LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041822\
Data File : BF127826.D

Acqg On : 18 Apr 2022 15:40
Operator : CG\JU

Sample : N2444-06

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-BF040622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127826.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.316 3 5 11 rVB 270494 280889 6.94% 0.963%
2 5.193 483 494 501 rBV 154184 200798 4.96% 0.688%
3 5.581 554 560 563 rBV 3298870 3353100 82.90% 11.492%
4 6.575 723 729 732 rBV 3084009 3422030 84.61% 11.729%
5 6.946 789 792 796 rVB 1018900 917387 22.68%  3.144%

6 7.510 883 888 891 rBV 2233096 2339778 57.85% 8.019%
7 8.234 1006 1011 1014 rBV 1247896 1176452 29.09%  4.032%
8 9.310 1188 1194 1197 rBV 4227806 4044664 100.00% 13.863%
9 9.992 1305 1310 1313 rBV 1673437 1427949 35.30%  4.894%
10 10.781 1439 1444 1448 rBV 2820445 2848095 70.42% 9.762%

11 11.481 1559 1563 1566 rBV 1621881 1494434 36.95% 5.122%
12 11.504 1566 1567 1570 rVB 104559 64661 1.60% 0.222%
13 11.933 1635 1640 1644 rBV2 59749 109417 2.71% 0.375%
14 11.998 1649 1651 1659 rVB3 89988 139895 3.46% 0.479%
15 12.092 1664 1667 1670 rBV2 62317 68010 1.68% 0.233%
16 12.533 1738 1742 1745 rBV 63742 66372 1.64% 0.227%
17 12.698 1767 1770 1774 rBV 261472 221126 5.47% 0.758%
18 12.928 1803 1809 1812 rBV 291316 296102 7.32% 1.015%
19 13.075 1829 1834 1837 rBV 3973455 3863701 95.53% 13.242%
20 13.139 1842 1845 1853 rvB4 34102 61263 1.51% 0.210%
21 13.251 1862 1864 1867 rVB 42407 45579 1.13% 0.156%
22 13.363 1879 1883 1885 rBV2 47740 53292 1.32% 0.183%
23 14.010 1988 1993 2005 rVB6 68629 194254 4.80% 0.666%
24 14.127 2008 2013 2016 rVV 1160806 1119725 27.68% 3.838%
25 14.151 2016 2017 2024 rVB 114539 97180 2.40% 0.333%
26 14.222 2024 2029 2035 rBvV2 86344 123464 3.05% 0.423%
27 15.192 2190 2194 2198 rBV 62335 105912 2.62% 0.363%
28 15.510 2245 2248 2255 rVB 40808 54689 1.35% 0.187%
29 15.574 2255 2259 2265 rBV 59434 79547 1.97% 0.273%
30 15.645 2266 2271 2283 rVB 627963 850629 21.03% 2.915%
31 17.192 2529 2534 2542 rVB3 24141 56167 1.39% 0.193%
Sum of corrected areas: 29176561
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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\BF041822\

BF127826.D
: 18 Apr 2022 15:40
: CG\JU
: N2444-06
: 9 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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TIC: BF127826.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041822\
Data File : BF127826.D

Acqg On : 18 Apr 2022 15:40
Operator : CG\JU

Sample : N2444-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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.
2.316 6.12 ng 280889 1,4-Dichlorobenzene-d4 6.951

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 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance Scan 5 (2.316 min): BF127826.D\data.ms (-3) (-) m/z 73.05 100.00%
73.0
5000
43.0
55-0 871 \\\‘\\\\‘\\\\‘\\\\‘\\\\‘
‘ 2.402.502.60 2.70
O bbb AL wjz a3.es 35.18%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T[T T T [ T[T TTT]
43.0 2.402.502.60 2.70
590 87.0 m/z 55.00  26.03%
w0 |
O\\‘\\\\‘\\\”“\\\\“‘}\‘\\‘\\\‘\“\\\\“\}\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
R R L ARARREREE
40 55, 87.0 2.402.50 2.60 2.70
5000 ’ m/z 87.10 25.13%
29.0
150 ‘W\ ‘ ‘\ w
ot e e
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #2247: Silane, tetramethyl- e R e RARRRRES
73.0 2.402.502.60 2.70
m/z 71.05 11.74%
5000
45.0
o 290 || 590 | 880
A ma s o AR R REARsREREE RS
m/z--> 10 20 30 40 50 60 70 80 90 100 2.402.502.602.70
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041822\
Data File : BF127826.D

Acqg On : 18 Apr 2022 15:40
Operator : CG\JU

Sample : N2444-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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.
5.193 4.38 ng 200798 1,4-Dichlorobenzene-d4 6.951

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 36
3 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 23
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 494 (5.193 min): BF127826.D\data.ms (-483) (-) m/z 43.00 100.00%
43.0
59.0
5000
lolo [T T T T T T T
‘ 83.0 4.80 5.00 5.20 5.40 5.60
0t e m/z 59.00 56.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I L L R
59.0 4.80 5.00 5.20 5.40 5.60
150 1010 m/z 101.00  18.34%
O \\\‘\f‘!‘f‘\\f‘?‘ﬁ\.\o\\“u{\\‘\\}\‘\\\\‘\\\\8‘:\3‘\.(\)\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
R A RERESEEEE
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.00 14.89%
41.0
29.0 101.0
0 bl Al 730 880 |
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5058: Propane, 2-ethoxy-2-methyl- Rmaas e ma R o
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.10 9.07%
5000
87.0
20.0 41.0
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\BF041822\
Data File : BF127826.D

Acqg On : 18 Apr 2022 15:40
Operator : CG\JU

Sample : N2444-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 Behenic alcohol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.010 3.47 ng 194254  Chrysene-d12 14.127
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 90
2 1-Tetracosene 336 C24H48 010192-32-2 87
3 1-Heptacosanol 396 C27H560 002004-39-9 87
4 n-Nonadecanol-1 284 C19H400 001454-84-8 83
5 1-Pentadecanethiol 244 C15H32S 025276-70-4 74

Abundance Scan 1993 (14.010 min): BF127826.D\data.ms (-1988) (-]
57.1

m/z 57.10 100.00%

07.1
5000
T \
| 1039.1 207.0 260.1 14.00
oL~ ‘\Um‘ul il “HH“\‘M I \“\\ M‘\h} \‘m‘\‘\‘\‘ \‘m‘.‘uu‘\ 1\\‘ T m/z 83.00 93.41%
m/z--> 50 100 150 200 250 300 350
Abundance #232316: Behenic alcoho
83.0
43.(
5000 ——
14.00
25.0 m/z 43.10 83.75%
O T \“1‘ H“ T ‘\‘f \H‘ ‘f‘“ \“‘L\ “T‘ ﬂﬁ\ez-\o\z}\o.\o\ T ‘ \2\8(\)\0’ L ’ L
m/z--> 50 100 150 200 250 300 350
Abundance #244231: 1-Tetracosene
43.0 83.0
—— ‘
14.00
5000 m/Z 69.05 80.40%
25.0
o L)L sm02i00  ssmo
m/z--> 50 100 150 200 250 300 350
Abundance #299848: 1-Heptacosanol T
57.0 97.0 14.00
m/z 55.05 79.55%
5000
39.0
oLt L1 1) 18102220264.03060 378«
R A e o e AL B S ——
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041822\
Data File : BF127826.D

Acqg On : 18 Apr 2022 15:40
Operator : CG\JU

Sample : N2444-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 Triphenylphosphine oxide Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.222 2.21 ng 123464  Chrysene-di12 14.127
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 97
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 90
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 50
4 (Carbethoxymethyl)-triphenylphos... 428 C22H22BrO2P 001530-45-6 40
5 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 38
Abundance Scan 2029 (14.222 min): BF127826.D\data.ms (-2024) (- m/z 277.10 100.00%
2771
5000 ){m
o 183.0 e o oy
36'3\‘ ‘\ 12\8'0 Ly M 22?'1 | e s 9
O e I T L e e m/z 278.10  33.07%
miz-> 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 27.00%
152.0
O \2\7\.0\ ‘}‘ T \“\ T ‘ T T L ““\ 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
T —
14.00 14.50
5000 m/z 183.00 20.81%
77.0 183.0
ol 39 L 12000 L U‘ 280 |
miz--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy
277.0 14.00 14.50
m/z 199.00  20.34%
5000
o 183.0
131.0
N T WV . T VRN o B
m/z--> 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\BF041822\
Data File : BF127826.D

Acqg On : 18 Apr 2022 15:40
Operator : CG\JU

Sample : N2444-06

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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... 2.316 6.1 ng 280889 1 6.951 917387 20.0
2-Pentanone, 4-... 5.193 4.4 ng 200798 1 6.951 917387 20.0
Behenic alcohol 14.010 3.5 ng 194254 5 14.127 1119730 20.0
Triphenylphosph... 14.222 2.2 ng 123464 5 14.127 1119730 20.0
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