan 2501 (16.998 min): BF129908.D\data.ms (-2495) (- m/z 204.15 100.00%
204.2
135.1
69.0
5000 301.3
255.2 393.2 17.00
0" m/z 135.05 69.02%
miz--> 50 100 150 200 250 300 350 400
Abundance  #79786: 1-(4-Amino-2-methylphenyl)-2-piperidinone
204.0
107.0
5000 T
17.00
m/z 121.10 64.44%
55.0 ‘ }5
O T \”\ ‘\“ “m‘\‘l\“‘”‘ \“h‘“‘\h““ i‘h‘\lh‘ ‘\?.\? |\ ‘ L ‘ L ‘ L ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #80273: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaph
204.0
91.0 —r—
41.0 17.00
5000 m/z 132.95 62.39%
7.
o }
m/z--> 50 100 150 200 250 300 350 400
Abundance #80482: Naphthalene, decahydro-4a-methyl-1-methylene T
105.0 204.0 17.00
m/z 69.00 56.80%
T WWWJ\WMM
R 11— .
m/z--> 50 100 150 200 250 300 350 400 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081922\
Data File : BF129908.D

Acqg On : 19 Aug 2022 13:01
Operator : CG\JU

Sample : N4227-11

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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-... 5.010 6.3 ng 216750 1 6.792 690738 20.0
4-(1,3,3-Trimet... 12.845 3.3 ng 95100 5 13.974 573708 20.0
Friedelan-3-one 12.992 20.1 ng 575474 5 13.974 573708 20.0
Trifluoroacetox... 13.804 4.6 ng 132256 5 13.974 573708 20.0
Triphenylphosph... 14.057 5.6 ng 159356 5 13.974 573708 20.0
1-(4-Amino-2-me... 16.998 3.0 ng 166132 6 15.439 1099460 20.0
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