LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126107.D

Acqg On : 10 Nov 2021 14:56

Operator : JU/CG

Sample : M4595-07

Misc : CMC-ICS-001-002

ALS Vvial : 11 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-BF110321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126107.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.204 9 20 28 rVB 1370312 1914446 27.66% 3.404%
2 2.310 32 38 44 rBV2 74675 107514 1.55% 0.191%
3 4.469 395 405 409 rBV 2928490 3530990 51.01% 6.279%
4 5.093 503 511 514 rBV 3405974 4892144 70.68% 8.699%
5 5.481 572 577 580 rBV 4266712 3872600 55.95% 6.886%

6 6.487 742 748 751 rBV 5287970 5497737 79.43%
7 6.851 807 810 814 rBV 1378949 1126247 16.27%
8 7.416 900 906 909 rBV 3928257 3887916 56.17%
9 8.039 1007 1012 1022 rBV 495760 592516  8.56%

8.133 1023 1028 1032 rBV 1569123 1345202 19.43%

NEF,ONO
(o]
fary
w
R

11 9.210 1205 1211 1214 rBV 7165075 6921815 100.00% 12.
12 9.886 1319 1326 1330 rBV 1533112 1388037 20.05%
13 10.322 1397 1400 1402 rVB 121009 90259 1.30%
14 10.545 1432 1438 1440 rBV 84230 119864 1.73%

NOONN
=
(o))
(o]
B

15 10.675 1455 1460 1465 rBV 1338265 1271814 18.37% 261%
16 10.763 1472 1475 1478 rBV 73621 86843 1.25% 0.154%
17 10.792 1478 1480 1482 rBV 162831 171899 2.48%  ©.306%
18 10.945 1499 1506 1509 rBV 144459 233492 3.37% ©0.415%
19 10.986 1510 1513 1517 rBV2 168136 243449 3.52% 0.433%
20 11.239 1553 1556 1558 rBV2 217031 192971 2.79% 0.343%
21 11.269 1558 1561 1564 rVV 259879 325435 4.70% ©.579%
22 11.374 1575 1579 1581 rBV 1309264 1169528 16.90%  2.080%
23 11.422 1584 1587 1592 rVV2 220997 401500 5.80% 0.714%
24 11.522 1601 1604 1607 rBV3 134516 184730 2.67% ©.328%
25 11.557 1607 1610 1613 rBV 234910 292428 4.22% ©.520%
26 11.680 1627 1631 1635 rBV 295026 551348 7.97%  ©.980%
27 11.833 1654 1657 1662 rBV2 300165 476225 6.88% 0.847%
28 11.904 1666 1669 1672 rBv2 222181 219277 3.17% ©.390%
29 11.933 1672 1674 1677 rBV2 143251 133341 1.93% 0.237%
30 11.969 1677 16860 1685 rBV 302337 551371 7.97% ©.980%
31 12.080 1696 1699 1702 rBV 366423 443570  6.41% 0.789%
32 12.192 1716 1718 1721 rBV2 141701 150591 2.18% 0.268%
33 12.233 1722 1725 1727 rBV2 245627 321210 4.64% 0.571%
34 12.357 1743 1746 1750 rBV2 466336 539982 7.80% ©.960%
35 12.398 1751 1753 1756 rVB2 331612 283148 4.09% ©.503%
36 12.469 1762 1765 1768 rBV 431979 492491  7.12% 0©.876%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126107.D

Acqg On : 10 Nov 2021 14:56

Operator : JU/CG

Sample : M4595-07

Misc : CMC-ICS-001-002

ALS Vvial : 11 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-BF110321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 12.580 1782 1784 1787 rBV2 265636 293877 4.25% ©.523%
38 12.610 1787 1789 1794 rVV 297335 491004 7.09% 0.873%
39 12.657 1795 1797 1799 rVB 286294 221276  3.20%  ©0.393%
40 12.816 1821 1824 1826 rBV 299160 299636 4.33% ©.533%
41 12.839 1826 1828 1831 rVW 326786 356050 5.14% ©0.633%

42 12.874 1831 1834 1840 rVB 398002 594791 8.59% 1.058%
43 12.963 1845 1849 1852 rBV 7047743 6230619 90.01% 11.079%

44 13.221 1891 1893 1899 rVB3 410234 583316 8.43% 1.037%
45 13.868 2000 2003 2013 rVB4 424092 821256 11.86% 1.460%
46 14.015 2024 2028 2030 rVB 1147791 1035970 14.97% 1.842%
47 14.662 2135 2138 2141 rVB 246466 192972  2.79% ©.343%
48 15.480 2273 2277 2281 rBV 672945 750758 10.85%  1.335%
49 15.957 2355 2358 2365 rBV2 214018 343282 4.96% 0.610%

Sum of corrected areas: 56238737
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 10 Nov 2021 14:56

. M4595-07

11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
BF126107.D

Ju/CaG

CMC-ICS-001-002

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

o

TIC: BF126107.D\data.ms

6.487

5.481
7.416

5.093
4.469

2.204 6.851

.310

Time-->

Abundance
8000000
7000000
6000000
5000000
4000000
3000000
2000000

1000000

L LA L L L L L L I L L L I L L L L L B I L L D L BRI B I

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: BF126107.D\data.ms

12.

D63
9.210

9.886

0
Time-->
Abundance
8000000
7000000
6000000
5000000
4000000
3000000
2000000
1000000

0

— —T e e i R ‘ — — — —
10.00 10.50 11.00 11.50 12.00 12.50 13.00

TIC: BF126107.D\data.ms

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126107.D

Acqg On : 10 Nov 2021 14:56

Operator : JU/CG

Sample : M4595-07

Misc : CMC-ICS-001-002

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.204 34.00 ng 1914450  1,4-Dichlorobenzene-d4 6.851

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 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance  Scan 20 (2.204 min): BF126107.D\data.ms (-9) (-) m/z 73.05 100.00%

73.

0
5000 43.0

| 220 240 2.60
et L wjz 43.e5  46.54%

m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

o

5000 \‘\\\\‘\\\\‘\\
43.0 2.20 2.40 2.60
550 87.0 m/z 55.05 31.25%
29.0 ‘
0\\\‘\\\\‘\\\\‘\\\‘}"\\\\“‘}\‘\\‘\\f‘\“\\\\“\}\\‘\\\\‘\\\\‘\\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
A O
410 87.0 220 240 260
’ 55.0 o
5000 m/z 87.85  27.20%
29.0
wo | L]
e
miz-> 0 10 20 30 40 50 60 70 80 90 100
Abundance #2246: Silane, tetramethyl- T
73.0 2.20 2.40 2.60

m/z 41.10 15.85%

5000
43.0
29.0
ol.20 180 | 550 | 8o

m/z--> 0O 10 20 30 40 50 60 70 80 90 100 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126107.D

Acqg On : 10 Nov 2021 14:56

Operator : JU/CG

Sample : M4595-07

Misc : CMC-ICS-001-002

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 3-Hexen-2-one Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.469 62.70 ng 3530990 1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexen-2-one 98 C6H100 000763-93-9 91
2 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86
Abundance Scan 405 (4.469 min): BF126107.D\data.ms (-395) (-) m/z 55.10 100.00%
55.1 83.0
5000 43.0
98.1
 RARAREEES SR
‘ 670 4.20 4.40 4.60 4.80
0 e e i e e m/z 83.00 95.19%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3553: 3-Hexen-2-one
55.0
83.0
29.0 43.0
5000 UL L B LI LA BN
98.0 4.20 4.40 4.60 4.80
15.0 m/z 43.00 41.79%
O.”’
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3648: 3-Penten-2-one, 4-methyl-
55.0 83.0
AR RRR RN
43.0 4.20 4.40 4.60 4.80
5000 m/z 39.00 32.51%
29.0 98.0
15.0
0 HwH““HmHnu‘hHM1“‘?7;?”H,m,w‘,w
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3817: 2-Pentene, 3,4-dimethyl-, (E)- R RAREAmAREE S
55.0 83.0 4.20 4.40 4.60 4.80
m/z 98.10 29.01%
41.0
5000
27.0 98.0
15.0 ‘ 69.0
0 m‘H‘H‘HH“m:;1‘”;‘;‘:1“m‘“;Hu,ulu,um,uu SN | S
m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126107.D

Acqg On : 10 Nov 2021 14:56

Operator : JU/CG

Sample : M4595-07

Misc : CMC-ICS-001-002

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.093 86.88 ng 4892140 1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 42
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 37
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 16
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 511 (5.093 min): BF126107.D\data.ms (-503) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0
‘ 83.0 ‘ 4.80 5.00 5.20 5.40
Ol S m/z 59.10  57.10%
miz-> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B L B B LR B
59.0 4.80 5.00 5.20 5.40
m/z 101.00 17.66%
15.0 101.0
‘ Wl | 830 |
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
e EARRaEEES S
4.80 5.00 5.20 5.40
5000 210 m/z 58.00 14.34%
0 \H\‘ \‘M 12§0 142.0
et
miz--> 20 40 60 80 100 120 140
Abundance #9477: 3-Hexanol, 4-methyl- A EEmaREE TR ‘A‘ ‘
59.0 4.80 5.00 5.20 5.40
m/z 41.05 9.57%
5000 41.0
‘ 87.0
MRELTY | 105 U  RR |
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126107.D

Acqg On : 10 Nov 2021 14:56

Operator : JU/CG

Sample : M4595-07

Misc : CMC-ICS-001-002

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Ethanol, 1-(2-butoxyethoxy)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.039 8.81 ng 592516 Naphthalene-d8 8.133

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 78
4 Di-sec-Butyl ether 130 C8H180 006863-58-7 53
5 2-Heptanol, 3-methyl- 130 C8H180 031367-46-1 50

Abundance Scan 1012 (8.039 min): BF126107.D\data.ms (-1007) (-) m/z 45.10 100.00%

45.1
5000

750 T T T

1011 7.80 8.00 8.20 8.40
0 vk mh‘“n‘m‘NHH_l?’lwl‘mwm m/z 57.10  99.28%
miz--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)- Jk
57.0

5000 RS aESEEEE
7.80 8.00 8.20 8.40

29.0 75.0 m/z 41.10 42.65%
\

100.0
O LI ‘ T H“\ T ‘ ‘ T MH‘\ T ‘!“\‘ ‘ \‘H T “ T T ‘ \].?HWZ'\O‘ T \]\-‘63\.\0\
miz--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0

7.80 8.00 8.20 8.40

5000 m/z 56.10 16.00%
29.0
75.0
b Al il 4200 120
m/z--> 20 40 60 80 100 120 140 160
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- PP ey
45.0 7.80 8.00 8.20 8.40

m/z 75.00 15.62%

5000 jk
89.0
0 27”‘? ‘ ‘ M”‘ h\ﬁ 119 0 144.0

m/z--> 20 40 100 120 140 160 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126107.D

Acqg On : 10 Nov 2021 14:56

Operator : JU/CG

Sample : M4595-07

Misc : CMC-ICS-001-002

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 2,4,4,6,6,8,8-Heptamethyl-1... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.945 3.99 ng 233492  Phenanthrene-di10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 64
2 2,4,4-Trimethyl-1-pentanol, pent... 276 C11H17F502 1000365-51-0 47
3 2,4,4-Trimethyl-1-pentanol, trif... 226 C1OH17F302 1000365-19-5 47
4 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S 1000309-19-9 40
5 2,4,4-Trimethyl-1-pentanol, hept... 326 C12H17F702 1010365-01-4 38

Abundance Scan 1506 (10.945 min): BF126107.D\data.ms (-1499) (- m/z 57.10 100.00%
57.1

5

5000
97.1
‘ L] 250 1691  222.0 11.00
Obrrrprredb bl 220, 1O9T 2220 w/z s5.00  34.22%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #104612: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000 T
11.00
113.0 m/z 97.10 29.74%
‘ ‘ 168.0
O \H’\H\‘H‘l‘l"\‘\“\\“HH‘Hl\‘\\H‘\H\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #167744: 2,4,4-Trimethyl-1-pentanol, pentafluoropropion:
57.0
——
11.00
5000 ITI/Z 113.10 26.69%

29.0
1 “‘\ I .| 14701770 219.0 261.
prre e e S ST ST
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #106109: 2,4,4-Trimethyl-1-pentanol, trifluoroacetate o\

o
o
~
o

57.0 11.00
m/z 41.05 21.60%

5000

290‘ ‘
Ol 1279, 4690, 2430

m/z--> 20 40 60 80 100120140160 180200 220240 260 11.00

©
~
o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126107.D

Acqg On : 10 Nov 2021 14:56

Operator : JU/CG

Sample : M4595-07

Misc : CMC-ICS-001-002

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Hexadecane, 2,6,10,14-tetra... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.986 4.16 ng 243449  Phenanthrene-di10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 86
2 9-methylheptadecane 254 C18H38 026741-18-4 80
3 10-Methylnonadecane 282 C20H42 056862-62-5 80
4 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 80
5 Tridecane 184 C13H28 000629-50-5 74

Abundance Scan 1513 (10.986 min): BF126107.D\data.ms (-1510) (- m/z 57.10 100.00%
57.1

5000 85.1

5

11.00
| | [M3Y 1542 1951 o353

Ot b e e e m/z 71.10 69.44%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 T
85.0 11.00
290 - m/z 43.10  65.09%
0 h |40 18300110 2530080,
’\H\‘HH‘HH‘H\\‘HH‘HH‘\\H‘HH‘HH‘H\\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #141059: 9-methylheptadecane
57.0
P
85.0 11.00
5000 m/z 85.10 44.18%
140.0
29.0 ‘
o bbb | aem01960 2390
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176388: 10-Methylnonadecane —
57.0 11.00
m/z 41.10 35.73%
85.0
5000
154.
29.0 H 1130 5‘0
m/z--> 20 40 60 80 100120140160180200220240260280 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126107.D

Acqg On : 10 Nov 2021 14:56

Operator : JU/CG

Sample : M4595-07

Misc : CMC-ICS-001-002

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Heneicosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.269 5.57 ng 325435  Phenanthrene-d10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 68
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 64
3 Octacosane 394 (C28H58 000630-02-4 64
4 Eicosane 282 (C20H42 000112-95-8 64
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 58

Abundance Scan 1561 (11.269 min): BF126107.D\data.ms (-1558) (1 m/z 57.10 100.00%

57.1
5000
—— —
% 184.0 282.2 11.00 11.50
Ofrrrtpd ‘“Hw‘w‘”\ u“‘]ﬁ‘}ww‘wkmwH‘m‘_m m/z 43.10 59.08%
m/z--> 0 50 100 150 200 250 300 350
Abundance #194588: Heneicosane
57.0
5000 — —
11.00 11.50
0.0 m/z 71.10 58.41%
Ols.oi‘ J 1) 341018302250  296.0
\\\\‘ \\‘\\1\‘\\!\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350
Abundance #132769: 2-Bromo dodecane
57.0
—— —
11.00 11.50
5000 m/z 41.00 33.85%
9.0 169.0
otsO il T aso
m/z--> 0 50 100 150 200 250 300 350
Abundance #298427: Octacosane T —
57.0 11.00 11.50
m/z 85.10 27.51%
5000
ol hM H | 14191.8302250 281.0 337.0 394.
A B e A B BRI e A —— ——
m/z--> 0 50 100 150 200 250 300 350 11.00 11.50

8270-BF110321.M Thu Nov 11 15:06:05 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\

Data File : BF126107.D

Acqg On : 10 Nov 2021 14:56

Operator Ju/caG

Sample : M4595-07

Misc CMC-ICS-001-002

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Nonadecane, 2-methyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
11.557 5.00 ng 292428  Phenanthrene-di10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 74
2 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 68
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 62
4 Octacosane 394 C28H58 000630-02-4 62
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 58

Abundance Scan 1610 (11.557 min): BF126107.D\data.ms (-1607) (- m/z 57.10 100.00%
57.1

- W
T T \
91 1351 4754 246.3 11.50
ol ‘w‘w“MWwW‘WW&“‘u~wﬁw%19%nw“" ' m/z 43.10 57.16%
miz--> 50 100 150 200 250 300
Abundance #176392: Nonadecane, 2-methyl-
57.0
5000 - :
11.50
‘ 99.0 m/z 71.10 53.83%
04 H‘\ ‘\‘ ““\ ”h‘ \‘h‘\ ““ \“ T %4}‘0‘\ %8\3\0‘ T \2\3?(‘) LA
miz-> 50 100 150 200 250 300
Abundance #123971: Tetradecane, 2,6,10-trimethyl-
57.0
T T \
11.50
5000 m/z 41.10  46.92%
113.0 155.0
S S T I
miz-> 50 100 150 200 250 300
Abundance #211086: Tridecane, 1-iodo- —
57.0 11.50
m/z 55.10 35.70%
5000 wﬁMjﬂVM/meﬂNA%%}WMW%
99.0 183.0
o280 Lm0 T s -
m/z--> 50 100 150 200 250 300 11.50

8270-BF110321.M Thu Nov 11 15:06:05 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126107.D

Acqg On : 10 Nov 2021 14:56

Operator : JU/CG

Sample : M4595-07

Misc : CMC-ICS-001-002

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Sulfurous acid, butyl dodec... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.680 9.43 ng 551348 Phenanthrene-d10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 86
2 Undecane, 3-methyl- 170 C12H26 001002-43-3 80
3 Hexadecane 226 C16H34 000544-76-3 78
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 72
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 72

Abundance Scan 1631 (11.680 min): BF126107.D\data.ms (-1627) (- m/z 57.10 100.00%

57.1
5000
99.1 1150 12,00
135.1 2032 246.3 278, : s
om_m“;HUM‘“MMw‘_mhw‘wlf"sul_‘wawwz‘?%‘ m/z 43.10 62.91%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #206617: Sulfurous acid, butyl dodecy! ester
57.0
5000 — e
11.50 12.00
m/z 71.10 49.83%
99.0 169.0
ol 2700 L1 1) 13901690 3510
\\\‘\\H‘\H\‘H\\‘H\\[\H\‘\H\‘H\\’\\H‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45490: Undecane, 3-methyl-
57.0
—r —
11.50 12.00
5000 m/z 85.10  34.41%
27,0 99.0 141.0
o S Y A W .
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107218: Hexadecane T —
57.0 11.50 12.00
m/z 41.05 33.46%
5000 WWM\
0 ?q o \14}01 1%30\ 2%60\ T
e B e e —— ——
m/z--> 20 40 60 80 100120140160180200220240260280 11.50 12.00

8270-BF110321.M Thu Nov 11 15:06:07 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126107.D

Acqg On : 10 Nov 2021 14:56

Operator : JU/CG

Sample : M4595-07

Misc : CMC-ICS-001-002

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 1-Dodecanol, 2-hexyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.833 8.14 ng 476225  Phenanthrene-d10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 78
2 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 72
3 9-methylheptadecane 254 C18H38 026741-18-4 72
4 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 70
5 Pentadecane 212 C15H32 000629-62-9 64

Abundance Scan 1657 (11.833 min): BF126107.D\data.ms (-1654) (-] m/z 57.10 100.00%
57.1

<00 M
97.1
T 1
11.50 12.00
oA m‘m“‘ uwhl‘z‘l?"‘lul‘ﬁ"lz‘o?nl‘ 2003289 /7 43.10  76.64%
miz--> 50 100 150 200 250
Abundance #161356: 1-Dodecanol, 2-hexyl- MfwmpﬂJMmJAMM&wﬂ\vﬁwV
57.0
5000 — —
97.0 11.50 12.00
m/z 71.10 66.16%
e | A h!‘ ‘MW\H‘ 1399, 1820 22902520
miz--> 50 100 150 200 250
Abundance #59088: Decane, 2,3,5-trimethyl-
57.0
11.‘50 12.‘00
5000 m/z 85.10  45.63%
97,0 99.0 141.0
0‘\“ \‘\‘h\‘ \!\‘\“w\‘” b — —
miz--> 50 100 150 200 250
Abundance #141059: 9-methylheptadecane — —
57.0 11.50 12.00
m/z 41.10 42.88%
5000
140.0
‘ 99.0
0 2‘7\“'0\‘\\ ‘H‘\‘ \Mw o \M‘ L “ — ‘196‘-0‘ ‘2‘3‘9'? : — —
miz--> 50 100 150 200 250 11.50 12.00

8270-BF110321.M Thu Nov 11 15:06:08 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126107.D

Acqg On : 10 Nov 2021 14:56

Operator : JU/CG

Sample : M4595-07

Misc : CMC-ICS-001-002

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Heptadecane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

11.969 9.43 ng 551371  Phenanthrene-d10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 94
2 Tridecane, 2-methyl- 198 C14H30 001560-96-9 81
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 80
4 Heneicosane 296 C21H44 000629-94-7 74
5 Pentadecane, 7-methyl- 226 Cl6H34 006165-40-8 70

Abundance Scan 1680 (11.969 min): BF126107.D\data.ms (-1677) (- m/z 57.10 100.00%

57.1
5000
12.00
1411 1831 253.2 .
ol b h‘ M A e 288 m/z 71.10  61.63%
miz--> 50 100 150 200 250 300
Abundance #141066: Heptadecane, 2-methyl-
43.0
5000 L
12.00
85.0 m/z 43.10  61.02%
04— ‘i “h \h‘\ “[ \1\27\0\ ‘1\6\9\0\2’1\1\0\ \25‘4\0\ LI I
miz--> 50 100 150 200 250 300
Abundance #74013: Tridecane, 2-methyl-
57.0
P
12.00
5000 ITI/Z 85.10 40.93%
n 9.0 1550
A S
miz--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester P
57.0 12.00
m/z 41.10 39.54%
so0 WVMUW
ol M | 1410 1820 2320 375, -
miz--> 50 100 150 200 250 300 12.00

8270-BF110321.M Thu Nov 11 15:06:08 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126107.D

Acqg On : 10 Nov 2021 14:56

Operator : JU/CG

Sample : M4595-07

Misc : CMC-ICS-001-002

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 Tetradecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.080 7.59 ng 443570  Phenanthrene-d10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 Pentadecane 212 C15H32 000629-62-9 86
4 Octadecane 254 C18H38 000593-45-3 86
5 Tetracosane 338 C24H50 000646-31-1 86

Abundance Scan 1699 (12.080 min): BF126107.D\data.ms (-1696) (- m/z 57.10 100.00%
57.1

co00 MJW\)RMﬁ«JAwfoA%ﬁKV
99.1 ifod
o141 :
[ — ! bl g g0 18222171 26102933 0 43,19 68.97%
m/z--> 50 100 150 200 250
Abundance #74005: Tetradecane
57.0
5000 ——
12.00
m/z 71.10  49.48%
99.0
O \z\a\\o‘\“ ‘ H‘\ ‘!‘ \“‘\ ““ \“ T “]\.4}'9\ T \1\9?.(\) T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #194588: Heneicosane
57.0
T \
12.00
5000 m/z 85.10 40.61%
99.0
iso | |10 1410 1830 2250 2s6
e L A e
m/z--> 50 100 150 200 250
Abundance #90190: Pentadecane T ‘
57.0 12.00
m/z 41.10 39.66%
99.0
NEE B D T -
m/z--> 50 100 150 200 250 12.00

8270-BF110321.M Thu Nov 11 15:06:09 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126107.D

Acqg On : 10 Nov 2021 14:56

Operator : JU/CG

Sample : M4595-07

Misc : CMC-ICS-001-002

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 Octacosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.233 5.49 ng 321210 Phenanthrene-d10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 83
2 Tridecane, 5-propyl- 226 C1l6H34 055045-11-9 80
3 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 80
4 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 80
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80

Abundance Scan 1725 (12.233 min): BF126107.D\data.ms (-1722) (1 m/z 57.10 100.00%
57.1

%

5000
71 —— ——
12.00 12.50
40.1
ol 14 “‘w‘M‘w“ 101821 2sap 2811 m/z 43.10  74.57%
mlz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 —r ——
12.00 12.50
m/z 71.10 69.25%
9.0
ol d i) 141018302250 281.0 337.0 394
\\\‘\\\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #107223: Tridecane, 5-propyl-
57.0
—— —
12.00 12.50
5000 m/z 85.10 44 .47%

o

o =

o E—
L
1T P
N
+ o
Iy
1o
T®
o
4N
EINY
Jo
k=)

m/z--> 100 150 200 250 300 350
Abundance #261137: Hexadecane, 1-iodo- T T
57.0 12.00 12.50
m/z 41.10 35.96%
5000 WWWW
9.0 155.0 225.0
m/z--> 50 100 150 200 250 300 350 12.00 12.50

8270-BF110321.M Thu Nov 11 15:06:10 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126107.D

Acqg On : 10 Nov 2021 14:56

Operator : JU/CG

Sample : M4595-07

Misc : CMC-ICS-001-002

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 3,5-Dimethyldodecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.357 9.23 ng 539982  Phenanthrene-d10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Dimethyldodecane 198 C14H30 107770-99-0 53
2 Pentadecane 212 C15H32 000629-62-9 38
3 Heptadecane 240 C17H36 000629-78-7 38
4 Tridecane, 1-iodo- 310 C13H27I 0935599-77-0 38
5 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 38
Abundance Scan 1746 (12.357 min): BF126107.D\data.ms (-1743) (- m/z 57.10 100.00%
57.1
5000
113.1 — —
12.00 12.50
169.1 206.1
ol ‘ “‘M “ , ‘ i 2952 2803 sz 43,10 31.30%
miz-> 50 100 150 200 250
Abundance #74012: 3,5-Dimethyldodecane
57.0
5000 — e
12.00 12.50
m/z 55.10 30.24%
99.0
01\5.\0“\ M ‘H\ ‘\“ \“\“L Pt ‘1\6?\0\ S s
m/z--> 50 100 150 200 250
Abundance #90189: Pentadecane
57.0
— ——
12.00 12.50
5000 m/z 71.10 27 .45%
99.0
ol2sol || I, M0 220
miz--> 50 100 150 200 250
Abundance #123960: Heptadecane “ T
57.0 12.00 12.50
m/z 41.10 25.33%
5000
99.0
olslol )|y 20 a0 m00
m/z--> 50 100 150 200 250 12.00 12.50

8270-BF110321.M Thu Nov 11 15:06:11 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126107.D

Acqg On : 10 Nov 2021 14:56

Operator : JU/CG

Sample : M4595-07

Misc : CMC-ICS-001-002

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 1,5-Dihydroxy-6-methoxyxant... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.398 4.84 ng 283148  Phenanthrene-di10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,5-Dihydroxy-6-methoxyxanthone 258 C14H1005 181307-35-7 64
2 4,5,7,8,9,10-Hexahydrobenzo[a]py... 258 C20H18 073712-75-1 50
37,8,9,10,11,12-Hexahydrobenzo[a]... 258 C20H18 073712-71-7 38
4 Benzo[1,2-b:5,4-b']bisbenzofuran 258 C18H1002 000241-36-1 35
5 Benzo[1,2-b:3,4-b']bisbenzofuran 258 C18H1002 000198-88-9 35

Abundance Scan 1753 (12.398 min): BF126107.D\data.ms (-1751) (1 m/z 258.15 100.00%

258.1
5000
ar1 74 121.1
: 215.2 T
‘ ‘ ‘ ‘ ‘ ‘ ‘ 12 00 12:50
0l “ \‘ ‘M‘H\ Hh“u“;‘\”}uM‘HH“\M 1l H ‘ “ B ‘2?50 71.10 31. 76/
miz--> 100 150 200 250 300
Abundance #145339: 1,5-Dihydroxy-6-methoxyxanthone
258.0
5000 — e
12.00 12.50
215.0 m/z 57.10 30.42%
129.0 ‘ | \
0 T ‘ T T T T ‘ T L T ‘\‘ T ‘ T T T . T ‘ T L T ‘\ T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #146175: 4,5,7,8,9,10-Hexahydrobenzo[a]pyrene
258.0
P P
12.00 12.50
5000 m/z 43.10  29.76%
215.0
we iy
0 — — }‘ \\“HH — “\‘ i“\ ‘\h\‘hm‘\ NH ‘\H‘{ ——
miz--> 50 100 150 200 250 300
Abundance  #146176: 7,8,9,10,11,12-Hexahydrobenzo[a]pyrene — ——
258.0 12.00 12.50
m/z 41.10 28.22%
5000 215.0
1010 i
01— \ﬂ \ T N\MHMN R — —
m/z--> 50 100 150 200 250 300 12.00 12.50

8270-BF110321.M Thu Nov 11 15:06:11 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126107.D

Acqg On : 10 Nov 2021 14:56

Operator : JU/CG

Sample : M4595-07

Misc : CMC-ICS-001-002

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 Tetracosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.469 8.42 ng 492491  Phenanthrene-d10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
4 Octacosane 394 (C28H58 000630-02-4 90
5 Decane, 1l-iodo- 268 C1OH21I 002050-77-3 87
Abundance Scan 1765 (12.469 min): BF126107.D\data.ms (-1762) (. m/z 57.10 100.00%
57.1
5000
9.1 1250
14111832 :
ol ddll 41832 24822068 m/z 43.10  74.89%
mlz--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
5000 R
12.50
m/z 71.10 54.27%
9.0
oL 220 101502500600 sano
\\\‘\\\\‘\\\T‘\\\\‘!\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
——
12.50
5000 m/z 85.10 40.55%
9.0
A e e T
miz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl- ——
57.0 12.50
m/z 41.10 31.57%
5000
9.0
41.
ob L L L 14r01830225006703090 3650 i
m/z--> 50 100 150 200 250 300 350 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126107.D

Acqg On : 10 Nov 2021 14:56

Operator : JU/CG

Sample : M4595-07

Misc : CMC-ICS-001-002

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 17 Tetratetracontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.874 11.48 ng 594791  Chrysene-di12 14.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H99 007098-22-8 80
2 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1010309-18-1 80
3 Tetracosane 338 (C24H50 000646-31-1 72
4 Tridecane, 3-methyl- 198 C14H30 006418-41-3 72
5 Octacosane 394 (C28H58 000630-02-4 72

Abundance Scan 1834 (12.874 min): BF126107.D\data.ms (-1831) (1 m/z 57.10 100.00%
57.1

5000
— —
J ﬂf[l 220.1 2953 12.50 13.00
Ol i e Mz 71010 64.94%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
5000 — e
12.50 13.00
m/z 43.10 58.56%
o JHHPHR;WOZND3NO4WO 491.0 562.0
‘\\\\‘\\f\‘\\\\‘\\\V]T\\T[\\T\‘TF\WW\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241461: Sulfurous acid, butyl tetradecyl ester

57.0
— 7
12.50 13.00
5000 m/z 85.10 47.11%
J‘ 27.0197.0
0‘HW‘JLﬂWH‘H‘wH‘WH‘WH‘W‘HW‘HW‘H‘_H‘_H‘_‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #246481: Tetracosane “ —
57.0 12.50 13.00
m/z 41.10  28.66%
5000

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

‘\ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126107.D

Acqg On : 10 Nov 2021 14:56

Operator : JU/CG

Sample : M4595-07

Misc : CMC-ICS-001-002

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 18 Tridecane, 1-iodo- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.221 11.26 ng 583316 Chrysene-d12 14.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 1-iodo- 310 C13H271 035599-77-0 90
2 Tetradecane 198 C14H30 000629-59-4 87
3 Octadecane, 2-methyl- 268 C19H40 001560-88-9 86
4 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 86
5 Nonadecane 268 C19H40 000629-92-5 86

Abundance Scan 1893 (13.221 min): BF126107.D\data.ms (-1891) (- m/z 57.10 100.00%

57.1
5000
99.1 —— ——
13.00 13.50
154.1 1971 3001 .
b h‘ A h‘ Lt 220 2892 SRC8%6e nyz 43.10 0 67.52%
m/z--> 50 100 150 200 250 300
Abundance #211086: Tridecane, 1-iodo-
57.0
5000 — —
13.00 13.50
m/z 71.10 65.43%
‘ 183.0
0 T “\‘ ‘\ ‘ ‘ ‘M “ “ \‘ \%4\]-0\ T \‘ T ‘ L ‘ T L \?"l\o\o\ T
m/z--> 50 100 150 200 250 300
Abundance #74006: Tetradecane
57.0
—— —
13.00 13.50
5000 m/Z 85.10 48.43%
LI g0 1980
Ol N\M\ I R
m/z--> 50 100 150 200 250 300
Abundance #158610: Octadecane, 2-methyl- — —
43.0 13.00 13.50
m/z 55.10 34.47%
5000
85.0
7.0 225.
ol A gl o0 1600 2250 6m0
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126107.D

Acqg On : 10 Nov 2021 14:56

Operator : JU/CG

Sample : M4595-07

Misc : CMC-ICS-001-002

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 19 Pentafluoropropionic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.868 15.85 ng 821256  Chrysene-di12 14.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 91
2 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 87
3 9-Tricosene, (Z)- 322 C23H46 027519-02-4 87
4 2- Chloropropionic acid, hexadec... 332 C19H37Cl02 086711-81-1 87
5 17-Pentatriacontene 491 C35H70 006971-40-0 83

Abundance Scan 2003 (13.868 min): BF126107.D\data.ms (-2000) (- m/z 43.10 100.00%

43 1
5000
55
0.1
0l “ H‘m\ | um\ ey “m‘ w L “‘2‘7‘\1‘1“ o ‘?"5‘4‘?‘ - m/z 57.10 98.60%
mlz--> 50 100 150 200 250 300 350 400
Abundance  #311253: Pentafluoropropionic acid, octadecyl ester
57.0
5000 11.0 — e
13.50 14.00
m/z 55.00 82.92%
L \ | |01000 2202570 som,
\\\’ \\‘ ‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #280777: Trichloroacetic acid, pentadecyl ester
43.0
— ——
07.0 13.50 14.00
5000 ITI/Z 83.10 82.60%
miz--> 50 100 150 200 250 300 350 400
Abundance #227238: 9-Tricosene, (2)- — —
57.0 13.50 14.00
m/z 41.10 81.80%
5000 11.0
AT m— e
0 ‘ \ “\ il H \“\ \\‘\ ‘\ \“ I 1596 0238 0280.0 L

— T
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\BF111021\
Data File : BF126107.D

Acqg On : 10 Nov 2021 14:56

Operator : JU/CG

Sample : M4595-07

Misc : CMC-ICS-001-002

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 20 unknownl5.957 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.957 9.14 ng 343282  Perylene-d12 15.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, 2-ethylhexyl und... 348 C19H4003S 1000309-19-4 38
2 Butyl triacontyl ether 495 C34H700 1000406-41-2 37
3 Octane, 2-bromo- 192 C8H17Br 000557-35-7 35
4 Oxalic acid, isobutyl heptadecyl... 384 C23H4404 1000309-38-2 32
5 Oxalic acid, isobutyl pentadecyl... 356 C21H4004 1000309-38-0 32

Abundance Scan 2358 (15.957 min): BF126107.D\data.ms (-2355) (- m/z 57.10 100.00%

57.1
5000 13.1

1‘ M |, opt 16.00

267.1
O kb b b 2EDA0007,320.0360.04213 /7 97,10 47.07%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance  #257564: Sulfurous acid, 2-ethylhexyl undecyl ester

?

57.0
5000 T
16.00
113.0 m/z 113.10 40.07%
O \\“\‘\L’\h‘\“\“‘\"\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #337027: Butyl triacontyl ether
57.0
—
16.00
5000 m/z 43.10 29.10%
11.0
0 | ‘\‘ ‘ \ HJ Il ‘\ ‘1‘6‘70 2230 278.0 336.0 420.0
e R e S T T e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #67280: Octane, 2-bromo- 7
57.0 16.00
m/z 55.00  26.64%
5000
113.0
0 H”‘UMm‘HHW"_‘H_me‘_m‘m‘_ —
m/z--> 0 50 100 150 200 250 300 350 400 450 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126107.D

Acqg On : 10 Nov 2021 14:56

Operator : JU/CG

Sample : M4595-07

Misc : CMC-ICS-001-002

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.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... 2.204 34.0 ng 1914450 1  6.851 1126250 20.0
3-Hexen-2-one 4.469 62.7 ng 3530990 1 6.851 1126250 20.0
2-Pentanone, 4-... 5.093 86.9 ng 4892140 1 6.851 1126250 20.0
Ethanol, 1-(2-b... 8.039 8.8 ng 592516 2 8.133 1345200 20.0
2,4,4,6,6,8,8-H... 10.945 4.0 ng 233492 4 11.374 1169530 20.0
Hexadecane, 2,6... 10.986 4.2 ng 243449 4 11.374 1169530 20.0
Heneicosane 11.269 5.6 ng 325435 4 11.374 1169530 20.0
Nonadecane, 2-m... 11.557 5.0 ng 292428 4 11.374 1169530 20.0
Sulfurous acid,... 11.680 9.4 ng 551348 4 11.374 1169530 20.0
1-Dodecanol, 2-... 11.833 8.1 ng 476225 4 11.374 1169530 20.0
Heptadecane, 2-... 11.969 9.4 ng 551371 4 11.374 1169530 20.0
Tetradecane 12.080 7.6 ng 443570 4 11.374 1169530 20.0
Octacosane 12.233 5.5 ng 321210 4 11.374 1169530 20.0
3,5-Dimethyldod... 12.357 9.2 ng 539982 4 11.374 1169530 20.0
1,5-Dihydroxy-6... 12.398 4.8 ng 283148 4 11.374 1169530 20.0
Tetracosane 12.469 8.4 ng 492491 4 11.374 1169530 20.0
Tetratetracontane 12.874 11.5 ng 594791 5 14.015 1035970 20.0
Tridecane, 1-iodo- 13.221 11.3 ng 583316 5 14.015 1035970 20.0
Pentafluoroprop... 13.868 15.9 ng 821256 5 14.015 1035970 20.0
unknown15.957 15.957 9.1 ng 343282 6 15.480 750758 20.0
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