LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126111.D

Acqg On : 10 Nov 2021 17:09

Operator : JU/CG

Sample : M4595-08

Misc : CMC-ICS-003-004

ALS Vvial : 15 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: BF126111.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  2.163 4 13 19 rVB 1746381 2192997 42.98% 4.620%
2 2.269 26 31 40 rBvV2 60831 92108 1.81% 0.194%
3 2.499 59 70 79 rVB 105701 244109 4.78% 0.514%
4 4.451 397 402 409 rVB 1110593 1168568 22.90% 2.462%
5 5.081 500 509 512 rBV 2440136 3110568 60.97% 6.553%
6 5.475 572 576 579 rBV 2785711 2384936 46.75% 5.024%
7 6.487 742 748 751 rBV 4287127 4358543 85.43% 9.182%
8 6.851 807 810 814 rBV 1271151 1057333 20.72% 2.227%
9 7.416 898 906 909 rBV 3273917 2927848 57.39% 6.168%
10 8.039 1008 1012 1021 rBV 633861 709018 13.90%  1.494%
11 8.134 1023 1028 1032 rBV 1508481 1251141 24.52% 2.636%
12 9.210 1206 1211 1214 rBV 5981067 5101909 100.00% 10.748%
13 9.292 1221 1225 1227 rBV 67829 64186 1.26% 0.135%
14  9.328 1227 1231 1234 rVB 163628 140701 2.76%  0.296%
15 9.886 1319 1326 1330 rBV 1465189 1341869 26.30% 2.827%
16 10.322 1397 1400 1402 rVB 120957 92843 1.82% 0.196%
17 10.433 1415 1419 1425 rBV2 68554 83309 1.63% 0.175%
18 10.539 1432 1437 1440 rBV4 96277 154863 3.04% 0.326%
19 10.669 1455 1459 1464 rBvV2 295619 335631 6.58% 0.707%
20 10.763 1472 1475 1478 rBV 97758 116912 2.29% 0.246%
21 10.792 1478 1480 1482 rBV 167743 169079 3.31% 0.356%
22 10.945 1499 1506 1509 rBV 173097 250065 4.90% 0.527%
23 10.986 1510 1513 1517 rBV 179494 252888 4.96% 0.533%
24 11.080 1526 1529 1531 rBV2 80529 71236 1.40% 0.150%
25 11.116 1533 1535 1537 rBV 81745 84595 1.66% 0.178%

26 11.239 1553 1556 1558 rBV2 232784 241704
27 11.275 1558 1562 1564 rVV2 286628 380123  7.45%
28 11.374 1575 1579 1581 rBV 1192517 1158556 22.71%
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29 11.398 1581 1583 1585 rVV 497708 387164 7.59% 816%
30 11.422 1585 1587 1589 rvwv2 163313 177330 3.48% 374%
31 11.486 1596 1598 1601 rVB3 139681 131886 2.59% 0.278%
32 11.516 1601 1603 1607 rBV3 151680 198522 3.89% 0.418%
33 11.557 1607 1616 1613 rBV2 252203 330061 6.47% ©.695%
34 11.680 1627 1631 1635 rBV2 330770 642432 12.59% 1.353%
35 11.833 1654 1657 1659 rBV 343880 348999 6.84% ©.735%

36 11.874 1662 1664 1666 rVV 231119 169260 3.32% ©.357%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126111.D

Acqg On : 10 Nov 2021 17:09

Operator : JU/CG

Sample : M4595-08

Misc : CMC-ICS-003-004

ALS Vvial : 15 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 11.904 1666 1669 1672 rVB 330221 284836 5.58% ©.600%
38 11.969 1677 1680 1681 rBV 304724 309292 6.06% ©.652%
39 12.080 1697 1699 1702 rBV 409341 465614 9.13% 0.981%
40 12.192 1716 1718 1721 rBV2 228861 241721 4.74%  0.509%
41 12.233 1722 1725 1727 rBV2 258457 349603 6.85% ©0.736%
42 12.357 1743 1746 1751 rBV2 576576 772034 15.13% 1.626%
43 12.398 1751 1753 1756 rVB2 356012 325364 6.38% 0.685%
44 12.474 1763 1766 1768 rBV 437787 522123 10.23% 1.100%
45 12.586 1782 1785 1787 rBV ~ 895699 788062 15.45% 1.660%
46 12.610 1787 1789 1792 rVWW 224967 263231 5.16% ©.555%
47 12.816 1821 1824 1826 rVB 684283 575928 11.29% 1.213%
48 12.839 1826 1828 1830 rBV 394708 316305 6.20% 0.666%
49 12.869 1831 1833 1840 rVB2 431496 581478 11.40%  1.225%

50 12.963 1845 1849 1852 rBV 5207423 4818495 94.44% 10.151%

51 13.863 2000 2002 2013 rVB2 476053 858854 16.83% 1.809%
52 14.016 2023 2028 2030 rBV2 1114938 1365966 26.77%  2.878%
53 14.039 2030 2032 2035 rVB 343052 259467 5.09% 0.547%
54 14.663 2135 2138 2142 rBV 291026 271599 5.32% ©.572%
55 14.868 2171 2173 2176 rVB 215942 200366 3.93% 0.422%
56 15.051 2202 2204 2212 rVB 259455 462634 9.07% 0.975%
57 15.415 2263 2266 2269 rVB 152428 164408 3.22% ©.346%
58 15.480 2273 2277 2280 rBV 648283 732580 14.36%  1.543%
59 15.962 2355 2359 2367 rVB2 243231 409872 8.03% 0.863%
60 16.192 2395 2398 2401 rBV4 127006 206473  4.05% 0.435%

Sum of corrected areas: 47469597
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 10 Nov 2021 17:09

: M4595-08

. 15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
BF126111.D

Ju/CaG

CMC-ICS-003-004

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126111.D

Acqg On : 10 Nov 2021 17:09

Operator : JU/CG

Sample : M4595-08

Misc : CMC-ICS-003-004

ALS vial : 15 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 2
R.T. EstConc Area Relative to ISTD R.T.
2.163 41.48 ng 2193000 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 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance  Scan 13 (2.163 min): BF126111.D\data.ms (-4) (-) m/z 73.10 100.00%

73.1
5000 43.0 J\\
R RaRE R AR
‘ J 88.0 2.202.302.402.502.60
Ol prrreyrer Il 580 1L 880wz 43.e5 46.51%
miz--> 0 20 40 60 80 100 120
Abundance #5054 Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T[T T T[T [T TT1

2.202.302.402.502.60

43.0
‘ m/z 55.05 30.41%
27.0 8%0
0\‘\\\\‘\““\\“\\\\’\\\‘\’\\\\‘\\\\‘\\\\
miz--> 0 20 80 100 120
Abundance #15764 2 2,4- Tnmethyl -3-pentanol
73.0
R RRARREREEa S
2.202.302.402.502.60
5000 55.0 m/z 87.10 27.41%
39
0 L ‘ \ JL 88.0 1120 129.0
“““““ “““ ““,‘ e
m/z--> 0 20 40 80 100 120
Abundance #2246: Snane tetramethyl- R Ra e REanaEEAEE
73.0 2.202.302.402.502.60

m/z 41.10 15.49%

5000
43.0
0 15\.0 \‘ | ‘ ‘ 1 ‘\ 88 0 /‘J\

m/z--> 0 20 80 100 120 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126111.D

Acqg On : 10 Nov 2021 17:09

Operator : JU/CG

Sample : M4595-08

Misc : CMC-ICS-003-004

ALS vial : 15 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-Penten-2-one, 4-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.451  22.10 ng 1168570  1,4-Dichlorobenzene-d4 6.851
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86

4 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86
5 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 78

Abundance Scan 402 (4.451 min): BF126111.D\data.ms (-397) (-) m/z 55.05 100.00%

58.0 83.0
5000 43.0
98.1

4.20 4.40 4.60 4.80

Ob el by 8TO L m/z 83.00  98.62%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3648: 3-Penten-2-one, 4-methyl-
55.0 83.0
43.0
5000 \\\\‘\\\\’\\\\‘\\\\‘\\\
29.0 98.0 4.20 4.40 4.60 4.80

m/z 43.00 41.02%

15.0
"\H‘HMH‘MHHMH‘M1‘\‘(‘3‘7"(\)”HM“\HH‘WH
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3553: 3-Hexen-2-one
55.0
83.0

o

29.0 430 4.20 4.40 4.60 4.80
5000 m/z 39.10 32.11%
98.0
| M‘\ \\‘\ 67.0 |
o SR AENE1MNE11 PMBT IR L. NI MBS B
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3775: 2-Pentene, 2,4-dimethyl- e RAREEEEEE
55.0 83.0 4.20 4.40 4.60 4.80
m/z 98.10  30.29%
5000 41.0
270 98.0
90 |k
= S L AR R e R RARRERAE R
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 : BF126111.D

Acqg On : 10 Nov 2021 17:09

Operator : JU/CG

Sample : M4595-08

Misc : CMC-ICS-003-004

ALS vial : 15 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.
5.081 58.84 ng 3110576 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 72
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 509 (5.081 min): BF126111.D\data.ms (-500) (-) m/z 43.00 100.00%
3.0
59.1
5000
101.1 BN e
83.0 4.80 5.00 5.20 5.40
) ) NS, o B m/z 59.10 57.58%
m/z--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L B L BN LR
4.80 5.00 5.20 5.40
101.0 m/z 101.10 18.63%
2710 ‘ 83.0
O\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\“\\\\’\\\\’\\
miz-> 20 40 60 80 100 120 140
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
A ANEEEEE T
4.80 5.00 5.20 5.40
5000 41.0 m/z 58.00 14.18%
H ‘ 87.0
IR N
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester “w“‘w“‘w“‘w‘A‘
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.21%
5000 41.0
0 \H \‘ \‘ 1y ‘ 12\6'0 142.0
— 7=  EEEREERE RS
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 : BF126111.D

Acqg On : 10 Nov 2021 17:09

Operator : JU/CG

Sample : M4595-08

Misc : CMC-ICS-003-004

ALS vial : 15 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, 2-(2-butoxyethoxy)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.039 11.33 ng 709018 Naphthalene-d8 8.134

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
3 Di-sec-Butyl ether 130 C8H180 006863-58-7 53
4 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 53
5 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 50

Abundance Scan 1012 (8.039 min): BF126111.D\data.ms (-1008) (-) m/z 45.10 100.00%

45.1
5000

75.1 e RAR RS RS s A

7.80 8.00 8.20 8.40
0 “‘,“"MW“qu‘WL“Wh%ﬂiq“ 1821wz s7.85  95.35%
miz--> 20 40 60 8 100 120 140
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)- JL\
57.0
5000 AR AR AR A
29.0 7.80 8.00 8.20 8.40
75.0 m/z 41.85  39.20%

O T \‘H“\‘ T “‘H‘\ T ‘!‘Uur T ‘1“\‘ T \“\‘ \lrofo‘.rowlwlwe.‘owlwswz.\o‘ T T
miz-> 20 40 60 80 100 120 140
Abundance #10091: Ethylene glycol monoisobutyl ether
57.0

780800820840

5000 m/z 75.10  16.87%
41.0
75.0
e e e e
miz--> 20 40 60 80 100 120 140
Abundance #15682: Di-sec-Butyl ether R RERAR S
45.0 7.80 8.00 8.20 8.40

m/z 56.05 14.76%

5000
290 101.0
‘ ‘ 83.0
0 ‘ —f I |

m/z--> 20 60 80 100 120 140 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 : BF126111.D

Acqg On : 10 Nov 2021 17:09

Operator : JU/CG

Sample : M4595-08 :
Misc : CMC-ICS-003-004

ALS vial : 15 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 Sulfurous acid, butyl tetra... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

11.275 6.56 ng 380123  Phenanthrene-d10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1010309-18-1 72
2 3-Isopropyl-6,10-dimethylundecan... 242 C16H340 1000432-47-1 64
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 64
4 Heptacosane 380 C27H56 000593-49-7 64
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 62

Abundance Scan 1562 (11.275 min): BF126111.D\data.ms (-1558) (-] m/z 57.10 100.00%
57.1

5000
85.1

g

184.0
113.1 11.00 11.50
42 232.3 263

m/z 71.10  61.91%
miz> 20 40 60 80 100120 140 160 180 200 220 240 260

Abundance #241461: Sulfurous acid, butyl tetradecyl ester
57.0

o

3

5000

85.0 11.00 11.50
m/z 43.10 44 .70%
M‘ | t480141.0168.0 1970 2310 261.0

‘H\\‘\\\\‘HH’H\\‘\\\\‘HH‘\H\‘\\\\‘HH‘HH‘HH‘HH‘\H

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance  #126400: 3-Isopropyl-6,10-dimethylundecane-2-ol

29. 0‘

o

5

57.0
11.00 11.50
5000 m/z 41.10 34.35%
85.0
113.0
90 | ||\ | ano 0,
O ety _‘HV‘H_‘H‘HH‘HH‘H‘WH‘WH‘W‘HW‘HW‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #228591: Tetradecane, 1-iodo- T T
57.0 11.00 11.50
m/z 85.10  29.83%
5000 85.0
230 ‘ | | 130 1s50 1970
O bbb e e e e —— —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126111.D

Acqg On : 10 Nov 2021 17:09

Operator : JU/CG

Sample : M4595-08

Misc : CMC-ICS-003-004

ALS vial : 15 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 Octadecane, 2-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.557 5.70 ng 330061 Phenanthrene-d10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 2-methyl- 268 C19H40 001560-88-9 74
2 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 74
3 Octadecane 254 C18H38 000593-45-3 68
4 Heneicosane 296 C21H44 000629-94-7 68
5 Octacosane 394 C28H58 000630-02-4 68

Abundance Scan 1610 (11.557 min): BF126111.D\data.ms (-1607) (-] m/z 57.10 100.00%
57.1

%

5000 85.1
113 1 246.2 11.50
Ol e ‘Lh‘ el 200 18922150 L 1 4310 66.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #158608: Octadecane, 2-methyl-
57.0
5000 ——
85.0 11.50
m/z 71.10 54.78%
29.0
‘\\\\’\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #123969: Hexadecane, 2-methyl-
57.0
T \
11.50
m/z 41.10 44.91%
5000 85.0
113.0 197.0
ol ‘ [ M4t00e90 | 2250
R R B L e SR RRRSERE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #141056: Octadecane T
57.0 11.50
m/z 85.10 38.66%
5000 85.0
29.0 113.0
0 \‘ \ I h H A H‘ \‘ \14\1 0 169.0 197.0 225.0 254.0
et e e e e e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50

8270-BF110321.M Thu Nov 11 15:08:07 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126111.D

Acqg On : 10 Nov 2021 17:09

Operator : JU/CG

Sample : M4595-08

Misc : CMC-ICS-003-004

ALS vial : 15 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 Undecane, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.680 11.09 ng 642432  Phenanthrene-di10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 87
2 Undecane, 2-methyl- 170 C12H26 007045-71-8 86
3 Octadecane, 2-methyl- 268 C19H40 001560-88-9 86
4 Hexadecane 226 C16H34 000544-76-3 86
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 80

Abundance Scan 1631 (11.680 min): BF126111.D\data.ms (-1627) (- m/z 57.10 100.00%

57.1
5000
1150 12,00
51 169.2 217.1246.2 ' :
om_m\hm‘w”mmJ‘_n:‘wwwwwmWwwwwwz‘?’?” m/z 43.10 75.73%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45512: Decane, 3,8-dimethyl-
57.0
5000 —r ——
11.50 12.00
m/z 71.10 50.91%
‘ 99.0 1410
O\\\‘HH‘HH“‘H‘}\“f”\\\‘[\\‘\‘\‘\\H“\\\\]‘-\7\0\\‘0\\H‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45487: Undecane, 2-methyl-
43.0
—— —
11.50 12.00
m/z 41.10 39.65%
5000 85.0
127.0
L U .Y
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158608: Octadecane, 2-methyl- — —
57.0 11.50 12.00
m/z 85.10  38.23%
o wﬂkﬁvhwWﬁAJMVdAMMﬁ“JVM
99.0
0 27\\0\‘\ L H‘\ \h\ “ 1410\ 1830 szo
HW‘HW‘H‘H‘WH‘WH‘WHH‘HH‘HH‘HHM‘H_‘H_‘H_H‘_‘ —— ——
m/z--> 20 40 60 80 100120140160180200220240260280 11.50 12.00

8270-BF110321.M Thu Nov 11 15:08:08 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126111.D

Acqg On : 10 Nov 2021 17:09

Operator : JU/CG

Sample : M4595-08

Misc : CMC-ICS-003-004

ALS vial : 15 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 8 Sulfurous acid, 2-propyl tr... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.833 6.02 ng 348999  Phenanthrene-d10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 72
2 Undecane, 3-methyl- 170 C12H26 001002-43-3 64
3 Hexadecane 226 C16H34 000544-76-3 64
4 Tetradecane 198 C14H30 000629-59-4 64
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 58

Abundance Scan 1657 (11.833 min): BF126111.D\data.ms (-1654) (- m/z 57.10 100.00%
57.1

. M
97.1
— —
126.1 11.50 12.00
ol h“‘ ““‘ | i, i907197.12201 2613 m/z 43.18  79.89%
miz--> 50 100 150 200 250
Abundance #206621: Sulfurous acid, 2-propyl! tridecyl ester
43.0
5000 — e
85.0 11.50 12.00
m/z 71.10 67.79%
O T T “\ ‘\‘ ‘ HM ‘ “ \1\25‘\ O\ T J\-S\% \0 ‘2\]-7\0\ T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #45490: Undecane, 3-methyl-
57.0
— —
11.50 12.00
5000 m/z 85.18  51.58%
27‘.0 99.0 1410
ol b bl [ [ 1700
miz--> 50 100 150 200 250
Abundance #107216: Hexadecane “ —
57.0 11.50 12.00
m/z 41.10 43.61%
5000 M
99.0
0 27‘ “ \ \‘\ A u‘ I ‘1410 183.0 2260
bt R e — —
miz--> 50 100 150 200 250 11.50 12.00

8270-BF110321.M Thu Nov 11 15:08:09 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126111.D

Acqg On : 10 Nov 2021 17:09

Operator : JU/CG

Sample : M4595-08

Misc : CMC-ICS-003-004

ALS vial : 15 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 Phenanthrene, 1-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.904 4.92 ng 284836  Phenanthrene-di10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 90
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 86
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 70
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 70

Abundance Scan 1669 (11.904 min): BF126111.D\data.ms (-1666) (- m/z 43.10 100.00%
3 1

43.1 192.
5000
85.1
P
12.00
- ‘ww“MH“MW“‘L f2ris80, W‘J“ L3 2920 7 192,18 98.35%
miz--> 50 100 150 200 250
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000 R
12.00
m/z 57.05 92.48%
27.0 630 960 1300 | |
T T T T ‘ T T T T ‘ T T T T ’ T T T T ‘ T T T T ’ T T T T
miz--> 50 100 150 200 250
Abundance #67039: Phenanthrene, 2-methyl-
192.0
P
12.00
5000 m/z 71.10 79.20%
94.0
0 27.0 63'0\ M ‘15“\2 [ HH
e
miz--> 50 100 150 200 250
Abundance #67024: Anthracene, 2-methyl- —
192.0 12.00
m/z 191.10 61.05%
) JM
0 39.0 “83‘.0” 139'0 h‘ . \‘H
— e e e —
miz--> 50 100 150 200 250 12.00

8270-BF110321.M Thu Nov 11 15:08:09 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126111.D

Acqg On : 10 Nov 2021 17:09

Operator : JU/CG

Sample : M4595-08

Misc : CMC-ICS-003-004

ALS vial : 15 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 Heptadecane, 2-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.969 5.34 ng 309292  Phenanthrene-d10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 87
2 Tetratetracontane 619 C44H90 007098-22-8 72
3 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 72
4 Tridecane, 2-methyl- 198 C14H30 001560-96-9 72
5 Octacosane 394 C28H58 000630-02-4 72

Abundance Scan 1680 (11.969 min): BF126111.D\data.ms (-1677) (- m/z 57.10 100.00%
57.1

£000 WW
12.00
7.1 ’
253.3
0‘HN‘ﬂHﬁprmm,uufH‘wu‘wu‘wu‘w‘HW‘HW‘H‘_H m/z 71.10 62.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141066: Heptadecane, 2-methyl-
43.0
5000 T
12.00
m/z 43.10 60.28%
|[I}z0 210
O‘\H ‘\HwH‘\T“H\\’\\H‘\H\‘H\\‘H\\‘\\H‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
——
12.00
5000 m/z 85.10 41.34%
o] 1 || }27:0197.0 267.0337.0407.0 491.0562.0 WWMW
et e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #193304: 1-lodo-2-methylundecane —
57.0 12.00
m/z 41.10 35.15%
5000 M
o Ul 80 a0 -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 12.00

8270-BF110321.M Thu Nov 11 15:08:10 2021

Page:

13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126111.D

Acqg On : 10 Nov 2021 17:09

Operator : JU/CG

Sample : M4595-08

Misc : CMC-ICS-003-004

ALS vial : 15 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 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.080 8.04 ng 465614  Phenanthrene-d10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 87
2 Pentadecane 212 C15H32 000629-62-9 87
3 10-Methylnonadecane 282 C20H42 056862-62-5 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Nonadecane 268 C19H40 000629-92-5 86
Abundance Scan 1699 (12.080 min): BF126111.D\data.ms (-1697) (- m/z 57.10 100.00%
57.1
5000
RN \
99.1
12.00
1411
ol mwh‘ gy 3411 19112222 2604292 ./, 4319 79.02%
miz-> 50 100 15 200 250
Abundance #123961: Heptadecane
57.0
5000 —— :
12.00
m/z 71.10 63.77%
0 “ \‘\ ull H\ Hgﬁo\ \1410 183.0 249'0
T T T T ‘ T T T T T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #90189: Pentadecane
57.0
RN \
12.00
5000 m/z 85.10 47 .54%
99.0
ol2sol || a0 | 21e0
m/z--> 50 100 150 200 250
Abundance #176388: 10-Methylnonadecane —
57.0 12.00
m/z 41.10 35.00%
5000
99.0 154.0
SIS 6 R - I .
m/z--> 50 100 150 200 250 12.00

8270-BF110321.M Thu Nov 11 15:08:11 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126111.D

Acqg On : 10 Nov 2021 17:09

Operator : JU/CG

Sample : M4595-08

Misc : CMC-ICS-003-004

ALS vial : 15 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 Tetracosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.233 6.04 ng 349603 Phenanthrene-d10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 80
2 Octacosane 394 (C28H58 000630-02-4 80
3 Dodecane, 2-methyl- 184 C13H28 001560-97-0 72
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 72
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 72

Abundance Scan 1725 (12.233 min): BF126111.D\data.ms (-1722) (-~ m/z 57.10 100.00%
57.1

5000 Kjxww«mejmwﬁﬂjﬁwﬁw/
— —
126.1 3.2 12.00 12.50
ob—4d L ‘L\ o 032 (2882 m/z 43.10  80.09%
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
5000 — —
12.00 12.50
m/z 71.10 71.74%
9.0
ol M | L[ 1410183022502670 3380
\\\\‘ \\\\‘\Y\\‘\\\Y‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
— —
12.00 12.50
5000 ITI/Z 85.10 50.24%
0 L. ‘M“‘J141018302250 281.0 337.0 394. mdefMJM\/MNﬁNﬂﬂMﬁMW
I T e B e A A e e e AR
m/z--> 50 100 150 200 250 300 350
Abundance #59048: Dodecane, 2-methyl- T T
57.0 12.00 12.50
m/z 55.00 42.72%
5000 M
9.0 141.0
SR N S B
m/z--> 50 100 150 200 250 300 350 12.00 12.50

8270-BF110321.M Thu Nov 11 15:08:12 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126111.D

Acqg On : 10 Nov 2021 17:09

Operator : JU/CG

Sample : M4595-08

Misc : CMC-ICS-003-004

ALS vial : 15 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 Sulfurous acid, butyl octad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.357 13.33 ng 772034  Phenanthrene-di10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl octadecyl ... 390 C22H4603S 1000309-18-5 50
2 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 50
3 Butyl eicosyl ether 354 C24H500 1000406-40-7 50
4 Tetratetracontane 619 C44H90 007098-22-8 43
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 43
Abundance Scan 1746 (12.357 min): BF126111.D\data.ms (-1743) (- m/z 57.10 100.00%
57.1
5000
971 - S
2061 12.00 12.50
1692
ol ‘ “ “1‘3‘0‘9 L 24522803 /7 43.10 36.94%
miz--> 50 100 150 200 250 300
Abundance #295470: Sulfurous acid, butyl octadecyl ester
57.0
5000 — ——
12.00 12.50
m/z 71.10 30.17%
139.0
ok \“ \“ ‘ MH‘ d‘\ \‘\‘ ‘H AL \‘\ ‘\‘ ?‘8‘3‘0‘ — ‘25‘\3‘0‘ — ‘3‘17‘"
miz-> 50 100 150 200 250 300
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester
57.0
— ——
12.00 12.50
5000 m/z 55.10 27.35%
ol ‘w w ‘\u 1390 1920 2240 2970
miz--> 50 100 150 200 250 300
Abundance #264241: Butyl eicosyl ether “ T
57.0 12.00 12.50
m/z 97.10 24.83%
5000
97.0
o il \H \‘M . | 1390 1820 2240 28003120
: ““ b e — ——
m/z--> 100 150 200 250 300 12.00 12.50

8270-BF110321.M Thu Nov 11 15:08:12 2021 Page: 16



Library Search Compound Report

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

Data File : BF126111.D

Acqg On : 10 Nov 2021 17:09

Operator Ju/caG

Sample : M4595-08

Misc CMC-1CS-003-004
ALS vial : 15 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 14 3-(6-Methoxy-3-methyl-2-ben... Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
12.398 5.62 ng 325364  Phenanthrene-d10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-(6-Methoxy-3-methyl-2-benzofur... 258 C16H1803 1000239-79-6 64
2 1,5-Dihydroxy-6-methoxyxanthone 258 C14H1005 181307-35-7 59
3 Hydroxylamine, N-(4,5-dihydro-5-... 258 C16H22N20 1000274-03-9 58
4 Buchanaxanthone 258 C14H1005 020081-65-6 50
5 Dibenzo[b,h][1,6]naphthyridine, . 258 C18H14N2 004240-85-1 50

m/z 258.15 100.00%

Abundance Scan 1753 (12.398 min): BF126111.D\data.ms (-1751) (-]
1

258

——

5000 57.1
121.1 215.2 = L
175.2 12.00 12.50
o 294 n/z 57.10  43.64%
miz--> 50 100 150 200 250 300
Abundance #145973: 3-(6-Methoxy-3-methyl-2-benzofuranyl)cyclohe
258.0
201.0
5000 — e
12.00 12.50
m/z 43.10 31.69%
ol70 550 150 1629 ||| |
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T
miz-> 50 100 150 200 250 300
Abundance #145339: 1,5-Dihydroxy-6-methoxyxanthone
258.0
— —r
12.00 12.50
5000 m/z 71.10  29.13%
215.0
129.0 ‘
oA
miz-> 50 100 150 200 250 300
Abundance #146024: Hydroxylamine, N-(4,5-dihydro-5-methyl-3-spirc — ——
98.0 258.0 12.00 12.50
m/z 121.10 23.89%
215.0
5000 144.0
41.0
| [k |
o] a— ol ‘}‘w ““‘M‘\HL‘ M\ }“““”“U‘ W ‘\H\H‘HLH‘ “HM ‘\“‘ Ce — —r
m/z--> 50 100 150 200 250 300 12.00 12.50

8270-BF110321.M Thu Nov 11 15:08:13 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126111.D

Acqg On : 10 Nov 2021 17:09

Operator : JU/CG

Sample : M4595-08

Misc : CMC-ICS-003-004

ALS vial : 15 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-Octadecanesulphonyl chloride Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.474 9.01 ng 522123  Phenanthrene-d10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecanesulphonyl chloride 352 C18H37C102S 1000342-70-4 90
2 Tetratetracontane 619 C44H90 007098-22-8 86
3 Dodecane 170 C12H26 000112-40-3 83
4 Undecane, 2-methyl- 170 C12H26 007045-71-8 80
5 Tetradecane 198 C14H30 000629-59-4 80

Abundance Scan 1766 (12.474 min): BF126111.D\data.ms (-1763) (1  m/z 57.10 100.00%
57.1
5000
12550
27.1 :
o_m"JMK‘IMe,ﬁ??:%?fz:ﬁ‘Hwmwwwwwwww m/z 71.10  68.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #261362: 1-Octadecanesulphonyl chloride
57.0
5000 1
12.50
m/z 43.10 67.80%
O\r\j‘gl%%]92880
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347240: Tetratetracontane
57.0
——
12.50
5000 m/z 85.10 47 .59%
0 ‘Hﬁf;%grozelose,?.o 463.0 561.0
A A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #45480: Dodecane T
57.0 12.50
m/z 41.10 39.27%
5000
‘ I 170.0
0 b e b e e e e —r—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 12.50

8270-BF110321.M Thu Nov 11 15:08:14 2021 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126111.D

Acqg On : 10 Nov 2021 17:09

Operator : JU/CG

Sample : M4595-08

Misc CMC-ICS-003-004

ALS vial : 15 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 Decane, 3,8-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.868 8.51 ng 581478  Chrysene-d12 14.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 90
2 Heneicosane 296 C21H44 000629-94-7 83
3 Hexadecane 226 C16H34 000544-76-3 70
4 Nonadecane 268 C19H40 000629-92-5 64
5 Decane, 1l-iodo- 268 C1OH21I 002050-77-3 64
Abundance Scan 1833 (12.869 min): BF126111.D\data.ms (-1831) (- m/z 57.10 100.00%
57.1
5000
220.1 - —
99.1 12.50 13.00
- u“ dob 2B | 26713065 0T 4s 1 53,04y
miz-> 50 100 150 200 250 300
Abundance #45512: Decane, 3,8-dimethyl-
57.0
5000 — e
12.50 13.00
m/z 71.10 52.87%
‘ 99.0 1410
O\\\\“‘\‘!‘\M\L\M\\i“\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300
Abundance #194590: Heneicosane
57.0
— ——
12.50 13.00
5000 m/z 85.10 43.13%
99.0
olsel L L1 | 340 1830 2250 2080
miz--> 50 100 150 200 250 300
Abundance #107218: Hexadecane — T
57.0 12.50 13.00
m/z 55.10 36.13%
5000
o 23&)““ L “‘9?'0‘ 141.0 183.0 226.0
i e e e — ——
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126111.D

Acqg On : 10 Nov 2021 17:09

Operator : JU/CG

Sample : M4595-08

Misc : CMC-ICS-003-004

ALS vial : 15 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 3-Octadecene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.863 12.57 ng 858854  Chrysene-di12 14.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Octadecene, (E)- 252 C18H36 007206-19-1 93
2 17-Pentatriacontene 491 C35H70 006971-40-0 90
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 87
4 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 87
5 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 87

Abundance Scan 2002 (13.863 min): BF126111.D\data.ms (-2000) (- m/z 43.10 100.00%

7.1
5000
‘ 230.1 — e
13.50 14.00
149.9 2923 359.4
Ofrr _H‘ bkl 2282 9908 m/z 57.10  86.67%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #138525: 3-Octadecene, (E)-
49.0
5000 — e
13.50 14.00
‘ m/z 55.00 79.20%
O\\‘\‘\‘J‘ ‘J"182012520
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #336402: 17-Pentatriacontene
43.0
— —r
13.50 14.00
5000 m/z 69.18  75.58%
7.0
. M 1] 1‘15‘3 02100 267.0321.0 490,
i e T S e e e e
miz—> 0 50 100 150 200 250 300 350 400 450
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester P —
57.0 13.50 14.00
m/z 41.10 73.55%
5000 111.0 M/W\\/U\\'\/\N
‘ 169.0
o‘MHH\H‘mﬁu‘”um?‘???wW_H“R‘?P‘ww S
m/z--> 0 50 100 150 200 250 300 350 400 450 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126111.D

Acqg On : 10 Nov 2021 17:09

Operator : JU/CG

Sample : M4595-08

Misc : CMC-ICS-003-004

ALS vial : 15 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 Squalene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.868 5.47 ng 200366 Perylene-di2 15.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Squalene 410 C30H50 000111-02-4 64
2 5,9,13,17-Tetramethyl 4,8,12,16-... 332 C22H3602 1000432-37-9 64
3 Supraene 410 C30H50 007683-64-9 59
4 2,6,10,14-Hexadecatetraenoic aci... 318 C21H3402 042207-88-5 59
5 (3E,7E)-4,8,12-Trimethyltrideca-... 218 C16H26 062235-06-7 53
Abundance Scan 2173 (14.868 min): BF126111.D\data.ms (-2171) (1  m/z 69.10 100.00%
69.1
5000
‘ 14‘5(5 ‘15‘00‘
189.1 254.0 : :
o““upﬂquU“ﬂ‘u‘u“"H“““??§4“‘AP%? m/z 81.10 49.52%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #308260: Squalene
69.0
5000 — e
14.50 15.00
1370 m/z 41.10  28.26%
O‘ T \(\) ‘\‘ ““1‘ “ \h“[ H\ \H \“‘H\ l‘ \‘ \H\g“].“c? T \ T ‘2\7\3\0\‘ T \3\4}‘.()\ T \4.‘1\0.\‘

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #239650: 5,9,13,17-Tetramethyl 4,8,12,16-octadecatetrac

69.0
— —
14.50 15.00
5000 ITI/Z 95.05 17.04%
135.0
gL, 2070 2630 3320
O‘H“H“M ”‘c“u“‘u R B I
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #308259: Supraene — ——
69.0 14.50 15.00
m/z 68.05 13.64%
5000
137.0
0 b gy, 1910 273.0 3410 410.
R e e e e e — —
m/z--> 0 50 100 150 200 250 300 350 400 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126111.D

Acqg On : 10 Nov 2021 17:09

Operator : JU/CG

Sample : M4595-08

Misc : CMC-ICS-003-004

ALS vial : 15 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 unknownl5.962 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.962 11.19 ng 409872  Perylene-di12 15.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, cyclohexylmethyl... 416 C24H4803S 1000309-22-5 38
2 Sulfurous acid, cyclohexylmethyl... 430 C25H5003S 1000309-22-6 38
3 Butyl tetracosyl ether 410 C28H580 1000406-40-9 32
4 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 27
5 Fumaric acid, 2-decyl pentadecyl... 466 C29H5404 1000348-59-6 27

Abundance Scan 2359 (15.962 min): BF126111.D\data.ms (-2355) (- m/z 57.10 100.00%

57.1
5000 131
‘ 169.2 16.00
' 266.0 :
ol u“, M Ll o[ 2220707 34613974 . 9716 54.08%
miz--> 50 100 150 200 250 300 350 400
Abundance #311451: Sulfurous acid, cyclohexylmethyl heptadecyl es
97.0
5000 U
16.00
434” m/z 113.10  46.80%
0 \“\ ‘\L"“\‘hh‘ \hh\“] \‘ \1\4\1-‘.0\ LI ‘ T \2?’\9‘0\ LI ‘ L ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #318197: Sulfurous acid, cyclohexylmethyl octadecyl este
97.0
——
16.00
5000 ITI/Z 55.00 27.36%
43.0
olokld) garo 280
m/z--> 50 100 150 200 250 300 350 400
Abundance #308231: Butyl tetracosyl ether T
57.0 16.00
m/z 83.10 22.46%
5000
11.0
0 | L \‘M“N‘ Iyl \167021002530 336.0
e e e e S T e —
m/z--> 50 100 150 200 250 300 350 400 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126111.D

Acqg On : 10 Nov 2021 17:09

Operator : JU/CG

Sample : M4595-08

Misc : CMC-ICS-003-004

ALS vial : 15 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 28-Nor-17.alpha.(H)-hopane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.192 5.64 ng 206473  Perylene-d12 15.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 28-Nor-17.alpha.(H)-hopane 398 C29H50 053584-60-4 72
2 Phenanthrene, 9-dodecyltetradeca... 360 C26H48 055334-01-5 70
3 Anthracene, 9-dodecyltetradecahy... 360 C26H48 055401-75-7 68
4 28-Nor-17.beta.(H)-hopane 398 C29H50 036728-72-0 50
52,3,3,4,4,6,6,7,7,8-Decamethyl-5... 334 C14H380Si4 1000424-58-4 35
Abundance Scan 2398 (16.192 min): BF126111.D\data.ms (-2395) (- m/z 191.10 100.00%
191.1
95.1
5000{ 41
1o —— ——
452,061 3834 16.00 16.50
0 m/z 95.10 75.51%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #301379: 28-Nor-17.alpha.(H)-hopane
191.0
81.0
5000 —r— —
16.00 16.50
398.0 m/z 81.10 69.16%
ol ‘2‘9‘ 014 h \lm \‘u u\“‘m\ ‘\;‘ ‘ i 2003130 ||

m/z--> 0 50 100 150 200 250 300 350 400
Abundance  #270199: Phenanthrene, 9-dodecyltetradecahydro-

191.0
95.0 — —
16.00 16.50
5000 a1 ITI/Z 55.10 60.34%
360.0
264.0
oL bl Lm0 | P00
miz—> 0 50 100 150 200 250 300 350 400
Abundance #270196: Anthracene, 9-dodecyltetradecahydro- P —
191.0 16.00 16.50
95.0 m/z 109.10  49.22%
5000/ 430
360.0
0 |ijgaro|  oa0sgo 00
m/z--> 0 50 100 150 200 250 300 350 400 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111021\
Data File : BF126111.D

Acqg On : 10 Nov 2021 17:09

Operator : JU/CG

Sample : M4595-08

Misc : CMC-ICS-003-004

ALS Vvial : 15 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... 2.163 41.5 ng 2193000 1 6.851 1057330 20.0
3-Penten-2-one,... 4.451 22.1 ng 1168570 1  6.851 1057330 20.0
2-Pentanone, 4-... 5.081 58.8 ng 3110576 1  6.851 1057330 20.0
Ethanol, 2-(2-b... 8.039 11.3 ng 709018 2 8.134 1251140 20.0
Sulfurous acid,... 11.275 6.6 ng 380123 4 11.374 1158560 20.0
Octadecane, 2-m... 11.557 5.7 ng 330061 4 11.374 1158560 20.0
Undecane, 2-met... 11.680 11.1 ng 642432 4 11.374 1158560 20.0
Sulfurous acid,... 11.833 6.0 ng 348999 4 11.374 1158560 20.0
Phenanthrene, 1... 11.904 4.9 ng 284836 4 11.374 1158560 20.0
Heptadecane, 2-... 11.969 5.3 ng 309292 4 11.374 1158560 20.0
Heptadecane 12.080 8.0 ng 465614 4 11.374 1158560 20.0
Tetracosane 12.233 6.0 ng 349603 4 11.374 1158560 20.0
Sulfurous acid,... 12.357 13.3 ng 772034 4 11.374 1158560 20.0
3-(6-Methoxy-3-... 12.398 5.6 ng 325364 4 11.374 1158560 20.0
1-Octadecanesul... 12.474 9.0 ng 522123 4 11.374 1158560 20.0
Decane, 3,8-dim... 12.868 8.5 ng 581478 5 14.015 1365970 20.0
3-Octadecene, (E)- 13.863 12.6 ng 858854 5 14.015 1365970 20.0
Squalene 14.868 5.5 ng 200366 6 15.480 732580 20.0
unknown15.962 15.962 11.2 ng 409872 6 15.480 732580 20.0
28-Nor-17.alpha... 16.192 5.6 ng 206473 6 15.480 732580 20.0
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