LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131417.D

Acqg On : 26 Nov 2022 02:40
Operator : CG\JU

Sample : N5762-08

Misc :

ALS Vvial : 21  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-BF112122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131417.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 2.281 24 33 39 rBV 985442 1299664 36.81% 5.184%
2 2.393 47 52 59 rVB 59143 75607 2.14% 0.302%
3 5.187 521 527 537 rVB 536959 774696 21.94%  3.090%
4 5.575 587 593 596 rBV 2832440 3106564 87.99% 12.391%
5 6.581 757 764 767 rBV 2437729 3107636 88.02% 12.396%

6 6.957 824 828 831 rVB 611830 542821 15.37% 2
7 7.522 918 924 927 rBV 1943200 2024490 57.34% 8.075%
8 8.245 1042 1047 1050 rBV 763751 695221 19.69% 2
9 9.328 1225 1231 1234 rBV 3729152 3530591 100.00% 14.083%
10 10.010 1342 1347 1350 rBV 894844 808027 22.89%  3.223%

11 10.728 1463 1469 1472 rBV 67948 55440 1.57% 0.221%
12 10.804 1476 1482 1485 rBV 2464830 2308375 65.38% 9.208%
13 11.504 1597 1601 1604 rBV 1001190 801423 22.70%  3.197%
14 11.604 1615 1618 1621 rVB 46936 35817 1.01% 0.143%
15 12.027 1682 1690 1694 rBV2 91318 96003 2.72% ©.383%
16 12.722 1805 1808 1812 rBV 112144 90571 2.57% 0.361%
17 12.957 1842 1848 1851 rBV 85912 94208 2.67% ©.376%
18 13.104 1868 1873 1876 rBV 3425999 3252172 92.11% 12.972%
19 13.669 1965 1969 1971 rBvV2 39338 36614 1.04% 0.146%

20 13.992 2021 2024 2040 rBV 338463 447989 12.69% 1.787%

21 14.163 2045 2053 2056 rBV 585121 588345 16.66% 2.347%
22 14.257 2062 2069 2075 rBV 98946 115184 3.26% 0.459%
23 14.316 2075 2079 2087 rVWW 42960 52769 1.49% 0.210%
24 14.627 2129 2132 2142 rBV2 76586 144064 4.08% ©.575%
25 14.957 2182 2188 2191 rBV 38960 48947 1.39% ©0.195%
26 15.233 2231 2235 2239 rBV 33258 48739 1.38% 0.194%
27 15.315 2245 2249 2253 rBV 80224 96775 2.74%  0.386%
28 15.698 2308 2314 2317 rBV2 366410 476172 13.49% 1.899%
29 15.727 2317 2319 2325 rVB 47634 62104 1.76% 0.248%
30 16.204 2395 2400 2405 rBV2 55793 88364 2.50% 0.352%
31 16.268 2405 2411 2420 rBV9 22858 62005 1.76% 0.247%
32 16.757 2489 2494 2500 rBV4 31206 56103 1.59% 0.224%
33 17.398 2598 2603 2610 rVB3 22451 46929 1.33% 0.187%
Sum of corrected areas: 25070429
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131417.D

Acq On : 26 Nov 2022 02:40
Operator : CG\JU

Sample : N5762-08

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF131417.D\data.ms
3500000

3000000 5.575

2500000 6.581

2000000 7.522
1500000

1000000{ 2-281

500000

.393
OW\\W?\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\W
Time--> 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
Abundance TIC: BF131417.D\data.ms

9.328
3500000 13.104

3000000
2500000 10.804
2000000

1500000

11.504
1000000 10.01
8.245 0-010

500000
10.7 1.604 12.027 12.122_2.95

0 — — — —— e — A — ‘ — ALy
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF131417.D\data.ms

3500000

3000000
2500000
2000000
1500000

1000000
14.163

500000 13.992 15.698

13.669 k, #£3f6 14.627 14.9571553315 V1§(L727 168268  16.757 17.398

Time> 1350 1400 1450 1500 1550 1600 1650 1700 1750 1800 1850

8270-BF112122.M Thu Dec 01 13:13:40 2022 Page: 2



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131417.D

Acq On : 26 Nov 2022 02:40
Operator : CG\JU

Sample : N5762-08

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.281 47.89 ng 1299660 1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# 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 38
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
Abundance  Scan 33 (2.281 min): BF131417.D\data.ms (-24) (-) m/z 73.10 100.00%
73.1
5000 43.0 /\
R e
‘ J 88.0 220 240 2.60
Ol L B8O Il 880 7 43.05  45.03%
m/z--> 0 20 40 60 80 100 120
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LI L L B B B B

220 240 260

43.0
‘ m/z 55.00 32.55%
270 88.0
O\‘\\\\‘\‘\\“\\\f‘\\\‘\‘\\\\‘\\\\‘\\\\
m/z--> 0 80 100 120
Abundance #15764 2 2,4- Tr|methyl -3-pentanol
73.0
e O e o TR RS
220 240 260
5000 55.0 m/z 87.10  26.45%
39
R | | b e 4120 1290
miz--> 0 20 40 60 80 100 120
Abundance #2245: Silane, tetramethyl- R e
73.0 220 240 260

m/z 41.10 15.45%

5000
43.0

m/z--> 0 20 40 60 80 100 120 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131417.D

Acq On : 26 Nov 2022 02:40
Operator : CG\JU

Sample : N5762-08

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Propane, 1,1-dimethoxy- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
2.393 2.79 ng 75607  1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 64
2 Ethane, 1,1,2-trimethoxy- 120 C5H1203 024332-20-5 53
3 Acetic acid, dimethoxy-, methyl ... 134 C5H1004 000089-91-8 50
4 Methane, trimethoxy- 106 C4H1003 000149-73-5 33
5 Aminoacetaldehyde dimethyl acetal 105 C4H11NO2 022483-09-6 33
Abundance  Scan 52 (2.393 min): BF131417.D\data.ms (-47) (-) m/z 75.00 100.00%
75.0
5000 45.0
M m e
| 103.0 2.20 240 2.60 2.80
O prerrprree et b iy e e S e e m/z 730100 72.81%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5393: Propane, 1,1-dimethoxy-
75.0
5000 LI L L L L L B B
15.0 220 2.40 2.60 2.80
29,0 m/z 45.00  48.14%
OH\]‘_ﬁ‘.\(\)‘H{H“H\f““\\\‘H\GR.\O\H"!H\‘HH’H\]\-‘0\3\;(\)‘\\\\‘\\\\‘\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10520: Ethane, 1,1,2-trimethoxy-
75.0
e B m e
2.20 240 2.60 2.80
5000 m/z 41.00 36.55%
31.0 47.0
o 00 190
e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #17234: Acetic acid, dimethoxy-, methyl ester e
75.0 2.20 240 2.60 2.80
m/z 47.00  26.25%
5000
47.0
15.0 31.0
| ‘ 103.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 220 240 2.60 2.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131417.D

Acq On : 26 Nov 2022 02:40
Operator : CG\JU

Sample : N5762-08

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.187 28.54 ng 774696  1,4-Dichlorobenzene-d4 6.957

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
Abundance Scan 527 (5.187 min): BF131417.D\data.ms (-521) (-) m/z 42.95 100.00%
43.0
59.0
5000
RREEE e R R
‘ 83.0 101.1 4.80 5.00 5.20 5.40 5.60
Ol bl LS S m/z 59.68  59.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 B R LU B
4.80 5.00 5.20 5.40 5.60
101.0 m/z 101.10  16.23%
31.0 83.0
O\\‘\\\\‘\\\‘\“‘\\\\“M\\\\‘\\w‘\‘\\\\‘\\\\‘\‘\\\‘\\\1‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0
R e o R
4.80 5.00 5.20 5.40 5.60
5000 57.0 m/z 58.00 15.06%
29.0
‘ 101.0
0H“HWH““m“mwHMmu“HH"HHWH“H‘W
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl- e amR R
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.10 9.14%
5000
410 101.0
ob 150 T8 Ll e | A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131417.D

Acq On : 26 Nov 2022 02:40
Operator : CG\JU

Sample : N5762-08

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.027 2.40 ng 96003 Phenanthrene-d10 11.504
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 72
5 Undecanoic acid 186 C11H2202 000112-37-8 50
Abundance Scan 1690 (12.027 min): BF131417.D\data.ms (-1682) (- m/z 60.00 100.00%
60.0
97.0 2132 I\ — ‘M
H‘ ‘ 157.0185,2 ‘ 256.1 12.00
0t ‘NMN‘”MNWMM%WWWMwwwHW‘NNMHMMH‘_HAM m/z 42.95 92.22%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T I
12.00
167.01g5 02130  256.0 m/z 73.00 87.16%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
A —— ,Awm g
12.00
5000 129.0 m/z 55.00 79.96%
199.0
s e
I EEIN 81 O O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92063: Tridecanoic acid T ‘
430 |30 12.00
m/z 57.05 74.96%
5000 129.0
171.0
214.0
0150? e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131417.D

Acq On : 26 Nov 2022 02:40
Operator : CG\JU

Sample : N5762-08

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Cycloeicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.992 15.23 ng 447989  Chrysene-d12 14.163
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cycloeicosane 280 C20H40 000296-56-0 95
2 1-Hexacosene 364 C26H52 018835-33-1 94
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
4 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 94
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 94
Abundance Scan 2024 (13.992 min): BF131417.D\data.ms (-2021) (- m/z 57.00 100.00%
57.0
5000
111 J
— =
‘ “ 14.00
ol k4 ‘ dilje70 2339201 0 4310 96.15%
m/z--> 50 100 150 200 250 300 350 400
Abundance #173728: Cycloeicosane
55.0
5000 =T
14.00
110 m/z 55.00 87.64%
O \‘\ ‘\“ “ \1680 ‘2\2\4:\0‘\2\8\0\()‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #273800: 1-Hexacosene
57.0
=
14.00
5000 11.0 m/z 83.05 67.03%
0 \‘ Il H\ \H‘ \\ i 1\\67 0 238. 0 292. O 364.0
A e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #326112: Heptadecyl heptafluorobutyrate =
57.0 14.00
m/z 69.00 60.98%
5000 A\VVWNJM/“
1690
m/z--> 50 100 150 200 250 300 350 400 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131417.D

Acq On : 26 Nov 2022 02:40
Operator : CG\JU

Sample : N5762-08

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Triphenylphosphine oxide Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.257 3.92 ng 115184  Chrysene-d12 14.163
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 95
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 58
3 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 38
4 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 38
5 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 37
Abundance Scan 2069 (14.257 min): BF131417.D\data.ms (-2062) (- m/z 277.10 100.00%
277.1
5000
51.0 1501 1831 e e
' 14.00 14.50
107.0 ‘ ‘
0 ,22&0 - m/z 278.10  37.30%
miz--> 50 100 150 200 250
Abundance #171172: Triphenylphosphine oxide
277.0
5000 —r ——
14.00 14.50
77.0 199.0 m/z 51.00 22.35%
olL40 470 ‘ 107.0 15f0 H ‘
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 #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
14.00 14.50
5000 m/z 183.10 22.32%
77.0
15201830
4710 ‘
o 0 Lo ||| e |
miz--> 50 100 150 200 250
Abundance #169624: Cobalt,(.eta.<5>-2,4-cyclopentadien-1- yI)[(l 2,3 L
77.0 14.00 14.50
m/z 76.95 22.13%
5000
59.0
124.0 185.0
0280 | 890, l.1340, | 2230 WL
m/z--> 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131417.D

Acq On : 26 Nov 2022 02:40
Operator : CG\JU

Sample : N5762-08

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Octadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.627 4.90 ng 144064  Chrysene-d12 14.163
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecane 254 (C18H38 000593-45-3 91
2 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 90
3 Sulfurous acid, butyl octadecyl ... 390 C22H4603S 1000309-18-5 87
4 Sulfurous acid, butyl hexadecyl ... 362 C20H4203S 1000309-18-3 87
5 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 87
Abundance Scan 2132 (14.627 min): BF131417.D\data.ms (-2129) () ' m/z 57.05 100.00%
57.0
o m
1450 1500
111 . .
55.2 2419
oL ‘waw‘Wm‘ “‘w‘qu‘wpw"W“““‘ggié“ m/z 43.05  66.34%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141056: Octadecane
57.0
5000 A ——
14.50 15.00
m/z 71.05 54.11%
‘\ IR \ 169.0 254.0
O\\“ ‘\‘\“’\“\“\“‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #310570: Heptacosane, 1-chloro-
57.0
T —
14.50 15.00
5000 ITI/Z 85.05 38.31%
1
oL i 70, 18302310 2870 3430 414C
A ‘ T e T
m/z--> 0 100 150 200 250 300 350 400
Abundance #295470: Sulfurous acid, butyl octadecyl ester A S
57.0 14.50 15.00
m/z 55.00 33.69%
B W
11.0
oLl im0 0 g etk e
m/z--> 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\BF112522\
Data File : BF131417.D

Acq On : 26 Nov 2022 02:40
Operator : CG\JU

Sample : N5762-08

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.957 2.06 ng 48947  Perylene-d12 15.698
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hexatriacontane 507 C36H74 000630-06-8 90
3 10-Methylnonadecane 282 C20H42 056862-62-5 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Hentriacontane 437 C31H64 000630-04-6 86

Abundance Scan 2188 (14.957 min): BF131417.D\data.ms (-2182) (-} | m/z 57.85 100.00%
57.0

3

5000
‘ ||H1271 1928 2811 15.00
bbb L 8 TR e e M/Z 43.00 59.39%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194590: Heneicosane
57.0
5000 T
15.00
m/z 71.05 56.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #339055:; Hexatriacontane
57.0
T
15.00
5000 ITI/Z 85.05 44 .73%
13.0
0 J‘ ‘ ‘]11 | 169.0225.0281.0337.0393.0449.0 506.(
B e s B e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #176388: 10-Methylnonadecane P e ey
57.0 15.00
m/z 55.00 27.83%
5000
154.0
ol eere e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131417.D

Acq On : 26 Nov 2022 02:40
Operator : CG\JU

Sample : N5762-08

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 Nonadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.316 4.06 ng 96775 Perylene-d12 15.698
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 98
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octacosane 394 (C28H58 000630-02-4 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Pentacosane 352 C25H52 000629-99-2 87
Abundance Scan 2249 (15.315 min): BF131417.D\data.ms (-2245) () ' m/z 57.05 100.00%
57.0
o WkaMuxm«JKMkywxj\
‘ 15‘06 5.5‘56
411 2114 2681 : :
0 “‘J‘ MW‘WNu“ AL I A e S m/z 43.00 58.53%
m/z--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
5000 — e
15.00 15.50
m/z 71.05 56.06%
oL 1229 101.0183.0725 02600
\\\\‘\\\\‘\\\\‘\\\\‘\\\T‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
. ey
15.00 15.50
5000 m/z 85.10 41.06%
‘ 9.0
41.0
50| L1i) M 0ms0z50 260
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane e ‘ ¢
57.0 15.00 15.50
m/z 54.95 25.45%
B W
ol I H | 1419183 0225.0 281.0 337.0 394.
“““““ e O Ao B — —
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131417.D

Acq On : 26 Nov 2022 02:40

Operator : CG\JU

Sample : N5762-08

Misc

ALS vial : 2

Quant Method :

Quant Title

TIC Library

Library Search Compound Report

1 Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 Eicosane Concentration Rank 7

R.T EstConc Area Relative to ISTD R.T.
16.204 3.71 ng 88364  Perylene-d12 15.698
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Octacosane 394 (C28H58 000630-02-4 90
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 2400 (16.204 min): BF131417.D\data.ms (-2395) (- m/z 57.05 100.00%

57.0
5000

T
16.00 16.50

dl 7.2 208.1 281.0
0‘H‘W‘wauvpmuw‘uw‘uw‘u‘HH‘H‘WH‘WH‘W‘HW‘H m/z 43.05 58.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #176386: Eicosane
57.0
5000 T T
16.00 16.50

m/z 71.05 53.87%

O‘HJ’\[\IWJ\?‘%Z€(“)\J\-%‘7\(\)H‘2\\8%‘0\\H‘\\\\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
—

13 i S

16.00 16.50
5000 m/z 85.10 40.61%
o ML 02970267057 04070 49105620 k
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #275537: Hexacosane NW«YNW e
57.0 16.00 16.50

m/z 55.05  25.44%

) W\M
‘ | 127049702670 367.0

ol MbHIfL deT02e70 3670 —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131417.D

Acq On : 26 Nov 2022 02:40
Operator : CG\JU

Sample : N5762-08

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 Octacosanol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

16.268 2.60 ng 62005 Perylene-d12 15.698
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octacosanol 410 C28H580 000557-61-9 87
2 Tricosyl pentafluoropropionate 486 C26H47F502 1000351-81-0 80
3 Eicosyl heptafluorobutyrate 494 C24H41F702 1000351-83-5 80
4 Octacosyl acetate 452 C30H6002 018206-97-8 80
5 Eicosyl pentafluoropropionate 444 C23H41F502 1000351-80-8 80

Abundance Scan 2411 (16.268 min): BF131417.D\data.ms (-2405) (-} | m/z 55.00 100.00%

55.0
5000

T T
J( T 28‘21 341.0 16100  16.50
|1 T

“w““““_““w“‘w“ bt m/z 57.05  90.78%

m/z--> 100 150 200 250 300 350 400 450
Abundance #308225: Octacosanol
57.0

5000 111.0 T U
16.00 16.50

o

m/z 83.10 87.38%

L J‘ ||} 116702220 2920 392.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\ \‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #335528: Tricosyl pentafluoropropionate
57.0
—r

o

16.00 16.50
m/z 43.00 82.92%
5000 111.0
oLt Hm 1670 2240 3220 468.0
“w““““_“"H“‘H““H“‘H““H““
m/z--> 50 100 150 200 250 300 350 400 450

Abundance #336876: Eicosyl heptafluorobutyrate T —
57.0 16.00 16.50

m/z 97.00 77.63%

h I W/\NJ\M/WWJW
280.0
| ‘\ \‘ “l h\ 1 |‘ 224.0 476.(

oHwmuuH_m_H‘WM‘m_m_m_m —r— —r—
m/z--> 50 100 150 200 250 300 350 400 450 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131417.D

Acq On : 26 Nov 2022 02:40
Operator : CG\JU

Sample : N5762-08

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 Eicosane, 7-hexyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.756 2.36 ng 56103 Perylene-d12 15.698
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane, 7-hexyl- 366 C26H54 ©055333-99-8 91
2 Triacontane 422 C30H62 000638-68-6 90
3 Hentriacontane 437 C31He64 000630-04-6 87
4 Pentadecane, 7-(bromomethyl)- 304 C16H33Br 052997-43-0 83
5 Tetratetracontane 619 C44H90 007098-22-8 83

Abundance Scan 2494 (16.757 min): BF131417.D\data.ms (-2489) (-} | m/z 57.00 100.00%

57.0
5000

— R
HJ1 ¥ 190.9 531 16.50 17.00
ol b b Ll by i 20y m/z 71.05 59.10%

m/z--> 50 100 150 200 250 300 350 400
Abundance #275543: Eicosane, 7-hexyl-
57.0

5000 e ket
16.50 17.00

m/z 43.00 51.69%

182.
o ALY, 18200570 2610 g370
mi/z--> 50 100 150 200 250 300 350 400
Abundance #314330: Triacontane

57.0

T T
16.50 17.00

5000 m/z 85.05 37.29%
169.0 2250
oL | “\‘ “\ ‘\ HH \‘ 1\ L d Lt \‘2\‘8‘1‘? ‘3‘:?7‘ ‘0‘ o ‘4‘2‘2‘9‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #320590: Hentriacontane
57.0 16.50 17.00

m/z 55.00 21.76%

oL ‘ %690 2250  309.0 365.0 436.(
b bl 2P0, 3250 809.0 3650 436 —

\ T
m/z--> 50 100 150 200 250 300 350 400 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112522\
Data File : BF131417.D

Acqg On : 26 Nov 2022 02:40
Operator : CG\JU

Sample : N5762-08

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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... 2.281 47.9 ng 1299660 1 6.957 542821 20.0
Propane, 1,1-di... 2.393 2.8 ng 75607 1 6.957 542821 20.0
2-Pentanone, 4-... 5.187 28.5 ng 774696 1 6.957 542821 20.0
n-Hexadecanoic ... 12.027 2.4 ng 96003 4 11.504 801423 20.0
Cycloeicosane 13.992 15.2 ng 447989 5 14.163 588345 20.0
Triphenylphosph... 14.257 3.9 ng 115184 5 14.163 588345 20.0
Octadecane 14.627 4.9 ng 144064 5 14.163 588345 20.0
Heneicosane 14.957 2.1 ng 48947 6 15.698 476172 20.0
Nonadecane 15.316 4.1 ng 96775 6 15.698 476172 20.0
Eicosane 16.204 3.7 ng 88364 6 15.698 476172 20.0
Octacosanol 16.268 2.6 ng 62005 6 15.698 476172 20.0
Eicosane, 7-hexyl- 16.756 2.4 ng 56103 6 15.698 476172 20.0
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