LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91223\
Data File : BF135202.D

Acqg On : 13 Sep 2023 02:53

Operator : CG\JU

Sample : 04343-01 :
Misc . SAMPLE-1-14TH-ST

ALS Vvial : 17 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-BF091123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135202.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.987 488 493 505 rVB 648788 728741 18.40%  3.633%
2 5.393 558 562 573 rBv 1315601 1252201 31.61% 6.243%
3 6.398 729 733 746 rBV 933824 848939 21.43% 4.232%
4 6.763 791 795 798 rBV 839956 709416 17.91%  3.537%
5 7.328 885 891 894 rBV 2262064 2373132 59.91% 11.831%
6 8.039 1008 1012 1016 rBV 1168210 948755 23.95% 4.730%
7 9.122 1190 1196 1199 rBV 4102461 3961300 100.00% 19.748%
8 9.239 1212 1216 1220 rVB2 58547 59624 1.51% 0.297%
9 9.798 1307 1311 1314 rBV 1261965 1023790 25.84% 5.104%
10 10.592 1441 1446 1449 rBV 1641473 1674934 42.28% 8.350%
11 10.780 1475 1478 1480 rBV 43286 48164 1.22% 0.240%
12 10.810 1480 1483 1486 rVB2 39822 45121 1.14% 0.225%
13 10.957 1505 1508 1512 rVB3 55935 62503 1.58% ©0.312%
14 10.998 1512 1515 1520 rBV 36392 48395 1.22% 0.241%
15 11.286 1560 1564 1568 rBV 1169589 977397 24.67% 4.873%
16 11.827 1652 1656 1668 rBvV2 339527 372470 9.40% 1.857%
17 12.616 1787 1790 1795 rBV 86525 98528 2.49% 0.491%

18 12.886 1832 1836 1840 rBV 2774694 2833049 71.52% 14.124%
19 13.827 1993 1996 2004 rBV2 113108 186948 4.72%  0.932%

20 13.945 2011 2016 2019 rBV 563169 580270 14.65%  2.893%
21 14.580 2122 2124 2128 rVB 49032 46644  1.18% 0.233%
22 15.410 2261 2265 2270 rVB 504076 590295 14.90%  2.943%
23 15.545 2285 2288 2294 rVB3 92586 122472 3.09% 0.611%
24 15.915 2348 2351 2356 rVB3 80562 114049 2.88% ©.569%
25 16.104 2380 2383 2390 rVB3 78042 150159 3.79% ©.749%

26 16.539 2453 2457 2467 rVB2 113741 201780 5.09% 1.006%

Sum of corrected areas: 20059076
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91223\
Data File : BF135202.D

Acqg On : 13 Sep 2023 02:53

Operator : CG\JU

Sample : 04343-01 :
Misc . SAMPLE-1-14TH-ST

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF135202.D\data.ms
4000000

3500000
3000000
2500000 7 308
2000000
1500000 5.393

1000000 6.398 6763

4.987
500000

0\\‘\\\\‘\\\\’\\\\ LA L L L L L L L I B R R B I

H—W_Y_Y_Y—FY_Y_Y
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: BF135202.D\data.ms
4000000 9.122

3500000
3000000 12.886
2500000

2000000
10.592

1500000
8.039 9.798 11.286
1000000
500000 11.827
0 9.239. mmmégs 12.616 Lw

‘ —T —— — ‘ ‘ ‘ ‘ ‘ —
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: BF135202.D\data.ms
4000000

3500000
3000000
2500000
2000000
1500000
1000000

13.945 15.410

500000 y&,vNNHJV“,KAA,AAEE§45

13.82 14.580 15.91%.104 16.539

0 T ‘ T T T T ‘ T T T T ‘ T T ‘ T T ‘ T T T T ‘ T T T T ‘ T T T T T T T T T T T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091223\
Data File : BF135202.D

Acqg On : 13 Sep 2023 02:53

Operator : CG\JU

Sample : 04343-01 :
Misc . SAMPLE-1-14TH-ST

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 1
R.T. EstConc Area Relative to ISTD R.T.
4.987 20.54 ng 728741 1,4-Dichlorobenzene-d4 6.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33

4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 493 (4.987 min): BF135202.D\data.ms (-488) (-) m/z 43.00 100.00%

43.0
59.1
5000

101.1 R e A
71.0 83.0 4.60 4.80 5.00 5.20 5.40

om,mwme“mwmw‘w_m,w“w_ m/z 59.10  58.54%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000

4.60 4.80 5.00 5.20 5.40

59.0 m/z 161.10  16.87%
101.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0

R R R RR AR
57.0 4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00  15.59%

o %0 Ll Ul moese

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl- _m_m_m,uwu
59.0 4.60 4.80 5.00 5.20 5.40

m/z 41.05 8.49%

5000 41.0
29.
F ‘ 87.0
s ol mo

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091223\
Data File : BF135202.D

Acqg On : 13 Sep 2023 02:53

Operator : CG\JU

Sample : 04343-01 :
Misc SAMPLE-1-14TH-ST

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.827 7.62 ng 372470  Phenanthrene-d10 11.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 59
Abundance Scan 1656 (11.827 min): BF135202.D\data.ms (-1652) (- m/z 43.05 100.00%
43.0 73.0
5000
129.0
— ——
| 157118512132 .. 1150 12.00
I m/z 59.95 90.06%
m/z--> 20 40 60 80 100120 140 160 180200 220 240 260
Abundance #143508: n-Hexadecanoic acid
e 2
43.0 73.0 256.0
5000 — ——
129.0 11.50 12.00
213.0 m/z 73.00 86.71%
‘ H(ﬂ 157.0185.0 ‘
01\?‘0\\\\ HH\H\M{‘\‘HH\H““Huwl“\H\‘H‘HH‘H‘H‘\‘\\‘H‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100120 140 160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 73.0
— =
11.50 12.00
5000 129.0 m/z 57.05 86.17%
199.0
A
RIELTIR 1111 0 O O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92063: Tridecanoic acid s T
e
43.0 73.0 11.50 12.00
m/z 55.05 80.09%
5000 129.0
171.0
214.0
ohzol IS ol
m/z--> 20 40 60 80 100120140160180200220240260 11.50 12.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\B
Data File : BF135202.D

Acqg On : 13 Sep 2023 02:53

Operator : CG\JU

Sample : 04343-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

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

sk ok 5k K ok 3 ok oK oK ok 3 oK 3 ok 3 ok ok K ok 3 oK 3 ok K oK ok K ok K oK oK K oK K Kk K ok kK

Peak Number 3 Octadecanoic acid

Library Search Compound Report

F091223\

SAMPLE-1-14TH-ST

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

ok ok K ok K oK 3 oK K oK ok K ok K oK oK K oKk Kk Kk

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.616 3.40 ng 98528  Chrysene-di12 13.945
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 n-Hexadecanoic acid
2 Octadecanoic acid

3 Undecanoic acid

4 Tetradecanoic acid
5 Pentadecanoic acid

256 C16H3202
284 C18H3602
186 C11H2202
228 C14H2802
242 C15H3002

000057-10-3 93
000057-11-4 87
000112-37-8 81
000544-63-8 72
001002-84-2 64

Abundance Scan 1790 (12.616 min): BF135202.D\data.ms (-1787) (- m/z 43.05 100.00%
43.0
73.0
5000
129.0
185.1 RN RN
| 241.3 12.50 13.00
Y 1 m/z 59.95 91.57%
miz-—-> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 PR tT
12.50 13.00
97.0 10 2130 2560 m/z 57.00  85.60%
[o | m— ‘M‘ W “H““‘ Mhu\ }‘H‘\‘M} ‘\ ‘ “‘ “ “‘ \‘ ““\‘ . ‘\‘ e
miz-—-> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
e
43.0 730
P e
12.50 13.00
5000 129.0 m/z 73.00  84.42%
‘ 1850 5410 284
oL ‘\“ \“\ W \‘H‘ “MH‘\‘ W‘H‘\“M b b | — ““
miz—> 50 100 150 200 250
Abundance #60689: Undecanoic acid T — T
60.0 12.50 13.00
m/z 41.05 79.06%
5000
29.0 129.0
70 ‘ ‘ 186.0
oL ““‘ U\ u‘\‘ H‘M ‘uh‘ﬁ ““ ““H\; “‘\‘ “‘ = T —— —
m/z--> 50 100 150 200 250 12.50 13.00

8270-BF091123.M Thu Sep 14 12:03:31 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091223\
Data File : BF135202.D

Acqg On : 13 Sep 2023 02:53

Operator : CG\JU

Sample : 04343-01 :
Misc SAMPLE-1-14TH-ST

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.827 6.44 ng 186948  Chrysene-di12 13.945
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 98
2 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 94
3 1-Hexacosene 364 C26H52 018835-33-1 93
4 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
5 1-Nonadecene 266 C19H38 018435-45-5 91

Abundance Scan 1996 (13.827 min): BF135202.D\data.ms (-1993) (- m/z 57.00 100.00%
570
7.0
5000
‘ 1350 14.00
1831 2370 2843 - :
(1 ‘ L‘M ‘ “ ul83 0 200 203823 n/z ss.05  94.70%
m/z--> 50 100 150 200 250 300 350
Abundance #209740: 1-Docosene
67.0 97.0
5000 - "
308.0 3.50 4.00
m/z 43.05 93.07%
s L] \\ i ‘h‘ M 1022302660 |
miz-—-> 5 100 150 200 250 300 350
Abundance #261457: Heptadecy! trifluoroacetate
57.0
P P
97.0 13.50 14.00
5000 m/z 83.10  73.17%
el ““‘ ‘ P e e e
m/z--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene — —
57.0 97.0 13.50 14.00
m/z 69.10 62.82%
- A\NW
ol Ll \H\ L “‘1“8‘1‘0 12380 2020 364 I
m/z--> 50 100 150 200 250 300 350 13.50 14.00

8270-BF091123.M Thu Sep 14 12:03:32 2023 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF091223\
Data File : BF135202.D

Acqg On : 13 Sep 2023 02:53

Operator : CG\JU

Sample : 04343-01 :
Misc SAMPLE-1-14TH-ST

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 unknownl5.545 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.545 4.15 ng 122472  Perylene-di2 15.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Benzenediamine, N,N'-bis(1-m... 192 C12H20N2 004251-01-8 35
2 23,28-Bisnor-17.beta. (H)-hopane 384 (C28H48 1000101-35-0 27
3 3-tert-Butyl-5-trifluoromethyl-1... 192 C8H11F3N2 150433-22-0 22
4 8H-[1,2,3]Triazolo[4',5':3,4]ben... 177 CEH3N5S 1000306-38-7 22
5 trans-.beta.-Ionone 192 C13H200 000079-77-6 22
Abundance Scan 2288 (15.545 min): BF135202.D\data.ms (-2285) (- m/z 177.15 100.00%
177.2
95.1
5000 55,1
35. LI \
2311 291.1 369.3 15.50
0! m/z 95.10 68.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66834: 1,4-Benzenediamine, N,N'-bis(1-methylethyl)-
177.0
5000 —— |
15.50
120.0 m/z 109.10  54.28%
0\\‘\\\\‘\‘“!\“‘\‘\\‘\\“\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #291333: 23,28-Bisnor-17.beta.(H)-hopane
177.0
T \
15.50
5000 109.0 m/z 81.05 49.28%
384.0
o ALl amommo w0
m/z--> 50 100 150 200 250 300 350 400
Abundance #67242: 3-tert-Butyl-5-trifluoromethyl-1H-pyrazole —— ‘
177.0 15.50
m/z 191.15 44.47%
5000 41.0
90
0 Me‘”“‘““‘“‘““\‘HMM‘HH‘HH,HH‘HH‘HH_ ——
m/z--> 50 100 150 200 250 300 350 400 15.50
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Library Search Compo

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91223\
Data File : BF135202.D

Acqg On : 13 Sep 2023 02:53

Operator : CG\JU

Sample : 04343-01

Misc

ALS vial : 17 Sample Multiplier: 1

und Report

SAMPLE-1-14TH-ST

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 6 28-Nor-17.alpha.(H)-hopane

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.015 386 ng 114049 Perylene-d12 15.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 28-Nor-17.alpha.(H)-hopane 308 CooHse 053584-60-4 95
2 28-Nor-17.beta. (H)-hopane 398 C29H50 036728-72-0 86

3 17.alfa.,21.beta.-28,30-Bisnorho... 384 C28H48
4 (1R,2S,8R,8Ar)-8-acetoxy-1-(2-hy... 296 C18H3203
5 (4aS,8aS)-8-Isopentyl-4,4,7,8a-t... 262 C19H34

1000360-26-1 83
1000298-98-4 59
220766-79-0 43

Abundance Scan 2351 (15.915 min): BF135202.D\data.ms (-2348) (- m/z 191.15 100.00%
95.0 191.2
5000| 41, 149.
383.4 S
| "
ol \‘\‘M‘L‘\ i If Mm \\MH‘M\ m\.m\\mﬁ Iy “I‘J‘ i %u Iy NS m/z 95.85 95.71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #301379: 28-Nor-17.alpha.(H)-hopane
191.0
5000 123.0 —
16.00
‘ ‘ 398.0 m/z 177.15 90.85%
2220, \‘w \‘u ML J \ I14,,2590 3130 ||
miz--> 50 100 150 200 250 300 350 400
Abundance #301378: 28-Nor-17.beta.(H)-hopane
191.0
P
16.00
5000 m/z 69.10  88.58%
109.0
398.0
1 m ‘ 2600 3550
I | VR ) Y i
m/z--> 50 100 150 200 250 300 350 400
Abundance #291336: 17 .alfa.,21.beta.-28,30-Bisnorhopane —
191.0 16.00
m/z 81.10 79.98%
95.0
5000 149.
53 384.0
‘\ M | 2\4?0 295.0 341. p | ‘\
0! gt S R i ol —
m/z--> 50 100 150 200 250 300 350 400 16.00

8270-BF091123.M Thu Sep 14 12:03:34 2023
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91223\
BF135202.D

: 13 Sep 2023 02:53

: CG\JU

: 04343-01

SAMPLE-1-14TH-ST

: 17  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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 Cholestan-7-one, (5.alpha.,... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.104 5.09 ng 150159 Perylene-d12 15.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 28-Nor-17.alpha.(H)-hopane 398 C29H50 053584-60-4 70
2 Cholestan-7-one, (5.alpha.,14.be... 386 C27H460 040072-53-5 53
3 .beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 53
4 28-Nor-17.beta.(H)-hopane 398 C29H50 036728-72-0 52
5 Anthracene, 9-dodecyltetradecahy... 360 C26H48 055401-75-7 47
Abundance Scan 2383 (16.104 min): BF135202.D\data.ms (-2380) (- m/z 191.15 100.00%
191.2
95.1
5000
371 — —
4 26013151 383.4 1600  16.50
0’ m/z 95.10  58.20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #301379: 28-Nor-17.alpha.(H)-hopane
191.0
5000 123.0 - —
16.00 16.50
‘ ‘ 398.C m/z 177.15 48.11%
0 -~ ‘ ’ W h “H\ “H \“H‘\N\ \h\ “h‘ h‘ \ ‘\\\“2\‘3‘?"0‘2‘7‘3‘-9‘ SN, ‘L‘ ‘\‘ :
m/z--> 50 100 150 200 250 300 350 400
Abundance #292921: Cholestan-7-one, (5.alpha.,14.beta.)-
191.0
386.0 —— —
16.00 16.50
5000 m/z 123.10  35.65%
95.0
32.0
T 274.0
0l— ‘H\’H“ H‘ “‘H\‘HL\ \m h \H\ MH hH ‘ iy \‘H ‘u““ . !\ R I, “\‘ -
m/z--> 50 100 150 200 250 300 350 400
Abundance #82741: .beta.-iso-Methyl ionone T —
191.0 16.00 16.50
m/z 109.10 34.07%
5000£8.0
135.0
Wi
om,ww‘\u““wm‘um_m_‘wmw — —
mlz--> 50 100 150 200 250 300 350 400 16.00 16.50

8270-BF091123.M Thu Sep 14 12:03:35 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91223\

Data File : BF135202.D

Acqg On : 13 Sep 2023 02:53

Operator : CG\JU

Sample : 04343-01 :
Misc SAMPLE-1-14TH-ST

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : 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 8 1-Penten-3-one, 1-(2,6,6-tr... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
16.539 6.84 ng 201780  Perylene-di2 15.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220
2 .beta.-iso-Methyl ionone 206 C14H220

3 2-Amino-6-methylpyrimidine-4-car... 206 C9H14N4Si

000127-43-5 58
1000285-40-2 58
1000496-37-8 50

4 Isophthalic acid, 2-methyloct-5-... 330 C20H2604 1000343-92-3 38
5 Succinic acid, di(3-methylphenyl... 298 C18H1804 1000329-96-8 38
Abundance Scan 2457 (16.539 min): BF135202.D\data.ms (-2453) (- m/z 191.20 100.00%
191.2
5000
81.1
123.1 - ‘
16.50
ol3%0 Ly “H‘ w“‘“ u“H“ biddy, 2621 8282 73 . 8110 36.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #82813: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen
191.0
5000 —— :
57.0 16.50
m/z 95.05 34.80%
107.0149.0
0 \“‘\“\ ‘\“\‘h‘“‘\ ‘\“ \““‘\“i prly “\ L L B B
m/z--> 50 100 150 200 250 300 350 400
Abundance #82741: .beta.-iso-Methyl ionone
191.0
T \
16.50
500028.0 m/z 69.05 30.39%
135.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #83267: 2-Amino-6-methylpyrimidine-4-carbonitrile, TMS P ‘
191.0 16.50
m/z 123.10 23.47%
5000
123.0
m/z--> 50 100 150 200 250 300 350 400 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@91223\
Data File : BF135202.D

Acqg On : 13 Sep 2023 02:53

Operator : CG\JU

Sample : 04343-01 :
Misc . SAMPLE-1-14TH-ST

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF©91123.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-... 4.987 20.5 ng 728741 1 6.763 709416 20.0
n-Hexadecanoic ... 11.827 7.6 ng 372470 4 11.286 977397 20.0
Octadecanoic acid 12.616 3.4 ng 98528 5 13.945 580270 20.0
1-Docosene 13.827 6.4 ng 186948 5 13.945 580270 20.0
unknown15.545 15.545 4.2 ng 122472 6 15.410 590295 20.0
28-Nor-17.alpha... 15.915 3.9 ng 114049 6 15.410 590295 20.0
Cholestan-7-one... 16.104 5.1 ng 150159 6 15.410 590295 20.0
1-Penten-3-one,... 16.539 6.8 ng 201780 6 15.410 590295 20.0
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