LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110722\
Data File : BF131048.D

Acqg On : 07 Nov 2022 17:43
Operator : CG\JU

Sample : N5415-05

Misc :

ALS Vvial : 14 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-BF110722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF131048.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 2.181 11 16 23 rVB 465751 594053 27.36% 3.777%
2 2.293 29 35 40 rBV 34017 46661 2.15% 0.297%
3 4.499 406 410 417 rVB 49804 56757 2.61% 0.361%
4 5.122 511 516 525 rVB 367938 410792 18.92% 2.612%
5 5.516 578 583 586 rBV 1833404 1674010 77.09% 10.643%
6 6.522 749 754 757 rBV 1759196 1923079 88.56% 12.226%
7 6.898 814 818 821 rBV 716356 562621 25.91% 3.577%
8 7.463 909 914 917 rBV 1410326 1231096 56.69% 7.827%
9 8.181 1032 1036 1040 rBV 860745 745118 34.31% 4.737%
10 9.263 1214 1220 1223 rBV 2554090 2171565 100.00% 13.806%

11 9.945 1332 1336 1339 rVB 976891 852557 39.26%
12 10.733 1466 1470 1473 rBV 1582360 1264194 58.22%
13 11.433 1585 1589 1593 rBV 1001736 855520 39.40%
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14 11.498 1597 1600 1604 rVB2 34361 29955  1.38% 190%
15 11.951 1671 1677 1681 rBV3 33793 38945 1.79% 248%
16 12.880 1830 1835 1838 rBv2 21541 31703 1.46% 0.202%
17 13.022 1855 1859 1863 rBV 1889285 1753342 80.74% 11.147%
18 13.922 2008 2012 2014 rBV 38407 40981 1.89% 0.261%
19 13.957 2014 2018 2030 rVB3 79380 184879 8.51% 1.175%
20 14.080 2036 2039 2042 rVB 527573 462863 21.31%  2.943%
21 14.174 2051 2055 2059 rVB 62481 66970 3.08% 0.426%
22 14.233 2062 2065 2070 rVB 43396 41645 1.92% ©0.265%
23 14.539 2114 2117 2120 rBV 45928 46641 2.15% ©.297%
24 14.857 2168 2171 2174 rVB 38731 36403 1.68% 0.231%
25 14.933 2182 2184 2190 rVB 33528 37222 1.71% ©0.237%
26 15.204 2227 2230 2234 rVB3 30609 34873 1.61% 0.222%
27 15.580 2289 2294 2302 rVB2 420416 534362 24.61% 3.397%

Sum of corrected areas: 15728807
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110722\
Data File : BF131048.D

Acq On : 07 Nov 2022 17:43
Operator : CG\JU

Sample : N5415-05

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF131048.D\data.ms
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1500000 7.463
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Abundance TIC: BF131048.D\data.ms
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Abundance TIC: BF131048.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110722\
Data File : BF131048.D

Acq On : 07 Nov 2022 17:43

Operator : CG\JU

Sample : N5415-05

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110722.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.
2.181 21.12 ng 594053 1,4-Dichlorobenzene-d4 6.898
Hit# of 5 Tentative ID MW MolForm CAS# Qual

utane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83

1B
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 37
4 Boronic acid, ethyl-, dimethyl e... 102 C4H11BO2 007318-82-3 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
Abundance  Scan 16 (2.181 min): BF131048.D\data.ms (-11) (-) m/z 73.10 100.00%
73.1
5000 43.0
55.1 87.1
FOT A
‘ ‘ 2.202.302.402.502.60
Ob et et mz 43,05 48.56%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 ARRRARENRERRRRRRRR R RARE)
43.0 2.202.302.402.502.60
0 550 87.0 m/z 55.10  30.84%
w0 |
O\\‘\\\\‘\\\H“\\\\“‘}\‘\\‘\\\‘\“\\\\“\}\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
P T T T
410 o, 87.0 2.202.302.402.502.60
5000 ’ m/z 87.10 26.37%
29.0
15.0 M\ Iy \H
o+t e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5032: 3-Pentanol, 3-methyl- T
73.0 2.202.302.402.502.60
m/z 41.05 16.69%
5000
55.0
43.0 87.0
m/z--> 10 20 30 40 50 60 70 80 90 100 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110722\
Data File : BF131048.D

Acq On : 07 Nov 2022 17:43
Operator : CG\JU

Sample : N5415-05

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110722.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 3-Penten-2-one, 4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.499 2.02 ng 56757 1,4-Dichlorobenzene-d4 6.898

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl- 98 C7H14 024910-63-2 72
4 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 72
5 Cyclopropane, 1,1,2,2-tetramethyl- 98 C7H14 004127-47-3 72
Abundance Scan 410 (4.499 min): BF131048.D\data.ms (-406) (-) m/z 55.05 100.00%
55.0 83.0
5000 43.0
98.0
A AR Rma
‘ 66.9 4.20 4.40 4.60 4.80
Obrrprrrr e bl e e b m/z 83.08 90.38%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 L L L I BN LR
43.0 98.0 4.20 4.40 4.60 4.80
29.0
m/z 43.00 40.76%
O\\’\H\‘H}‘M\H‘lM\\\“i‘”\‘\\6\7\.(‘)\H\“HH‘HH“HH
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3553: 3-Hexen-2-one
55.0
83.0
200 43.0 4.20 4.40 4.60 4.80
5000 m/z 39.00 34.13%
98.0
15.0
\‘ \‘ J \‘\ \\‘ I 67.0
Ot e Ut 2 e e i
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3764 2-Pentene, 3,4-dimethyl- TN VNB ' Y NS W
55.0 4.20 4.40 4.60 4.80
m/z 98.00 30.25%
83.0
5000 41.0
21.0 98.0
15\0 \‘ il \‘ 1l ‘ ‘ 6‘9‘\0 |
L0 LA B e e e N N e
m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110722\
Data File : BF131048.D

Acq On : 07 Nov 2022 17:43
Operator : CG\JU

Sample : N5415-05

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110722.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.122 14.60 ng 410792  1,4-Dichlorobenzene-d4 6.898

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
Abundance Scan 516 (5.122 min): BF131048.D\data.ms (-511) (-) m/z 43.00 100.00%
3.0
5000
101.1 o RRAREE S
‘ 4.80 5.00 5.20 5.40
ol el 2202988 n/z 59.00  55.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L B R I R R |
4.80 5.00 5.20 5.40
m/z 101.10  16.69%
101.0
O \\\‘\w‘\\“”i\\‘}‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
AR A AR
4.80 5.00 5.20 5.40
5000 m/z 58.00 14.11%
31.0
‘ 87.0
0! b e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)- A
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.95%
5000
29.0 ‘ 101.0
S 1 N N — SOSU S L VRN | P
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110722\
Data File : BF131048.D

Acq On : 07 Nov 2022 17:43
Operator : CG\JU

Sample : N5415-05

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110722.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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.957 7.99 ng 184879  Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 n-Heptadecanol-1 256 C17H360 001454-85-9 93
3 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 93
4 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 93
5 Tetradecyl trifluoroacetate 310 C16H29F302 006222-02-2 93
Abundance Scan 2018 (13.957 min): BF131048.D\data.ms (-2014) (- m/z 43.05 100.00%
43.0
83.0
5000
25.1 LA
‘ 2411 283.1 14.00
oL—y m/z 55.05 98.89%
miz--> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosano
55.0
97.0
5000 T
14.00
m/z 83.85 75.08%
39.0
O J\-g\.d‘ ‘\“ “‘ ‘\ ‘\‘ \‘ \‘H“ ‘\‘“ \‘R‘\ “\‘ “H T %8\2.\0‘ \22\4\.0\ ‘2\66\.0\ T ‘ T
miz--> 50 100 150 200 250 300
Abundance #143654: n-Heptadecanol-1
55.0
97.0 e
14.00
5000 m/z 57.00 71.08%
39.0
giog L L1 ps0 a0
m/z--> 50 100 150 200 250 300
Abundance #228955: Trifluoroacetic acid, pentadecyl ester e
57.0 14.00
97.0 m/z 69.05 70.46%
40.0 .
olso | | ||| | 1400 1820 2550 sog -
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\BF110722\
Data File : BF131048.D

Acq On : 07 Nov 2022 17:43
Operator : CG\JU

Sample : N5415-05

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110722.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 Triphenylphosphine oxide Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.174 2.89 ng 66970  Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 95
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 50
4 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 43
5 Furo[3,2-c]quinoline, 8-bromo-2,... 277 C13H12BrNO 1000310-92-7 40

Abundance Scan 2055 (14.174 min): BF131048.D\data.ms (-2051) (- m/z 277.10 100.00%
277.1

5000
77.0 199.0
1520 1400 1450
14.00 14.50
39. ‘ 1150 | M 240.2 9
O b st b gl H‘ b m/z 278.10  35.93%
miz--> 50 100 150 200 250 300
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 — —
152.0 14.00 14.50

199.00  26.47%

18 95.0
. ‘ ‘ ‘ ‘\ T \H“ ' L. “ | ‘Muh‘\ 1 ‘\H\‘ U\ !“ . [H . ‘23‘3‘0 1
miz--> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0

o

14.00 14.50
5000 m/ 76.95 25.40%
77.0 183.0
0 39# L L \%%?fo ‘H “ u 228.0
e b - [
miz--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy | ¥

277.0 1400 1450

51.00  21.52%

5000
77.0 183.0
0 | ‘\\\\‘]‘-3‘%‘0‘\‘ ‘ ““H\\‘ —— “\‘ S

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\BF110722\
Data File : BF131048.D

Acq On : 07 Nov 2022 17:43
Operator : CG\JU

Sample : N5415-05

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110722.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 6 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.539 2.02 ng 46641  Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Octacosane 394 (C28H58 000630-02-4 80
3 Tetracosane 338 C24H50 000646-31-1 72
4 Tetradecane 198 C14H30 000629-59-4 72
5 Eicosane 282 C20H42 000112-95-8 72

Abundance Scan 2117 (14.539 min): BF131048.D\data.ms (-2114) (- m/z 57.10 100.00%
57.1

%

5000
14.50
49 207.0
oL b, H‘ LEARDL T3S 3549 s 4310 60.30%
m/z--> 50 100 150 200 250 300 350
Abundance #123960: Heptadecane
57.0
5000 —— |
14.50
9.0 m/z 71.85  55.33%
Olwswd\ ‘\““‘\ ‘ﬂ‘ \H‘\““ \“‘ \1\4}‘(‘)\1\8\3\0‘\ \2\4?‘0\ L
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
T \
14.50
5000 m/z 85.10 39.04%

ol ¥ | H | 141018302250 281.0 337.0 394.
e

E

m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0 14.50
m/z 41.00 24.48%
w /\W\,\/\/WN{/M’AMMM
9.0
0 | 111 1410183.0225.0267.0  338.0
e B —
m/z--> 50 100 150 200 250 300 350 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110722\
Data File : BF131048.D

Acqg On : 07 Nov 2022 17:43
Operator : CG\JU

Sample : N5415-05

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF110722.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... 2.181 21.1 ng 594053 1 6.898 562621 20.0
3-Penten-2-one, ... 4.499 2.0 ng 56757 1 6.898 562621 20.0
2-Pentanone, 4-... 5.122 14.6 ng 410792 1 6.898 562621 20.0
1-Heneicosanol 13.957 8.0 ng 184879 5 14.080 462863 20.0
Triphenylphosph... 14.174 2.9 ng 66970 5 14.080 462863 20.0
Heptadecane 14.539 2.0 ng 46641 5 14.080 462863 20.0
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