LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123598.D

Acqg On : 16 Apr 2021 18:35
Operator : JU/CG

Sample : M2049-01

Misc :

ALS vial : 6 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: BF123598.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.175 6 15 21 rVB 2734359 3595623 55.82% 6.965%
2 5.092 502 511 517 rBV 204196 260458 4.04% 0.505%
3 5.487 573 578 581 rBV 6376785 6085810 94.47% 11.788%
4 6.492 743 749 752 rBV 5778937 6310514 97.96% 12.224%
5 6.869 809 813 816 rBV 2077805 1664244 25.84%  3.224%

6 7.428 903 908 911 rBV 4435425 4190083 65.05% 8.116%
7 8.151 1026 1031 1034 rBV 2597521 2185426 33.93% 4.233%
8 9.233 1209 1215 1218 rBV 7515335 6441819 100.00% 12.478%
9 9.622 1278 1281 1285 rBV 281198 223555 3.47% 0.433%

9

10 .910 1325 1330 1334 rBV 2541495 2347139 36.44%  4.546%
11 10.704 1460 1465 1468 rBV 4744335 4333974 67.28%  8.395%
12 11.404 1580 1584 1587 rBV 2639603 2404302 37.32% 4.657%
13 11.468 1590 1595 1597 rBV3 68399 73123 1.14% 0.142%
14 11.933 1670 1674 1684 rBV 380409 388888 6.04% ©.753%
15 12.721 1805 1808 1814 rBV 92536 100095 1.55% ©.194%

16 12.998 1850 1855 1858 rBV 6363854 5930915 92.07% 11.
17 13.909 2005 2010 2023 rBv4 282755 935998 14.53%
18 14.051 2029 2034 2037 rBV 1955053 1774617 27.55%
19 14.221 2059 2063 2066 rBV 121945 104851 1.63%
20 14.527 2111 2115 2118 rBV 141353 127869 1.98%
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21 14.839 2165 2168 2173 rVB2 135212 128754  2.00%
22 15.186 2223 2227 2233 rBV 167919 187727 2.91%
23 15.533 2281 2286 2291 rBV 1013379 1349838 20.95%
24 15.580 2291 2294 2302 rVB 121797 173928 2.70%

OONOO®
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=
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25 16.027 2365 2370 2376 rBV 94774 150462 2.34% 291%

26 16.151 2382 2391 2396 rBV 24046 74020 1.15% 0.143%

27 16.545 2453 2458 2463 rBV3 44521 81220 1.26% 0.157%
Sum of corrected areas: 51625252
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
BF123598.D

: 16 Apr 2021 18:35

Ju/CaG

: M2049-01

: 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

7000000

6000000
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4000000

3000000

2000000

1000000

o

2.175

TIC: BF123598.D\data.ms

5.487

5.092
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Time-->
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TIC: BF123598.D\data.ms
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Time-->
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TIC: BF123598.D\data.ms
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123598.D

Acqg On : 16 Apr 2021 18:35
Operator : JU/CG

Sample : M2049-01

Misc :

ALS vial : 6 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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.175 43.21 ng 3595620 1,4-Dichlorobenzene-d4 6.869

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 12
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12

5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
Abundance  Scan 15 (2.175 min): BF123598.D\data.ms (-6) (-) m/z 73.10 100.00%

3.1
43.0
5000
87.1

e

‘ ‘ 9.0 2.202.302.402.502.60
bbb D L m/z 43.85  51.71%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130

Abundance #4486: Butane, 2-methoxy-2-methyl-

73.0
5000 T[T T[T T T T T T T[T T[Tt
430 2.202.302.402.502.60
' 87.0 m/z 55.10  36.94%
29.0
N ‘\“\ LQ-O I ‘
O\\‘\H\‘\H\‘H!\‘H!‘\‘HH‘HH‘HH‘H\\‘\H\‘\H\‘\H\‘HH
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 O RESEE ARRTEaS
2.202.302.402.502.60
5000 41.0 550 m/z 87.10 27.92%
27.0
0 ‘ ‘ | ‘\ | | ‘ i I 112.0 129.0
R T e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy- A
73.0 2.202.302.402.502.60
m/z 41.10 16.91%
5000
45.0
29.0
0‘w‘HWp‘HHW‘W‘E%pu‘wlHM‘H‘H%R%QW‘H‘_H‘_‘H RN R RN RRRR S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123598.D

Acqg On : 16 Apr 2021 18:35
Operator : JU/CG

Sample : M2049-01

Misc :

ALS vial : 6 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.092 3.13 ng 260458 1,4-Dichlorobenzene-d4 6.869

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 42
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 37
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
Abundance Scan 511 (5.092 min): BF123598.D\data.ms (-502) (-) m/z 43.00 100.00%
43.0
5000
 ARAREEES By
| 101.0 4.80 5.00 5.20 5.40
ol B 20T nyz 59.00 53.91%
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 R B L LA B
4.80 5.00 5.20 5.40
m/z 58.10 14.49%
101.0
O\‘\m‘\\““i\\}‘\\\\“\\\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
e ARRAEEESS S
4.80 5.00 5.20 5.40
5000 m/z 101.00 14.03%
29.0 101.0
obr e b b e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e ARRAEEESS S
59.0 4.80 5.00 5.20 5.40
m/z 41.00 9.52%
5000
0 3 \‘H ‘ 12\60 "y
e A
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40

8270-BF041521.M Mon Apr 19 15:30:47 2021 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123598.D

Acqg On : 16 Apr 2021 18:35
Operator : JU/CG

Sample : M2049-01

Misc :

ALS vial : 6 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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.933 3.23 ng 388888 Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Undecanoic acid 186 C11H2202 000112-37-8 72

Abundance Scan1674(11933num BF123598.D\data.ms (-1670) (- m/z 73.00 100.00%

430 74.0
5000
129.0
e
213.2
I 11.0, | 157.1185.2 2561 12.00
([ — m/z 43.60  99.95%

m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0

5000 129.0 T
12.00

m/z 60.00 91.09%

1510185021&0 256.0
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
T
43.0 12.00
5000 129.0 m/Z 57.00 84.73%
171.0

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #95851: Pentadecanoic acid T
43.0 73.0 12.00

m/z 55.00 77.24%

5000 129.0
199.0
o 1
0150“‘HHM‘HH\HMHH\ L o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123598.D

Acqg On : 16 Apr 2021 18:35
Operator : JU/CG

Sample : M2049-01

Misc :

ALS vial : 6 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 Heptafluorobutyric acid, he... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.910 10.55 ng 935998 Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 91
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
3 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
4 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91
5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 91

Abundance Scan 2010 (13.909 min): BF123598.D\data.ms (-2005) (-  m/z 57.05 100.00%
57.0

> L\M
l 11.1 —
14.00
167.2
ol ‘H “ y A ls 2 m/z 43.00  78.84%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance  #224102: Heptafluorobutyric acid, hexadecyl ester
57.0
5000 T
11.0 14.00
‘ m/z 55.00 74.31%
O\“\‘\“ “\\‘if“\“‘\‘““\\T\‘2\2\4\\0’2\710\0\‘\\\\‘\\\\‘4\2\0\0\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
—
14.00
5000 ITI/Z 83.10 49.43%
11.0
1690
o-LLL I L P00 asao
miz--> 50 100 150 200 250 300 350 400 450
Abundance  #230207: Heptafluorobutyric acid, n-octadecyl ester 7
57.0 14.00
m/z 97.10 46.26%
- I AJJ\M
252.0
0 ‘,2980448‘ —
m/z--> 50 100 150 200 250 300 350 400 450 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123598.D

Acqg On : 16 Apr 2021 18:35
Operator : JU/CG

Sample : M2049-01

Misc :

ALS vial : 6 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 5 Heptacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.186 2.78 ng 187727 Perylene-di2 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Hentriacontane 437 C31H64 000630-04-6 90
3 Tetracosane 338 C24H50 000646-31-1 87
4 Hexacosane 366 C26H54 000630-01-3 83
5 Octacosane 394 (C28H58 000630-02-4 81

Abundance Scan 2227 (15.186 min): BF123598.D\data.ms (-2223) (- m/z 56.95 100.00%
57.0

> m
l T
13.1 . .
192.
0 “‘ WAL 2928 2831 . w/z 43.00 51.37%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57.0
5000 T T
15.00 15.50
m/z 71.05 47.10%
o il L1130 1600 2250 2810 380.0
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0
o —
15.00 15.50
5000 ITI/Z 85.10 34.91%
oLl L J\ i ‘1‘690 2250  309.0 365.0 436
il ““ e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane s —
57.0 15.00 15.50
m/z 55.00 20.89%
- W
o \‘ |19 1690 2250 2810 3360
e e S e —— —
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123598.D

Acqg On : 16 Apr 2021 18:35
Operator : JU/CG

Sample : M2049-01

Misc :

ALS vial : 6 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 6 Pentacosane

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.027 2.23 ng 150462 Perylene-di2 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 86
2 Heneicosane 296 C21H44 000629-94-7 86
3 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 86
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80
5 Nonadecane 268 C19H40 000629-92-5 80

Abundance Scan 2370 (16.027 min): BF123598.D\data.ms (-2365) (-]

m/z 56.95 100.00%

57.0
5000
‘ 16.00 |
209.0 280.9 :
Oumh““\““ L A‘wu 4022505 2909 3408 m/z 43.00 61.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
57.0
5000 —— ‘
16.00
m/z 71.10 56.85%
0 | L ‘ “\ ‘h h |‘ w\ ‘6‘9‘0‘2‘2‘50 281.0 352.0
\\\\‘ 1\‘ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
R T
16.00
5000 ITI/Z 85.10 42.10%
0 H‘ L h »\ L «%6?9‘2‘2‘5‘9‘H???‘OMW_"
m/z--> 0 100 150 200 250 300 350 400
Abundance #217413: Heptacosane, 1-chloro- T T
57.0 16.00
m/z 41.00 23.75%
- W
0 | ‘ u Hu\u ,183.0231.0 287.0 343.0 414(
“““ B e = o ——
m/z--> 50 100 150 200 250 300 350 400 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041621\
Data File : BF123598.D

Acqg On : 16 Apr 2021 18:35
Operator : JU/CG

Sample : M2049-01

Misc :

ALS vial : 6 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|
Butane, 2-metho... 2.175 43.2 ng 3595620 1 6.869 1664240 20.0
2-Pentanone, 4-... 5.092 3.1 ng 260458 1 6.869 1664240 20.0
n-Hexadecanoic ... 11.933 3.2 ng 388888 4 11.404 2404300 20.0
Heptafluorobuty... 13.910 10.6 ng 935998 5 14.051 1774620 20.0
Heptacosane 15.186 2.8 ng 187727 6 15.533 1349840 20.0
Pentacosane 16.027 2.2 ng 150462 6 15.533 1349840 20.0
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