LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110222\
Data File : BF130927.D

Acqg On : 02 Nov 2022 13:06
Operator : CG\JU

Sample : N5381-01

Misc :

ALS vial : 5 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: BF130927.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 2.252 21 28 33 rVB 1328309 1680065 51.51% 9.135%
2 4.510 406 412 416 rBV 30160 33918 1.04% 0.184%
3 5.151 516 521 528 rBV 166826 197558 6.06% 1.074%
4 5.540 582 587 590 rBV 1466991 1275577 39.11% 6.935%
5 6.540 752 757 764 rVB 935898 837171 25.67% 4.552%
6 6.922 818 822 826 rBV 627992 514735 15.78% 2.799%
7 7.492 912 919 921 rBV 1589205 1823451 55.91% 9.914%
8 8.210 1036 1041 1044 rBV 771146 675275 20.71% 3.672%
9 9.286 1218 1224 1227 rBV 3125906 3261380 100.00% 17.732%
10 9.681 1286 1291 1293 rBV 78576 66494 2.04% 0.362%

11 9.969 1335 1340 1344 rBV 942056 783074 24.01%  4.258%
12 10.763 1469 1475 1478 rBV 2104258 1969924 60.40% 10.711%

13 11.463 1590 1594 1597 rBV 979432 811057 24.87% 4.410%
14 11.980 1674 1682 1686 rBV 79289 131572 4.03% ©.715%
15 12.769 1810 1816 1827 rBV2 54305 105964 3.25% ©.576%
16 13.057 1860 1865 1868 rBV 3364791 3127668 95.90% 17.005%
17 13.451 1924 1932 1938 rBV2 24328 58937 1.81% ©.320%
18 14.045 2028 2033 2040 rBv4 28608 66095 2.03% ©0.359%
19 14.110 2040 2044 2048 rVB 624332 541174 16.59%  2.942%
20 14.857 2168 2171 2175 rVB2 23641 34573 1.06% ©.188%

21 15.621 2296 2301 2310 rBV 295376 396610 12.16% 2.156%

Sum of corrected areas: 18392272
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 02 Nov 2022 13:06
: CG\JU
: N5381-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110222\
BF130927.D

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000
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0
Time-->

TIC: BF130927.D\data.ms
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2500000
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TIC: BF130927.D\data.ms
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Time-->
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110222\
Data File : BF130927.D

Acq On : 02 Nov 2022 13:06
Operator : CG\JU

Sample : N5381-01

Misc

ALS Vial : 5 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 ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.252 65.28 ng 1680070 1,4-Dichlorobenzene-d4 6.922

Hit# of 5 Tentative ID MW MolForm CAS# 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 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
5 Borane, dimethoxy- 74 C2H7B0O2 004542-61-4 9

Abundance  Scan 28 (2.252 min): BF130927.D\data.ms (-21) (-) m/z 73.10 100.00%

73.1
5000 43.0 j\
I ma
‘ J 881 220 2.40 260
Ol WL BB L 88 h/z a3.e5  46.76%
m/z--> 0 20 40 60 80 100 120
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L B B B BB

220 240 260

43.0
‘ m/z 55.05 31.14%
27 0 88.0
O\‘\\\\‘\‘\\“\\\f‘\\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 0 80 100 120
Abundance #15764 2 2,4- Tr|methyl -3-pentanol
73.0
P
2. 20 240 2. 60
5000 55.0 m/z 87.10  26.60%
39
R | | b e 4120 1290
miz--> 0 20 40 60 80 100 120
Abundance #2246: Silane, tetramethyl- T aman e
73.0 2. 20 240 2. 60

m/z 41.05 15.35%

5000
43.0
0 15\.0 \‘ | ‘ ‘ ‘\ 88 0

miz--> 0 20 80 100 120 220 240 260
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110222\
Data File : BF130927.D

Acq On : 02 Nov 2022 13:06
Operator : CG\JU

Sample : N5381-01

Misc

ALS Vial : 5 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
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Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.151 7.68 ng 197558 1,4-Dichlorobenzene-d4 6.922

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 9
5 3-Pentanol 88 C5H120 000584-02-1 9

Abundance Scan 521 (5.151 min): BF130927.D\data.ms (-516) (-) m/z 43.00 100.00%

43.0
59.1
5000
101.1 L e
4.80 5.00 5.20 5.40
ol 830 P
-t m/z 59.10 55.59%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B L B I BN B
59.0 4.80 5.00 5.20 5.40
m/z 101.10 18.57%
15.0 101.0
‘ T | 83.0 |
O\\\\‘\\\\‘\\\‘\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz—-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
 Rammaa e AR
4.80 5.00 5.20 5.40
5000 2410 m/z 58.00 13.02%
126.0
bl L 12001459
miz--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate R me e ARARREE L
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.06%
5000
15.0 72.0 100.0
L i
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110222\
Data File : BF130927.D

Acq On : 02 Nov 2022 13:06
Operator : CG\JU

Sample : N5381-01

Misc

ALS Vial : 5 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
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Peak Number 3 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.980 3.24 ng 131572  Phenanthrene-di10 11.463
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Tridecanoic acid 214 C13H2602 000638-53-9 74
Abundance Scan 1682 (11.980 min): BF130927.D\data.ms (-1674) (- m/z 43.05 100.00%
43.0 |73.0
5000 129.0
—
H 12.00
[— m/z 59.95 98.31%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
167.01g5 02130  256.0 m/z 72.95 96.62%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
—
12.00
5000 129.0 m/z 55.10 82.15%
199.0
s e LT
I EEIN 81 O O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109279: Tetradecanoic acid T
73.0 12.00
43.0 m/z 57.05 78.65%
5000 129.0
185.0
|
O%QRWAMNJWAWkﬁLWMLMWHH_‘H_HWH‘WHH_‘H_ P
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110222\
Data File : BF130927.D

Acq On : 02 Nov 2022 13:06
Operator : CG\JU

Sample : N5381-01

Misc

ALS Vial : 5 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
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Peak Number 4 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.769 2.61 ng 105964  Phenanthrene-di0 11.463
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 80
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
4 Dodecanoic acid 200 C12H2402 000143-07-7 59
5 Tridecanoic acid 214 C13H2602 000638-53-9 59

Abundance Scan 1816 (12.769 min): BF130927.D\data.ms (-1810) (- m/z 43.10 100.00%
3.1

431 730
5000

—
“ 12.50 13.00
m— m/z 60.00  86.30%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179089: Octadecanoic acid
73.0
43.0

5000

o

T
12.50 13.00
m/z 73.00 82.89%

185.0 2410 284
O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109281: Tetradecanoic acid
73.0

43.0

T
12.50 13.00

5000 ITI/Z 57.10 81.68%
129.0
185.0 228.0
ok ““‘ ‘\“;\‘ ‘u!u“ |
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid T —
60.0 12.50 13.00

m/z 41.10 78.79%

5000 129.0
| : 1710 2130 256.0
Ll

T ‘
m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00

o
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Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110222\
Data File : BF130927.D

Acq On : 02 Nov 2022 13:06

Operator : CG\JU

Sample : N5381-01

Misc

ALS vial : 5

Quant Method :

Quant Title

TIC Library

Library Search Compound Report

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 5 Tetratetracontane Concentration Rank 6

R.T EstConc Area Relative to ISTD R.T.
13.451 2.18 ng 58937  Chrysene-di12 14.110
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetratetracontane 619 C44H909 007098-22-8 78
2 Octacosane 394 (C28H58 000630-02-4 72
3 Hexacosane 366 C26H54 000630-01-3 68
4 Dodecane, 3-methyl- 184 C13H28 017312-57-1 64
5 Heneicosane 296 C21H44 000629-94-7 64

Abundance Scan 1932 (13.451 min): BF130927.D\data.ms (-1924) (- m/z 57.05 100.00%
57.0

:

5000
155.1 13.50
o_H‘,‘Jw‘ﬂ”Mw'mmus_HWHwHH‘Hwa”wwm m/z 43.05 70.42%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
5000 1
13.50
m/z 71.10 51.90%
0 [ ER7-0197.0 267.0337.0407.0 491.0562.0
‘HH’HH‘HH‘H\!WHT[HT\‘W\HIHHHH‘HH‘HH‘HH‘\H

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

*

Abundance #298427: Octacosane
57.0
13.50
5000 ITI/Z 85.10 43.66%
ol L ||127.0197.0 281.0  394.0
_‘H,HH‘HH‘H‘wu‘wH‘WH‘W‘HW‘HW‘H‘_H‘_H‘_‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #275538: Hexacosane —
57.0 13.50
m/z 41.05 27.81%
- MWWWMW
o L 019702670 3660
A A A e e e e e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 13.50

8270-BF102722.M Thu Nov 03 12:28:05 2022 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110222\
Data File : BF130927.D

Acq On : 02 Nov 2022 13:06
Operator : CG\JU

Sample : N5381-01

Misc

ALS Vial : 5 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 ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Octacosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.045 2.44 ng 66095  Chrysene-d12 14.110
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octacosanol 410 C28H580 000557-61-9 90
2 n-Tetracosanol-1 354 C24H500 000506-51-4 87
3 1-Docosene 308 C22H44 001599-67-3 87
4 1-Tricosene 322 (C23H46 018835-32-0 87
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 87
Abundance Scan 2033 (14.045 min): BF130927.D\data.ms (-2028) (- m/z 43.10 100.00%
43.1
5000
T \
282.1 14.00
ol kil ““ H”‘ “ N‘U m“ ‘M S m/z 55.00  96.70%
mfz--> 50 100 150 200 250 300 350
Abundance #308225: Octacosanol
57.0
5000 1.0 T T
14.00
m/z 57.10 91.07%
ol4ld \H L M 1153019502360 202.0334.0 302
\\\\ \\[ ‘\Y\\\\\\‘\\\\‘\\\\\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #264236: n-Tetracosanol-1
57.0
T \
14.00
5000 111.0 m/z 41.85 72.25%
0 \‘\ I \H\ \H\]T‘ I 195 0236.0 308.0
““““‘ I T e
m/z--> 50 100 150 200 250 300 350
Abundance #209741: 1-Docosene T
55.0 14.00
m/z 83.05 66.77%
97.0
5000
a1 1900010
e “““ A ——
m/z--> 50 100 150 200 250 300 350 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110222\
Data File : BF130927.D

Acqg On : 02 Nov 2022 13:06
Operator : CG\JU

Sample : N5381-01

Misc

ALS vial : 5 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... 2.252 65.3 ng 1680070 1 6.922 514735 20.0
2-Pentanone, 4-... 5.151 7.7 ng 197558 1 6.922 514735 20.0
n-Hexadecanoic ... 11.980 3.2 ng 131572 4 11.463 811057 20.0
Octadecanoic acid 12.769 2.6 ng 105964 4 11.463 811057 20.0
Tetratetracontane 13.451 2.2 ng 58937 5 14.110 541174 20.0
Octacosanol 14.045 2.4 ng 66095 5 14.110 541174 20.0
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