LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032822\
Data File : BP0@9582.D

Acqg On : 29 Mar 2022 00:31
Operator : CG/JU

Sample : N2095-05

Misc :

ALS Vvial : 16 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_ P\Methods\8270E-BP031722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@9582.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.022 3 6 17 rVB 474242 630462 3.21% 0.746%
2 5.375 398 406 428 rBV 4742143 8325114 42.35% 9.856%
3 6.957 667 675 692 rBV 4517937 8355077 42.51% 9.891%
4 7.763 806 812 821 rBV 840793 1513300 7.70% 1.792%
5 8.922 999 1009 1033 rBV 2897494 5553182 28.25% 6.574%

6 10.557 1277 1287 1305 rBV 1006431 2071666 10.54%  2.453%
7 13.034 1700 1708 1727 rBV 7859507 12792964 65.08% 15.145%
8 14.410 1935 1942 1951 rBV 1590604 2639770 13.43%  3.125%
9 15.916 2190 2198 2219 rBV 5682495 9661441 49.15% 11.438%
10 17.175 2406 2412 2418 rBV 1990749 3200800 16.28% 3.789%

11 18.086 2563 2567 2576 rVB4 204939 350514 1.78% ©
12 19.204 2753 2757 2763 rBV 182553 290549  1.48%  0.344%
13 19.557 2813 2817 2826 rVB3 208044 410880 2.09% ©
14 19.757 2846 2851 2864 rVB 14425659 19656443 100.00% 23.271%
15 21.292 3108 3112 3117 rBV 2927771 4029389 20.50% 4.770%

16 21.410 3130 3132 3137 rVB 655604 758121 3.86% ©.898%
17 23.692 3515 3520 3527 rVB2 1971857 4227827 21.51% 5.005%

Sum of corrected areas: 84467499
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Abundance

1.4e+07
1.2e+07
1le+07
8000000
6000000
4000000
2000000

0

: 29 Mar 2022 00:31
: CG/IU
: N2@95-05

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032822\
BP009582.D

: 16 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

TIC: BP009582.D\data.ms

5.375 6.957

8.922

022 7.763 10.557

Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance

1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

TIC: BP009582.D\data.ms
19.757

13.034

15.916

17.175

14.410
18.086 19.2049.55

0
Time-->
Abundance

1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

0

12.00 1250 13.00 13.50 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
TIC: BP009582.D\data.ms

21.292 23.692

21.410

Time--> 20

8270E-BP@3172

50 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032822\
Data File : BP0@9582.D

Acqg On : 29 Mar 2022 00:31
Operator : CG/JU

Sample : N2095-05

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.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.
3.022 8.33 ng 630462 1,4-Dichlorobenzene-d4 7.769

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 40
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 6 (3.022 min): BP009582.D\data.ms (-3) (-) m/z 73.00 100.00%

73.0
5000 Jk
ST
‘ ‘ ‘ 3.103.203.30 3.40
ob ALkl 1648223.02809 357.1415.1475.3 549. ./, 43 00  31.14%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L B L B R L
3.103.203.303.40
‘ m/z 87.10  25.95%
OJ”HJ“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
PR
3.103.203.303.40
5000 m/z 55.00 22.17%
o‘“”ﬂl,,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4994: Pentane, 3-methoxy- R AARARARBREENENRENEN
73.0 3.103.203.303.40
m/z 71.05 11.37%
5000 /\¥A
0\\H\“J“\m\‘\u\‘\\\\‘\\\\‘\u\‘\\H‘\m‘\m‘\m‘uu‘\ PO T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032822\
Data File : BP0@9582.D

Acqg On : 29 Mar 2022 00:31
Operator : CG/JU

Sample : N2095-05

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.086 2.19 ng 350514  Phenanthrene-d10 17.175
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 89
3 Octadecanoic acid 284 C18H3602 000057-11-4 76
4 Pentadecanoic acid 242 C15H3002 001002-84-2 70
5 Tridecanoic acid 214 C13H2602 000638-53-9 70

Abundance Scan 2567 (18.086 min): BP009582.D\data.ms (-2563) (- m/z 73.00 100.00%

73.0
5000
213.2
T \
WHL 18.00
o LA ‘]TM bl 1013769 4642 8336 1/, cp.p0  77.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143508: n-Hexadecanoic acid
e
43.0 256.0
5000 =t
129.0 18.00
m/z 43.10 73.00%
O‘Wmf}‘“*‘\!“\%\}?ﬂb‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #109284: Tetradecanoic acid
73.0
T \
18.00
m/z 55.05 64.92%
5000 185.0 /
dlll Wh
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #179089: Octadecanoic acid T
73.0 18.00
m/z 57.00 58.52%
5000
H 185.0  284.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032822\
Data File : BP0@9582.D

Acqg On : 29 Mar 2022 00:31
Operator : CG/JU

Sample : N2095-05

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.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 2
R.T. EstConc Area Relative to ISTD R.T.

21.410 3.76 ng 758121  Chrysene-d12 21.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 94
2 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 50
3 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 46
4 (Carbethoxymethyl)-triphenylphos... 428 C22H22BrO2P 001530-45-6 39
5 2-Phenyl-6-(trifluoromethyl)-1H-... 277 C15H1@F3NO 1000387-59-3 38

Abundance Scan 3132 (21.410 min): BP009582.D\data.ms (-3130) (-  m/z 277.10 100.00%

277.1
5000
77.0 201.0 T
{ 13941 l H 2150
Ok A3 LR 4 L 3551 43204921 /5 578,10 33.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171172: Triphenylphosphine oxide
277.0
5000 LN
21.50
77.0 199.0 m/z 201.00  19.96%
14.0 ‘ ‘
O‘\\\\‘J\\‘\\‘\\\\‘i\\\h\u\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #169750: Vanadium, cycloheptatrienyl-(pentamethylcyclo
277.0

-

—
21.50
5000 m/z 199.00  19.30%

195.0
51.0 1160 h
ul\m\ | JJ\nnlml |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0

o

-

—
21.50
m/z 77.00 17.78%

5000

77.0 183.0

J \MH‘MWL”

O ipedpeatebeb o b —
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 21.50

-
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032822\
Data File : BP0@9582.D

Acqg On : 29 Mar 2022 00:31
Operator : CG/JU

Sample : N2095-05

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.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... 3.022 8.3 ng 630462 1 7.769 1513300 20.0
n-Hexadecanoic ... 18.086 2.2 ng 350514 4 17.175 3200800 20.0
Triphenylphosph... 21.410 3.8 ng 758121 5 21.292 4029390 20.0
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