LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125928.D

Acqg On : 26 Oct 2021 11:37
Operator : JU/CG

Sample : M4313-07

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-BF102521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125928.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.21e 9 21 26 rVB 4757707 7443885 100.00% 18.968%
2 5.081 501 509 524 rBV 85365 148325 1.99% 0.378%
3 5.481 572 577 592 rBV 1454889 1472860 19.79% 3.753%
4 6.475 743 746 753 rBV 1009043 936269 12.58%  2.386%
5 6.863 809 812 815 rBV 1150269 994811 13.36% 2.535%
6 7.422 902 907 910 rBV 2157926 2081416 27.96% 5.304%
7 8.057 1010 1015 1018 rBV 1967046 1680874 22.58% 4.283%
8 8.151 1026 1031 1034 rBV 1343454 1313496 17.65% 3.347%
9 8.328 1057 1061 1066 rVB 86818 84037 1.13% 0.214%
10 8.422 1074 1077 1080 rVWW 229207 181540 2.44% 0.463%
11  9.228 1208 1214 1217 rBV 3206493 3077256 41.34% 7.841%
12 9.863 1316 1322 1324 rBV 308615 309980 4.16% 0.790%
13 9.904 1324 1329 1332 rVB 1688968 1449832 19.48% 3.694%
14 10.104 1360 1363 1366 rVB 366162 293320 3.94% 0.747%
15 10.222 1380 1383 1386 rVV 234027 201471 2.71% 0.513%

16 10.686 1458 1462 1465 rVB 2388838 2042963 27.44%
17 11.186 1543 1547 1551 rVB 1205970 945505 12.70%
18 11.263 1557 1560 1571 rVB6 44947 79353 1.07%
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19 11.386 1577 1581 1585 rVV 1818287 1545587 20.76% 938%
20 11.451 1588 1592 1596 rBV2 130016 132898 1.79% 339%
21 11.786 1646 1649 1652 rVB 180550 148005 1.99% ©.377%
22 11.922 1665 1672 1683 rBV 1132005 1421982 19.10% 3.623%
23 12.080 1696 1699 1705 rVB5 113420 151288 2.03% 0.385%
24 12.704 1800 1805 1813 rBV 461839 537978 7.23% 1.371%
25 12.869 1826 1833 1843 rVB3 179882 487439  6.55%  1.242%

26 12.974 1847 1851 1854 rBV 3253269 3016209 40.52%
27 13.533 1940 1946 1949 rBV5 36704 78895
28 13.739 1975 1981 1990 rBV2 171767 425682 5.72%
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29 13.874 1999 2004 2013 rVB2 1144547 1283930 17.25% 272%
30 14.027 2025 2030 2033 rBV 1363030 1310842 17.61% 340%
31 14.386 2085 2091 2094 rBV2 203470 383037 5.15% ©.976%
32 14.427 2094 2098 2108 rVV6 231417 583086 7.83% 1.486%
33 14.510 2109 2112 2120 rVB2 156624 185401 2.49% 0.472%
34 14.821 2162 2165 2171 rVB2 81803 106626 1.43% 0.272%
35 14.962 2183 2189 2198 rBV2 126953 290260 3.90% ©.740%

36 15.162 2220 2223 2231 rVB 86784 136761 1.84% 0.348%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125928.D

Acqg On : 26 Oct 2021 11:37
Operator : JU/CG

Sample : M4313-07

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-BF102521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 15.492 2274 2279 2285 rVB2 761816 937841 12.60%  2.390%
38 15.551 2285 2289 2293 rBV 72230 112663 1.51% ©.287%
39 15.615 2295 2300 2307 rVv3 86666 191326 2.57% 0.488%
40 15.680 2307 2311 2318 rVB4 63915 131563 1.77% ©.335%
41 15.998 2357 2365 2369 rBv4 292871 675571 9.08% 1.721%

42 16.039 2369 2372 2377 rVB3 153500 233229 3.13% 0.594%

Sum of corrected areas: 39245292

8270-BF102521.M Wed Oct 27 17:42:33 2021 Pag 2



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\BF102621\

BF125928.D

: 26 Oct 2021 11:37
Ju/CG

. M4313-07

: 6 Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BF125928.D\data.ms
2.210

7.422

5.481

6.475 6.863

5.081

0
Time-->
Abundance

4000000

3000000

2000000

1000000

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
TIC: BF125928.D\data.ms

9.228 12.974

10.686

8.057

151

odd.451 11.786(12 080

0
Time-->
Abundance

4000000

3000000

2000000

1000000

=T =T I e e —— —7 —
10.00 10.50 11.00 11.50 12.00 12.50 13.00

TIC: BF125928.D\data.ms

14.027

1
BABI10 14 gpo6ds 162 198ER0 10050

Time-->

8270-BF102521

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125928.D

Acqg On : 26 Oct 2021 11:37
Operator : JU/CG

Sample : M4313-07

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.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 1
R.T. EstConc Area Relative to ISTD R.T.
2.210 149.65 ng 7443890 1,4-Dichlorobenzene-d4 6.863

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 39
3 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 32
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 25
5 Boronic acid, ethyl-, dimethyl e... 102 C4H11B02 007318-82-3 10
Abundance  Scan 21 (2.210 min): BF125928.D\data.ms (-9) (-) m/z 73.05 100.00%
3.0
43.0
5000
87.0
T
“‘ 9.0 ‘ 220 240 2.60
Obprrrreer et i L L1012 wz 43.e0  58.07%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 LI L L L L B B B
55.0 220 240 2.60
41)0 87.0 m/z 55.00  41.96%
27.0 ‘
O\\’\\H‘\Hm“}H\‘il\‘\\‘\‘\{‘\“\\\\H\l\\‘\\H‘HH‘\;H‘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 A
220 240 2.60
5000 41.0 55.0 m/z 87.05 26.09%
27.0
bbby 1129, 3290
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5032: 3-Pentanol, 3-methyl- T
73.0 220 240 2.60
m/z 41.00 18.84%
5000
55.0
29.0 ‘ 87.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.20 2.40 2.60

8270-BF102521.M Wed Oct 27 17:42:35 2021 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125928.D

Acqg On : 26 Oct 2021 11:37
Operator : JU/CG

Sample : M4313-07

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
5.081 2.98 ng 148325 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 N-(n-Propyl)acetamide 101 C5H11NO 005331-48-6 9
5 Diacetamide 101 C4H7NO2 000625-77-4 9

Abundance Scan 509 (5.081 min): BF125928.D\data.ms (-501) (-) m/z 43.00 100.00%

3.0
5000 59.0
PR T T T
‘ 829 101.1 4.80 5.00 5.20 5.40
Ob e ettt B30 L myz s9.ee 45.21%
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 A RRAREA AR RERRSEE NS
4.80 5.00 5.20 5.40
101.0 m/z 58.00 14.32%
0 3%0 0 ‘ 83.0
\\‘\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0
N ARAREEEL S R
4.80 5.00 5.20 5.40
5000 57.0 m/z 101.10 11.21%
29.0
‘ 101.0
Y N O S -2 S AN
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4156: 1-Propen-2-ol, acetate A
43.0 4.80 5.00 5.20 5.40
m/z 41.00 8.76%
5000
58.0
150 270 72‘-0 100.0
Ot b e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125928.D

Acqg On : 26 Oct 2021 11:37

Operator : JU/CG

Sample : M4313-07

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.M
: 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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
8.057 25.59 ng 1680870 Naphthalene-d8 8.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 83
2 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 50
3 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 50
4 Butyl lactate 146 C7H1403 000138-22-7 50
5 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 47
Abundance Scan 1015 (8.057 min): BF125928.D\data.ms (-1010) (-) m/z 45.00 100.00%
45,
5000
e
75.0
‘ ‘ | 101.0 . 7.80 8.00 8.20 8.40
0l Bl e RS m/z 57.00 93.45%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 L B I L I LR I
29.0 7.80 8.00 8.20 8.40
' 75.0 m/z 41.00 35.12%
‘ 1000 1320
0 \\‘\”‘ \H‘\ \““1‘\\ H\\‘l‘\“\“i‘\\}‘\\\\’\\w'\‘\\\\’\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #10091: Ethylene glycol monoisobutyl ether
57.0
PR T T
7.80 8.00 8.20 8.40
5000 m/z 56.00 15.38%
29.0 75.0
— “;‘M Ak 10001180
miz--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0 7.80 8.00 8.20 8.40
m/z 75.00 12.61%
5000
29.0 75.0
100.0
m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125928.D

Acqg On : 26 Oct 2021 11:37

Operator Ju/caG

Sample : M4313-07

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.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 4 Benzothiazole Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
8.422 2.76 ng 181540 Naphthalene-d8 8.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzothiazole 135 C7H5NS 000095-16-9 95
2 1,2-Benzisothiazole 135 C7H5NS 000272-16-2 80
3 3-Allylbenzothiazolium bromide 255 C10H1eBrNsS 016407-55-9 72
4 Benzeneacetonitrile, 4-fluoro- 135 C8H6FN 000459-22-3 50

5 1H-Pyrazolo[3,4-d]pyrimidin-4-amine 135 C5H5N5 002380-63-4 50

Abundance Scan 1077 (8.422 min): BF125928.D\data.ms (-1074) (-) m/z 135.00 100.00%
135.

5000
108.0
69.0 AR R L
45.0 “ 8.00 8.20 8.40 8.60 8.80
0""‘H‘MW‘JW‘WM‘WM‘ﬂ“‘ﬂ‘w“‘h‘u““‘u“ m/z 107.95 33.67%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17742: Benzothiazole
135.0
5000 R RN RN R
108.0 8.00 8.20 8.40 8.60 8.80
69.0 m/z 68.95 20.34%
O\\\\‘\\-\\‘H‘\‘\‘\‘\““‘\‘\‘\‘ﬁs\‘\o\‘\\‘\\‘\\\1“\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17747: 1,2-Benzisothiazole
135.0
P
8.00 8.20 8.40 8.60 8.80
5000 m/z 63.00 14.03%
108.0
69.0
45.0 ‘ ‘
o) N P I N O E——
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #141301: 3-Allylbenzothiazolium bromide Mﬁ‘uﬂ,“‘W““‘u“,‘u
135.0 8.00 8.20 8.40 8.60 8.80
m/z 82.00 12.46%
5000 41.0
108.0
69.0
o280 Ml i 880 Lo b 1760
m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125928.D

Acqg On : 26 Oct 2021 11:37

Operator : JU/CG

Sample : M4313-07

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.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 unknownl®.104

Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
10.104 4.05 ng 293320  Acenaphthene-die 9.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiocyanic acid, ethyl ester 87 C3H5NS 000542-90-5 22
2 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Met... 514 C23H46012 1000351-89-8 16
3 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-... 558 C25H50013 1000351-91-9 16
4 1,2,4-Trithiolane, 3,5-bis(1-met... 208 C8H16S3 054934-99-5 14
5 Dibutyl methoxy phosphine, sulfide 208 C9H210PS 098958-59-9 14

Abundance Scan 1363 (10.104 min): BF125928.D\data.ms (-1360) (-]
55.0

55.00 100.00%

87.0
151.9
5000
208.1
20.0
‘ ‘ 10.00 10.50
YN N1 | O S m/z 87.00  65.43%
miz--> 50 100 150 200 250 300
Abundance #2080: Thiocyanic acid, ethyl ester
29.0 87.0
5000 ‘
1000 1050
m/z 151.95 55.62%
O T HW\““‘ ‘H‘ \L T ”\ ‘ T T T T ’ T T T T ‘ T T T T ’ T T T T ’ T
m/z--> 50 100 150 200 250 300
Abundance #340044: 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Methoxyethoxy)ethox
87.0
A\ \A ‘ T T ‘ T
10.00 10.50
5000 ITI/Z 41.05 36.54%
43.0
il LU 20 00 g
m/z--> 100 150 200 250 300
Abundance #344362: 2—[2—[ -[2-[2-[2-[2-[2-[2-[2-(2-Methoxyethoxy)ett —— —
87.0 10.00 10.50
m/z 58.95 33.15%
5000
43.0
1470
S uw\ b 2190 2630 3070 s e M,
mlz--> 100 150 200 250 300 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125928.D

Acqg On : 26 Oct 2021 11:37
Operator : JU/CG

Sample : M4313-07

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.922 18.40 ng 1421980  Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 78
3 Undecanoic acid 186 C11H2202 000112-37-8 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 64

Abundance Scan 1672 (11.922 min): BF125928.D\data.ms (-1665) (1  m/z 43.00 100.00%

43.0
73.0
5000
129.1
—

‘ HH 1571185121‘2 56,1 12.00
O pree Al L L L P w2 59,95 97.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0 256.0
5000 T
129.0 12.00
213.0 m/z 73.00 81.09%
15701850
015'0u¢(ﬂ
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #109283: Tetradecanoic acid
73.0
1200
5000 43.0 129.0 m/z 57.08  79.47%
185.0
228.0
o M psre |
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #60689: Undecanoic acid —T
60.0 12.00

m/z 55.00 79.34%

5000

29.0 870 :
186.0
“ H\ \ \‘ u‘ ‘ ‘ﬂ H‘ ‘ H\‘ ‘157 0

m/z--> 20 40 60 80 100120 140160 180 200 220 240 260 12.00

Ju
N
<]
o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125928.D

Acqg On : 26 Oct 2021 11:37
Operator : JU/CG

Sample : M4313-07

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.704 6.96 ng 537978 Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 64
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 n-Decanoic acid 172 C10H2002 000334-48-5 60
5 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 47

Abundance Scan 1805 (12.704 min): BF125928.D\data.ms (-1800) (1 m/z 43.00 100.00%
3.0

73.0
5000
129.1
—— —
1851 2412 084 12.50 13.00
0 ‘;Muw‘ﬂ‘h‘ﬂ‘u \‘u“J ks m/z 57.00 76.49%
m/z--> 50 100 150 200 250
Abundance #179093: Octadecanoic acid
73.0
43.0
129.0
5000 284 T —
185.0 241.0 12.50 13.00
‘ m/z 55.00 76.28%
oL ‘\“‘ \}H‘H‘H ”!‘H‘H‘\‘\‘ Hh“”‘}““‘\”““l ur\‘ | I, “\ e “ N ‘\“ ‘\ ‘\‘ . “‘
m/z--> 50 100 150 200 250
Abundance #126202: Pentadecanoic acid
43.0 73.0
—— —
12.50 13.00
5000 m/z 60.00 76.03%
129.0 242.0
o e
ol L‘\‘H\H uu,‘\\“ﬂh\\ ol asao |
m/z--> 50 100 150 200 250
Abundance #92063: Tridecanoic acid T =
43.0 73.0 12.50 13.00
m/z 73.00 68.98%
5000 129.0
171.0
D
oL “\‘ H‘H‘d h““u‘\“\h“‘\ {‘\H‘h} ‘\ ‘m\‘ I “‘ ‘ “‘ — - e s
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125928.D

Acqg On : 26 Oct 2021 11:37
Operator : JU/CG

Sample : M4313-07

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.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 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.868 7.44 ng 487439 Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 86
2 Tetracosane 338 C24H50 000646-31-1 83
3 Hexacosane 366 C26H54 000630-01-3 83
4 Eicosane 282 C20H42 000112-95-8 83
5 Pentadecane 212 C15H32 000629-62-9 83

Abundance Scan 1833 (12.868 min): BF125928.D\data.ms (-1826) (1 m/z 57.00 100.00%

57.0
5000
- 2 e
U141 0183.1 . :
ol “ ““ Wl o288t 2810 w/z 43.85 55.59%
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 T ——
12.50 13.00
m/z 71.05 44.75%
ol \ | ‘\ ; 1‘410183022502670 323.0 380.(
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
— —
12.50 13.00
5000 ITI/Z 85.05 33.41%
9.0
0 Ll i h\ , 141.0183.0225.0267.0  338.0
o T AL Lk A man ST
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane - T
57.0 12.50 13.00
m/z 41.05 18.19%
5000
T B T — ——
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125928.D

Acqg On : 26 Oct 2021 11:37

Operator Ju/caG

Sample : M4313-07

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.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 9 Heptadecane, 9-octyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.739 6.49 ng 425682 Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 90
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
3 Hentriacontane 437 C31H64 000630-04-6 86
4 Hexacosane 366 C26H54 000630-01-3 86
5 Heptacosane 380 C27H56 000593-49-7 86

Abundance Scan 1981 (13.739 min): BF125928.D\data.ms (-1975) (- m/z 57.00 100.00%
57.0

1350 14.00
1270 : :
0 “ VUL 1820 2671 3548 n/z 43.e0  55.78%
m/z--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0
5000 _— —_
13.50 14.00
m/z 71.05 49.64%
oL ‘ J 11130 169.0 225.0 281.0 337.0 394.0
\\\‘ \\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #262017: Heptadecane, 9-octyl-
57.0
e e
13.50 14.00
5000 ITI/Z 85.10 35.70%
13.0 239.0
oL ALUTTD 000 P20 s0a0 320
miz--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane T —
57.0 13.50 14.00
m/z 55.00 24.80%
5000
0 uh\ ‘h :h h‘ | \6? \0 L 2\2\5 0 309.0 365.0 437.]
R T L e B R s =
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00

8270-BF102521.M Wed Oct 27 17:42:40 2021

Page:

12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125928.D

Acqg On : 26 Oct 2021 11:37
Operator : JU/CG

Sample : M4313-07

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.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 10 1-Docosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.874 19.59 ng 1283930 Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 94
3 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 91
4 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91
Abundance Scan 2004 (13.874 min): BF125928.D\data.ms (-1999) (- m/z 57.00 100.00%
57.0
111
- CT
13.50 14.00
163.1
ol pLLhy | 0312100 2649 3410 7 5500 98.09%
mlz--> 50 100 150 200 250 300 350 400
Abundance #209741: 1-Docosene
53.0
5000 = —
11.0 13.50 14.00
‘ m/z 43.05 89.45%
O\\‘\“" “ ‘H‘ “ \‘\‘\“(\37\9\‘\\\\‘\\\???\O\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #261457: Heptadecyl trifluoroacetate
57.0
- o
13.50 14.00
5000 110 m/z 83.05 63.15%
o UL a0 smom9050a0
miz--> 50 100 150 200 250 300 350 400
Abundance  #321013: Heptafluorobutyric acid, hexadecyl ester B ==
57.0 13.50 14.00
m/z 41.00 58.13%
- I ML
169
224,
oL LU T 20000 a0 e n L
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00

8270-BF102521.M Wed Oct 27 17:42:41 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125928.D

Acqg On : 26 Oct 2021 11:37
Operator : JU/CG

Sample : M4313-07

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.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 11 Octacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.386 5.84 ng 383037 Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Hexacosane 366 C26H54 000630-01-3 86
3 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 83
4 Heptadecane 240 C17H36 000629-78-7 80
5 Heptacosane 380 C27H56 000593-49-7 64
Abundance Scan 2091 (14.386 min): BF125928.D\data.ms (-2085) (- m/z 57.00 100.00%
57.0
2 LLA/\\JM\\
9.0 — ——
14.00 14.50
155.2
ol u‘”‘“ | u“w““ laon 972 2521 m/z 43.00 56.88%
mlz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 — —
14.00 14.50
m/z 71.00 47.39%
9.0
ol d i) 141018302250 281.0 337.0 394
\\\‘\\\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
— ——
14.00 14.50
5000 m/z 85.10 38.69%
9.0
A e e T
miz--> 50 100 150 200 250 300 350
Abundance #188718: Sulfurous acid, butyl undecy! ester — —
57.0 14.00 14.50
m/z 55.00 17.90%
- m
9.0
155.0
0%207-0‘ - —
m/z--> 50 100 150 200 250 300 350 14.00 14.50

8270-BF102521.M Wed Oct 27 17:42:42 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125928.D

Acqg On : 26 Oct 2021 11:37
Operator : JU/CG

Sample : M4313-07

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.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

o

Peak Number 12 unknownl4.427 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.427 8.90 ng 583086 Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 2-isopropyl-1,3-di... 140 C10H20 032281-85-9 38
2 Cyclooctane, 1,2-diethyl- 168 C12H24 023609-46-3 30
3 3-(3-Methyl-1,2,4-oxadiazol-5-yl... 167 C8H13N30 902837-17-6 25
4 Cyclohexane, 1-methyl-2-propyl- 140 C1eH20 004291-79-6 25
5 Cyclopentane, 1-methyl-3-(1-meth... 126 C9H18 053771-88-3 25
Abundance Scan 2098 (14.427 min): BF125928.D\data.ms (-2094) (-] 55.00 100.00%
55.0
7.0
5000
0 —-plh ol 70.28%
mlz--> 50 100 150 200 250 300 350
Abundance #20767: Cyclopentane, 2-isopropyl-1,3-dimethyl-
55.0
97.0
5000
14 50
miz--> 50 100 150 200 250 300 350
Abundance #43534: Cyclooctane, 1,2-diethyl-
55.0
14 50
5000 58.06%
97.0
139.0
miz--> 50 100 150 200 250 300 350

Abundance  #42644: 3-(3-Methyl-1,2,4-oxadiazol-5-yl)piperidine
83.0 14 50

m/z 69.10 51.16%

42.
24.0
| w\mlm ~

m/z--> 100 150 200 250 300 350 14.50

5000

o

8270-BF102521.M Wed Oct 27 17:42:43 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125928.D

Acqg On : 26 Oct 2021 11:37
Operator : JU/CG

Sample : M4313-07

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.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 13 Carbonic acid, eicosyl prop... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.510 2.83 ng 185401 Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, eicosyl prop-1-en... 382 C24H4603 1000383-10-8 90
2 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 81
3 Nonahexacontanoic acid 999 C69H13802 040710-32-5 74
4 Sulfurous acid, butyl octadecyl ... 390 C22H4603S 1000309-18-5 74
5 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 74

Abundance Scan 2112 (14.510 min): BF125928.D\data.ms (-2109) (- m/z 57.00 100.00%

57.0
5000
I T
hu 2070 14.50 ]
ol e M/Z 43.00 68.22%
m/z--> 0 100 200 300 400 500 600 700 800 900
Abundance  #289523: Carbonic acid, eicosyl prop-1-en-2-yl ester
57.0
5000 — :
14.50
m/z 71.00 51.41%
0 J “ 325.0
‘\ T}\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 100 200 300 400 500 600 700 800 900
Abundance  #284590: Sulfurous acid, octadecyl 2-propyl ester
43.0
I T
14.50
5000 ITI/Z 55.00 44 .88%
253.0
o
m/z--> 0 100 200 300 400 500 600 700 800 900
Abundance #350573: Nonahexacontanoic acid —
57.0 14.50
m/z 85.10 31.72%
h M
ol MMMARES, 3500 e 298 i
m/z--> 0 100 200 300 400 500 600 700 800 900 14.50

8270-BF102521.M Wed Oct 27 17:42:43 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125928.D

Acqg On : 26 Oct 2021 11:37
Operator : JU/CG

Sample : M4313-07

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.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 14 Tetratetracontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.963 6.19 ng 290260 Perylene-di2 15.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 87
2 Octacosane 394 (C28H58 000630-02-4 87
3 Tetracosane 338 (C24H50 000646-31-1 81
4 Hexacosane 366 C26H54 000630-01-3 80
5 Pentacosane 352 C25H52 000629-99-2 76

Abundance Scan 2189 (14.962 min): BF125928.D\data.ms (-2183) (- m/z 57.00 100.00%
57.0

3

5000
15.00
o‘HH‘_J“J‘hm\m,uHﬁ?%‘??’?ﬁ’ﬁ”Hw‘_m_wm m/z 43.00 52.27%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
5000 T
15.00
m/z 71.00 47.93%
o /| 1 || }77:9197.0 267.0337.0407.0 491.0562.0
‘\\H‘HH‘HH‘\H!]WHT[HT\‘TFH}HH‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298427: Octacosane
57.0
—
15.00
5000 ITI/Z 85.00 33.85%

or L1 1#70197.0 2810 3940
AL 390 2810 %40

=

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #246481: Tetracosane T
57.0 15.00
m/z 55.00 21.92%
5000

3

ol ‘ 1 |1 1?7:0197.0267.0338.0
L A9r026708380

—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15.00

8270-BF102521.M Wed Oct 27 17:42:44 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125928.D

Acqg On : 26 Oct 2021 11:37
Operator : JU/CG

Sample : M4313-07

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.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 15 Octadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.163 2.92 ng 136761 Perylene-di2 15.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 80
2 Docosane 310 C22H46 000629-97-0 80
3 Heneicosane 296 C21H44 000629-94-7 80
4 Tetracosane 338 C24H50 000646-31-1 80
5 Eicosane, 7-hexyl- 366 C26H54 ©55333-99-8 78

Abundance Scan 2223 (15.162 min): BF125928.D\data.ms (-2220) (- m/z 57.00 100.00%

57.0 ' '
5000
—— —
99.0
‘ h | 90 a1 010 p811 15.00 15.50
0— w“ e Ll TP m/z 43.00 66.30%
miz--> 100 150 200 250 300
Abundance #141057: Octadecane
57.0
5000 —r ——
15.00 15.50
m/z 71.10 50.74%
99.0
oL “‘ Ll L 2410 1830 22102580
miz-> 100 150 200 250 300
Abundance #212281: Docosane
57.0
—— —
15.00 15.50
5000 m/z 85.10 41.77%
ol iy 1410 1830 2250 267.0 3104
e e e e
miz--> 50 100 150 200 250 300
Abundance #194588: Heneicosane T ——
57.0 15.00 15.50
m/z 41.00 23.40%
- WMM
‘ ‘ 99.0
0250, | L |1 1410 1830 2250 2960 S
m/z--> 50 100 150 200 250 300 15.00 15.50

8270-BF102521.M Wed Oct 27 17:42:45 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125928.D

Acqg On : 26 Oct 2021 11:37
Operator : JU/CG

Sample : M4313-07

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.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 16 Eicosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.551 2.40 ng 112663 Perylene-di2 15.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Heptacosane 380 C27H56 000593-49-7 87
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
4 Tritetracontane 605 C43H88 007098-21-7 87
5 Tetracosane, 11-decyl- 479 C34H70 055429-84-0 86

Abundance Scan 2289 (15.551 min): BF125928.D\data.ms (-2285) (- m/z 57.00 100.00%
57.0

2000 WWAW%AMWkJU\AWVWNV/V
—
90
‘ ‘ H 1411 2111 2820  356.1 15.50
ol b s ST TP O+ m/z 43.00 56.53%
miz--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
5000 —
15.50
m/z 71.05 49.43%
O T \“\ ‘\“‘ “H‘ \“‘\ h“ \“‘ \]T\ “ i JES\‘S\(‘)Z\Z\S\TO‘ \2\8\2\? T T ‘ T T
m/z--> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane
57.0
T
15.50
5000 ITI/Z 85.00 38.73%
15 | i1 1410183025 026703090 3600
e e
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl- —— ‘
57.0 15.50
m/z 55.05 22.44%
- MM
ol ‘L “\\ H | 141:0183.0226.0267.0300.0_ 3550
e ““““ T T T ——
m/z--> 50 100 150 200 250 300 350 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125928.D

Acqg On : 26 Oct 2021 11:37
Operator : JU/CG

Sample : M4313-07

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.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 17 Hentriacontane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.615 4.08 ng 191326 Perylene-di2 15.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 87
2 Hentriacontane 437 C31H64 000630-04-6 86
3 Hexacosane 366 C26H54 000630-01-3 83
4 Heptacosane 380 C27H56 000593-49-7 80
5 Octadecane 254 C18H38 000593-45-3 80

Abundance Scan 2300 (15.615 min): BF125928.D\data.ms (-2295) (- m/z 57.10 100.00%

57.1
5000
a1 —— ——
H ‘ ]H ‘ . 2070 5810 15.50 16.00
Ol b et m/z 43.00 60.04%
m/z--> 50 100 150 200 250 300 350 400
Abundance #298426: Octacosane
57.0
5000 — ——
15.50 16.00
m/z 71.05 58.58%
0 \‘ \‘\ uh\ \h\ . h |‘ | ‘99‘2‘25 0 281.0 337.0 394.0
\\\‘\\\‘\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #320590: Hentriacontane
57.0
—— —
15.50 16.00
5000 ITI/Z 85.05 36.89%
ol | h‘ ‘\ | ‘%699 2250  309.0 365.0 436
el A e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane T ——
57.0 15.50 16.00
m/z 41.00 27.73%
- M
13.0
0 ‘ ‘ uh\ \‘\\ h‘ { 17699 225.0 295.0 367.0
A A A e S e e T —— ——
m/z--> 50 100 150 200 250 300 350 400 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125928.D

Acqg On : 26 Oct 2021 11:37
Operator : JU/CG

Sample : M4313-07

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.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 18 unknownl5.680 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.680 2.81 ng 131563 Perylene-di2 15.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentadecene 210 C15H30 013360-61-7 46
2 2-Hexanone, 3-methyl-4-methylene- 126 C8H140 020690-71-5 27
3 2-Octyldecyl acetate 312 C20H4002 1000368-55-8 27
4 1-Tridecyn-4-o0l 196 C13H240 074646-37-0 27
5 Cyclohexane, 1-(cyclohexylmethyl... 208 C15H28 054934-95-1 27

Abundance Scan 2311 (15.680 min): BF125928.D\data.ms (-2307) (- m/z 57.00 100.00%

57.0
5000
111.0
—— —
153.1 208.0 250.9 283.0 15.50 16.00
oLy dalub Ll hi A S m/z 43.00  85.24%
miz--> 50 100 150 200 250
Abundance #87651: 1-Pentadecene
43.0
83.0
5000 —r— —
15.50 16.00
m/z 55.00 84.62%
25.0
[ ‘\ ‘\ ““\ H\ }H\‘H\ 4 “1\68\9 \2‘1?(\)\ LA B B
miz--> 50 100 150 200 250
Abundance #13124: 2-Hexanone, 3-methyl-4-methylene-
43.0
—— —
15.50 16.00
5000 m/Z 83.00 66.29%
83.0
ol by [ op2e0
miz--> 50 100 150 200 250
Abundance #214914: 2-Octyldecyl acetate T T
43.0 15.50 16.00
m/z 69.00 52.67%
5000 83.0
139.0
ol 4y \MH‘H\ 1‘\‘ L \‘1 | 181.0211.0 220 204¢ - A
m/z--> 50 100 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125928.D

Acqg On : 26 Oct 2021 11:37
Operator : JU/CG

Sample : M4313-07

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.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 19 .gamma.-Sitosterol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.998 14.41 ng 675571 Perylene-di2 15.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 95
2 .beta.-Sitosterol 414 C29H500 000083-46-5 68
3 Eicosane 282 C20H42 000112-95-8 45
4 Tetracosane, 1l-decyl- 479 C34H70 055429-84-0 43
5 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 43
Abundance Scan 2365 (15.998 min): BF125928.D\data.ms (-2357) (1 m/z 57.00 100.00%
57.0
5. 591 213 ]
l ‘ 303.1 3551, 414 16.00
Ol ol “‘ ”“ ¥ 4 wh TRVSEVERS S L s et m/z 43.00  98.76%
mlz--> 50 100 150 200 250 300 350 400
Abundance #310597: .gamma.-Sitosterol
43.0
5000 5.0 —r—
145.0 414.( 16.00
2130 3030 m/z 55.00  53.54%
O ‘\“ I ‘\\‘M} i
m/z--> 50 100 150 200 250 300 350 400
Abundance #310596: .beta.-Sitosterol
43.0
——
16.00
5000 m/z 71.10 40.22%
107.0 414.(
161.0 213.0 303.0
| H 257. 354.0
oLyl
miz--> 50 100 150 200 250 300 350 400
Abundance #176386: Eicosane —
57.0 16.00
m/z 41.05 35.39%
- WAﬂV\WMMMM/VKWNWNwVKMJ
ol LUl 1090 aos0 220 T
m/z--> 50 100 150 200 250 300 350 400 16.00

8270-BF102521.M Wed Oct 27 17:42:48 2021 Page: 22



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125928.D

Acqg On : 26 Oct 2021 11:37
Operator : JU/CG

Sample : M4313-07

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.M
: 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 20 Cyclopentadecane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
16.639 4.97ng 233229 Perylene-diz 15.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cyclopentadecane 210 C1sH30 000295-48-7 93

2 Behenic alcohol
3 1-Octadecanol

326 C22H460
270 C18H380

4 Pentafluoropropionic acid, tride... 346 C16H27F502

5 n-Heptadecanol-1

Abundance Scan 2372 (16

256 C17H360

.039 min): BF125928.D\data.ms (-2369) (-

000661-19-8 91
000112-92-5 91
959261-22-4 91
001454-85-9 91

m/z 57.00 100.00%

57.0
97.0
5000
oo
39.1176.8 355. :
o — u““ uh“h‘ w‘h Tl 3201 2670 T 47 ss.00 90.96%
miz--> 50 100 150 200 250 300 350
Abundance #87654: Cyclopentadecane
55.0
5000 P70 ——
16.00
m/z 43.00 65.34%
210.0
O T \“‘\‘ !}390 T \‘\ ‘ 1 T T ‘ T \\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #232316: Behenic alcoho
83.0
43.0
T \
16.00
5000 ITI/Z 69.10 59.15%
25.0
o LU om0 oo
miz--> 50 100 150 200 250 300 350
Abundance #161349: 1-Octadecanol T ‘
43.0 83.0 16.00
m/z 97.05 53.25%
5000
25.0
252.0
168.0
ol thL, J‘w‘\u L2 | _—
m/z--> 50 100 150 200 250 300 350 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102621\
Data File : BF125928.D

Acqg On : 26 Oct 2021 11:37
Operator : JU/CG

Sample : M4313-07

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.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... 2.210  149.7 ng 7443890 1 6.863 994811 20.0
2-Pentanone, 4-... 5.081 3.0 ng 148325 1 6.863 994811 20.0
Ethanol, 2-(2-b... 8.057 25.6 ng 1680870 2 8.151 1313500 20.0
Benzothiazole 8.422 2.8 ng 181540 2 8.151 1313500 20.0
unknownl10.104 10.104 4.0 ng 293320 3 9.904 1449830 20.0
n-Hexadecanoic ... 11.922 18.4 ng 1421980 4 11.386 1545590 20.0
Octadecanoic acid 12.704 7.9 ng 537978 4 11.386 1545590 20.0
Heptacosane 12.868 7.4 ng 487439 5 14.027 1310840 20.0
Heptadecane, 9-... 13.739 6.5 ng 425682 5 14.027 1310840 20.0
1-Docosene 13.874 19.6 ng 1283930 5 14.027 1310840 20.0
Octacosane 14.386 5.8 ng 383037 5 14.027 1310840 20.0
unknownl14.427 14.427 8.9 ng 583086 5 14.027 1310840 20.0
Carbonic acid, ... 14.510 2.8 ng 185401 5 14.027 1310840 20.0
Tetratetracontane 14.963 6.2 ng 290260 6 15.492 937841 20.0
Octadecane 15.163 2.9 ng 136761 6 15.492 937841 20.0
Eicosane 15.551 2.4 ng 112663 6 15.492 937841 20.0
Hentriacontane 15.615 4.1 ng 191326 6 15.492 937841 20.0
unknown15.680 15.680 2.8 ng 131563 6 15.492 937841 20.0
.gamma.-Sitosterol 15.998 14.4 ng 675571 6 15.492 937841 20.0
Cyclopentadecane 16.039 5.0 ng 233229 6 15.492 937841 20.0
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