LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123799.D

Acqg On : 4 May 2021 1:58
Operator : JU/CG

Sample : M2235-01 2X

Misc :

ALS Vvial : 18 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-BF042721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123799.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.157 7 12 19 rVB 163699 200726 5.20% ©.523%
2 5.010 494 497 502 rVB 165460 185914 4.81% 0.485%
3 5.428 564 568 579 rVB 4368542 3707950 95.98% 9.664%
4 6.445 737 741 751 rBV 4385721 3863052 100.00% 10.069%
5 6.634 771 773 778 rBV2 37860 43638 1.13% 0.114%
6 6.810 799 803 806 rBV 1947865 1759796 45.55% 4.587%
7 7.369 893 898 901 rBV 2905477 2365515 61.23% 6.165%
8 8.092 1017 1021 1024 rBV 2629428 2129333 55.12% 5.550%
9 9.169 1200 1204 1207 rBV 4297137 3283260 84.99% 8.557%
10 9.286 1220 1224 1228 rBvV3 41114 44020 1.14% 0.115%
11  9.563 1267 1271 1275 rBV 135028 117952 3.05% 0.307%
12 9.851 1315 1320 1323 rBV 2268653 1968627 50.96% 5.131%
13 9.875 1323 1324 1328 rVB2 59500 48003 1.24% 0.125%
14  9.969 1337 1340 1344 rBV 60957 56164 1.45% 0.146%
15 10.633 1449 1453 1458 rBV 2131940 1844626 47.75% 4.808%
16 11.333 1568 1572 1575 rBV 2128912 1742408 45.10% 4.541%
17 11.357 1575 1576 1580 rVV2 141107 150802 3.90% 0.393%
18 11.392 1580 1582 1588 rVB3 107797 108808 2.82% 0.284%
19 11.551 1606 1609 1614 rBV5 42198 57512 1.49% 0.150%
20 11.821 1652 1655 1656 rBV 57701 48611 1.26% 0.127%
21 11.869 1660 1663 1674 rVV3 132286 201973 5.23% 0.526%
22 11.951 1674 1677 1683 rVB3 60892 89703 2.32% 0.234%
23 12.033 1688 1691 1694 rVB2 151364 131439 3.40% 0.343%
24 12.280 1727 1733 1736 rBvV8 40798 71932 1.86% ©.187%
25 12.386 1747 1751 1753 rBvV4 43239 52557 1.36% 0.137%
26 12.433 1756 1759 1763 rVB4 51095 64254 1.66% 0.167%
27 12.545 1775 1778 1781 rBV 326672 264218 6.84% 0.689%
28 12.774 1812 1817 1820 rBV 280747 257770 6.67% 0.672%
29 12.921 1838 1842 1845 rBV 2706572 2228103 57.68% 5.807%
30 13.104 1871 1873 1877 rVB3 47515 44694 1.16% 0.116%
31 13.157 1879 1882 1886 rVB3 70886 100227 2.59% 0.261%
32 13.333 1909 1912 1914 rBV4 49602 69901 1.81% 0.182%
33 13.357 1914 1916 1918 rBV 93158 80981 2.10% 0.211%
34 13.727 1975 1979 1981 rBV3 41108 70964 1.84% 0.185%
35 13.833 1993 1997 2005 rBV2 244986 427407 11.06% 1.114%

36 13.974 2017 2021 2024 rBV 1444648 1405491 36.38% 3.663%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123799.D

Acqg On : 4 May 2021 1:58
Operator : JU/CG

Sample : M2235-01 2X

Misc :

ALS Vvial : 18 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-BF042721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 14.451 2099 2102 2105 rBV 370906 348790 9.03% 0.909%
38 14.833 2164 2167 2170 rVB 187840 191272  4.95% ©.499%
39 14.898 2176 2178 2186 rVB2 98506 122580 3.17% 0.319%
40 15.010 2195 2197 2200 rBV 93151 101401 2.62% 0.264%
41 15.092 2207 2211 2215 rBV 1411014 1435386 37.16% 3.741%
42 15.433 2265 2269 2273 rBV 837891 990674 25.64%  2.582%
43 15.898 2344 2348 2355 rBV 838663 1244785 32.22%  3.244%
44 17.503 2612 2621 2633 rBV6 686088 2170747 56.19% 5.658%
45 17.945 2689 2696 2704 rBV7 250222 976483 25.28%  2.545%
46 18.021 2706 2709 2721 rVB7 382838 1016427 26.31% 2.649%

47 18.286 2748 2754 2757 rBV8 195959 480314 12.43% 1.252%

Sum of corrected areas: 38367190
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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\BF050321\

BF123799.D
4 May 2021 1:58
Ju/CG
¢ M2235-01 2X
: 18 Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF123799.D\data.ms

5.428 6.445

7.369

6.810

157 5.010

6.634

Time-->
Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

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: BF123799.D\data.ms

9.169

12.921
8.092

9.851 11.333

10.633

/969

0
Time-->

Abundance
4000000
3500000
3000000
2500000
2000000
1500000
1000000
500000

0
Time-->

8270-BF042721

9.286 9363 9
e
9.50

A= = T
10.00 10.50 11.00
TIC: BF123799.D\data.ms

13.974 15.092

15.433 15.898

17.503

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123799.D

Acqg On : 4 May 2021 1:58
Operator : JU/CG

Sample : M2235-01 2X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 Propane, 1,1-dimethoxy- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
2.157 2.28 ng 200726 1,4-Dichlorobenzene-d4 6.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 83
2 Aminoacetaldehyde dimethyl acetal 105 C4H11NO2 022483-09-6 36
3 2-Propanone, 1,1-dimethoxy- 118 C5H1003 006342-56-9 33
4 Acetic acid, dimethoxy-, methyl ... 134 C5H1004 000089-91-8 33
5 Methane, trimethoxy- 106 C4H1003 000149-73-5 28
Abundance  Scan 12 (2.157 min): BF123799.D\data.ms (-7) (-) m/z 75.00 100.00%
75.0
45.0
5000
R RaRE A Ra R R
‘ 59.0 102.9 2.202.302.402.502.60
Ol 220l S m/z 73.10 72.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4789: Propane, 1,1-dimethoxy-
78.0
29.
5000 90 450 B R R A RN
2.202.302.402.502.60
m/z 45.00 54.68%
0 \“ \‘\ ‘ \‘ ‘ 5‘9\0 i 88.0 103.0
\H‘HH‘HH‘HH‘H\f‘\H\‘\H\‘\H\‘\\H‘HH‘HH’HH’\H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4924: Aminoacetaldehyde dimethyl acetal
75.0
R E e e AR
2.202.302.402.502.60
5000 m/z 41.05 40.57%
ob 120 u‘\ H\ ‘ 60.0 ‘ 88.0 _ 106.0
e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8697: 2-Propanone, 1,1-dimethoxy- T AR
75.0 2.202.302.402.502.60
m/z 47.05 29.01%
5000
47.0
31.0
15.0
0 \ | “ 60.0 | 88.0101.0 117.0
A e L e RARRARSEES AL SN e e R RARAMEEATETIESE N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123799.D

Acqg On : 4 May 2021 1:58
Operator : JU/CG

Sample : M2235-01 2X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 13
R.T. EstConc Area Relative to ISTD R.T.
5.010 2.11 ng 185914 1,4-Dichlorobenzene-d4 6.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 38
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
4 3-Octanol 130 C8H180 000589-98-0 33
5 Guanidine 59 CH5N3 000113-00-8 9
Abundance Scan 497 (5.010 min): BF123799.D\data.ms (-494) (-) m/z 43.00 100.00%
43.0
59.0
5000
83.0 10‘1'0 4.60 4.80 5.00 5.20 5.40
OFrrrprrrrprrrr e et e e m/z 59.05 55.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 BB U o e e
59.0 4.60 4.80 5.00 5.20 5.40
150 1010 m/z 101.00  15.89%
O \\\‘\f‘f.!‘\\f‘?‘ﬁ\.\o\\“H}\\‘\\}\‘\\\\‘\\\\8‘:\3‘\.(\)\‘\\\}“\'\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl-
59.0
R ma R o
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 13.86%
41.0 101.0
b 20 2l il 730,830
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8404 Propane, 2-methyl-2-(1-methylethoxy)- Raaa e Ramma ma e o
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 7.76%
5000
41.0
29.0 101.0
O et b iy 730, 880 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 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@50321\
Data File : BF123799.D

Acqg On : 4 May 2021 1:58
Operator : JU/CG

Sample : M2235-01 2X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 Undecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.869 2.32 ng 201973  Phenanthrene-die 11.333
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 55
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 52
3 Dodecanoic acid 200 C12H2402 000143-07-7 49
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 38
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 35
Abundance Scan 1663 (11.869 min): BF123799.D\data.ms (-1660) (1  m/z 42.95 100.00%
3.0
73.0 191.9
5000
— ——
“‘ ‘ 11.50 12.00
[ — 1 m/z 59.95 97.55%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #50051: Undecanoic acid
6Q.0
5000
11.50 12.00
29.0 129.0 m/z 57.00 84.96%
87 186.0
Lyl H\ | srot?
O\H‘\i\\‘\‘\\”\‘\w\‘\‘HH“‘HH‘U‘\H‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #107547: n-Hexadecanoic acid
43.0 73.0
— ——
11.50 12.00
5000 m/z 73.00 81.25%
129.0 256.0
LA e, | 15701050730
Ol ”‘H‘HM‘;‘um‘HHuHH_wm‘wwww
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #61121: Dodecanoic acid
73.0 11.50 12.00
m/z 191.95 77 .86%
43.0
5000
129.0
157.0 200.0
‘ 101.0 ‘
osal L A L L L
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123799.D

Acqg On : 4 May 2021 1:58
Operator : JU/CG

Sample : M2235-01 2X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 Heptacosyl pentafluoropropi... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.833 6.08 ng 427407 Chrysene-d12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosyl pentafluoropropionate 542 C30H55F502 1000351-81-6 90
2 Hexadecane, 1-chloro- 260 C16H33C1 004860-03-1 86
3 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 80
4 Oxalic acid, isobutyl octadecyl ... 398 C24H4604 1000309-38-3 80
5 1-Docosene 308 C22H44 001599-67-3 62

Abundance Scan 1997 (13.833 min): BF123799.D\data.ms (-1993) (- m/z 57.10 100.00%
57.1

{ 1550 1400
141.2 207.0 277.1 ' :
0 H\‘N!cu“ bl S B 3A09 82wy 43.05  71.28%
mlz--> 50 100 150 200 250 300 350 400 450 500
Abundance #238675: Heptacosyl pentafluoropropionate
57.0
5000 — e
111.0 13.50 14.00
m/z 55.00 49.96%
. WL ooz sms0 oo
\\1‘\1\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #110907: Hexadecane, 1-chloro-
57.0
— —r
13.50 14.00
5000 m/z 71.18  44.61%
‘ H 260.0
0 “‘,“““‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #196922: Oxalic acid, isobutyl hexadecyl ester P ——
57.0 13.50 14.00
m/z 97.10 35.72%
- W
o LU 1m0 2690 I
m/z--> 50 100 150 200 250 300 350 400 450 500 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123799.D

Acqg On : 4 May 2021 1:58
Operator : JU/CG

Sample : M2235-01 2X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 Octadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.451 4.96 ng 348790 Chrysene-d12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Octacosane 394 (C28H58 000630-02-4 91
3 Pentadecane 212 C15H32 000629-62-9 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 83

Abundance Scan 2102 (14.451 min): BF123799.D\data.ms (-2099) (- m/z 57.00 100.00%
57.0

1450
13.1 .
. 254.1
0l “ M Ju]“‘ Ly 1832 2541 3344 4142 4/, 4310 61.80%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #105885: Octadecane
57.0
5000 T
14.50
m/z 71.10 52.78%
J‘ ‘ | 1|3'0 169.0 254.0
O\\‘\‘\“\\‘\”\"\‘\“\i“‘\‘\\‘\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350 400 450
Abundance #209566: Octacosane
57.0
——
14.50
5000 ITI/Z 85.05 37.68%
oL ‘ 115430 169.0 225.0 281.0 337.0 394.0
et A e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #71393: Pentadecane T
57.0 14.50
m/z 55.00  21.54%
- WW
J“ L 130 212.0
O R R e L B s R RS EC —
m/z--> 50 100 150 200 250 300 350 400 450 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123799.D

Acqg On : 4 May 2021 1:58
Operator : JU/CG

Sample : M2235-01 2X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 Supraene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.833 3.86 ng 191272 Perylene-di2 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 90
2 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24 062951-96-6 83
3 Cyclopropanecarboxaldehyde, 2-me... 166 C11H180 097231-35-1 72
4 trans-Farnesol 222 C15H260 000106-28-5 72
5 2,6-Octadiene, 2,6-dimethyl- 138 C10H18 002792-39-4 64

Abundance Scan 2167 (14.833 min): BF123799.D\data.ms (-2164) (- m/z 69.05 100.00%

69.0
5000
14‘50‘ ‘15‘00‘
121.0 . .
202.9 254.1
ol LIy 2020 2541500.1346.23022 448, 0 g1 19 46.05%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #215928: Supraene
69.0
5000 — —
14.50 15.00
m/z 41.05 30.13%
137.0
obbidddyy ], 1910 2730 3410 4100
\\f‘\ \\‘\\\\‘\\1\‘\\\\‘\f\\[\\\\‘\\\\‘T\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-
69.0
— —r
14.50 15.00
5000 m/z 95.e0  12.11%
N0 i
miz--> 50 100 150 200 250 300 350 400 450
Abundance #35125: Cyclopropanecarboxaldehyde, 2-methyl-2-(4-me P e
69.0 14.50 15.00
m/z 93.10 11.16%
5000
‘ 123.0
R T O O
m/z--> 50 100 150 200 250 300 350 400 450 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123799.D

Acqg On : 4 May 2021 1:58
Operator : JU/CG

Sample : M2235-01 2X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 Octadecanal Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.898 2.47 ng 122580 Perylene-di2 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 15
2 1,21-Docosadiene 306 C22H42 053057-53-7 14
3 Tetradecanal 212 C14H280 000124-25-4 14
4 Decane, 2-cyclohexyl- 224 C16H32 013151-73-0 11
5 Undecane, 2-cyclohexyl- 238 C17H34 013151-77-4 11
Abundance Scan 2178 (14.898 min): BF123799.D\data.ms (-2176) (- m/z 57.00 100.00%
57.0
109.1
— =
( 166.0 246.2 3272 380.1 474, 14.50 15.00
oLy m/z 43.00  89.87%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #117605: Octadecanal
43.0
6.0
5000 — it
14.50 15.00
m/z 82.00 63.92%
‘ V 520 250.0
0 \hw“‘\‘\‘ r|‘ \h\Hi‘\J.,‘»‘m\.h\%‘\‘l“\ \”l\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #149983: 1,21-Docosadiene
55.0
— ——
14.50 15.00
5000 m/z 55.05 55.07%
10.0
306.0
L 80 T
oL LA L
miz--> 50 100 150 200 250 300 350 400 450
Abundance #71299: Tetradecanal “ ——
57.0 14.50 15.00
m/z 83.00 46.21%
5000
UL
NELEY 1 B D
m/z--> 50 100 150 200 250 300 350 400 450 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123799.D

Acqg On : 4 May 2021 1:58
Operator : JU/CG

Sample : M2235-01 2X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 8 Heptadecane, 9-octyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.092 28.98 ng 1435390 Perylene-di2 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Pentacosane 352 C25H52 000629-99-2 90

Abundance Scan 2211 (15.092 min): BF123799.D\data.ms (-2207) (- m/z 57.10 100.00%
57.1

> J—\A
T \
‘ ‘ 15.00
ol LLIUTR T 1092 2250 2829 30033803 4411 1y 4310 0. 7a%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 ‘15\00‘ \
m/z 71.10 52.58%
13.0 239.0
O \\J“\““\‘\‘\J\J\%]’.\6\9\9[T\\“\[\\2\9\4E(\)\\3\5‘2\(\)\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #202662: Heptacosane
57.0
T \
15.00
5000 ITI/Z 85.10 39.19%
oL ||| 3130 160.0 225.0 281.0 380.0
““‘H““‘w““_‘““H““H““‘_““‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #175557: Tetracosane T ‘
57.0 15.00
m/z 55.00  21.42%
o \‘ M 13D 160.0 225.0 281.0 338.0
A e e ——
m/z--> 50 100 150 200 250 300 350 400 450 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123799.D

Acqg On : 4 May 2021 1:58
Operator : JU/CG

Sample : M2235-01 2X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 9 Heptacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.898 25.13 ng 1244790 Perylene-di2 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 98
2 Heneicosane 296 C21H44 000629-94-7 97
3 Pentadecane 212 C15H32 000629-62-9 94
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 94
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 2348 (15.898 min): BF123799.D\data.ms (-2344) (- m/z 57.10 100.00%
57.1

-

5000
— —
‘ 1‘ 3.1 2112 15.50 16.00
O by 22 8091 4178 525 n/z 43.10  59.07%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #202662: Heptacosane
57.0
5000 — ——
15.50 16.00
m/z 71.10 52.95%
ol || | 1130160.0225.0281.0  380.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141426: Heneicosane
57.0
— —
15.50 16.00
5000 m/z 85.10 39.80%

113.0
0 L‘\ J\ \I ' Jl l ‘1“6‘9‘02250 296.0
L L L L L B B L N

N

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #71393: Pentadecane nee ]
57.0 15.50 16.00
m/z 55.00  23.08%
- J\'\/\JW
H | 1130 2120
oA e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123799.D

Acqg On : 4 May 2021 1:58
Operator : JU/CG

Sample : M2235-01 2X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 10 unknownl7.503 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

17.503 43.82 ng 2170750 Perylene-di2 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 38
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 35
3 Methyl 3-acetoxy-12-keto-18-norc... 432 C26H4005 1000251-87-8 25
4 Stigmastan-7-one 414 C29H500 ©055331-88-9 25
5 5.beta.-Cholan-24-o0ic acid, 3-oxo- 374 C24H3803 001553-56-6 25

Abundance Scan 2621 (17.503 min): BF123799.D\data.ms (-2612) (- m/z 43.10 100.00%
3.1

344.3 4144 L ‘
111 TTY VRN RO
O A VR W22 I mf‘ﬁ"’c m/z 55.00 74.19%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #217433: .beta.-Sitosterol
43.0
5000 105.0 17:50 |
414.0 9
159.0213'0 329.0 m/z 57.00 53.28%
L o
0 ‘ “‘ “‘ \l‘H‘ L ‘mH\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #217434: .gamma.-Sitosterol
43.0
T T 1
17.50
5000 5.0 m/z 81.00  47.84%
414.0
’ 2130  303.0
O‘HJ’\ ol \HAH' M \M U \H L A ‘\ “ ‘3‘54 0“\ M e
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance  #222759: Methyl 3-acetoxy-12-keto-18-norcholanate — |
43.0 17.50
m/z 231.15 45.29%
5000
107.0 231.0
‘ HHH ‘ 299.0 3750 4320
o_m‘h“‘\lh“‘“MWHM_‘\u‘umkwu_m_mw S
m/z--> 0 50 100 150 200 250 300 350 400 450 17.50

8270-BF042721.M Tue May 04 15:20:02 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123799.D

Acqg On : 4 May 2021 1:58
Operator : JU/CG

Sample : M2235-01 2X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 11 .beta.-Amyrin Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.945 19.71 ng 976483 Perylene-di2 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Amyrin 426 C30H500 000559-70-6 64
2 4,4,6a,6b,8a,11,11,14b-0Octamethy... 424 C30H480 1000194-62-4 58
3 Benzo[b]naphtho[2,3-d]furan 218 C16H100 000243-42-5 45
4 Pyrene, hexadecahydro- 218 C16H26 002435-85-0 45
5 Pyrido[1,2-a]perimidine 218 C15H10N2 000200-42-0 27

Abundance Scan 2696 (17.945 min): BF123799.D\data.ms (-2689) (-  m/z 218.20 100.00%

218.2
5000
55.0
09.1
1611‘ a0
18.00
0! M\}w‘“n ““‘ \wnzlg%ﬂ?%?wzﬁ?ﬁ}"4?-;0&2‘ m/z 203.15  78.11%
miz--> 50 100 150 200 250 300 350 400
Abundance #221180: .beta.-Amyrin
218.0
5000 R
18.00
6.0 m/z 55.00 36.69%
ol kLl ) “h\u‘m‘ bl 2720 seso 4260
m/z--> 50 1oo 150 200 250 300 350 400
Abundance #220502: 4,4,6a,6b,8a,11,11,14b-Octamethyl-1,4,4a,5,6,
218.0
——
18.00
5000 ITI/Z 95.05 34.46%
55.0
‘ ‘ 135.0
4.0
oml\I\.273032703790
m/z--> 50 100 150 200 250 300 350 400
Abundance #75958: Benzo[b]naphtho[2,3-d]furan —
218.0 18.00
m/z 69.00 32.06%
w Mwm
63.0 1090 163.0
0““‘]mht‘“‘L‘M“‘H““‘_““‘H“““ e
m/z--> 50 100 150 200 250 300 350 400 18.00

8270-BF042721.M Tue May 04 15:20:02 2021

Page:

14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123799.D

Acqg On : 4 May 2021 1:58
Operator : JU/CG

Sample : M2235-01 2X

Misc :

ALS vial : 18 Sample Multiplier: 1

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

BF042721.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 12 unknownl8.021

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.021 20.52ng 1016430  Perylene-diz 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1elobulel 222 c1sH260 051371-47-2 46

2 Silane, chlorodiethyl(dodec-9-yn... 302 C16H31C10Si 1000363-59-2 38

3 Epiglobulol 222 C15H260
4 cis-13,16-Docasadienoic acid, me... 350 C23H4202
5 Thiocyanic acid, 4-oxotricyclo[3... 207 C11H13NOS

Abundance Scan 2709 (18.021 min): BF123799.D\data.ms (-2706) (-]

1000150-05-1 25
1000333-60-3 20
056781-89-6 18

m/z 109.10 100.00%

109.1
43.0
5000 189.2
3131 424.3 T \
4.1 526.1 18.00
0 m/z 55.00 97.29%
mlz--> 50 100 150 200 250 300 350 400 450 500
Abundance #79377: Globulol
43.0
5000 — :
109.0 18.00
‘ ‘ 204.0 m/z 95.00 92.17%
O T \H\‘ ‘i“hl"\‘”‘lnlhl \h\m\ \\ ““\ \l\ T ‘ LI ‘ TTTT ‘ TTTT ‘ LI ‘ TTTT ‘ LI
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #146258: Silane, chlorodiethyl(dodec-9-ynyloxy)-
109.0
T \
18.00
5000 ITI/Z 67.00 92.04%
41,
177.0
LT, 270
O b bbb Ao b
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #79381: Epiglobulol T
43.0 18.00
m/z 121.05 73.31%
5000 109.0
Lz
U1 T !
m/z--> 50 100 150 200 250 300 350 400 450 500 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123799.D

Acqg On : 4 May 2021 1:58
Operator : JU/CG

Sample : M2235-01 2X

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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 13 unknownl8.286 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.286 9.70 ng 480314 Perylene-di2 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Amyrin 426 C30H500 000638-95-9 47
2 1H-Cycloprop[e]azulen-4-0l, deca... 222 C15H260 000552-02-3 46
3 (-)-Isolongifolol, methyl ether 236 C16H280 1000333-80-8 41
4 2,4,4-Trimethyl-3-hydroxymethyl-... 222 C15H260 1000144-10-5 38
5 Tricyclo[4.3.08.0(7,9)]nonane, 2,... 206 C15H26 054832-82-5 38

Abundance Scan 2754 (18.286 min): BF123799.D\data.ms (-2748) (- m/z 55.00 100.00%

55.0
135.1 189.2
5000
—— ——
2571 31724505 425 18.00 18.50
0! m/z 95.10 93.93%
mlz--> 50 100 150 200 250 300 350 400
Abundance #221182: .alpha.-Amyrin
218.0
5000 T ‘ T T T
18.00 18.50
550 122.0 m/z 67.10 83.86%
426.(
ol Lhiddl | 1739 ‘LL | 2720 3300 O
miz--> 50 100 150 200 250 300 350 400
Abundance #79521: 1H-Cycloprop[e]azulen-4-ol, decahydro-1,1,4,7-t
43.0
—— ——
18.00 18.50
m/z 41.10 83.32%
5000 107.0
161.0
L \ | LT S
miz--> 50 100 150 200 250 300 350 400
Abundance #90905: (-)-Isolongifolol, methyl ether —— ——
109.0 18.00 18.50
m/z 69.05 79.94%
41.0
5000
189.0
e
0! N —— ——
m/z--> 50 100 150 200 250 300 350 400 18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123799.D

Acqg On : 4 May 2021 1:58
Operator : JU/CG

Sample : M2235-01 2X

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.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|
Propane, 1,1-di... 2.157 2.3 ng 200726 1 6.810 1759800 20.0
2-Pentanone, 4-... 5.010 2.1 ng 185914 1 6.810 1759800 20.0
Undecanoic acid 11.869 2.3 ng 201973 4 11.333 1742410 20.0
Heptacosyl pent... 13.833 6.1 ng 427407 5 13.974 1405490 20.0
Octadecane 14.451 5.0 ng 348790 5 13.974 1405490 20.0
Supraene 14.833 3.9 ng 191272 6 15.433 990674 20.0
Octadecanal 14.898 2.5 ng 122580 6 15.433 990674 20.0
Heptadecane, 9-... 15.092 29.0 ng 1435390 6 15.433 990674 20.0
Heptacosane 15.898 25.1 ng 1244790 6 15.433 990674 20.0
unknownl17.503 17.503 43.8 ng 2170750 6 15.433 990674 20.0
.beta.-Amyrin 17.945 19.7 ng 976483 6 15.433 990674 20.0
unknown18.021 18.021 20.5 ng 1016430 6 15.433 990674 20.0
unknown18.286 18.286 9.7 ng 480314 6 15.433 990674 20.0
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