LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51221\
Data File : BF123920.D

Acqg On : 12 May 2021 12:48
Operator : JU/CG

Sample : PB136281BL

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-BF051121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123920.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.375 555 559 573 rBV 4357349 3850366 73.18% 10.096%
2 6.398 729 733 736 rBV 4139171 3961278 75.29% 10.387%
3 6.757 790 794 798 rBV 1537599 1213631 23.07% 3.182%
4 6.916 816 821 824 rBV 4578938 4054669 77.06% 10.632%
5 7.322 885 890 893 rBV 3502920 3656908 69.50% 9.589%

8.039 1008 1012 1016 rBV 1888201 1597366 30.36%
9.122 1191 1196 1199 rBV 5811229 5261415 100.00% 13.
9.798 1307 1311 1314 rBV 1990880 1650102 31.36%
10.586 1441 1445 1448 rBV 2466156 2021288 38.42%
10 11.280 1559 1563 1567 rBV 1876745 1588209 30.19%

AUh WD
w
N
~
R

11 12.874 1829 1834 1837 rBV 5291198 5088861 96.72% 13.
12 13.792 1986 1990 1993 rVB 58453 56922 1.08%
13 13.921 2008 2012 2016 rBV 1546605 1290005 24.52%
14 14.698 2140 2144 2149 rBV 134295 118804  2.26%

OO WO w
w
o]
w
R

15 15.027 2195 2200 2204 rBV 171026 196253 3.73% 515%
16 15.362 2252 2257 2260 rBV 884577 1104246 20.99% 2.895%
17 15.392 2260 2262 2269 rVB 264340 279661 5.32% 0.733%
18 15.809 2328 2333 2339 rBV 218361 312431 5.94% 0.819%
19 16.298 2409 2416 2425 rVB 187961 311547 5.92% 0.817%
20 16.862 2505 2512 2519 rBV 111529 222063 4.22% 0.582%
21 17.527 2618 2625 2634 rVB3 78866 192082 3.65% 0.504%
22 18.321 2752 2760 2779 rBVe6 39309 109314 2.08% 0.287%
Sum of corrected areas: 38137421
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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\BF051221\

BF123920.D
: 12 May 2021 12:48
Ju/CG
: PB136281BL
: 3  Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051121.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051221\
Data File : BF123920.D

Acqg On : 12 May 2021 12:48
Operator : JU/CG

Sample : PB136281BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©51121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 2 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.698 2.15 ng 118804 Perylene-di2 15.362
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 (C28H58 000630-02-4 90
4 Heptadecane 240 C17H36 000629-78-7 86
5 Nonadecane 268 C19H40 000629-92-5 86
Abundance Scan 2144 (14.698 min): BF123920.D\data.ms (-2140) (. m/z 57.10 100.00%
57.1
5000 J\A
1450 15.00
41.2 ’ |
- u‘w‘m‘!‘ ! “\L Jyf2 aesl 2821 m/z 71.10  69.77%
mlz--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
5000 f ﬁ‘\ i 1
14.50 15.00
m/z 43.10 60.26%
O T \“\ ‘\“‘ \““‘ \“‘\ h“ \“‘ \]T\ “ “ JE8\‘3\(‘)2\2\5\Y0‘ \2\8\2\? T T ‘ T T
miz--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
14.50 15.00
5000 m/z 85.10 53.40%
9.0
o5 L L1 1#0mms0ms0 2900
miz--> 50 100 150 200 250 300 350 f\
Abundance #209566: Octacosane N —
57.0 14.50 15.00
m/z 55.00 21.54%
5000
ol L1 H | 141 0183.0225.0 281.0 337.0 394.
i ““““““ T T e
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051221\
Data File : BF123920.D

Acqg On : 12 May 2021 12:48
Operator : JU/CG

Sample : PB136281BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©51121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 5
R.T. EstConc Area Relative to ISTD R.T.

15.027 3.55 ng 196253 Perylene-di2 15.362
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane 394 (C28H58 000630-02-4 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 90
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86

Abundance Scan 2200 (15.027 min): BF123920.D\data.ms (-2195) (- m/z 57.10 100.00%

57.1
5000
e
‘ ‘ | H 910 15.00
ol 20 m/z 71.10  65.86%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 LN
15.00
m/z 43.05 56.29%
ok ‘L‘ 1y M | }41:0183.0225.0267.0309.0 367.0
\\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
g
15.00
5000 m/z 85.10 45.56%
ol ‘h‘ I H | 141 0183 0225.0 281.0 337.0 394.
i S m e e
miz--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane —
57.0 15.00
m/z 54.95 20.40%
5000
9.0
ol L |11y 1oromm0 200
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051221\
Data File : BF123920.D

Acqg On : 12 May 2021 12:48
Operator : JU/CG

Sample : PB136281BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©51121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Heneicosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.810 5.66 ng 312431 Perylene-di2 15.362
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 (C28H58 000630-02-4 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 Octadecane 254 C18H38 000593-45-3 86
5 Pentadecane 212 C15H32 000629-62-9 86

Abundance Scan 2333 (15.809 min): BF123920.D\data.ms (-2328) (- m/z 57.05 100.00%

57.0
- J\ J
15. 50 16. 00
41.2 1972
- \““ L H‘ M T R A m/z 71.10  70.43%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0 ﬁ
5000
1550 1600
‘ 9.0 m/z 43.10 55.56%
Ol\ \d\ \ ‘ H‘ \“‘\h“ \H‘ \]T\ “ “\%8\3\(‘)2\2\5\(\)‘ T \?9\6‘\0\ T ‘ T T
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
15.50 16.00
5000 m/z 85.10 51.45%
ol ‘h‘ I H | 141 0183 0225.0 281.0 337.0 394.
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane “ T
57.0 15.50 16.00
m/z 55.10  24.38%
5000
9.0
oL om0 200
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051221\
Data File : BF123920.D

Acqg On : 12 May 2021 12:48
Operator : JU/CG

Sample : PB136281BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©51121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 undec... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

16.298 5.64 ng 311547 Perylene-di2 15.362
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 86
4 Hentriacontane 437 C31He64 000630-04-6 72
5 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 72

Abundance Scan 2416 (16.298 min): BF123920.D\data.ms (-2409) (- m/z 57.05 100.00%
57.0

- (k V/M
99.1
16. 00 16. 50
41.1
ol L “L L fftaga0 2110 2820 g0 10 70.14%
miz--> 50 100 150 200 250
Abundance #129490: Eicosane
57.0
5000
16 00 16 50
99.0 m/z 85.10 56.79%
olzsol L L1 h‘ | J919 1830 2280 2820
miz--> 50 100 150 200 250
Abundance #141426: Heneicosane
57.0
16.00 16.50
5000 m/z 43.05 52.04%
99.0
0 26\10\‘\ ‘\ HH\ I h‘ u \%410‘ 1830 225.0 296.(
e e i e
m/z--> 50 100 150 200 250
Abundance #137567: Sulfurous acid, butyl undecy! ester ‘ oot
57.0 16 00 16.50
m/z 55.05 21.90%
5000
99.0
155.0
oLzsol LT 180 aor0
m/z--> 50 100 150 200 250 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51221\
Data File : BF123920.D

Acqg On : 12 May 2021 12:48

Operator Ju/caG

Sample : PB136281BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051121.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
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 Octacosane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.862 4.02 ng 222063 Perylene-di2 15.362
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-Bromotetradecane 276 C14H29Br 074036-95-6 90
3 Octacosane 394 C28H58 000630-02-4 90
4 2-methyloctacosane 408 C29H60 1000376-72-8 90
5 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 86

Abundance Scan 2512 (16.862 min): BF123920.D\data.ms (-2505) (1 m/z 57.10 100.00%
57.1
5000
9.1 = g
“ H % 11831 2810 16.50 17.00
0 “‘pr¢ﬁ“”‘ Jpw‘u““““““““““ m/z 71.05 78.52%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 e S B
16.50 17.00
9.0 m/z 43.10 55.61%
Olwswd\ “‘ \“‘\ h“ \“‘ \JT\ \“ “\1\8\3\(‘)2\2\5\(\)| T \?9\6‘\0\ L
m/z--> 50 100 150 200 250 300 350
Abundance #124147: 2-Bromotetradecane
57.0
Sy Popenn i
16.50 17.00
5000 m/Z 85.10 54.29%
41.0 197.0
gsa || 30 w070
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane A
57.0 16.50 17.00
m/z 99.10 19.84%
5000
41.0
ol u““w‘h‘ i ‘L L 118302250 2810 337.0 394 - ST
m/z--> 50 100 150 200 250 300 350 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051221\
Data File : BF123920.D

Acqg On : 12 May 2021 12:48
Operator : JU/CG

Sample : PB136281BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©51121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 2-Bromotetradecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.527 3.48 ng 192082 Perylene-di2 15.362
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromotetradecane 276 C14H29Br 074036-95-6 90
2 Eicosane, 7-hexyl- 366 C26H54 ©055333-99-8 90
3 2-methyloctacosane 408 C29H60 1000376-72-8 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 2625 (17.527 min): BF123920.D\data.ms (-2618) (- m/z 57.05 100.00%
57.0
5000
R ‘
17.50
41.0 267.1
- J‘u Li ”‘ [l v A m/z 71.10 68.97%
mlz--> 50 100 150 200 250 300 350
Abundance #124147: 2-Bromotetradecane
57.0
5000 e B
17.50
9.0 m/z 43.10 64.39%
41. 0 197.0
Ol\s\d\‘ ]T
miz--> 50 100 150 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl-
57.0
WMNW
17 50
5000 m/z 85.05 49,93%
182.0
ol LI ote20050 21000
miz--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane LYW R
57.0 17.50
m/z 55.00 25.87%
5000
ol ‘L “\\ H | 141:0183.0226.0267.0300.0_ 3550
g ““““ B e
m/z--> 50 100 150 200 250 300 350 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51221\
Data File : BF123920.D

Acqg On : 12 May 2021 12:48
Operator : JU/CG

Sample : PB136281BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Eicosane 14.698 2.1 ng 118804 6 15.362 1104250 20.0
Hexacosane 15.027 3.5 ng 196253 6 15.362 1104250 20.0
Heneicosane 15.810 5.7 ng 312431 6 15.362 1104250 20.0
Sulfurous acid,... 16.298 5.6 ng 311547 6 15.362 1104250 20.0
Octacosane 16.862 4.0 ng 222063 6 15.362 1104250 20.0
2-Bromotetradecane 17.527 3.5 ng 192082 6 15.362 1104250 20.0
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