LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51723\
Data File : BF133420.D

Acqg On : 17 May 2023 18:49

Operator : CG\JU

Sample : 02812-02

Misc : WG-0516-B5-0-10

ALS Vvial : 13  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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133420.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.899 474 478 494 rVB 923543 1268193 22.53% 2.745%
2 5.328 547 551 562 rBV 4888237 5119032 90.95% 11.079%
3 5.722 614 618 624 rVB 92006 90303 1.60% ©.195%
4 6.363 722 727 730 rBV 5174403 5163961 91.75% 11.176%
5 6.710 783 786 794 rBV 1596499 1302873 23.15% 2.820%

6 7.281 878 883 886 rBV 3952911 3386407 60.17% 7.329%
7 7.998 1001 1005 1008 rBV 2088664 1754512 31.17% 3.797%
8 9.075 1184 1188 1191 rBV 6490252 5628404 100.00% 12.182%
9 9.351 1231 1235 1243 rBV 149463 143308 2.55% 0.310%

9.751 1299 1303 1306 rBV 2258308 1987698 35.32% 4.302%

11 10.463 1420 1424 1427 rBV 243437 192149 3.41%
12 10.539 1433 1437 1440 rBV 3772335 3454139 61.37%
13 11.233 1551 1555 1558 rBV 2298852 1993756 35.42%
14 11.769 1643 1646 1656 rBvV3 281158 355323 6.31%
15 12.445 1757 1761 1766 rBV 107716 112403 2.00%

OO0 PN
w
=
U1
IS

16 12.669 1793 1799 1802 rBV 93051 114843 2.04%
17 12.822 1820 1825 1828 rBV 5360736 4817505 85.59% 1
18 13.057 1858 1865 1870 rBV 169184 218997 3.89%
19 13.398 1918 1923 1926 rBV2 96752 98161 1.74%
20 13.727 1975 1979 1996 rVB 862151 1386888 24.64%

[CRCECECE]
IS
N
N
R

21 13.869 1998 2003 2007 rBV 1261968 1194309 21.22%
22 14.045 2030 2033 2040 rBV 101791 141450 2.51%
23 14.357 2081 2086 2105 rBV 1384727 2489425 44.23%
24 14.645 2132 2135 2138 rBV 93227 94000 1.67%
25 14.680 2138 2141 2144 rBv4 49704 75129 1.33%

OO uUVIoeN
w
00
00
B

26 14.968 2186 2190 2192 rBV 194621 205965 3.66%
27 14.998 2192 2195 2200 rBV 239334 410780  7.30%
28 15.292 2240 2245 2249 rBV 1251081 1428751 25.38%

OO WOoOOo
[
O
N
R

29 15.321 2249 2250 2256 rVB3 86525 82662 1.47% 179%
30 15.521 2279 2284 2289 rBV5 77737 127843 2.27% 277%
31 15.733 2316 2320 2325 rVB 140128 189310 3.36% ©0.410%
32 15.798 2326 2331 2335 rBv4 90350 207472 3.69% 0.449%
33 15.845 2336 2339 2347 rVB2 116299 225234 4.00% 0.487%
34 16.198 2396 2399 2414 rVBS8 58038 155106 2.76% ©.336%
35 16.857 2508 2511 2517 rBV6 45065 75363 1.34% ©0.163%
36 16.921 2518 2522 2524 rBV2 50829 76472 1.36% 0.166%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@051723\
Data File : BF133420.D

Acqg On : 17 May 2023 18:49

Operator : CG\JU

Sample : 02812-02

Misc : \WG-0516-B5-0-10

ALS Vvial : 13  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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 17.274 2578 2582 2590 rVB8 126276 253151 4.50% ©.548%
38 17.527 2618 2625 2629 rBVS9 64678 182801 3.25% ©.396%

Sum of corrected areas: 46204078
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@051723\
Data File : BF133420.D

Acqg On : 17 May 2023 18:49

Operator : CG\JU

Sample : 02812-02

Misc : \WG-0516-B5-0-10

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF133420.D\data.ms
6000000
6.363

5000000 5.328
4000000 7.281

3000000

2000000 6.710

1000000 4.899

5.722

O\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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: BF133420.D\data.ms
9.075

6000000
12.822

5000000
4000000 10.539

3000000

7.998 9.751 11.233

2000000

1000000 E
10.4 11.769 MJ 13.057
L o3 Aj’ {9 ‘12‘.44‘152.669

]
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: BF133420.D\data.ms

6000000

5000000

4000000

3000000

2000000

1000000
166521 17.2747527

T ‘ T T
Time--> 13.50 14.00 14.50

T T ‘ T
15.00 15.50 16.00 16.50 17.00 17.50

18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51723\
Data File : BF133420.D

Acqg On : 17 May 2023 18:49

Operator : CG\JU

Sample : 02812-02

Misc : \WG-0516-B5-0-10

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.899 19.47 ng 1268190 1,4-Dichlorobenzene-d4 6.710
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 478 (4.899 min): BF133420.D\data.ms (-474) (-) m/z 43.00 100.00%

43.0
59.1
5000
101.1 A AAREEEERE T
‘ 83.0 ‘ 4.60 4.80 5.00 5.20
ol gl S 1810 m/z 59.10  55.25%
miz-> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LN L B B R
59.0 4.60 4.80 5.00 5.20
m/z 101.10 19.52%
15.0 101.0
‘ Wl | 83.0 |
O\\\\‘\\\\‘{\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
A AREEEEEE T
4.60 4.80 5.00 5.20
5000 m/z 58.00 14.94%
41.0
101.0
- ! S
m/iz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester T
59.0 4.60 4.80 5.00 5.20
m/z 41.10 8.85%
5000 41.0
0 \H\‘ \‘M 12\6'0 142.0 J«»
1 R RARRNEE R
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51723\

Data File : BF133420.D

Acqg On : 17 May 2023 18:49

Operator : CG\JU

Sample : 02812-02

Misc WG-0516-B5-0-10

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 n-Hexadecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.769 3.56 ng 355323  Phenanthrene-d10 11.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual

256 C16H3202 000057-10-3 98
284 C18H3602 000057-11-4 93
242 C15H3002 001002-84-2 93
214 C13H2602 000638-53-9 90
228 C14H2802 000544-63-8 83

1 n-Hexadecanoic acid
2 Octadecanoic acid

3 Pentadecanoic acid
4 Tridecanoic acid

5 Tetradecanoic acid

Abundance Scan 1646 (11.769 min): BF133420.D\data.ms (-1643) (- m/z 43.05 100.00%
43.0
5000
129.1
5.1
2133 el Rases
‘ 171.1 ‘ 256.1 11.50 12.00
ob— it L L L T 8200 s 6 611
m/z--> 50 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid
43.0 256.0
5000 —} s
129.0 11.50 12.00
33.0 213.0 m/z 59.95  96.84%
171.0 ‘
o e I L b L
m/z--> 50 100 150 200 250 300
Abundance #179089: Octadecanoic acid
73.0
e e
11.50 12.00
5000 129.0 m/z 57.10  85.74%
29. 185.0 541 284.0
0 0 T R
m/iz--> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid = T
73.0 11.50 12.00
m/z 41.10 80.15%
5000 129.0
29.
199.0 2420
m/z--> 50 100 150 200 250 300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51723\
Data File : BF133420.D

Acqg On : 17 May 2023 18:49

Operator : CG\JU

Sample : 02812-02

Misc WG-0516-B5-0-10

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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-Methyltetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.057 3.67 ng 218997  Chrysene-di2 13.868
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyltetracosane 352 C25H52 001560-78-7 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 87
Abundance Scan 1865 (13.057 min): BF133420.D\data.ms (-1858) (- m/z 57.10 100.00%
57.1
- JLL
T \
‘ 272 2071 302 1509
omwmm‘m«‘_ru_Mc‘l‘wwwwH_m_mw m/z 43.05 71.02%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #262014: 2-Methyltetracosane
57.0
5000 e
13.00
m/z 71.05 64.63%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347240: Tetratetracontane
57.0
N T
13.00
5000 m/z 85.05 45.63%
0 ‘ l J f127-0197.0267.0337.0  463.0 561.0
et A e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #307033: Octacosane, 2-methyl- e i
57.0 13.00
m/z 55.05  28.74%
B m
ol Oasr0zer0 ssso ol
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51723\
Data File : BF133420.D

Acqg On : 17 May 2023 18:49

Operator : CG\JU

Sample : 02812-02

Misc : \WG-0516-B5-0-10

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Pentadecafluorooctanoic aci... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.727  23.22 ng 1386890  Chrysene-d12 13.868
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93
2 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 91
3 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
4 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 76
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 76

Abundance Scan 1979 (13.727 min): BF133420.D\data.ms (-1975) (- m/z 57.10 100.00%
7.1

5
5000

L

—F— —
%?21962 280.4 13.50 14.00
O et i A e e e e e e m/z 43.10 78.99%
m/z--> 0 50 100150200 250 300 350400450500 550600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 =T =
13.50 14.00

m/z 55.05 59.49%

ok FF,O 2920 3690 648

‘\\\‘\\\\‘\\IT"\Tf\‘f\f\‘\\\\‘\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 0 50 100150200 250 300 350400450 500550600 650

Abundance #279317: Oxalic acid, isobutyl hexadecyl ester
57.0

P
13.50 14.00
5000 m/z 71.05 55.55%

o E

o, Ml zsorsmozeoo
m/z--> 0 50 100 150200 250300 350400450500 550 600 650 gvyﬁM
Abundance #146039: Ethanol, 2-(tetradecyloxy)- el .
57.0 13.50 14.00
m/z 83.05 51.76%
5000
H .0196.0
ol S e
m/z--> 0 50 100150200 250300 350400450500 550 600 650 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51723\
Data File : BF133420.D

Acqg On : 17 May 2023 18:49

Operator : CG\JU

Sample : 02812-02

Misc WG-0516-B5-0-10

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.045 2.37 ng 141450  Chrysene-di12 13.868
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Triacontane 422 C30H62 000638-68-6 90
3 Octadecane 254 C18H38 000593-45-3 86
4 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 86
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
Abundance Scan 2033 (14.045 min): BF133420.D\data.ms (-2030) (- m/z 57.10 100.00%
57.1
- AKJ\\
‘ 14.00 |
69.2 281.1 .
(IR \MHMMM‘H.‘2‘2‘5“1_‘”‘””_”“‘” m/z 71.05  69.44%
miz--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0
5000 el :
14.00
m/z 43.05 67.32%
O T ‘\ ‘ T \ \“‘\h‘ \“\\“\ “ ‘1\6\9\0\ ‘2\2\5\\0‘ T \2\9\6‘ \0\ T ‘ LI ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane
57.0
= 1 T
14.00
5000 m/z 85.10 54.16%
0 L) “h h\ n‘ ! \6\9 p . 225 0 281.0 337.0 42|2'(
- T
m/z--> 50 100 150 200 250 300 350 400 JL
Abundance #141058: Octadecane P
57.0 14.00
m/z 41.05 25.42%
5000
| ‘ 1f’° 169.0  254.0
0 ‘m"‘M‘u‘\w‘u‘pmww”‘um‘m‘_m‘m =
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\BF@51723\
Data File : BF133420.D

Acqg On : 17 May 2023 18:49

Operator : CG\JU

Sample : 02812-02

Misc : \WG-0516-B5-0-10

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 1-Hexacosene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.357 41.69 ng 2489430  Chrysene-d12 13.868
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
2 1-Hexacosene 364 C26H52 018835-33-1 93
3 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 91
4 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 91
5 1-Hexacosanol 382 C26H540 000506-52-5 91
Abundance Scan 2086 (14.357 min): BF133420.D\data.ms (-2081) (- m/z 57.05 100.00%
57.0
- J“L
- =
{ h; 1 po1a 14.00 14.50
owwwmmW‘H?’??N“wHHf‘?“g“o“wa”ww m/z 43.10 87.78%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 = e
14.00 14.50
m/z 55.10 74.70%
ok h B0 3690 648,
HH‘HH‘HH HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #273800: 1-Hexacosene
57.0
5 — =
14.00 14.50
5000 m/z 83.05 73.35%
5.0
oL Hh 1196.0  292.0364.0
A e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #261457: Heptadecyl trifluoroacetate = =
57.0 14.00 14.50
m/z 97.05 66.57%
5000
5.0
okt ‘ ‘J,‘ 210.0 283.0
A e e e e = =
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51723\
Data File : BF133420.D

Acqg On : 17 May 2023 18:49

Operator : CG\JU

Sample : 02812-02

Misc : \WG-0516-B5-0-10

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.969 2.88 ng 205965  Perylene-di2 15.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Docosane, 1l-iodo- 436 C22H45I 1000406-31-9 87
Abundance Scan 2190 (14.968 min): BF133420.D\data.ms (-2186) (- m/z 57.05 100.00%
57.0
99.1 I
15.00
141.2 .
ob— H } w“‘u‘“‘ LATT 832 2391 2083 351 ., 7116 71.12%
miz--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
5000 IR
15.00
m/z 43.10 58.67%
bl om0y w0
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
——
15.00
5000 m/z 85.10 50.59%
‘ 9.0
41.0
iSOl Li L | #1000 290
m/z--> 50 100 150 200 250 300 350
Abundance #123960: Heptadecane T
57.0 15.00
m/z 41.05 21.04%
5000
9.0
015.0\ LA bd u‘ | J4-0 1830 2400
e ma R A AN LA A e e S SR ——
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51723\
Data File : BF133420.D

Acqg On : 17 May 2023 18:49

Operator : CG\JU

Sample : 02812-02

Misc WG-0516-B5-0-10

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 n-Tetracosanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.998 5.75 ng 410780  Perylene-di12 15.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 Octacosanol 410 C28H580 000557-61-9 94
4 1-Hexacosene 364 C26H52 018835-33-1 93
5 1-Heneicosanol 312 C21H440 015594-90-8 93
Abundance Scan2195(14998num BF133420.D\data.ms (-2192) (- m/z 57.05 100.00%
5000 111.1 A/\/L
1500
53.0 20712521 :
- u‘w ‘ Li ﬂ“ 20 DN 31423560398, o g3 10 og.12%
miz--> 50 100 150 200 250 300 350
Abundance #264236: n-Tetracosanol-1
57
111.0
5000 IR
15.00
m/z 55.10 92.82%
O T \“\‘ ‘\““ T ‘\‘\ \“ ‘H‘ ‘H‘JT‘ ‘h\h\ ]\-9\5‘\0\2\3\8 ‘()\ T \\?’(‘)g \o\ T ‘ T T 1T 1
miz--> 50 100 150 200 250 300 350
Abundance #232316: Behenic alcoho
83.0
——
15.00
s000  H4Y m/z 97.10 91.43%
25.0
oLl L1 L 16702100 2800
m/z--> 50 100 150 200 250 300 350
Abundance #308226: Octacosanol T
83.0 15.00
m/z 43.10 85.33%
5000
41, 25.0
3920
ol i LI 1139702090 2640307.03490%920 -
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51723\
Data File : BF133420.D

Acqg On : 17 May 2023 18:49

Operator : CG\JU

Sample : 02812-02

Misc WG-0516-B5-0-10

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Octacosane, 1-iodo- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

15.733 2.65 ng 189310 Perylene-di2 15.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 1-iodo- 520 C28H571 1000406-32-2 91
2 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexacosane, 1l-iodo- 492 C26H53I 1000406-32-1 90
5 Docosane, 1l-iodo- 436 C22H45I 1000406-31-9 87

Abundance Scan 2320 (15.733 min): BF133420.D\data.ms (-2316) (- m/z 57.10 100.00%

57.1
5000

‘ ‘ ]ﬂ 1832 15.50 16.00
ol A liil]) 1832 2570 20503410 3992 1 10 73,40
miz--> 50 100 150 200 250 300 350 400 450
Abundance #340844: Octacosane, 1-iodo-
57.0

5000 = —
15.50 16.00

m/z 43.10 59.09%

! ‘ ) }\ \ 169-0 225.0 281.0 337.0 3930
\\\‘ \\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo-
57.0

15.50 16.00

o

5000 m/z 85.10 45 .56%
oLl “\‘ A | |16?9‘2‘2‘50 2950 3510 449!
R R AT S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #298427: Octacosane — ——
57.0 15.50 16.00

m/z 55.05 21.74%

b M\M/\MNM

oL ‘ | 1130 160.0 2250 281.0 337.0 394.0
A L 2P 2eo) 2810 337.0 8940 —

\ T
m/z--> 50 100 150 200 250 300 350 400 450 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51723\
Data File : BF133420.D

Acqg On : 17 May 2023 18:49

Operator : CG\JU

Sample : 02812-02

Misc : \WG-0516-B5-0-10

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Octacosanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.798 2.90 ng 207472  Perylene-di2 15.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosanol 410 C28H580 000557-61-9 91
2 Triacontan-15-o0l1 438 C30H620 031849-26-0 90
3 1-Heptacosanol 396 C27H560 002004-39-9 90
4 1-Hexacosanol 382 C26H540 000506-52-5 87
5 Heptacosyl acetate 438 C29H5802 1000351-78-2 87
Abundance Scan 2331 (15.798 min): BF133420.D\data.ms (-2326) (- m/z 57.05 100.00%
57.0
2000 m
1550 1600
281.1 - : :
ol \‘;M ) ‘H\‘ “H . Lu H\M uuL h\‘ ”‘\ \‘n “m‘ I s - ??? “1‘ e “‘”"?T m/z 43.10 87.76%
miz--> 50 100 150 200 250 300 350 400
Abundance #308225: Octacosanol
57.0
5000 —r ——
15.50 16.00
m/z 83.05 75.25%
ol il \‘ I m 1 |3670 2220 292.0336.0 3920
\\\‘ \\‘ \\T\\\\\\\ \\\‘\\ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #321443: Triacontan-15-ol
57.0
—— —
111.0 15.50 16.00
5000 m/z 97.05 74 .43%
‘ ‘ 241.0
o ibbLliiimero [ as0 320 st
m/z--> 50 100 150 200 250 300 350 400
Abundance #299848: 1-Heptacosanol T T
57.0 15.50 16.00
m/z 55.10 73.54%
111.0
5000
oLl LLLL 136702100 26403080 3780
m/z--> 50 100 150 200 250 300 350 400 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51723\
Data File : BF133420.D

Acqg On : 17 May 2023 18:49

Operator : CG\JU

Sample : 02812-02

Misc WG-0516-B5-0-10

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Oxirane, tetramethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.845 3.15 ng 225234  Perylene-di2 15.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, tetramethyl- 100 C6H120 005076-20-0 50
2 2-Nonadecanone 282 C19H380 000629-66-3 42
3 2-Heptadecanone 254 C17H340 002922-51-2 38
4 2-Tetradecanone 212 C14H280 002345-27-9 38
5 Oxirane, 3-ethyl-2,2-dimethyl- 100 C6H120 001192-22-9 35
Abundance Scan 2339 (15.845 min): BF133420.D\data.ms (-2336) (- m/z 59.10 100.00%
59.1
109.1 50 1600
||, ],15512052 2711 3551 422 15.50 16.00
0““N‘WWUWHWM‘HHM‘WWm‘u\wJNW““““‘_“ m/z 58.00 75.24%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #4341: Oxirane, tetramethyl-
59.0
5000 Pt i
15.50 16.00
m/z 43.10 59.19%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #176349: 2-Nonadecanone
58.0
— ——
15.50 16.00
5000 m/z 71.05 49, 30%
o LLALIHEO 1000 2220 2020
m/z--> 0 50 lOO 150 200 250 300 350 400
Abundance #141018: 2-Heptadecanone T T
58.0 15.50 16.00
m/z 57.05 19.62%
h wwwﬁvngkPX“Nm»MJwa
254.0
oLl rero 1580 %
“““ wuw"“"‘“‘““““““““““““ — ——
m/z--> 0 50 100 150 200 250 300 350 400 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51723\
Data File : BF133420.D

Acqg On : 17 May 2023 18:49

Operator : CG\JU

Sample : 02812-02

Misc

ALS vial : 13

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

\WG-0516-B5-0-10

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecane Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
16.198 2.17 ng 155106  Perylene-di2 15.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 78
2 Nonadecane 268 C19H40 000629-92-5 60
3 2-Bromotetradecane 276 C14H29Br 074036-95-6 53
4 10-Methylnonadecane 282 C20H42 056862-62-5 53
5 Hentriacontane 437 C31He64 000630-04-6 53

Abundance Scan 2399 (16.198 min): BF133420.D\data.ms (-2396) (- m/z 57.00 100.00%
57.0
360.2 —— ——
16.00 16.50
ob— Mh \‘MH‘\‘W ‘\\Mm\u”uhmlu Hmm\m‘h “‘m \h\nm L \\u u\u\%%:\?’ \]" bt I ‘4‘1‘0‘ m/z 43.05 66.42%
mi/z--> 50 100 150 200 250 300 350 400
Abundance #141058: Octadecane
57.0
5000 — —
16.00 16.50
m/z 71.10 57.61%
| ‘ 1130 1600 2540
0\\‘\\‘ “‘\“‘\“‘\“‘\“\““\%\‘\‘\\\\“\\\\‘\\\\’\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #158599: Nonadecane
57.0
—— —
16.00 16.50
5000 ITI/Z 85.10 43.49%
268.0
9.0
0 H\“ \M‘ H\‘HHH‘ “\‘ \‘ | d | \‘2‘2‘5‘(‘)‘ A
m/z--> 50 100 150 200 250 300 350 400
Abundance #168307: 2-Bromotetradecane — T
57.0 16.00 16.50
m/z 55.10 36.18%
o /MA/M
LR o
A O et — e e
m/z--> 50 100 150 200 250 300 350 400 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51723\
Data File : BF133420.D

Acqg On : 17 May 2023 18:49

Operator : CG\JU

Sample : 02812-02

Misc : \WG-0516-B5-0-10

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 D-Friedoolean-14-en-3-one Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.274 3.54 ng 253151  Perylene-di2 15.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 D-Friedoolean-14-en-3-one 424 C30H480 000514-07-8 95
2 1,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24 1000193-60-8 49
3 1,3-Dimethyl-5-(propen-1-yl)adam... 204 C15H24 057040-48-9 46
4 2(1H)-Phenanthrenone, 3,4,4a,9,1... 300 C20H2802 000472-37-7 41
5 Phenanthrene, 1,2,3,4,4a,9,10,10... 300 C21H320 010064-26-3 30
Abundance Scan 2582 (17.274 min): BF133420.D\data.ms (-2578) (-} | m/z 204.20 100.00%
204.2
33 300.3
0.1 1331
5000
409.3 V\AMAM\W\A\ T ‘ T
356.1 17.00 17.50
0! m/z 300.25 83.57%
miz--> 50 100 150 200 250 300 350 400
Abundance #315414: D-Friedoolean-14-en-3-one
204.0 300.0
133.0
5000 69.0 AMAAA‘ ; Aa g ‘ ‘A/‘\‘A
424.( 17.00 17.50
m/z 285.25 77.85%
0! “““‘J”‘ \“‘“\“‘U “‘\“\‘ ‘i“ “H‘ ‘\‘ ““\ S T I e ‘1 ““
m/z--> 50 100 150 200 250 300 350 400
Abundance #80273: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaph
204.0
91.0
41.0 17.00 17.50
m/z 133.05 75.26%
5000 350
0! '} W\W
m/z--> 50 100 150 200 250 300 350 400
Abundance  #80252: 1,3-Dimethyl-5-(propen-1-yl)adamantane — ——
107.0 204.0 17.00 17.50
m/z 205.15 72.06%
T M/W
0 H"»M\m‘h\\‘\»‘!‘mi‘ T Ll
m/z--> 50 100 150 200 250 300 350 400 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51723\
Data File : BF133420.D

Acqg On : 17 May 2023 18:49

Operator : CG\JU

Sample : 02812-02

Misc : \WG-0516-B5-0-10

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 1,4-Methanoazulen-9-o0l, dec... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

17.527 2.56 ng 182801 Perylene-di2 15.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Methanoazulen-9-0l1, decahydr... 222 C15H260 000465-24-7 56
2 Methanol, [6,8,9-trimethyl-4-(1-... 236 C15H2402 1000277-60-9 50
3 1H-Cycloprop[e]azulene, decahydr... 204 C15H24 072747-25-2 47
4 2H-Cyclopentacyclooctene, 4,5,6,... 204 C1l5H24 1000221-85-8 45
5 Dihydrotachysterol 398 C28H460 000067-96-9 38

Abundance Scan 2625 (17.527 min): BF133420.D\data.ms (-2618) (- m/z 204.15 100.00%

204.2 ' '
411 135.1
287.4
5000
910
AMW\A\ T ‘ T T ‘
355.0 411.2 17.50
0 m/z 135.05 86.03%
miz--> 50 100 150 200 250 300 350 400

Abundance #102098: 1,4- Methanoazulen-g-ol, decahydro-1,5,5,8a-te

41.0 85. 04.0
5000 UL
37.0 17.50
m/z 41.10 80.21%
O\‘\“ “ “ |

3

miz--> 100 150 200 250 300 350 400 MMWW
Abundance #118707. Methanol, [6,8,9-trimethyl-4-(1-propenyl)-3-oxal
41.0 121.0
T T
17.50
5000 m/z 133.00 74.44%
187 0
WL 2 200
O Ll L ) ““‘““““““““““““
m/z--> 50 100 150 200 250 300 350 400
Abundance #80316: 1H-Cycloprop[e]azulene, decahydro-1,1,7-trimet e
41.0 .
1610 17.50 ]
m/z 121.05 74 .35%
0“\ —r—
m/z--> 5 100 150 200 250 300 350 400 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51723\
Data File : BF133420.D

Acqg On : 17 May 2023 18:49

Operator : CG\JU

Sample : 02812-02

Misc : \WG-0516-B5-0-10

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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|
2-Pentanone, 4-... 4.899 19.5 ng 1268190 1 6.710 1302870 20.0
n-Hexadecanoic ... 11.769 3.6 ng 355323 4 11.233 1993760 20.0
2-Methyltetraco... 13.057 3.7 ng 218997 5 13.868 1194310 20.0
Pentadecafluoro... 13.727 23.2 ng 1386899 5 13.868 1194310 20.0
Heneicosane 14.045 2.4 ng 141450 5 13.868 1194310 20.0
1-Hexacosene 14.357 41.7 ng 2489430 5 13.868 1194310 20.0
Eicosane 14.969 2.9 ng 205965 6 15.292 1428750 20.0
n-Tetracosanol-1 14.998 5.8 ng 410780 6 15.292 1428750 20.0
Octacosane, 1-i... 15.733 2.6 ng 189310 6 15.292 1428750 20.0
Octacosanol 15.798 2.9 ng 207472 6 15.292 1428750 20.0
Oxirane, tetram... 15.845 3.1 ng 225234 6 15.292 1428750 20.0
Octadecane 16.198 2.2 ng 155166 6 15.292 1428750 20.0
D-Friedoolean-1... 17.274 3.5 ng 253151 6 15.292 1428750 20.0
1,4-Methanoazul... 17.527 2.6 ng 182801 6 15.292 1428750 20.0
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