LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53122\
Data File : BF128596.D

Acqg On : 31 May 2022 15:48
Operator : CG\JU

Sample : N3076-02

Misc :

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-BF052622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128596.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.075 470 474 480 rVB 52264 65915 1.91% 0.229%
2 5.463 534 540 543 rBV 2908100 2921429 84.50% 10.155%
3 6.469 705 711 714 rBV 2811230 2966097 85.79% 10.311%
4 6.839 770 774 777 rBV 947729 762617 22.06% 2.651%
5 7.398 864 869 872 rBV 1883534 2032846 158.80% 7.066%
6 8.122 987 992 995 rBV 1137622 980307 28.35% 3.408%
7 9.198 1169 1175 1178 rBV 3735594 3457409 100.00% 12.018%
8 9.263 1182 1186 1192 rVB2 184822 173056 5.01% 0.602%
9 9.875 1285 1290 1293 rBV 1215392 1144762 33.11% 3.979%
10 9.904 1293 1295 1298 rwV 86151 78872 2.28% 0.274%
11  9.933 1298 1300 1303 rVB 61455 45726  1.32% 159%
12 10.669 1419 1425 1428 rBV 2554619 2380206 68.84% 274%
13 10.733 1434 1436 1442 rVB2 42557 59282 1.71%

14 11.363 1538 1543 1547 rBV 1299492 1190393 34.43%
15 11.892 1629 1633 1649 rVB 522673 548590 15.87%

RO OKOO®
N
[
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B

16 12.598 1751 1753 1761 rVB6 30505 54658 1.58%
17 12.680 1763 1767 1779 rVB 198546 210241 6.08% 0.731%
18 12.957 1809 1814 1817 rBV 3775948 3289598 95.15% 11.435%

o
=
Vol
(o]
B

19 13.186 1847 1853 1859 rBV3 20835 36909 1.07% 0.128%
20 13.857 1963 1967 1982 rBV 457136 611257 17.68%  2.125%
21 14.004 1988 1992 1996 rVB 855397 755815 21.86% 2.627%
22 14.104 2001 2009 2016 rBV 237417 278893 8.07%  0.969%
23 14.174 2018 2021 2028 rVB2 34274 53312 1.54% 0.185%
24 14.298 2039 2042 2045 rBV2 49286 40818 1.18% ©.142%
25 14.480 2068 2073 2082 rBV2 214549 387857 11.22% 1.348%
26 14.786 2121 2125 2128 rBV2 56128 65952 1.91% 229%
27 14.939 2147 2151 2158 rVB2 87704 98994  2.86% 344%

28 15.133 2179 2184 2187 rBV 636918 694041 20.07%
29 15.168 2187 2190 2200 rVB3 139237 251997 7.29%
30 15.474 2237 2242 2246 rBV 483782 587599 17.00%

NONOO
»
Uy
w
R

31 15.715 2278 2283 2289 rBV 97697 139883  4.05%
32 15.951 2318 2323 2328 rBV = 252837 376190 10.88%
33 16.015 2328 2334 2341 rBV3 150143 352694 10.20%
34 16.751 2453 2459 2469 rVB2 179724 348263 10.07%
35 17.056 2505 2511 2517 rBV3 45651 98672  2.85%

OR KRR
N
N
)
R

36 17.168 2523 2530 2539 rBV5 94630 282729 8.18% ©.983%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53122\
Data File : BF128596.D

Acqg On : 31 May 2022 15:48
Operator : CG\JU

Sample : N3076-02

Misc

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-BF052622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 17.545 2587 2594 2611 rBV5 118476 382289 11.06% 1.329%
38 18.015 2666 2674 2681 rBvVlie 39215 117854  3.41% 0.410%
39 18.103 2685 2689 2697 rVBS 36993 85803 2.48% 0.298%
40 18.192 2700 2704 2713 rBV9 15215 36556 1.06% 0.127%

41 18.556 2760 2766 2777 rVB4 117850 321035 9.29% 1.116%

Sum of corrected areas: 28767416
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53122\
Data File : BF128596.D

Acqg On : 31 May 2022 15:48
Operator : CG\JU

Sample : N3076-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF128596.D\data.ms
3500000

3000000 5.463 6.469
2500000
2000000 7.398
1500000

1000000 6.839

500000

5.075

O\\‘\\\\‘\\\ TTTT L L L L L L L L L L L L L L B B I

I I I T I T
Time--> 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: BF128596.D\data.ms
9.198 12.957

3500000

3000000
10.669
2500000
2000000

1500000
11.363
8.122 9.875

1000000

11.892

263 12.680

0 733 12.598 13.186
—— — e e A e T 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: BF128596.D\data.ms

500000 %

3500000
3000000
2500000
2000000
1500000

1000000 14.004
15.133

500000 13'8574104 14.480 e 190%
1h12298 |\ 14.78693991%° 15715 1R015 16,751 1, }2468 17.545  jgimenes, 18556
: T A

O ‘ 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 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\BF@53122\
Data File : BF128596.D

Acqg On : 31 May 2022 15:48
Operator : CG\JU

Sample : N3076-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 Copaene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.263 3.02 ng 173056  Acenaphthene-di10 9.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Copaene 204 C15H24 003856-25-5 99
2 .alpha.-Cubebene 204 C15H24 017699-14-8 97
3 Tetracyclo[6.1.0.0(2,4).0(5,7)]n... 204 C15H24 051898-92-1 70
4 1H-Cyclopenta[1,3]cyclopropa[l,2... 204 C15H24 013744-15-5 60
5 Tricyclo[5.4.0.0(2,8)]undec-9-en... 204 C15H24 005989-08-2 60
Abundance Scan 1186 (9.263 min): BF128596.D\data.ms (-1182) (-) m/z 119.10 100.00%
119.1 161.1
5000 91.1
41.0
AmaE E e
65.0 204.3 9.00 9.20 9.40 9.60
01 MNWJMWu‘m“‘_J‘Wju“ m/z 105.05  98.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80080: Copaene
119.0 161.0
5000 L L I R L B IR
9L.0 9.00 9.20 9.40 9.60
41.0 204.0 m/z 161.10  81.88%
69.0) | ‘
Ot “\‘NM‘MH‘i\\\\‘\\‘\\‘\‘\u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80165: .alpha.-Cubebene
105.0 161.0
A ma
9.00 9.20 9.40 9.60
m/z 91.10 51.27%
5000 210
81.0
204.0
133.0 ‘
0 YRS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80536: Tetracyclo[6.1.0.0(2,4).0(5,7)Inonane,3,3,6,6,9,¢ P e e
161.0 9.00 9.20 9.40 9.60
m/z 93.10 45.86%
5000 41.0
91.0 119.0
69.0 189.0
ol “ ‘ m“ T m‘m B — L. . U\ LV
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53122\
Data File : BF128596.D

Acqg On : 31 May 2022 15:48
Operator : CG\JU

Sample : N3076-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 10
R.T. EstConc Area Relative to ISTD R.T.
11.892 9.22 ng 548590  Phenanthrene-d10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 Undecanoic acid 186 C11H2202 000112-37-8 72

Abundance Scan 1633 (11.892 min): BF128596.D\data.ms (-1629) (- m/z 43.05 100.00%

43.0 ,73.0
5000
129.1
213.2
Ll H‘l 157.1185.1 s 1150 12.00
py— H\‘u‘w‘ww kb T wyz 7300 96.77%
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 T
129.0 11.50 1200
213.0 m/z 59.95 93.02%
‘ H(ﬂ 157.0185.0 ‘
O]\-ﬁ‘o\\\\ HH\H\M{‘\‘HH\\\““\\H‘”h“\H\‘H‘HH‘H‘H‘\‘\\‘N‘HH‘\‘H\‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92063: Tridecanoic acid
73.
43.0 0
I
11.50 1200
5000 129.0 ITI/Z 41.05 81.79%
171.0
214.0
015D?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid —
43.0 ,73.0 11.50 1200
m/z 57.05 79.54%
5000 129.0
199.0
e e T
omsol WM LI g [P0 L,
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 1200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53122\
Data File : BF128596.D

Acqg On : 31 May 2022 15:48
Operator : CG\JU

Sample : N3076-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 Octadecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.680 3.53 ng 210241  Phenanthrene-di10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
5 Tetradecanoic acid 228 C14H2802 000544-63-8 74

Abundance Scan1767(12680nﬂm:BF128596IndMaJns(4763)0] m/z 43.05 100.00%

43.0
5000 129.0

1852 241.2 R Rl
284.3 12.50 13.00

Y — MMM bk “qu”“,””_” m/z 73.00  92.03%
mz> 0 50 150 200 250 300 350

Abundance #179090: Octadecanoic acid

N
(d

Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es
43.0 12.50 13.00

m/z 55.05 84.18%

5000 j
129.0 12.50 13.00
3.0 284.0 m/z 60.00 90.14%
‘ ‘ 185.0 2410
ol “H H‘Hﬂ‘h\ M\\; ‘\“‘ | “‘ \‘ - “‘ . T
miz--> 0 50 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid
3.0
— ==
12.50 13.00
5000 129.0 m/z 57.10 86.99%
29.0
‘ 199.0 242 0
oL ‘L‘ H \\H\‘w\h“\ \u‘\ ul “‘\‘ | “‘ “ L ‘ —
miz--> 0 50 100 150 200 250 300 350
T 5

5000 284.0

3.0 129.0

185.0 2410

o) M \‘\\M ‘uh\“ M\ \‘\ ‘\‘\‘ ‘\ “‘ | ‘\‘\‘ “ P “‘ e ‘3‘7‘2"

m/z--> 0 50 100 150 200 250 300 350 12.50 13.00

%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53122\
Data File : BF128596.D

Acqg On : 31 May 2022 15:48
Operator : CG\JU

Sample : N3076-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 Cycloeicosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.857 16.17 ng 611257  Chrysene-di12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cycloeicosane 280 C20H40 000296-56-0 95
2 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 94
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
4 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 94
5 Eicosyl pentafluoropropionate 444 C23H41F502 1000351-80-8 91
Abundance Scan 1967 (13.857 min): BF128596.D\data.ms (-1963) (- m/z 57.10 100.00%
57.1
5000
111
= ==
H “ 167.2 13.50 14.00
ol AdRLLY) 1072 2242 2804 . 43.10  89.07%
m/z--> 50 100 150 200 250 300 350 400
Abundance #173728: Cycloeicosane
55.0
5000 = e
13.50 14.00
11.0 m/z 55.05 80.98%
O \\\ ‘\‘ “ T “\‘ ‘ \J‘\ “ %\6\8.\0\ ‘%2\4:.(\)‘ ?\8?\()‘ L ‘ LI ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance  #321013: Heptafluorobutyric acid, hexadecy! ester
57.0
= ==
13.50 14.00
m/z 83.05 58.56%
5000 11.0
169.0
224.0
oL ‘ L PO B - S—
miz--> 50 100 150 200 250 300 350 400
Abundance #326112: Heptadecy! heptafluorobutyrate s AR
57.0 13.50 14.00
m/z 69.10 53.86%
5000
11.0
169.0
0 \‘ b “\ ‘ \H\ \‘\‘L‘ b | 23\8'0283'0 434.(

= \
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Library Se

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53122\
Data File : BF128596.D

Acqg On : 31 May 2022 15:48
Operator : CG\JU

Sample : N3076-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRAT

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

sk ok ok K ok 3 ok ok oK oK K ok K ok 3 ok ok K ok 3 ok 3 ok 3 oK ok K ok 3 oK 3 ok 3 oK 3K K ok K oK ok K oK ok K ok K ok ok koK K

Peak Number 5 Triphenylphosphine oxide Conce
R.T. EstConc Area Relative to IS
14104 7.380g 278893 Chrysene-d12
Hit# of 5 Tentative ID MW MolForm
1 Triphenylphosphine oxide 278 C18H150P

2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S
3 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V

4 Formaldehyde, (triphenylphosphor... 304 C19H17N2P
5 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo

Abundance Scan 2009 (14.104 min): BF128596.D\data.ms (-2001) (-]
277.1

arch Compound Report

BF052622.M
ION

3k ok oK ok ok ok K oK Kok ok Kk

ntration Rank 12

L) R.T.

""""" 14. 004
CASH# Qual

000791-28-6 95
1000483-83-4 70
1000155-20-5 43
015990-54-2 42
036682-12-9 35

m/z 277.05 100.00%

5000 A\
77.1 1521 199.1
47‘0 ‘ 107.0 ‘- “ H 21 14.00 14:50
0= B i Ea I m/z 278.10 30.79%
m/z--> 50 100 150 200 250
Abundance #171172: Triphenylphosphine oxide
277.0
5000
1400 1450
77.0 199.0 m/z 199.10 22.13%
o140 47‘\0 ‘ 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
m/z--> 50 100 150 200 250
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
1400 1450
77.0
15201830
oL 4P | o0, || 2280
‘ Pl b “‘ ] T
miz--> 50 100 150 200 250
Abundance #169750: Vanadium, cycloheptatrienyl-(pentamethylcyclo
277.0 1400 1450
m/z 201.05 20.32%
5000
95.0
510 910 1420 ‘
O e d et il 2450, )
m/z--> 50 100 150 200 250 1400 1450
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53122\
Data File : BF128596.D

Acqg On : 31 May 2022 15:48
Operator : CG\JU

Sample : N3076-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 Heptacosane

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.480 10.26 ng 387857 Chrysene-d12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 91
4 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
5 Octacosane 394 C28H58 000630-02-4 90

Abundance Scan 2073 (14.480 min): BF128596.D\data.ms (-2068) (-,
57.1

m/z 57.10 100.00%

- Mw\ﬂkJLMkLMW~JNKJk
9.1 !
14.50
14121 1
ol L1l wh‘w‘“‘ |50 1831 23932811 w/z 43.10  65.62%
mlz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 1
14.50
m/z 71.05 56.92%
ol ‘ | ‘\ ; 1‘410183022502670 323.0 380.(
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl-
57.0
=
14.50
5000 m/z 85.10 40.49%
oL bl \‘\ 11801830 °2 28103230
A T e R e =T E
m/z--> 50 100 150 200 250 300 350
Abundance #275544: Docosane, 11-butyl- =
57.0 14.50
m/z 41.05 24.70%
5000
0 110 309.0
ol Ll L 10 2002539 %000 sea0 She
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@53122\
Data File : BF128596.D

Acqg On : 31 May 2022 15:48
Operator : CG\JU

Sample : N3076-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 7 Nonadecane

Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
14.786 2.24 ng 65952  Perylene-di2 15.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Tetratetracontane 619 C44H90 007098-22-8 87
3 Octacosane 394 (C28H58 000630-02-4 83
4 Octadecane, 2-methyl- 268 C19H40 001560-88-9 83
5 Hexatriacontane 507 C36H74 000630-06-8 80

Abundance Scan 2125 (14.786 min): BF128596.D\data.ms (-2121) (-]
57.1

5000

0“H‘_‘H‘H%uhhwﬁ‘u"H‘_‘H‘H‘W‘H‘_“W‘H‘_‘H‘H‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #158600: Nonadecane
57.0
5000
0 “ 1 127.0197.,0 268.0
‘\H ‘\\\\‘\\H‘\\\\’H\\‘\\\\‘\\\\‘\\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
5000
ol | 1 |1 127:0197.0267.0337.0407.0 491.0562.0
et e e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

m/z 57.10 100.00%

-

b

14.50 15.00
m/z 43.10 62.06%

;

T
14.50 15.00

m/z 71.10 57.95%

-

14.50 15.00
m/z 85.10 39.14%

L

Abundance #298427: Octacosane
57.0 14.50 15.00
m/z 41.10 26.03%
ol Ul || 127.0197.0 281.0  394.0
_‘H‘HH‘HH‘H“H‘wH‘WH‘W‘HW‘HW‘H‘_H‘_H‘_“ = —=

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

8270-BF052622.M Wed Jun 01 16:42:40 2022

14.50 15.00

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53122\
Data File : BF128596.D

Acqg On : 31 May 2022 15:48
Operator : CG\JU

Sample : N3076-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 8 1,15-Hexadecadiene

Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
14.939 3.37 ng 98994  Perylene-di12 15.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,15-Hexadecadiene 222 C16H30 021964-51-2 89
2 1,19-Eicosadiene 278 C20H38 014811-95-1 86
3 Bicyclo[10.8.0]eicosane, cis- 278 C20H38 1000155-82-2 86
4 Hexadecanal 240 C16H320 000629-80-1 80
5 Pentadecanal- 226 C15H300 002765-11-9 80

Abundance Scan 2151 (14.939 min): BF128596.D\data.ms (-2147) (- m/z 57.10 100.00%
57.1
N MJL
147.0 ‘ I
15.00
189.2 235.0 278.1 355.0
ob—thyl m/z 43.05 87.96%
mlz--> 50 100 150 200 250 300 350
Abundance #102183: 1,15-Hexadecadiene
55.0
5000 71
15.00
m/z 82.05 69.53%
O \“\ ‘\ “‘ “ “‘ “ j‘\séc‘)\l\s\o\o 2\2\‘2\0\ ‘ L ’ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #171303: 1,19-Eicosadiene
55.0
—
15.00
5000 m/z 55.05 66.90%
o)LL 000 ssoze0
miz--> 50 100 150 200 250 300 350
Abundance #171306: Bicyclo[10.8.0]eicosane, cis- —r
55.0 15.00
m/z 96.10 49.66%
96.0
0 LB as002220 | s
m/z--> 50 100 150 200 250 300 350 15.00

8270-BF052622.M Wed Jun 01 16:42:41 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53122\
Data File : BF128596.D

Acqg On : 31 May 2022 15:48
Operator : CG\JU

Sample : N3076-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 Octadecane, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

15.133 23.62 ng 694041  Perylene-di2 15.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 2-methyl- 268 C19H40 001560-88-9 93
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 2184 (15.133 min): BF128596.D\data.ms (-2179) (-] m/z 57.10 100.00%
57.1

5000
: 1500 1550
141.2 | !
ol ‘ Iy ““ LI70718322258 2053 3654 ., 43.10  61.48%
m/z--> 50 100 150 200 250 300 350
Abundance #158610: Octadecane, 2-methyl-
43.0
5000 = =
5.0 15.00 15.50
m/z 71.10 55.65%
O\\‘i‘ h‘\h\“‘\]r\\!‘]‘-\6\9\()\‘2\2\5\0\‘2\6§\0\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
P —
15.00 15.50
5000 ITI/Z 85.10 41.07%
9.0
0 L] e h\ | 1410183022502670 338.0
Ly A e
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane e —
57.0 15.00 15.50
m/z 55.05 24.69%
) NLAb
0 “L | F ‘}410183022502670 3230 380.!
““‘ R e e e A — —
m/z--> 50 100 150 200 250 300 350 15.00 15.50

8270-BF052622.M Wed Jun 01 16:42:42 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53122\
Data File : BF128596.D

Acqg On : 31 May 2022 15:48
Operator : CG\JU

Sample : N3076-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 10 1-Heptacosanol

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
15.168 8.58 ng 251997  Perylene-di2 15.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 87
2 Behenic alcohol 326 C22H460 000661-19-8 87
3 17-Pentatriacontene 491 C35H70 006971-40-0 83
4 1-Octadecanol 270 C18H380 000112-92-5 80
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 74

Abundance Scan 2190 (15.168 min): BF128596.D\data.ms (-2187) (-]
43.1 97.1

| ‘ 191.0 2531
O H"W“H‘HJ}“HH‘HHHHHHHHHHHH
l | I I I I I I l

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #299848: 1-Heptacosanol
57.0
111.0
5000
0 ‘l‘\lh “h\h\ \0\‘2\2\2\(\)‘2\7\\8\?\\\\‘3\7\\8\()‘\\\\‘\\\\‘

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #232316: Behenic alcoho
83.0
5000
29.0 ‘
0 \h ‘ ‘ ‘l A h \196 0 280.0
R o R A B R AR E A

miz—> 0 50 100 150 200 250 300 350 400 450

m/z 43.10 100.00%

%

T
15.00 15.50

m/z 57.10  94.35%

-

=
15.00 15.50

m/z 83.10 91.31%

%

T
15.00 15.50

m/z 55.05 90.69%

%

Abundance #336402: 17-Pentatriacontene ‘
43.0 15.00 15.50
m/z 97.10 84.18%
0 M N 1‘153 0210.0 267 0321.0 490.(
A e e e e e T e —T T

m/z--> 0 50 100 150 200 250 300 350 400 450

8270-BF052622.M Wed Jun 01 16:42:43 2022

15.00 15.50

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53122\
Data File : BF128596.D

Acqg On : 31 May 2022 15:48
Operator : CG\JU

Sample : N3076-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 13
R.T. EstConc Area Relative to ISTD R.T.
15.715 4.76 ng 139883  Perylene-di2 15.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 94
2 Octadecanal 268 C18H360 000638-66-4 93
3 (Z)-14-Tricosenyl formate 366 C24H4602 077899-10-6 93
4 1,19-Eicosadiene 278 C20H38 014811-95-1 90
5 Octacosanal 408 C28H560 022725-64-0 87

Abundance Scan 2283 (15.715 min): BF128596.D\data.ms (-2278) (-, m/z 57.05 100.00%
57.0

rERRRT
ol ALY by %‘7??‘2‘2‘3‘%‘ 2l 0wz 4318 82.45%
m/z--> 50 100 150 200 250 300 350
Abundance #158579: Oxirane, hexadecyl-
82.0
41.0
5000 T ——
15.50 16.00
m/z 82.10 69.69%
24.0
LT 1ss.02080250.0
O\\ “\\M \“‘ \h\“\‘\“‘\‘\}\“w \‘\‘Wi\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #158567: Octadecana
43.0
e —
06.0 15.50 16.00
5000 m/Z 55.05 56.22%
1880 1oa0 ™
AEEIUY DS vt T
m/z--> 50 100 150 200 250 300 350
Abundance #275491: (2)-14-Tricosenyl formate T ——
55.0 15.50 16.00
96.0 o
m/z 96.05 47.64%
B M
320.0
ol “M “\ 17 ‘1?99‘2?%9 278077 3660 e ol
m/z--> 50 100 150 200 250 300 350 15.50 16.00

8270-BF052622.M Wed Jun 01 16:42:44 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53122\
Data File : BF128596.D

Acqg On : 31 May 2022 15:48
Operator : CG\JU

Sample : N3076-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

15.951 12.80 ng 376190  Perylene-d12 15.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Octacosane 394 (C28H58 000630-02-4 91
4 Tetracosane 338 (C24H50 000646-31-1 91
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 2323 (15.951 min): BF128596.D\data.ms (-2318) (- m/z 57.10 100.00%
57.1

16.00
41.2 .
ol “M i “‘ LXfl2 19712392 20533373 m/z 43.05 58.91%
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 T
16.00
9.0 m/z 71.05 56.84%
Ol\ \d\ ‘ \““‘ \h‘\h“ \H‘ \]T\ “ “\%8\3\(‘)2\2\5\\0‘ T \?9\6‘(\)\ T ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane
57.0
——
16.00
5000 ITI/Z 85.05 44 .37%
,15 L‘ L %4%?%8?0225026703090 380.0
e e
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane T
57.0 16.00
m/z 55.10 24.66%
h M/L—Nk\“
ol L1 H | 141 0183.0225.0 281.0 337.0 394.
"“"“““‘““““““““““““H‘ ——
m/z--> 50 100 150 200 250 300 350 16.00

8270-BF052622.M Wed Jun 01 16:42:45 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53122\
Data File : BF128596.D

Acqg On : 31 May 2022 15:48
Operator : CG\JU

Sample : N3076-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 13 1-Tricosene

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
16.015 12.00 ng 352694  Perylene-d12 15.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tricosene 322 C23H46 018835-32-0 94
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Octacosanol 410 C28H580 000557-61-9 93
4 1-Heptacosanol 396 C27H560 002004-39-9 93
5 Octacosyl acetate 452 C30H6002 018206-97-8 93

Abundance Scan 2334 (16.015 min): BF128596.D\data.ms (-2328) (-]

m/z 57.10 100.00%

57.1
5000 11.1
T [
\H \ H 2196.2  266.0 1600
ol A ALE LAY d Gt g0 3990 myz 43,05  87.95%
m/z--> 50 100 150 200 250 300 350
Abundance #227234: 1-Tricosene
43.(
07.0
5000 —— |
16.00
m/z 55.05 83.59%
0
m/z--> 50 100 150 200 250 300 350
Abundance #215083: 1-Heneicosano
55.0
97.0
T \
16.00
5000 ITI/Z 97.10 77 .01%
o L0 00200
m/z--> 50 100 150 200 250 300 350
Abundance #308225: Octacosanol T
57.0 16.00
m/z 83.10 69.09%
ol il h i M 2019502360 20203340 3924
il e T T e T ——
m/z--> 50 100 150 200 250 300 350 16.00

8270-BF052622.M Wed Jun 01 16:42:46 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53122\
Data File : BF128596.D

Acqg On : 31 May 2022 15:48
Operator : CG\JU

Sample : N3076-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 1,19-Eicosadiene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.751 11.85 ng 348263  Perylene-d12 15.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 95
2 Oxirane, heptadecyl- 282 C19H380 067860-04-2 95
3 Octadecanal 268 C18H360 000638-66-4 93
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
5 Z-2-Octadecen-1-0l 268 C18H360 1000131-11-0 89

Abundance Scan 2459 (16.751 min): BF128596.D\data.ms (-2453) (1  m/z 57.05 100.00%
57.0

111 — —
16.50 17.00
166.0 222 2 !
ob “ m W0l 22es 27813270 418 ., 43.10  91.96%
m/z--> 50 100 150 200 250 300 350 400
Abundance #171303: 1,19-Eicosadiene
55.0
5000 —— —
16.50 17.00
m/z 82.10 72.46%
09.0
oL i) i]] 1520 2080 2780
\!\‘\ \‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #176357: Oxirane, heptadecyl-
82.0
Py =
16.50 17.00
m/z 55.05 66.13%
5000 g ¢ /
‘ wzf 0 194.0 264.0
O‘J‘W‘“‘“NMW“‘u;wywmuiﬂ““u““““u‘
miz--> 50 100 150 200 250 300 350 400
Abundance #158568: Octadecanal T —
43.0 16.50 17.00
m/z 96.05 54.22%
96.0
5000
|| 35201950, %57°
o““p“w‘\‘u“‘wm:9?‘0“",‘HHWHWH_H s ey
m/z--> 50 100 150 200 250 300 350 400 16.50 17.00

8270-BF052622.M Wed Jun 01 16:42:47 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53122\
Data File : BF128596.D

Acqg On : 31 May 2022 15:48
Operator : CG\JU

Sample : N3076-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 15 Eicosane

Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
17.056 3.36 ng 98672  Perylene-di12 15.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Tetracosane, 1l-decyl- 479 C34H70 055429-84-0 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 90

Abundance Scan 2511 (17.056 min): BF128596.D\data.ms (-2505) (1  m/z 57.05 100.00%
57.0
17.00 |
0 Hw‘ m“mJM””‘6%%5}%%%§49“‘Héﬁég“_“‘ m/z 43;05 64.25%
mlz--> 50 100 150 200 250 300 350 400
Abundance #176385: Eicosane
57.0
5000 —— :
17.00
m/z 71.05 56.06%
O \\\ ‘ “ T “H‘ \‘“‘\Jm‘l\f\.l‘o\ { 3“\6? \9 “2\2\5\ \0‘ \2\8\‘2\0‘\ T ‘ L ‘ L

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

Abundance #320590: Hentriacontane
57.0
5000
ol AJ‘%699 2250  309.0 365.0 436
el

miz-> 50 100 150 200 250 300 350 400

?

17.00
m/z 85.10 42.04%

?

Abundance #333755: Tetracosane, 11-decyl-

57.0 17.00
m/z 55.00 26.29%
B WMMJ\MWMLj\j\KWJw«/ﬁ

13.0
0 ‘L‘ |12 1690 2250 810 3370 393.0
R R L R B T e R B S ——
m/z--> 50 100 150 200 250 300 350 400 17.00

8270-BF052622.M Wed Jun 01 16:42:48 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53122\
Data File : BF128596.D

Acqg On : 31 May 2022 15:48
Operator : CG\JU

Sample : N3076-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 13-Tetradecen-1-o0l acetate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

17.168 9.62 ng 282729  Perylene-di12 15.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Tetradecen-1-0l acetate 254 C16H3002 056221-91-1 94
2 Nonadecyl heptafluorobutyrate 480 C23H39F702 1000351-83-9 91
3 1-Docosene 308 C22H44 001599-67-3 91
4 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 90
5 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 90

Abundance Scan 2530 (17.168 min): BF128596.D\data.ms (-2523) (1 m/z 57.05 100.00%
57.0

5000
‘ 11.1
— —
17.00 17.50
[ J’ LA ‘L y 1'692 2 R e w/z 43.10  82.86%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #140821: 13-Tetradecen-1-ol acetate
43.0
97.0
5000 - —
17.00 17.50
m/z 55.05 78.31%
OMLNMJ-“0254O
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #333983: Nonadecy! heptafluorobutyrate
97.0
—— —
43. 17.00 17.50
5000 ITI/Z 83.10 66.52%
169.0 266.0
N | 462.
A it
miz—> 0 50 100 150 200 250 300 350 400 450
Abundance #209741: 1-Docosene T —
55.0 17.00 17.50
m/z 97.10 63.39%
5000
11.0
o{ "3080 ol —
m/z--> 0 50 100 150 200 250 300 350 400 450 17.00 17.50

8270-BF052622.M Wed Jun 01 16:42:49 2022 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53122\
Data File : BF128596.D

Acqg On : 31 May 2022 15:48
Operator : CG\JU

Sample : N3076-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 17 .gamma.-Sitosterol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.545 13.01 ng 382289  Perylene-d12 15.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 97
2 (35,85,95,10R,13R,14S,17R)-17-((... 414 C29H500 029365-29-5 95
3 .beta.-Sitosterol 414 C29H500 000083-46-5 93
4 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 45
5 Campesterol 400 C28H480 000474-62-4 18

Abundance Scan 2594 (17.545 min): BF128596.D\data.ms (-2587) (1 m/z 43.10 100.00%
43.1

-

5000
T \
‘ 17.50
Ot il m/z 55.10  56.35%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #310597: .gamma.-Sitosterol
43.0
5000 5.0 —— |
145.0 414.( 17.50

2130 303.0 m/z 57.05 45.83%

ol ‘\“ | ‘h“ \
m/z--> 0 50

100 150 200 250 300 350 400
Abundance #310626: (3S,8S,9S,10R,13R,14S,17R)-17-((2R,5R)-5,6-

3

43.0
LN \
17.50
5000 91.0 145.0 382.0 ITI/Z 107.05 44.01%
l 2130 4890
ob | 3{0
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #310595: .beta.-Sitosterol T ‘
43.0 17.50
m/z 105.00 42.03%
h MJ\VW/K
O “\ IL ‘ —T—
m/z--> 0 50 100 150 200 250 300 350 400 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53122\
Data File : BF128596.D

Acqg On : 31 May 2022 15:48
Operator : CG\JU

Sample : N3076-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 18 9-Phenyl-5H-benzocycloheptene  Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
18.015 4.01 ng 117854  Perylene-di2 15.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Phenyl-5H-benzocycloheptene 218 C17H14 138089-71-1 55
2 (Z)-2-((8R,8aS)-8,8a-Dimethyl-3,... 218 C15H220 137695-20-6 49
3 Anthracene, 9-(2-propenyl)- 218 C17H14 023707-65-5 49
4 .alpha.-Boswellic acid, methyl e... 470 C31H5003 089955-49-7 47
5 .alpha.-Boswellic acid, 0,0-bis-... 484 C32H5203 1010507-05-0 47

Abundance Scan 2674 (18.015 min): BF128596.D\data.ms (-2666) (1 m/z 218.20 100.00%
218.2
5000 69.0
105.1 1471 267.1 A /\/\
iy 355 180 ;
0 Lt m/z 203.15  68.56%
m/z--> 50 100 150 200 250 300 350
Abundance #96907: 9-Phenyl-5H-benzocycloheptene
218.0
5000 Al m
1800
108.0 m/z 69.05 45.14%
02\7‘\0‘\ o3 T ‘\‘1\ \‘\”‘h ” m\ L sy
miz--> 50 100 150 200 250 300 350
Abundance #96846: (Z)-2-((8R,8aS)-8,8a-Dimethyl-3,4,6,7,8,8a-hexa
218.0
105.0 161.0 18 00
m/z 55.05 41.08%
5000 41.0
0 dalyg
miz--> 50 100 150 200 250 300 350
Abundance #96906: Anthracene, 9-(2-propenyl)-
218.0 1800
m/z 147.05 37.48%
- f\WW/wwmwmw\mmwywww
27.0 63.0 1910 1650
0! T P
m/z--> 50 100 150 200 250 300 350 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53122\
Data File : BF128596.D

Acqg On : 31 May 2022 15:48

Operator : CG\JU

Sample : N3076-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 19 unknownl8.103 Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
18.103 2.92 ng 85803  Perylene-di12 15.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Amyrone 424 C30H480 000638-97-1 35
2 24-Norursa-3,12-diene 394 (C29H46 201358-25-0 25
3 .alpha.-Amyrone 424 C30H480 000638-96-0 25
4 Eudesma-4(14),7(11)-dien-8-one 218 C15H220 1000424-42-8 22

5 3-pyridinesulfonamide, 6-hydrazi... 218 C6H10N403S 1000400-74-6 18

Abundance Scan 2689 (18.103 min): BF128596.D\data.ms (-2685) (1  m/z 218.20 100.00%
2

18.2
411 107.0
5000 '
313.1
65.1 266.9 424. AL T S
w1 - 0700 5618
0 Mm“u‘ “Mu““‘wm“me m/z 107.00  56.18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #315395: .beta.-Amyrone
218.0
5000 — —
18.00 18.50
55.0 %
‘ 107.0 roa, m/z 67.00 54.71%
61.0 .
ot \L | ‘L\\\H\‘Mwh\u AL 220
m/z--> 50 100 150 200 250 300 350 400
Abundance #298437: 24-Norursa-3,12-diene
218.0
— —
18.00 18.50
5000 107.0 m/z 149.05 53.41%
55.0 175.0
394.0
0! ‘\‘\hL\ u‘}‘h “\“\‘ h‘l\ ‘\ et ‘2‘7‘1‘0‘ - "‘3‘3‘9‘0‘ — “\‘ ——
miz--> 50 100 150 200 250 300 350 400
Abundance #315399: .alpha.-Amyrone —— —
218.0 18.00 18.50
m/z 41.10 51.77%
5000
55.0 107.0
o 162.0 72.0 329.0 381.0424.(
! — —r—
m/z--> 50 100 150 200 250 300 350 400 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53122\
Data File : BF128596.D

Acqg On : 31 May 2022 15:48
Operator : CG\JU

Sample : N3076-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 20 .gamma.-Sitostenone

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
18.556 10.93 ng 321035 Perylene-d12 15.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitostenone 412 C29H480 084924-96-9 94
2 Stigmast-4-en-3-one 412 C29H480 001058-61-3 93
3 Thiophene-2-sulfonic acid, (3-fl... 271 C11H10FNO2S2  1000311-21-1 38
4 Pregn-4-ene-3,20-dione, (9.beta.... 314 C21H3002 002755-10-4 27
5 Fumaric acid, 4-methoxyphenyl 3-... 290 C16H1805 1000405-77-9 22

Abundance Scan 2766 (18.556 min): BF128596.D\data.ms (-2760) (-]
124.1

43.1

5000

0,
miz--> 50 100 150 200 250 300 350 400
Abundance #309453: .gamma.-Sitostenone

5000

O,
m/z--> 50 100 150 200 250 300 350 400
Abundance #309452: Stigmast-4-en-3-one

5000

m/z 124.10 100.00%

-

18.2018.4018.6018.80
m/z 43.10 67.15%

-

18.2018.4018.6018.80
m/z 229.15 53.74%

-

18.2018.4018.6018.80
m/z 57.05 31.15%

-

0,
miz--> 50 100 150 200 250 300 350 400
Abundance #161627: Thiophene-2-sulfonic acid, (3-fluoro-2-methylpr R R R R
124.0 18.2018.4018.6018.80
39.0 m/z 55.05 28.01%
5000
207.0
80, 271.0
o"‘MN“‘Mw“‘ﬁ%\uMw‘, L O N —
m/z--> 50 100 150 200 250 300 350 400 18.2018.4018.6018.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@53122\
Data File : BF128596.D

Acqg On : 31 May 2022 15:48
Operator : CG\JU

Sample : N3076-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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|
Copaene 9.263 3.0 ng 173056 3  9.875 1144760 20.0
n-Hexadecanoic ... 11.892 9.2 ng 548590 4 11.363 11903990 20.0
Octadecanoic acid 12.680 3.5 ng 210241 4 11.363 1190390 20.0
Cycloeicosane 13.857 16.2 ng 611257 5 14.004 755815 20.0
Triphenylphosph... 14.104 7.4 ng 278893 5 14.004 755815 20.0
Heptacosane 14.480 10.3 ng 387857 5 14.004 755815 20.0
Nonadecane 14.786 2.2 ng 65952 6 15.474 587599 20.0
1,15-Hexadecadiene 14.939 3.4 ng 98994 6 15.474 587599 20.0
Octadecane, 2-m... 15.133 23.6 ng 694041 6 15.474 587599 20.0
1-Heptacosanol 15.168 8.6 ng 251997 6 15.474 587599 20.0
Oxirane, hexade... 15.715 4.8 ng 139883 6 15.474 587599 20.0
Heneicosane 15.951 12.8 ng 3761990 6 15.474 587599 20.0
1-Tricosene 16.015 12.0 ng 352694 6 15.474 587599 20.0
1,19-Eicosadiene 16.751 11.9 ng 348263 6 15.474 587599 20.0
Eicosane 17.056 3.4 ng 98672 6 15.474 587599 20.0
13-Tetradecen-1... 17.168 9.6 ng 282729 6 15.474 587599 20.0
.gamma.-Sitosterol 17.545 13.0 ng 382289 6 15.474 587599 20.0
9-Phenyl-5H-ben... 18.015 4.0 ng 117854 6 15.474 587599 20.0
unknownl18.103 18.103 2.9 ng 85803 6 15.474 587599 20.0
.gamma.-Sitoste... 18.556 10.9 ng 321035 6 15.474 587599 20.0
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