LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123729.D

Acqg On : 24 Apr 2021 21:30
Operator : JU/CG

Sample : M2152-06

Misc :

ALS Vvial : 20 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-BF041521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123729.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.028 495 500 505 rVB 147621 182921 3.31% 0.474%
2 5.440 566 570 573 rBV 5991908 5196981 94.06% 13.475%
3  6.457 738 743 754 rBV 5603558 5525093 100.00% 14.326%
4 6.822 801 805 808 rBV 1692571 1402891 25.39% 3.638%
5 7.381 896 900 903 rBV 3863238 3591582 65.00% 9.313%

6 8.104 1019 1023 1026 rBV 2311934 1799371 32.57%

7 9.180 1202 1206 1209 rBV 6375575 5020449 90.87% 13.

8 9.263 1215 1220 1224 rBV 95789 87826 1.59%

9 9.575 1270 1273 1277 rBV 163837 144353 2.61%
9.857 1318 1321 1325 rVB 2362855 1907483 34.52%

PO O WP
N
N
(o]
R

11 10.645 1451 1455 1459 rBV 3877738 3560383 64.44%
12 11.345 1570 1574 1577 rBV 2353178 1954395 35.37%
13 11.416 1580 1586 1591 rVB6 73369 103943 1.88%
14 12.557 1777 1780 1783 rBV 130056 110216 1.99%
15 12.786 1816 1819 1821 rVB 100946 77897 1.41%

(ORI, REVo)
N
N
[
B

16 12.933 1840 1844 1847 rBV 5044128 4184240 75.73% 1@.
17 13.168 1881 1884 1889 rBVe 47790 72742 1.32%
18 13.474 1933 1936 1939 rBV = 124392 104341 1.89%

WRrROoOoOOO
N
~N
[y
I

19 13.845 1995 1999 2015 rBV2 285007 598565 10.83% 552%
20 13.986 2019 2023 2026 rBV 1570013 1313961 23.78% 407%
21 15.109 2211 2214 2219 rVB2 80293 100291 1.82% ©.260%
22 15.451 2267 2272 2276 rBV 987797 1225232 22.18% 3.177%

23 15.921 2348 2352 2358 rBV3 78297 124608 2.26% ©.323%
24 17.251 2573 2578 2585 rVB10 80342 176757 3.20% ©.458%

Sum of corrected areas: 38566521
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 24 Apr 2021 21:30
: M2152-06

. 20

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042421\
BF123729.D

Ju/CaG

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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\BF@42421\
Data File : BF123729.D

Acqg On : 24 Apr 2021 21:30
Operator : JU/CG

Sample : M2152-06

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.028 2.61 ng 182921 1,4-Dichlorobenzene-d4 6.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9
5 2-Heptanone, 7,7-dichloro- 182 C7H12C120 066241-43-8 9

Abundance Scan 500 (5.028 min): BF123729.D\data.ms (-495) (-) m/z 43.00 100.00%

43.0
5000
R RN R
101.1 4.80 5.00 5.20 5.40
ol el 2968 myz 59,10 58.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B L L I LA B
4.80 5.00 5.20 5.40
m/z 101.10  15.34%
101.0
O \\\‘\m‘\\“Hi\\}‘\\\\“\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
T B ARREEEEEE
4.80 5.00 5.20 5.40
5000 m/z 58.10 14.43%
29.0 101.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8344 3-Hexanol, 4-methyl- R E  ARARMEEEEY L
59.0 4.80 5.00 5.20 5.40
m/z 40.95 8.16%
5000
31.0
‘ 87.0
0! b T
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\BF@42421\
Data File : BF123729.D

Acqg On : 24 Apr 2021 21:30
Operator : JU/CG

Sample : M2152-06

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 1-Octadecene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.845 9.11 ng 598565 Chrysene-d12 13.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecene 252 C18H36 000112-88-9 95
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
3 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 91
4 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91
Abundance Scan 1999 (13.845 min): BF123729.D\data.ms (-1995) (- m/z 57.05 100.00%
57.0
11.1 T T
‘ ‘ ‘ 166.2  246.1 13.50 14.00
omum Ao 30 m/z 43.05 78.86%
mlz--> 50 100 150 200 250 300 350 400
Abundance #104184: 1-Octadecene
57.0
5000 — ——
11.0 13.50 14.00
m/z 55.00 71.33%
O T ‘ ‘ “\|\‘ J 1“\“‘\ ‘“ Jﬁ\G?.\()\ ‘ T \2\5“2\.(\)\ T ‘ LI ‘ LI ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
— ——
13.50 14.00
m/z 83.00 53.77%
5000 110 /
oLl LLLL, 1080 26905200
miz--> 50 100 150 200 250 300 350 400
Abundance  #224102: Heptafluorobutyric acid, hexadecy! ester — —
57.0 13.50 14.00
m/z 97.10 53.69%
h I VMVVNNNWwa\M¢WMMANWWf
169.0
224,
0 02600 420 AR
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123729.D

Acqg On : 24 Apr 2021 21:30
Operator : JU/CG

Sample : M2152-06

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 Tetratetracontane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.921 2.03 ng 124608 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 72
2 Eicosane 282 C20H42 000112-95-8 72
3 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 72
4 Hexadecane 226 C16H34 000544-76-3 72
5 Hentriacontane 437 C31H64 000630-04-6 64

Abundance Scan 2352 (15.921 min): BF123729.D\data.ms (-2348) (- m/z 57.00 100.00%
57.0

-

5000
91 207.1 16.00
o‘Hu“Mﬁhﬂnww‘w«ummmﬁ‘?’ﬁ‘r"}wHw‘_m_wm m/z 71.85 56.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
5000 17
16.00
m/z 43.00 47.20%
o JHHHFR;Q?O%? 0337.0407.0 491.0562.0
‘\\\\‘\\f\‘\\\\‘\\\V]T\\T[\\T\‘TF\WW\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129492: Eicosane
57.0
—
16.00
5000 m/z 85.10 42 .84%

J MJ

127.0197.0 282.0

-

o e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #149369: Sulfurous acid, butyl dodecyl ester
57.0 16.00
m/z 55.00 24.59%
Uiy, 2000
O Hy el e e e e e 7
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\BF@42421\
Data File : BF123729.D

Acqg On : 24 Apr 2021 21:30
Operator : JU/CG

Sample : M2152-06

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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 unknownl7.250 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.250 2.89 ng 176757 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,4a,5,8,8a-hexah... 204 C15H24 005951-61-1 45
2 3,4-Dihydrocoumarin, 4,4,7,8-tet... 204 C13H1602 040614-36-6 38
3 1H-Cyclopropa[a]naphthalene, 1la,... 204 C15H24 000489-29-2 38
4 .delta.-Selinene 204 C15H24 028624-23-9 38
5 Naphthalene, 2,3,4,4a,5,6-hexahy... 204 C15H24 000473-14-3 38

Abundance Scan 2578 (17.251 min): BF123729.D\data.ms (-2573) (-  m/z 189.05 100.00%

189.
43.0 121.0
5000
. .

ﬁ ‘ 3452  425.1 17.00 17.50
0! il HM”‘ ekl myz 204,10 01.48%
mlz--> 50 100 150 200 250 300 350 400
Abundance #64542: Naphthalene, 1,2,4a,5,8,8a-hexahydro-4,7-dimer
189.0
5000
410 91.0 17.00 17.50
m/z 121.00 58.52%
O\I}A ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #64130: 3,4-Dihydrocoumarin, 4,4,7,8-tetramethyl-
189.0
17 00 17 50
5000 ITI/Z 43.00 53.02%

lu\\‘\”“\m
bl I e LA

miz--> 50 100 150 200 250 300 350 400
Abundance #64566: 1H-Cyclopropa[a]naphthalene, 1a,2,3,3a,4,5,6,7
189.0

o

410 O 14]?? |
0

— —
17.00 17.50
m/z 81.05 46.93%

105.0
5000 0
o! ! “““ —— —
m/z--> 100 150 200 250 300 350 400 17.00 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123729.D

Acqg On : 24 Apr 2021 21:30
Operator : JU/CG

Sample : M2152-06

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.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|
2-Pentanone, 4-... 5.028 2.6 ng 182921 1 6.822 1402890 20.0
1-Octadecene 13.845 9.1 ng 598565 5 13.986 1313960 20.0
Tetratetracontane 15.921 2.0 ng 124608 6 15.451 1225230 20.0
unknownl17.250 17.250 2.9 ng 176757 6 15.451 1225230 20.0
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