LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082421\
Data File : BF125180.D

Acqg On : 24 Aug 2021 12:13
Operator : JU/CG

Sample : PB138616BL

Misc :

ALS vial : 3  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-BF081821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125180.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.257 20 29 36 rVvB 86265 125289 2.91% 0.448%
2 5.151 517 521 531 rVB 120933 154548 3.59% 0.552%
3 5.540 581 587 590 rBV 4166517 4063429 94.34% 14.518%
4 6.540 751 757 760 rBV 3724042 3898325 90.51% 13.928%
5 6.916 817 821 824 rBV 1036126 847553 19.68%  3.028%

6 7.475 911 916 919 rBV 2521066 2522494 58.56% 9.013%
7 8.198 1034 1039 1042 rBV 1169667 1058364 24.57%  3.781%
8 9.269 1216 1221 1225 rBV 4407160 4307217 100.00% 15.389%
9 9.951 1333 1337 1340 rBV 1366457 1100435 25.55%  3.932%
10 10.739 1467 1471 1474 rBV 2977829 2537492 58.91% 9.066%

11 11.439 1586 1590 1593 rBV 1302914 1047565 24.32% 3.743%
12 11.951 1673 1677 1688 rBV3 33368 46234 1.07% 0.165%
13 13.027 1855 1860 1863 rBV 4237427 3856977 89.55% 13.781%
14 14.074 2035 2038 2042 rBV 866028 795223 18.46% 2.841%

15 14.857 2166 2171 2175 rBvV2 43226 45511 1.06% 0.163%
16 15.210 2226 2231 2234 rVB 66516 82247 1.91% 0.294%
17 15.574 2288 2293 2296 rBV 660001 810570 18.82% 2.896%
18 16.051 2369 2374 2379 rVB 104462 150611 3.50% 0.538%
19 16.574 2457 2463 2470 rBV2 99619 183540 4.26% 0.656%
20 17.192 2562 2568 2574 rBV2 63879 125927 2.92% 0.450%
21 17.921 2686 2692 2703 rVB3 56419 134833 3.13% 0.482%
22 18.792 2832 2840 2847 rBVe6 33724 93896 2.18% 0.335%
Sum of corrected areas: 27988280
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082421\
Data File : BF125180.D

Acqg On : 24 Aug 2021 12:13
Operator : JU/CG

Sample : PB138616BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF125180.D\data.ms
5.540
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3500000

3000000
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2500000
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Abundance TIC: BF125180.D\data.ms
9.269 13.027

o

4000000
3500000
3000000 10.739
2500000
2000000
1500000 9.951 11.439

8.198
1000000

500000 k

L¥ 11.951
L —r— e e — s S

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 ‘12.‘50‘ ‘13ﬁ00‘

Abundance TIC: BF125180.D\data.ms
4000000
3500000
3000000
2500000
2000000
1500000
1000000 14.074

15.574

500000
14.857 15.210 16.051 16.574 17.192 17.921 18.792

O T ‘ T T ‘ T T ‘ T T T T ‘ T T T T ‘ T T T ‘ T T T ‘ T T T ‘ T T T T ‘ T T T ‘ T T ‘ T T T T
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082421\
Data File : BF125180.D

Acqg On : 24 Aug 2021 12:13
Operator : JU/CG

Sample : PB138616BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
2.257 2.96 ng 125289 1,4-Dichlorobenzene-d4 6.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 36
3 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 28
4 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 25
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
Abundance  Scan 29 (2.257 min): BF125180.D\data.ms (-20) (-) m/z 73.00 100.00%
73.0
5000 43.0 J\
87'0 \‘\\\\‘\\\\‘\\\
‘ 220 240 2.60

oH,‘m_m_m‘_HWwwwMWwwwwww m/z 43.00  49.72%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #5060: Butane, 2-methoxy-2-methyl-

73.0
5000 L L L B B
55.0 220 240 260
87.0 m/z 55.00  39.27%
OH’HH‘\Hm“h\\‘\H\‘\H\‘\H\H\l\\‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 VAR RS s
220 2.40 2.60
5000 41.0 55.0 m/z 87.00 25.65%
27.0
0 11, L 112.0 129.0
HV‘H‘H‘W‘H‘_‘H_‘H‘H‘W‘H‘_‘H‘HH‘H‘W‘H‘_‘H‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9513: 3-Pentanol, 2,4-dimethyl- T
73.0 220 240 2.60
m/z 41.00 17.26%
5000 55.0
27.0 410
O beprrrrprrbrert bt e 989
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082421\

Data File : BF125180.D

Acqg On : 24 Aug 2021
Operator : JU/CG
Sample : PB138616BL
Misc :

12:13

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M

Quant Title

TIC Library

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 2-Pentanone, 4-hydroxy-4-me...

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
5.151 3.65 ng 154548 1,4-Dichlorobenzene-d4 6.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
3 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

5 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 7

Abundance Scan 521 (5.151 min): BF125180.D\data.ms (-517) (-)

43.0
5000 59.0
101.0
el 830
0 e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0
101.0
31‘.0 0 ‘ 83.0
O\\‘\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4153: 1-Propen-2-ol, acetate
43.0
5000
58.0
15‘.0 27.0 X 7%.0 100.0
o+ttt
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3639: 4-Penten-2-one, 4-methyl-
43.0
5000
290 55.0 830 980
(O o e B e B S R AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110
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m/z 42.95 100.00%

4.80 5.00 5.20 5.40
m/z 59.00 49.52%

A
RN S S RE RS
4.80 5.00 5.20 5.40

m/z 58.00 16.38%

4.80 5.00 5.20 5.40
m/z 101.00 14.66%

4.80 5.00 5.20 5.40
m/z 41.00 7.70%

4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082421\
Data File : BF125180.D

Acqg On : 24 Aug 2021 12:13
Operator : JU/CG

Sample : PB138616BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Hexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.210 2.03 ng 82247 Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Octadecane 254 C18H38 000593-45-3 91
5 Octacosane 394 (C28H58 000630-02-4 90

Abundance Scan 2231 (15.210 min): BF125180.D\data.ms (-2226) (1 m/z 57.00 100.00%
57.0

— —
‘ “ | “ ‘ ][41 01831 301 0 15.00 15.50
ol b bk m/z 43.00 62.43%
m/z--> 50 100 150 200 250 300 350
Abundance #275538: Hexacosane
57.0
5000 — ——
15.00 15.50
90 m/z 71.00 60.79%
oL Ll L] 11018302250 06703090 36s:
\\\\‘\\\\‘\\\‘\\\\\\\\‘\\\\‘\\\\‘\\
miz--> 100 150 200 250 300 350
Abundance #194587: Heneicosane
57.0
T —
15.00 15.50
5000 m/z 85.00  42.48%
9.0
141.0
obto |1y | 1101802250 a0
miz--> 50 100 150 200 250 300 350
Abundance #123958: Heptadecane T ——
57.0 15.00 15.50
m/z 55.00 23.77%
h WMWMWvaAVK%MAVhWWAWW
9.0
otsa L) [ om0 200 o MR
m/z--> 50 100 150 200 250 300 350 15.00 15.50

8270-BF081821.M Wed Aug 25 11:03:59 2021 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082421\
Data File : BF125180.D

Acqg On : 24 Aug 2021 12:13
Operator : JU/CG

Sample : PB138616BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Tetratetracontane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.051 3.72 ng 150611 Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Nonadecane 268 C19H40 000629-92-5 91
5 Triacontane 422 C30H62 000638-68-6 91

Abundance Scan 2374 (16.051 min): BF125180.D\data.ms (-2369) (- m/z 57.00 100.00%
57.0

-

5000
16.00 |
7.1 207.0 :
o‘Hw‘mkffupm«wm‘WH‘WH‘W‘HW‘HW‘H‘_H‘_H‘_H m/z 71.80  58.64%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
5000 Sl
16.00
m/z 43.00 56.15%
okl [ 1 || }77:9197.0 267.0337.0407.0 491.0562.0
‘\\\\‘\\F\‘\\\\‘\\\f"T\\T[\\T\‘TF\W}\\\\‘\\\\‘\\\\‘\H\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #307033: Octacosane, 2-methyl-
57.0
T
16.00
5000 ITI/Z 85.00 40.89%

JJWHﬁwIan 365.0
O et e e e e e e

N

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #320591: Hentriacontane e
57.0 16.00
m/z 54.95  28.99%
5000

01970 30803790
O‘\\H“\\‘\\‘H\\‘\'\\‘\"\\\'\"\'H‘\"H\\‘\\H‘\H\‘HH‘HH‘HH‘\H

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16.00

:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082421\
Data File : BF125180.D

Acqg On : 24 Aug 2021 12:13
Operator : JU/CG

Sample : PB138616BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Sulfurous acid, butyl tetra... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

16.574 4.53 ng 183540 Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1010309-18-1 90
2 Tetracosane 338 C24H50 000646-31-1 87
3 Docosane 310 C22H46 000629-97-0 86
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 83
5 Heneicosane 296 C21H44 000629-94-7 83

Abundance Scan 2463 (16.574 min): BF125180.D\data.ms (-2457) (1 m/z 57.00 100.00%
57.0

o i—h
—— ‘
99.1 16.50
o H LA deE0 212 2L 8850 . 4300 51.13%
mlz--> 50 100 150 200 250 300 350
Abundance #241461: Sulfurous acid, butyl tetradecyl ester
57.0
5000 — :
16.50
m/z 71.00 49.00%
\\\‘ \\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
T \
16.50
5000 ITI/Z 85.05 39.95%
99.0
ol L LI L) 14101830 2250 2670 3380
Ly A e
m/z--> 50 100 150 200 250 300 350
Abundance #212281: Docosane T
57.0 16.50
m/z 54.95 21.00%
- MMWWA/LWWM
99.0
0 \‘ ‘\‘ ‘ H\ \h h‘ u‘ 10 1830 225.0 267.0 310.0
i e ——
m/z--> 50 100 150 200 250 300 350 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082421\
Data File : BF125180.D

Acqg On : 24 Aug 2021 12:13
Operator : JU/CG

Sample : PB138616BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Octadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.192 3.11 ng 125927 Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 87
2 Octacosane 394 (C28H58 000630-02-4 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Pentacosane 352 C25H52 000629-99-2 87
5 Heptadecane 240 C17H36 000629-78-7 86

Abundance Scan 2568 (17.192 min): BF125180.D\data.ms (-2562) (1 m/z 57.00 100.00%
57.0

-

5000
70 P e
‘ ‘ 155.1 207.0 17.00 17.50
Y 0 P o P - m/z 71.85 59.51%
mlz--> 50 100 150 200 250 300 350
Abundance #141058: Octadecane
57.0
5000 T

— ‘
17.00 17.50
m/z 43.00 54.11%

9.0
L oo
[ ‘\“‘ T ‘\‘\“‘\“‘ \“\“\ x‘“‘\‘\ \‘\“ B —— “\ L e
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0

—— —
17.00 17.50
5000 m/z 85.05 42.12%

9.0
oLl )t ] 141018302250 2810 337.0 394
A b 708302250 2810 337.0 394

:

m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane T —
57.0 17.00 17.50
m/z 55.00 19.24%
b Ww
9.0
A A e S e T — —
m/z--> 50 100 150 200 250 300 350 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082421\
Data File : BF125180.D

Acqg On : 24 Aug 2021 12:13
Operator : JU/CG

Sample : PB138616BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Pentacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.921 3.33 ng 134833 Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 68
2 Octadecane 254 C18H38 000593-45-3 64
3 Nonadecane 268 C19H40 000629-92-5 58
4 Heneicosane 296 C21H44 000629-94-7 58
5 Heptadecane 240 C17H36 000629-78-7 58

Abundance Scan 2692 (17.921 min): BF125180.D\data.ms (-2686) (1 m/z 57.00 100.00%
57.0

2000 w/jLN
99.0 —
ol— ‘\‘\ L \HM‘ \H d‘\ m‘\\‘ \‘\‘\‘u‘\‘h‘ R m/z 71.05 64.95%
m/z--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
5000 UL
18.00
99.0 m/z 43.00 62.99%
ol LLLL 14018302250 2950 352,
\\\‘ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #141058: Octadecane
57.0
—
18.00
5000 m/z 85.00 44.96%
99.0
LT o me a0
o ““‘”“” JN‘“**W****\ AR
m/z--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane —
57.0 18.00
m/z 55.00 24.21%
b w«wm
. i |7 1419 1830 2250 2680
““‘ T R T A B e e o —
m/z--> 100 150 200 250 300 350 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082421\
Data File : BF125180.D

Acqg On : 24 Aug 2021 12:13
Operator : JU/CG

Sample : PB138616BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Disulfide, di-tert-dodecyl Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.792 2.32 ng 93896 Perylene-di2 15.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Disulfide, di-tert-dodecyl 402 C24H50S2 027458-90-8 90
2 Hentriacontane 437 C31H64 000630-04-6 83
3 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 72
4 Nonacosane 408 C29H60 000630-03-5 72
5 Tetratetracontane 619 C44H90 007098-22-8 72

Abundance Scan 2840 (18.792 min): BF125180.D\data.ms (-2832) (- m/z 57.00 100.00%
57.0
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082421\
Data File : BF125180.D

Acqg On : 24 Aug 2021 12:13
Operator : JU/CG

Sample : PB138616BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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... 2.257 3.0 ng 125289 1 6.916 847553 20.0
2-Pentanone, 4-... 5.151 3.6 ng 154548 1 6.916 847553 20.0
Hexacosane 15.210 2.0 ng 82247 6 15.574 810570 20.0
Tetratetracontane 16.051 3.7 ng 150611 6 15.574 810570 20.0
Sulfurous acid,... 16.574 4.5 ng 183540 6 15.574 810570 20.0
Octadecane 17.192 3.1 ng 125927 6 15.574 810570 20.0
Pentacosane 17.921 3.3 ng 134833 6 15.574 810570 20.0
Disulfide, di-t... 18.792 2.3 ng 93896 6 15.574 810570 20.0
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