LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\
Data File : BF131000.D

Acqg On : 04 Nov 2022 20:19
Operator : CG\JU

Sample : N5304-01

Misc :

ALS vial : 8 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-BF102722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131000.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.199 11 19 31 rVB 1291064 1682074 78.23% 13.205%
2 5.128 514 517 527 rBV 94029 106274 4.94% 0.834%
3 5.528 581 585 588 rBV 1205286 1013853 47.16% 7.959%
4 6.528 751 755 758 rBV 747796 611151 28.43% 4.798%
5 6.910 816 820 823 rBV 524174 395576 18.40%  3.105%

6 7.475 911 916 919 rBV 1472285 1459794 67.90% 11.460%
7 8.098 1018 1022 1026 rBV 21540 39233 1.82% ©.308%
8 8.192 1034 1038 1042 rBV 566330 542096 25.21% 4.256%
9 9.275 1217 1222 1225 rBV 2604199 2150040 100.00% 16.879%

9.957 1334 1338 1341 rBV 614523 505610 23.52%  3.969%

11 10.745 1468 1472 1476 rBV 1132305 1070117 49.77% 8.401%
12 11.451 1588 1592 1595 rBV 559261 486518 22.63%  3.819%
13 13.039 1858 1862 1865 rBV 2085068 1842932 85.72% 14.468%
14 14.098 2038 2042 2046 rBV 457663 385489 17.93% 3.026%
15 14.192 2053 2058 2063 rBV 74742 78483 3.65% ©.616%

16 15.604 2292 2298 2307 rBV 286902 368942 17.16% 2.896%

Sum of corrected areas: 12738182
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method :

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\

BF131000.D
: 04 Nov 2022 20:19
: CG\JU
: N5304-01
: 8 Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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\BF110422\
Data File : BF131000.D

Acqg On : 04 Nov 2022 20:19
Operator : CG\JU

Sample : N5304-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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.
2.199 85.04 ng 1682070 1,4-Dichlorobenzene-d4 6.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
Abundance  Scan 19 (2.199 min): BF131000.D\data.ms (-11) (-) m/z 73.10 100.00%
73.1
5000 43.0
87.1
7
‘ Lgo 220 240 2.60
Obr oty bbr e e m/z 43.05  45.13%
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 B e B L
430 2.20 2.40 2.60
87.0 m/z 55.10 30.71%
\ \‘ 90 Ly
0 \‘H\\‘HH‘f\f\‘\f\f‘HH‘\H\’\H\‘HH‘\H\‘\H\‘HH‘\H\
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 P
220 240 2.60
5000 410 550 m/z 87.10 26.11%
27.0
Ol 1120 1290
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- ——— T
73.0 220 240 2.60

m/z 41.10 15.19%

5000 43.0
58.0
29.0 ‘ 87‘.0
i ‘ | !

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 240 2.60

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\
Data File : BF131000.D

Acqg On : 04 Nov 2022 20:19
Operator : CG\JU

Sample : N5304-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.128 5.37 ng 106274  1,4-Dichlorobenzene-d4 6.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
Abundance Scan 517 (5.128 min): BF131000.D\data.ms (-514) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.0 T T T R TR
4.80 5.00 5.20 5.40
Ll \‘ 83.0 ‘ 9
-t m/z 59.00 57.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 e T T
59.0 4.80 5.00 5.20 5.40
m/z 101.00  18.52%
150 349 101.0
0 \\\‘\f‘f!‘\\f‘f“[‘\.\\\“H{\\‘\\}\‘\\\\‘\\\\8‘:\3‘\.\0\‘\\\}“\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
 RaamEE e RRRRY
4.80 5.00 5.20 5.40
5000 m/z 58.10 15.09%
41.0
29.0 101.0
o rreprrre bbbl 730 880 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl-  RaamEE A RRRES
59.0 4.80 5.00 5.20 5.40
m/z 41.00 9.40%
5000 41.0
29.
‘ ‘ 87.0
b0 L ULl e
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\BF110422\
Data File : BF131000.D

Acqg On : 04 Nov 2022 20:19
Operator : CG\JU

Sample : N5304-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 Triphenylphosphine oxide Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.192 4.07 ng 78483  Chrysene-di12 14.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 94
2 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 50
3 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 43
4 2-Phenyl-6-(trifluoromethyl)-1H-... 277 C15H10F3NO 1000387-59-3 38
5 Carbazol-1-one, 1,2,3,4-tetrahyd... 277 C18H15N0O2 299962-12-2 32
Abundance Scan 2058 (14.192 min): BF131000.D\data.ms (-2053) (- m/z 277.10 100.00%
2771
5000
77.0
199.0 —— ——
30 ‘ 1150 15‘2'0 ‘ H 14.00 14.50
oL “Vﬂ ot b ‘N‘;MW‘(“““ T m/z 278.10  34.59%
m/z--> 50 100 150 200 250 300
Abundance #171172: Triphenylphosphine oxide
277.0
5000 —— ——
14.00 14.50
77.0 199.0 m/z 77.00  29.33%
152.0
0 \2\7\.0\ ‘}‘ T \“\ T ‘ T T L ““\ T \“\ U T T T T ‘ T T ‘\ T ‘ T
m/z--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy
277.0
— b
14.00 14.50
5000 m/z 199.00 21.86%
o 183.0
e T
ol bbb L
m/z--> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y ey
277.0 14.00 14.50
m/z 201.00 21.78%
5000
77.0 183.0
fowd L mo e |,
mlz--> 50 100 150 200 250 300 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\
Data File : BF131000.D

Acqg On : 04 Nov 2022 20:19
Operator : CG\JU

Sample : N5304-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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... 2.199 85.0 ng 1682070 1 6.910 395576 20.0
2-Pentanone, 4-... 5.128 5.4 ng 106274 1 6.910 395576 20.0
Triphenylphosph... 14.192 4.1 ng 78483 5 14.098 385489 20.0

8270-BF102722.M Mon Nov 07 11:35:46 2022 Pag 6



