LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052522\
Data File : BF128456.D

Acqg On : 25 May 2022 13:30

Operator : CG\JU

Sample : N2895-05 :
Misc : P030-SS001-0006-01

ALS vial : 5 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-BF052022.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF128456.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.057 468 471 481 rBV 23201 35894 1.37% 0.172%
2 5.440 532 536 558 rBv 2480800 2434750 92.87% 11.690%
3 6.451 703 708 724 rBV 2240350 2458368 93.77% 11.803%
4 6.804 765 768 777 rBV 732973 639372 24.39% 3.070%
5 7.375 860 865 876 rBV 1584051 1707433 65.13% 8.198%
6 8.087 982 986 990 rBV 836036 813364 31.02%  3.905%
7 9.163 1163 1169 1173 rBV 2581579 2621738 100.00% 12.588%
8 9.845 1280 1285 1289 rBV 1065922 867299 33.08% 4.164%
9 10.639 1416 1420 1432 rBV 1711939 1604907 61.22% 7.706%
10 11.280 1526 1529 1535 rBV2 21588 32916 1.26% 0.158%

11 11.339 1535 1539 1544 rVV 775863 708996 27.04%
12 11.857 1625 1627 1631 rBV 74502 84754  3.23%
13 12.922 1804 1808 1811 rBV 2060971 1842748 70.29%
14 13.851 1961 1966 1979 rBv4 76546 195980  7.48%
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15 13.945 1979 1982 1985 rBV 135277 114904  4.38% 552%
16 13.986 1985 1989 1993 rBV 625135 551610 21.04%  2.648%
17 14.074 2000 2004 2007 rBV 33377 40753 1.55% ©.196%
18 14.427 2061 2064 2067 rBV 40753 40592 1.55% ©.195%
19 14.492 2071 2075 2080 rBV7 30858 68504 2.61% 0.329%
20 14.733 2113 2116 2120 rVB3 32009 33252 1.27% 0.160%
21 14.810 2125 2129 2136 rVB 92056 102582 3.91% ©.493%
22 15.063 2169 2172 2176 rVB 81037 93959 3.58% 0.451%
23 15.151 2182 2187 2199 rBV7 42162 140094 5.34% 0.673%
24 15.451 2233 2238 2246 rVB 433393 546682 20.85% 2.625%
25 15.557 2252 2256 2260 rBV6 25951 38182 1.46% ©.183%
26 15.639 2267 2270 2275 rVB 53929 64070 2.44% 0.308%
27 15.863 2304 2308 2315 rVB 53423 82956 3.16% ©.398%
28 15.986 2321 2329 2346 rBV2 118060 536043 20.45% 2.574%
29 16.139 2353 2355 2367 rVB2 27966 66329 2.53% 0.318%
30 16.657 2437 2443 2453 rVB 252897 468581 17.87% 2.250%

31 16.939 2484 2491 2503 rVB5 42190 122920 4.69%
32 17.127 2514 2523 2528 rBV7 78104 274649 10.48%
33 17.192 2528 2534 2548 rVB2 349687 797556 30.42%
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34 17.515 2582 2589 2603 rBV9 51563 190942  7.28% 917%
35 17.709 2620 2622 2629 rVB6 20587 35242  1.34% 169%
36 17.951 2658 2663 2668 rBV8 36270 90297  3.44% 0.434%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052522\
Data File : BF128456.D

Acqg On : 25 May 2022 13:30

Operator : CG\JU

Sample : N2895-05 :
Misc : P030-SS001-0006-01

ALS vial : 5 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-BF052022.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 18.468 2744 2751 2761 rVB3 90099 241097 9.20%  1.158%
38 18.745 2793 2798 2804 rBVS 14971 37372 1.43% 0.179%

Sum of corrected areas: 20827687

8270-BF052022.M Fri May 27 11:26:12 2022 Pag 2



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052522\

BF128456.D
: 25 May 2022 13:30
: CG\JU
: N2895-05 .
P030-SS001-0006-01
. 5 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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\BF@52522\
Data File : BF128456.D

Acqg On : 25 May 2022 13:30

Operator : CG\JU

Sample : N2895-05 :
Misc : P030-SS001-0006-01

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 1 n-Hexadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.857 2.39 ng 84754  Phenanthrene-d1e 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Isoamyl nitrite 117 C5H11NO2 000110-46-3 27

Abundance Scan 1627 (11.857 min): BF128456.D\data.ms (-1625) (1  m/z 73.05 100.00%
43.1 73.0

5000
0,

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid

6Q.0
5000 129.0 - i
11.50 12.00
' 157.0 1850 213.0  256.0 m/z 60.00  90.06%
0 ‘H\\i‘}‘\\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

-

Ras ‘ T T T
11.50 12.00
m/z 43.10 95.67%

-

Abundance #126202: Pentadecanoic acid
43.0 73.0
g sp ‘ oo
11.50 12.00
5000 m/z 41.05 76.03%
129.0 2420
199.0
LI AL Ieses | ane
0“M‘U‘W”WUﬁMHWLHﬂ‘Muwh‘ﬁ‘ﬂ‘pﬂu‘uww‘u‘ﬂ‘H‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109281: Tetradecanoic acid — —
73.0 11.50 12.00
43.0 m/z 57.10 72.10%
5000
129.0
185.0 228.0
99.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52522\
Data File : BF128456.D

Acqg On : 25 May 2022 13:30

Operator : CG\JU

Sample : N2895-05 :
Misc : P030-SS001-0006-01

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 Behenic alcohol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.851 7.11 ng 195980  Chrysene-di12 13.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 93
2 n-Tetracosanol-1 354 C24H500 000506-51-4 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 Cyclopentadecane 210 C15H30 000295-48-7 87

Abundance Scan 1966 (13.851 min): BF128456.D\data.ms (-1961) (- m/z 57.10 100.00%

57.1
97.1
5000
39.3 1350 1400
ol \\‘n \]N w‘uuh‘\%8‘2“2‘\ ;229‘9‘ ‘2‘8‘1‘0‘ L m/z 43.10 97.46%
m/z--> 50 100 150 200 250 300
Abundance #232316: Behenic alcoho
83.0
43.Q
5000
1350 1400
25.0 m/z 83.10 94.42%
O T \“\‘ ‘\“‘H\ ‘\‘ \‘ \‘ “‘ \“\ ‘h ]h_\ez\o \21\0\0\ T ‘ \2\8(\)-\0‘ T T T
m/z--> 50 100 150 200 250 300
Abundance #264236: n-Tetracosanol-1
57.0 97.0
1350 1400

0 19-@ \‘\ Al ‘ ‘ \H\ { \‘\ ) 181 O 222 0 264.0 308.0
A Pl [ e N B
miz-> 50 100 150 200 250 300

Abundance #215083: 1-Heneicosano
55.0 1350 1400
97.0
m/z 97.10 78.84%
B NJ\W
0 19. ¢ \‘ H\ \‘ * \h h ;82 0 224 0 266.0
ol i P T T T T T
m/z--> 50 100 150 200 250 300 1&50 1400
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52522\
Data File : BF128456.D

Acqg On : 25 May 2022 13:30
Operator : CG\JU

Sample : N2895-05

Misc

ALS vial : 5 Sample Multiplier: 1

P030-SS001-0006-01

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 n-Nonadecanol-1

Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
14.492 2.48 ng 68504  Chrysene-di12 13.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 90
2 1-Heptacosanol 396 C27H560 002004-39-9 90
3 1-Heneicosanol 312 C21H440 015594-90-8 90
4 n-Tetracosanol-1 354 C24H500 000506-51-4 90
5 Behenic alcohol 326 C22H460 000661-19-8 90

Abundance Scan 2075 (14.492 min): BF128456.D\data.ms (-2071) (-
657.1

m/z 57.10 100.00%

07.2
5000
——
154.1 207.0 o578 340.9 14.50
ob—i, Wby T mjz 43.10 96.34%
m/z--> 50 100 150 200 250 300 350
Abundance #179253: n-Nonadecanol-1
83.0
43.Q
5000 L
14.50
25.0 m/z 83.10 91.39%
UL asso 200
O\\‘r‘\“‘\\‘\\H‘\\‘\‘\““\‘\\\‘\\\\‘\\\\’\\\\’\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #299848: 1-Heptacosanol
57.0 97.0
——
14.50
5000 m/Z 55.10 91.31%
““““‘ “‘““‘“““““,““,““
m/z--> 50 100 150 200 250 300 350
Abundance #215083: 1-Heneicosanol —
55.0 14.50
97.0 o
m/z 97.15 69.33%
- WWW
otsd UL e 0z002080 -
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52522\
Data File : BF128456.D

Acqg On : 25 May 2022 13:30

Operator : CG\JU

Sample : N2895-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

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

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Supraene

Concentration Rank 10

P030-SS001-0006-01

R.T. EstConc Area Relative to ISTD R.T.
14.810 3.75 ng 102582  Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 72
3 2,6,10-Dodecatrien-1-01, 3,7,11-... 222 C15H260 004602-84-0 64
4 5-Bromo-1-pentanol 166 C5H11BroO 034626-51-2 50
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 50

Abundance Scan 2129 (14.810 min): BF128456.D\data.ms (-2125) (-]

69.1
5000
o LT, amazmz swo
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000
137.0
029y [, 1910 273.0 341.0  410.
\\\‘\\\‘\\\\‘\\1\‘\1\\‘T\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #239668: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-t
69.0
5000
136.0
Rl BN PN i, L 2002060 26703920
m/z--> 50 100 150 200 250 300 350 400
Abundance  #101990: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-
69.0
5000

m/z 69.10 100.00%

%

14.50
m/z 81.10

15.00
51.45%

.

14.50
m/z 41.10

15.00
23.88%

:

14.50
m/z 95.10

15.00
13.41%

i

14.50
m/z 68.05

15.00
13.35%

2‘7\‘; ;\‘L “‘J‘ m u‘ Hl\M\ i 179.0222.0

100 150 200 250 300 350 400

o

m/z--> 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52522\
Data File : BF128456.D

Acqg On : 25 May 2022 13:30

Operator : CG\JU

Sample : N2895-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

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

P030-SS001-0006-01

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexacosane

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
15.063 3.44 ng 93959  Perylene-di12 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Tetracosane 338 C24H50 000646-31-1 87
3 Nonadecane 268 C19H40 000629-92-5 87
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
5 Heptadecane 240 C17H36 000629-78-7 80

Abundance Scan 2172 (15.063 min): BF128456.D\data.ms (-2169) (-]
57.1

5000
9.0
o kbl L2 a2 2 s
mlz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000
9.0
oL 1L )] |1 3#10183.02250267.0 3000 367
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 50 100 150 200 250 300 350

Abundance #246481: Tetracosane
57.0
5000
9.0
oL L4111 141018302250267.0 3380
el e e e

miz-> 50 100 150 200 250 300 350

m/z 57.10 100.00%

3

T
15.00

m/z 43.10 60.48%

3

T
15.00

m/z 71.05 57.20%

2

T
15.00

m/z 85.10 46.68%

2

Abundance #158599: Nonadecane T ‘
57.0 15.00
m/z 55.05 21.79%
o MMUW
(J 00 268.0
-U183.0
sg Ly 1000 | .
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@52522\
Data File : BF128456.D

Acqg On : 25 May 2022 13:30

Operator : CG\JU

Sample : N2895-05 :
Misc : P030-SS001-0006-01

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 E-15-Heptadecenal Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

15.151 5.13 ng 140094  Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 87
2 1-Octadecene 252 C18H36 000112-88-9 83
3 Triacontan-15-0l 438 C30H620 031849-26-0 83
4 5-Octadecene, (E)- 252 C18H36 007206-21-5 74
5 3-Octadecene, (E)- 252 C18H36 007206-19-1 74

Abundance Scan 2187 (15.151 min): BF128456.D\data.ms (-2182) (- m/z 57.10 100.00%
57.1

T
253.1 : :
0~ I{ “ \\H\ H‘uu“hﬂh | il @DSHPN N m/z 55.10 82.25%
mlz--> 50 100 150 200 250 300 350 400
Abundance #138490: E-15-Heptadecenal
43.0
7.0
5000 — —
15.00 15.50
‘ m/z 43.10 81.44%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138521: 1-Octadecene
57.0
—— —
15.00 15.50
5000 m/z 97.10 77.01%
111.0
0 ||3401970 2620
miz--> 50 100 150 200 250 300 350 400
Abundance #321443: Triacontan-15-ol T —
57.0 15.00 15.50
m/z 83.10 74.82%
111.0
5000
‘ ‘ 241.0
oLl emo 1 a0e0 3e20 4 SR
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52522\
Data File : BF128456.D

Acqg On : 25 May 2022 13:30

Operator : CG\JU

Sample : N2895-05 :
Misc : P030-SS001-0006-01

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 Octadecanal Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.639 2.34 ng 64070  Perylene-di12 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 13-Octadecenal 266 C18H340 056554-90-6 90
3 Eicosanal- 296 C20H400 002400-66-0 90
4 Hexacosanal 380 C26H520 026627-85-0 87
5 14-Heptadecenal 252 C17H320 1010144-58-0 80
Abundance Scan 2270 (15.639 min): BF128456.D\data.ms (-2267) (- 57.10 100.00%
57.1
5000 1 UL\]JU\(\
42.0 193.0 255.2295.0 380. 15 50 16 00
o——ih 43.10 81.01%
mlz--> 50 100 150 200 250 300 350
Abundance #158566: Octadecanal
43.0
5000
96.0 15.50 16.00
82.10 77 .06%
i

O T ‘\ “ ‘h m‘ Jm?( ?\ \]\-9\4‘0\\ \Z\E)? \O\ L ‘ L ’ T T
m/z--> 50 100 150 200 250 300 350
Abundance #155915: 13-Octadecenal
82.0

41.0 1550 1600
5000 55.10 64.20%
o bt e ozorgZs2e W&/\
m/z--> 50 100 150 200 250 300 350
Abundance #194557: Eicosanal-
82.0 1550 1600

96.05  48.90%

410
5000
24.0
| 1" 278.0
I

oLl AANRML] se002080 L TTD
m/z--> 50 100 150 200 250 300 350 15 50 16 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52522\
Data File : BF128456.D

Acqg On : 25 May 2022 13:30

Operator : CG\JU

Sample : N2895-05 :
Misc : P030-SS001-0006-01

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 Tetracosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

15.863 3.03 ng 82956  Perylene-di12 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Tetracosane 338 (C24H50 000646-31-1 87
3 Heptadecane 240 C17H36 000629-78-7 87
4 Octacosane 394 (C28H58 000630-02-4 87
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 87

Abundance Scan 2308 (15.863 min): BF128456.D\data.ms (-2304) (- m/z 57.10 100.00%

57.1
5000
6.0 — —
15.50 16.00
ob— w““ L L DPlenoZ0e Wz 71.65  69.10%
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 — ——
15.50 16.00
m/z 43.10 62.64%
\\\\‘\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
— —
15.50 16.00
5000 m/z 85.05 47.78%
9.0
0 Li vl h\ il 1410183022502670 338.0
i e
m/z--> 50 100 150 200 250 300 350
Abundance #123960: Heptadecane “ T
57.0 15.50 16.00
m/z 55.10  26.16%
5000
9.0
ol L || proses0 200 T
m/z--> 50 100 150 200 250 300 350 15.50 16.00

8270-BF052022.M Fri May 27 11:26:20 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52522\
Data File : BF128456.D

Acqg On : 25 May 2022 13:30
Operator : CG\JU

Sample : N2895-05

Misc

ALS vial : 5 Sample Multiplier: 1

P030-SS001-0006-01

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Tetracosanol-1

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
15.986 19.61 ng 536043  Perylene-d12 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 n-Tetracosanol-1 354 C24H500
2 1-Heptacosanol 396 C27H560
3 Triacontan-15-0l 438 C30H620

4 Pentafluoropropionic acid, hepta... 402 C20H35F502

5 1-Heneicosanol 312 C21H440

Abundance Scan 2329 (15.986 min): BF128456.D\data.ms (-2321) (-]
57.1

5000 1111

m/z--> 5 100 150 200 250 300 350 400

L jigess,, 2e70081s

o

Abundance #264236: n-Tetracosanol-1
57.0
111.0
5000
0 \‘\ \‘\\ \H\ M\ 1\ 1 70 222.0 308.0
\\\\‘\\\‘ ‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\

m/z--> 50 100 150 200 250 300 350 400

Abundance #299848: 1-Heptacosanol
57.0
111.0
5000
ob tLLLLLLLIA870 2220 27803220 3780
e - A et e

miz-> 50 100 150 200 250 300 350 400

000506-51-4 94
002004-39-9 94
031849-26-0 91
959218-78-1 91
015594-90-8 90

m/z 57.10 100.00%

-

16.00
m/z 43.10  85.24%

-

16.00
m/z 97.10 78.51%

:

16.00
m/z 83.05 77.16%

4

Abundance #321443: Triacontan-15-0
57.0 16.00
m/z 55.10 72.29%
111.0
5000
‘ 241.0
okl L iizere. || a0 seo sa .
m/z--> 50 100 150 200 250 300 350 400 16.00

8270-BF052022.M Fri May 27 11:26:21 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52522\
Data File : BF128456.D

Acqg On : 25 May 2022 13:30

Operator : CG\JU

Sample : N2895-05 :
Misc : P030-SS001-0006-01

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 Vitamin E Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.139 2.43 ng 66329  Perylene-di12 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Vitamin E 430 C29H5002 000059-02-9 87
2 dl-.alpha.-Tocopherol 430 C29H5002 010191-41-0 80
3 m-Phenylenediamine, TBDMS deriva... 222 C12H22N2Si 1000374-68-3 43
4 2-Amino-4-tert-butylphenol, N,O0-... 249 C14H19NO3 1010467-34-4 43
5 1-(3,4-methylenedioxyphenyl)-1-m... 208 C11H1204 1000378-91-3 43
Abundance Scan 2355 (16.139 min): BF128456.D\data.ms (-2353) (-  m/z 165.10 100.00%
165.1
5000 AJL
430. SSs .-
57.1 105.0 217.1 281.0 341 0 16.00 16.50
bt D e E O T L myz 164.05  31.74%
mlz--> 50 100 150 200 250 300 350 400
Abundance #318344: Vitamin E
165.0
5000
430 430.( 16.00 16.50
m/z 430.40 21.80%
ol ] J‘ 97.0, . 1. 2190 2750 3410 |
\\\\‘\ \\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #318349: dI-.alpha.-Tocopherol
165.0
T ‘ T \A T ‘ T
16.00 16.50
5000 m/z 166.10 11.45%
430.(
43.0
oL 11,910 219.0 288.0 344.0 |
A SR e P e S e S
miz--> 50 100 150 200 250 300 350 400
Abundance  #101305: m-Phenylenediamine, TBDMS derivative
165.0 16.00 16.50
m/z 57.10 10.10%
5000
222.0
74.0
O T e —
m/z--> 50 100 150 200 250 300 350 400 16.00 16.50

8270-BF052022.M Fri May 27 11:26:23 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52522\
Data File : BF128456.D

Acqg On : 25 May 2022 13:30

Operator : CG\JU

Sample : N2895-05 :
Misc P030-SS001-0006-01

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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, hexadecyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.657 17.14 ng 468581  Perylene-di12 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
2 Octadecanal 268 C18H360 000638-66-4 87
3 Eicosanal- 296 C20H400 002400-66-0 81
4 Oxirane, heptadecyl- 282 C19H380 067860-04-2 74
5 18-Nonadecen-1-o0l 282 C19H380 1000142-89-2 68
Abundance Scan 2443 (16.657 min): BF128456.D\data.ms (-2437) (-] 57.10 100.00%
57.1
111
‘ ‘ H . 1650 1700
Liddd L1161 2223  306.3 3623 418! 43.10  84.10%

o

m/z--> 50 100 150 200 250 300 350 400
Abundance #158580: Oxirane, hexadecyl-
82.0

5000

1650 1700
82.10  78.58%

il
0 H\“\H‘\‘H‘ “ H]m\\ H\u‘\\m‘h‘ “\“‘\“\‘\‘\5?\0\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #158568: Octadecana
43.0

1650 1700
96.0
5000 96.10 57.99%
| 115201960, %50
oL LLANAMAIPEDee 0, A
m/z--> 50 100 150 200 250 300 350 400
Abundance #194557: Eicosanal-
82.0 1650 1700

55.10  56.83%

il | e J\J

om‘mﬂﬂ L - R E—
miz--> 50 100 150 200 250 300 350 400 1650 17.00

5000

8270-BF052022.M Fri May 27 11:26:24 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52522\
Data File : BF128456.D

Acqg On : 25 May 2022 13:30

Operator : CG\JU

Sample : N2895-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

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

P030-SS001-0006-01

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptacosane

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
16.939 4.50 ng 122920  Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 83
2 Tetracosane 338 C24H50 000646-31-1 58
3 Hentriacontane 437 C31H64 000630-04-6 58
4 Octacosane 394 C28H58 000630-02-4 52
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 52

Abundance Scan 2491 (16.939 min): BF128456.D\data.ms (-2484) (-,
57.0

m/z 57.05 100.00%

1411 2071 o761 17.00
‘ u‘ | \ﬂ 380.2 444, 20
0 ‘H“ENMW‘ m/z 43.05 79.53%
mlz--> 50 100 150 200 250 300 350 400
Abundance #287976: Heptacosane
57.0
5000 T T
17.00
m/z 71.10 62.39%
13.0
\ ’ \‘]ﬂ |, 169.0 2250 281.0 380.0
0 Hh\‘\“\“\‘r“\“‘ \h\"\!“\‘\ \‘\“‘\‘\‘\\‘HH’HH’HM‘HH
m/z--> 50 100 150 200 250 300 350 400
Abundance #246483: Tetracosane
57.0
——
17.00
5000 ITI/Z 85.05 51.54%
13.0
oL LT 00 200 smo
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane T
57.0 17.00
m/z 55.05 31.04%
B M
13.0
0 | u’h 4‘\ ]ﬂ hl 1) 1\6?\0 L 2\2\50 . ‘30‘9'0 365.0 437.0
T L B e AR ——
m/z--> 50 100 150 200 250 300 350 400 17.00

8270-BF052022.M Fri May 27 11:26:24 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52522\
Data File : BF128456.D

Acqg On : 25 May 2022 13:30

Operator : CG\JU

Sample : N2895-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

P030-SS001-0006-01

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Triacontyl acetate

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
17.127 10.05 ng 274649  Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacontyl acetate 480 C32H6402 041755-58-2 93
2 17-Pentatriacontene 491 C35H70 006971-40-0 90
3 Octacosyl heptafluorobutyrate 606 C32H57F702 1010351-83-6 86
4 Triacontan-15-ol 438 C30H620 031849-26-0 76
5 Hexacosyl pentafluoropropionate 528 C29H53F502 1000351-81-2 70

Abundance Scan 2523 (17.127 min): BF128456.D\data.ms (-2514) (- m/z 57.10 100.00%
57.1
— —
‘ ‘ 17.00 17.50
o“u‘pﬂ‘ m/z 55.85 97.19%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #334198: Triacontyl acetate
43.0
5000 — ——
1.0 17.00 17.50
m/z 83.10 86.61%
ol LA} w | 181.0250.0 334.0 420.0
‘H\‘\H‘\H\‘\H\H\\‘\H\‘H\\‘HH‘\\H’\H\’\H\‘\H\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #336402: 17-Pentatriacontene
43.0
—— —
17.00 17.50
5000 m/z 43.10 83.26%
1.0
0 ‘“”\_1820 267.0 490.0
e H A A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #346800: Octacosyl heptafluorobutyrate — ——
57.0 17.00 17.50
m/z 69.10 72.35%
5000
5.0
0 ‘} M.x.;gsozszto 392.0 588.(
_H‘_‘HM‘H_‘H T e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00 17.50

8270-BF052022.M Fri May 27 11:26:25 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52522\
Data File : BF128456.D

Acqg On : 25 May 2022 13:30

Operator : CG\JU

Sample : N2895-05 :
Misc : P030-SS001-0006-01

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 4a,8-Dimethyl-2-(prop-1l-en-... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.192  29.18 ng 797556  Perylene-di12 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4a,8-Dimethyl-2-(prop-1-en-2-yl)... 204 C15H24 103827-22-1 55
2 Germanicol 426 C30H500 000465-02-1 53
3 1,3a-Ethano-3aH-indene, 1,2,3,6,... 204 C15H24 004545-68-0 49
4 1H-Cyclopropa[a]lnaphthalene, 1a,... 204 C15H24 000489-29-2 45
5 Thiophene, 2-ethynyl-5-[(trimeth... 204 C11H12SSi 182323-29-1 43

Abundance Scan 2534 (17.192 min): BF128456.D\data.ms (-2528) (1 m/z 189.15 100.00%

189.2
5000 951
e
\ il (L Libdg ‘ |27 e | | wm i
ob ‘Hm w‘\:n»]? L4 H‘"H‘H Ll 881 1wz 177.15  67.76%
mlz--> 100 150 200 250 300 350 400
Abundance #80366. 4a,8-Dimethyl-2-(prop-1-en-2-yl)-1,2,3,4,4a,5,6,7
133.0 189.0
5000
81. 17.00 1750
m/z 204.20 64.92%
P9. ‘
0' “\H\H‘\‘\h\ “\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #316490: Germanicol
189.0
o o
95.0 17.00 17.50
5000 ITI/Z 95.10 49.,00%
426.0
ok H \‘\J “\‘\ \H‘ L ‘h \‘M ‘\ I m‘\ \‘u st ‘3‘11 03‘5‘7‘ ‘O‘ - “ ““ :
miz--> 50 100 150 200 250 300 350 400
Abundance #80499: 1,3a-Ethano-3aH-indene, 1,2,3,6,7,7a-hexahydr —— —
189.0 17.00 17.50
m/z 175.15 41.39%
5000 105.0
41.0
AR TTTY 17101 N SO | S
m/z--> 50 100 150 200 250 300 350 400 17.00 17.50

8270-BF052022.M Fri May 27 11:26:26 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52522\
Data File : BF128456.D

Acqg On : 25 May 2022 13:30

Operator : CG\JU

Sample : N2895-05 :
Misc : P030-SS001-0006-01

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 (3S,8S,9S,10R,13R,14S,17R)-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.515 6.99 ng 190942 Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (3S,8S5,95,10R,13R,14S,17R)-17-((... 414 C29H500 029365-29-5 62
2 .beta.-Sitosterol 414 C29H500 000083-46-5 60
3 .gamma.-Sitosterol 414 C29H500 000083-47-6 53
4 Stigmastan-3-en-6-0l 414 C29H500 1000214-19-7 43
5 17-(1,5-Dimethylhexyl)-10,13-dim... 414 C29H500 1000210-86-9 38

Abundance Scan 2589 (17.515 min): BF128456.D\data.ms (-2582) (1  m/z 57.05 100.00%
1.0

105.0
5000 59.0 213.1 3203
255.2 396.4
1T I
17.50
oL AL, m/z 55.10 95.63%
miz-> 50 100 150 200 250 300 350 400
Abundance #310626: (3S,8S,9S,10R,13R,14S,17R)-17-((2R,5R)-5,6-
43.0
5000 145.0 382.0 T \
91.0 17.50
m/z 95.10  82.14%
0 “‘ ’
miz--> 50 100 150 200 250 300 350 400
Abundance #310596: .beta.-Sitosterol
43.0
1T I
17.50
5000 ITI/Z 43.10 81.16%
107.0 414.(
161.0 213.0 303.0
‘H 257. 354.0
oLl
miz--> 50 100 150 200 250 300 350 400
Abundance #310597: .gamma.-Sitosterol —— ‘
43.0 17.50
m/z 105.00  77.22%
5000
213.0 303.0
0 ‘\“ | ’ ——
miz--> 50 100 150 200 250 300 350 400 17.50

8270-BF052022.M Fri May 27 11:26:27 2022 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52522\
Data File : BF128456.D

Acqg On : 25 May 2022 13:30

Operator : CG\JU

Sample : N2895-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

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

BF©52022.M

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 unknownl7.951

Concentration Rank 12

P030-SS001-0006-01

R.T. EstConc Area Relative to ISTD R.T.
17.951 3.30 ng 90297  Perylene-di12 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,22-Stigmastadiene-3-one 410 C29H460 020817-72-5 38
2 4,22-Cholestadien-3-one 382 C27H420 055688-43-2 16
3 Thioctic acid 206 C8H1402S2 001077-28-7 9
4 1,3-Dichloro-4,6-dinitrobenzene 236 C6H2C12N204 003698-83-7 9
5 2-[3-(Trifluoromethyl)phenyl]eth... 189 C9H10F3N 052516-30-0 9

Abundance Scan 2663 (17.951 min): BF128456.D\data.ms (-2658) (-]
5I:

5000 1231

203.2 271.1

3673

100 150 200 250 300 350 400

o

m/z--> 0 50

Abundance #308240: 4,22-Stigmastadiene-3-one
55.0
5000
123.0
410
O H \H\ HL\ \‘H “H ‘HJT Ao n L m \u M\ L \‘\ 3 9 Q ‘n
‘ L ‘ T

\\\\‘f\\ \\‘\\\\‘\\\\‘

miz> 0 50 100 150 200 250 300 350 400

m/z 55.10 100.00%

%

18.00

m/z 67.00 55.71%

g

18.00

m/z 81.10 50.30%

;

Abundance #289630: 4,22-Cholestadien-3-one
55.0
298.0 18.00 .
5000 ITI/Z 123.05 49,38%
09.0 245.0
1
0‘ S ‘H‘h!\‘ “ ‘\u \‘H\‘ u \‘L\ \‘N \h wH o m “ﬂ“ﬂh‘ ‘ ;\L‘ Hi ‘h‘ L “\‘ - P
m/z--> 0 50 lOO 150 200 250 300 350 400
Abundance #83142: Thioctic acid T
81.0 18.00
m/z 43.00 48.73%
206.0
5000
27.
‘ " 155.0
] wﬂwwklﬂ%ﬂuwm“““H“““H““‘ —r

m/z--> 0 50 100 150 200 250 300 350 400

8270-BF052022.M Fri May 27 11:26:28 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52522\
Data File : BF128456.D

Acqg On : 25 May 2022 13:30

Operator : CG\JU

Sample : N2895-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

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

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Peak Number 17 Stigmast-4-en-3-one

Concentration Rank 5

P030-SS001-0006-01

R.T. EstConc Area Relative to ISTD R.T.
18.468 8.82 ng 241097 Perylene-di12 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Stigmast-4-en-3-one 412 C29H480 001058-61-3 98
2 Testosterone 288 C19H2802 000058-22-0 95
3 .gamma.-Sitostenone 412 C29H480 084924-96-9 93
4 Androst-4-en-3-one, 17-hydroxy-,... 288 C19H2802 000604-39-7 86
5 Testosterone cypionate 412 C27H4003 000058-20-8 38
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52522\
Data File : BF128456.D

Acqg On : 25 May 2022 13:30

Operator : CG\JU

Sample : N2895-05 :
Misc : P030-SS001-0006-01

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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|
n-Hexadecanoic ... 11.857 2.4 ng 84754 4 11.339 708996 20.0
Behenic alcohol 13.851 7.1 ng 195980 5 13.986 551610 20.0
n-Nonadecanol-1 14.492 2.5 ng 68504 5 13.986 551610 20.0
Supraene 14.810 3.8 ng 102582 6 15.451 546682 20.0
Hexacosane 15.063 3.4 ng 93959 6 15.451 546682 20.0
E-15-Heptadecenal  15.151 5.1 ng 140094 6 15.451 546682 20.0
Octadecanal 15.639 2.3 ng 64070 6 15.451 546682 20.0
Tetracosane 15.863 3.0 ng 82956 6 15.451 1546682 20.0
n-Tetracosanol-1 15.986 19.6 ng 536043 6 15.451 546682 20.0
Vitamin E 16.139 2.4 ng 66329 6 15.451 1546682 20.0
Oxirane, hexade... 16.657 17.1 ng 468581 6 15.451 546682 20.0
Heptacosane 16.939 4.5 ng 122920 6 15.451 546682 20.0
Triacontyl acetate 17.127 10.1 ng 274649 6 15.451 546682 20.0
4a,8-Dimethyl-2... 17.192 29.2 ng 797556 6 15.451 546682 20.0
(35,85,95,10R,1... 17.515 7.0 ng 190942 6 15.451 546682 20.0
unknownl17.951 17.951 3.3 ng 90297 6 15.451 546682 20.0
Stigmast-4-en-3... 18.468 8.8 ng 241097 6 15.451 546682 20.0
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