LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51722\
Data File : BF128296.D

Acqg On : 17 May 2022 17:43

Operator : CG\JU

Sample : N2878-11 :
Misc : P007-SS021-0006-01

ALS Vvial : 15 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-BF050922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF128296.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.498 542 546 559 rBV 2095030 1909020 86.17% 11.775%
2 6.504 713 717 729 rBV 1926435 1951213 88.07% 12.036%
3 6.875 776 780 783 rBV 559910 443548 20.02% 2.736%
4 7.440 871 876 879 rBV 1489910 1312096 59.22% 8.093%
5 8.157 994 998 1001 rBV 703468 563521 25.44% 3.476%
6 9.234 1176 1181 1184 rBV 2617337 2215465 100.00% 13.666%
7 9.563 1233 1237 1240 rBV 33901 27464 1.24% 0.169%
8 9.916 1293 1297 1300 rBV 770831 630430 28.46% 3.889%
9 10.710 1428 1432 1435 rBV 1485241 1332933 60.16% 8.222%
10 10.998 1478 1481 1484 rVB 33244 28342 1.28% 0.175%

11 11.410 1547 1551 1555 rBV 652504 596781 26.94% 3.681%

12 11.922 1635 1638 1642 rBV 83100 84858 3.83% 0.523%
13 12.992 1816 1820 1824 rBV 1876651 1683585 75.99% 10.385%
14 13.127 1839 1843 1848 rBV 51908 52275 2.36% ©.322%

15 13.892 1969 1973 1982 rBv4 125090 271805 12.27% 1.677%

16 14.027 1992 1996 1998 rBV2 89108 85496 3.86% ©.527%
17 14.057 1998 2001 2004 rVV 505207 442668 19.98% 2.730%
18 14.092 2004 2007 2009 rVB 33403 34559 1.56% ©.213%
19 14.245 2031 2033 2038 rVB 27831 25453 1.15% 0.157%
20 14.504 2074 2077 2080 rBV 71562 57026 2.57% ©.352%
21 14.580 2087 2090 2096 rVB 37894 48488 2.19% 299%

22 15.157 2185 2188 2193 rVB 123985 129579 5.85%
23 15.551 2250 2255 2261 rVB 365953 491792 22.20%
24 15.751 2287 2289 2295 rVB 42476 53835 2.43%
25 15.986 2326 2329 2337 rVB2 47189 74987 3.38%
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26 16.080 2339 2345 2355 rBV6 82028 275732 12.45%
27 16.810 2463 2469 2479 rVB2 215037 401680 18.13%
28 17.251 2538 2544 2559 rBV8 112102 472537 21.33%
29 17.374 2561 2565 2573 rVB2 116274 229179 10.34%
30 17.668 2608 2615 2632 rBVv8 72633 285666 12.89%
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Sum of corrected areas: 16212013
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 17 May 2022 17:43
¢ CG\JU
: N2878-11

. 15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051722\
BF128296.D

P007-SS021-0006-01

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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@51722\
Data File : BF128296.D

Acqg On : 17 May 2022 17:43

Operator : CG\JU

Sample : N2878-11 :
Misc : P007-SS021-0006-01

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.922 2.84 ng 84858 Phenanthrene-d10 11.410
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 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 1638 (11.922 min): BF128296.D\data.ms (-1635) (- m/z 73.00 100.00%

43.1 73.0
5000
129.1
4 T ‘ T

100.9 157.11g5.1 2132 o004 12.00
m/z 43.10  95.24%

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

5000 129.0 o
12.00
' 157.0 1850 213.0  256.0 m/z 60.00  88.22%
01

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

-

Abundance #92069: Tridecanoic acid
73.0
430 T A\ T ‘ T
’ 12.00
5000 129.0 m/Z 41.00 83.38%
171.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126202: Pentadecanoic acid ——
43.0 ,73.0 12.00
m/z 57.10 72.08%
5000
129.0 242.0
199.0
0 O O
oY 1 Y AR ok O WP NS i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51722\
Data File : BF128296.D

Acqg On : 17 May 2022 17:43

Operator : CG\JU

Sample : N2878-11 :
Misc P007-SS021-0006-01

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 2,4-Diamino-8-hydroxy-5-(pe... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.127 2.36 ng 52275 Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Diamino-8-hydroxy-5-(pentan-... 324 C18H20N402 1000444-37-4 53
2 1,3-Diphenyl-4H-1,2,4-triazoline... 253 C14H11N3S 005055-73-2 53
3 Phthalic acid, di(3-ethylphenyl)... 374 C24H2204 1000357-08-4 53
4 Phenol, 2-(1,1-dimethylethyl)-4-... 268 C19H240 056187-92-9 45
5 1H-Inden-5-0l1, 2,3-dihydro-3-(4-... 268 C18H2002 010527-11-4 45
Abundance Scan 1843 (13.127 min): BF128296.D\data.ms (-1839) (1 m/z 253.20 100.00%
253.2
5000
175'1 T ‘ T T ‘ T
57.0 91.0 29.1 2191 304, 13.00 13.50
ot b B2 L AL L 82 s 175,10 23.77%
m/z--> 50 100 150 200 250 300
Abundance #229069: 2,4-Diamino-8-hydroxy-5-(pentan-3-yl)-5H-chro
258.0
5000
13.00 13.50
43.0 187.0 ITI/Z 254.20 16.98%
ol [ 770 1340 | 324.(
T T ‘ T T ‘ L ‘ L ‘ L ‘ T T T T ‘ L T
miz--> 50 100 150 200 250 300
Abundance  #139244: 1,3-Diphenyl-4H-1,2,4-triazoline-5-thione
253.0
— —
13.00 13.50
5000 m/z 57.05 9.52%
91.0
ol 510 | 1270 1940 ‘
miz--> 50 100 150 200 250 300
Abundance #283202: Phthalic acid, di(3-ethylphenyl) ester — ——
253.0 13.00 13.50
m/z 91.00 9.42%
h W
o270 65.0 1050 4530 1970
e e P ‘
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51722\
Data File : BF128296.D

Acqg On : 17 May 2022 17:43

Operator : CG\JU

Sample : N2878-11 :
Misc : P007-SS021-0006-01

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Dichloroacetic acid, heptad... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.892 12.28 ng 271805  Chrysene-di2 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
4 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 93
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 93

Abundance Scan 1973 (13.892 min): BF128296.D\data.ms (-1969) (- m/z 43.10 100.00%

43.1] 83.1
5000
FM 13.50 14.00
168.1 207.0 . - :
- um‘m‘w‘ “‘\ wl‘w‘u p 20 LD AL wyz s7.e5  97.93%
miz--> 50 100 150 200 250 300
Abundance #275003: Dichloroacetic acid, heptadecyl ester
57.0
97.0
5000 — —
13.50 14.00
m/z 55.05 94.92%
39.0
0 ‘2‘4u‘9‘\“\ A \\,\H‘ | 1\1 L2 1800 2339 2050
miz--> 50 100 150 200 250 300
Abundance #232316: Behenic alcoho
83.0
43.0
— —r
13.50 14.00
5000 ITI/Z 83.10 88.05%
25.0
oo Ll 70 o0 oo
miz--> 50 100 150 200 250 300
Abundance #245846: Trifluoroacetoxy hexadecane — ——
57.0 13.50 14.00
97.0 m/z 97.10 76.21%
39.0
oso LLLLL 1990 1060 | 2690 spoq o TT
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51722\
Data File : BF128296.D

Acqg On : 17 May 2022 17:43

Operator : CG\JU

Sample : N2878-11 :
Misc : P007-SS021-0006-01

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.504 2.58 ng 57026  Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Tetracosane 338 (C24H50 000646-31-1 87
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 87
5 Nonadecane 268 C19H40 000629-92-5 87

Abundance Scan 2077 (14.504 min): BF128296.D\data.ms (-2074) (- m/z 57.10 100.00%
57.1

9.0 T I
14.50
obrs ‘ ‘ ‘h‘u“‘w”‘ 1339018212273 2871 356.1397. . 4316 67.62%
m/z--> 50 100 150 200 250 300 350
Abundance #107217: Hexadecane
57.0
5000 — ‘
14.50
m/z 71.10 63.11%
0 L‘ | “ “\ I 0\\ 1741 0183.0226.0
\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
T
14.50
5000 ITI/Z 85.05 46.48%
0 ‘ \L\ il Hh\ \h\ M h‘ 141\\0183-0225'0267'0309'0 3670
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #246483: Tetracosane 7 ‘
57.0 14.50
m/z 55.10 24.19%
41.0
DLl L] ooy w0 .
m/z--> 50 100 150 200 250 300 350 14.50

8270-BF050922.M Thu May 19 16:51:40 2022 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51722\
Data File : BF128296.D

Acqg On : 17 May 2022 17:43

Operator : CG\JU

Sample : N2878-11 :
Misc : P007-SS021-0006-01

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Acetic acid, 2-[5-(4-nitrop... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.580 2.19 ng 48488  Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, 2-[5-(4-nitrophenyl... 275 C13H13N304 351064-45-4 60
2 4-quinolineacetaldehyde, .alpha.... 275 C18H13NO2 1000397-06-0 38
3 8H-Benzo[g]-1,3-benzodioxolo[6,5... 275 C17H9NO3 000475-75-2 35
4 1H-Pyrimido[4,5-b]pyrazolo[4,5-E... 317 C14H15N504 349498-69-7 32
5 Benzamide, 3-fluoro-N-(2,4-dimet... 275 C15H14FNO3 1000339-95-1 27

Abundance Scan 2090 (14.580 min): BF128296.D\data.ms (-2087) (-  m/z 275.10 100.00%
275.1

5000 129.0 ka
65 0 218.1 el
14.50
ok \\ uh \\H \HH\‘ il “h M‘HH\ L Hm\ \\ \\“m \ o b ‘3‘27‘9‘3‘7‘1‘ m/z 246.10 42 .72%
m/z--> 50 100 150 200 250 300 350
Abundance #166858: Acetic acid, 2-[5-(4-nitrophenyl)-1-imidazolyl]-, «
275.0
5000
129.0 14.50
202.0 m/z 129.00  39.72%
ok \‘H \‘H ‘\‘\‘Hh‘ \‘\T \\‘ ‘ “‘ \‘ e S - R
miz--> 50 100 150 200 250 300 350
Abundance #167408: 4-quinolineacetaldehyde, .alpha.-(hydroxymeth
R75.0
\
14.50
5000 m/Z 218.10 23.47%
115.0
3.0 710 Ty 16507
0‘\‘\ ‘\‘u\‘d\u\\\\u s ﬂ M \‘“M‘\H\\!\ \“‘,M‘H‘H\\‘wu
miz--> 50 100 150 200 250 300 350
Abundance #167389: 8H-Benzo[g]-1,3-benzodioxolo[6,5,4-de]quinolir
275.0 14.50
m/z 128.00 18.28%
5000
810 188.0
v O T < N A kil
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@51722\
Data File : BF128296.D

Acqg On : 17 May 2022 17:43

Operator : CG\JU

Sample : N2878-11 :
Misc : P007-SS021-0006-01

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Tetratetracontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.157 5.27 ng 129579  Perylene-di2 15.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H99 007098-22-8 91
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Octacosane 394 (C28H58 000630-02-4 91
4 Heptacosane 380 C27H56 000593-49-7 87
5 1-Iodoundecane 282 C11H23I 004282-44-4 81

Abundance Scan 2188 (15.157 min): BF128296.D\data.ms (-2185) (- m/z 57.10 100.00%
57.1

-

5000
15.00 15.50
7.1197.1
o‘HH_J‘J‘H‘l‘fmHH,H“2?7”1_?ﬁf‘?wHw‘_m_wm m/z 71.10  65.46%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
5000 — ——
15.00 15.50
m/z 43.10 60.96%
o /| 1 || £77:0197.0267.0337.0407.0 491.0562.0
‘\H\‘\\H‘\H\‘\\\!]W\\T[HT\‘TFH}HH‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #246481: Tetracosane
57.0
—— —
15.00 15.50
5000 m/z 85.10 45.76%

1”}?0197026703380

|

—

O A e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298427: Octacosane
57.0 15.00 15.50
m/z 55.10 25.58%
5000

%

ol Ul || 127.0197.0 281.0  394.0
““““““

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51722\
Data File : BF128296.D

Acqg On : 17 May 2022 17:43

Operator : CG\JU

Sample : N2878-11 :
Misc : P007-SS021-0006-01

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Hexadecanal Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.751 2.19 ng 53835 Perylene-d12 15.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanal 240 C16H320 000629-80-1 53
2 Z-13,13-Dimethyl-10-tetradecen-1-0l1 282 C18H3402 1000130-81-7 50
3 Z-10-Methyl-11-tetradecen-1-0l p... 282 C18H3402 1000130-77-5 50
4 Octadecanal 268 C18H360 000638-66-4 49
5 Heptadecanal 254 C17H340 1000376-70-0 49
Abundance Scan 2289 (15.751 min): BF128296.D\data.ms (-2287) (- m/z 43.10 100.00%
43.1
2.0
5000
—— —
1910 2371 2871 15.50 16.00
o4, m/z 57.10  88.29%
mlz--> 50 100 150 200 250 300 350
Abundance #123917: Hexadecana
43.0, 82.0
5000 —r— —
15.50 16.00
m/z 69.05 75.71%
mzs.o 196.0
0 W‘\‘h‘ \“ ‘Hh“h |“‘\“‘\ t \H‘.\ \2\4\0|0\ LA e e
miz--> 50 100 150 200 250 300 350
Abundance #176252: Z-13,13-Dimethyl-10-tetradecen-1-0
57.0
—— —
15.50 16.00
5000 166.0 m/z 82.05 67 .40%
96.0
‘ ‘ ‘ 222.0
ol b, L[ emso
miz--> 50 100 150 200 250 300 350
Abundance #176270: Z-10-Methyl-11-tetradecen-1-ol propionate —— ——
57.0 15.50 16.00
m/z 55.10 56.34%
5000
5.0
194.0
37.0
ol— ‘\ | u‘\\h\“ h“‘h ‘M‘uH\‘ u‘h P ‘m‘ ' ‘2‘4‘3‘0‘ 2‘8‘\2‘0‘ R —— ——
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@51722\
Data File : BF128296.D

Acqg On : 17 May 2022 17:43

Operator : CG\JU

Sample : N2878-11 :
Misc : P007-SS021-0006-01

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.986 3.05 ng 74987  Perylene-di12 15.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 74
2 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 72
3 Tetracosane 338 (C24H50 000646-31-1 72
4 Docosane 310 C22H46 000629-97-0 72
5 Hexacosane 366 C26H54 000630-01-3 72

Abundance Scan 2329 (15.986 min): BF128296.D\data.ms (-2326) (- m/z 57.10 100.00%
57.1

%

5000
—
13.2
16.00
77.8 234.0 287.1 374.2
0“‘wh‘mwm‘MW“wwhwW D R e e m/z 71.10 65.54%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0
5000 T
16.00
m/z 43.10 55.52%
O‘ T ‘\ ’ \h‘\h’ \J\“\ “:’L\G\g\o\ ‘2\2\5\9‘ T \2\9\6‘\()\ T ‘ T TT ‘ T TT
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #320594: Heneicosane, 11-decyl-
57.0
—
16.00
5000 m/z 85.10 44.61%
295.0
0 \‘ L\ H}\ IL\ \1f 1\0\1\6\99\2250 ‘\ 435.(
R B LA e S B R |
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #246481: Tetracosane —
57.0 16.00
m/z 55.10 27.89%
5000

%

| ‘ | 11130 160.0 225.0 281.0 338.0

O b i b T R B T —
miz-> 0 50 100 150 200 250 300 350 400 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51722\
Data File : BF128296.D

Acqg On : 17 May 2022 17:43

Operator : CG\JU

Sample : N2878-11 :
Misc : P007-SS021-0006-01

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Cyclohexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.080 11.21 ng 275732  Perylene-di2 15.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 96
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
3 1-Tricosene 322 C23H46 018835-32-0 91
4 Heptadecafluorononanoic acid, he... 702 C26H35F1702 1000356-03-3 90
5 1-Heptacosanol 396 C27H560 002004-39-9 90
Abundance Scan 2345 (16.080 min): BF128296.D\data.ms (-2339) (- m/z 57.10 100.00%
57.1
5000 JJU\M
137.2 ‘16‘00‘ |
183.1 237.0 :
[o) \“\ \‘ u“ ‘HMH‘ m Al : o, m bt \m‘ . ‘3]"5‘9 ; 364‘ ITI/Z 83.10 79.49%
mlz--> 50 100 150 200 250 300 350
Abundance #104594: Cyclohexadecane
553.0
5000 — :
16.00
m/z 43.10  73.39%
39.0 224.0
0\“\‘1 ““ “ \\‘\h “\\\\Q‘\\‘\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #292190: Trichloroacetic acid, hexadecy! ester
43.0
83.0 U \
16.00
5000 m/z 55.10 71.58%
i MMJM
oLl a0
miz--> 50 100 150 200 250 300 350
Abundance #227233: 1-Tricosene T ‘
57.0 16.00
7.0 m/z 97.10 65.16%
- ““WﬁWWVWfo\RVwaquW
0 \‘ I ‘\ ‘\ ‘\ H u 1?820 2240 280.0 3220
il A o e
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51722\
Data File : BF128296.D

Acqg On : 17 May 2022 17:43

Operator : CG\JU

Sample : N2878-11 :
Misc : P007-SS021-0006-01

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Oxirane, hexadecyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.810 16.34 ng 401680  Perylene-di12 15.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 94
2 Tetradecanal 212 C14H280 000124-25-4 93
3 Heptadecanal 254 C17H340 1000376-70-0 91
4 Octacosanal 408 C28H560 022725-64-0 90
5 Octadecanal 268 C18H360 000638-66-4 90
Abundance Scan 2469 (16.810 min): BF128296.D\data.ms (-2463) (- m/z 57.10 100.00%
57.1
5000
09.1 6‘6 “Od
16.5 17.
52.9 208.1 ;
obrs u““u“!‘ A U‘M“ﬂt DAL 2641 8961 48 /2 4310 87.74%
mlz--> 50 100 150 200 250 300 350 400
Abundance #158580: Oxirane, hexadecyl-
82.0
5000 — e
16.50 17.00
29, ‘ m/z 82.05 78.08%
ol “ “ H\\ \\ “u ’\\n‘h‘ H \ g ‘2‘5‘0‘0‘ AR
m/z--> 50 100 150 200 250 300 350 400
Abundance #90085: Tetradecana
57.0
— —T=
16.50 17.00
5000 m/z 96.05 60.17%
1
oL W Fe0
miz--> 50 100 150 200 250 300 350 400
Abundance #141014: Heptadecanal o —
43.0 16.50 17.00
m/z 55.00 56.99%
- | wM
0 HH_MS,%?;??“%549”_“_‘”_” I
m/z--> 50 100 150 200 250 300 350 400 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51722\
Data File : BF128296.D

Acqg On : 17 May 2022 17:43

Operator : CG\JU

Sample : N2878-11 :
Misc : P007-SS021-0006-01

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 1-Heneicosanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.251 19.22 ng 472537  Perylene-di12 15.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 1-Hexacosene 364 C26H52 018835-33-1 93
3 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 90
4 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 90
5 n-Tetracosanol-1 354 C24H500 000506-51-4 90
Abundance Scan 2544 (17.251 min): BF128296.D\data.ms (-2538) (1 m/z 57.10 100.00%
57.1
11.1
—— —
“ | 22522711 3513 412 17.00 17.50
Ot m/z 43.10 82.28%
mlz--> 50 100 150 200 250 300 350 400
Abundance #215083: 1-Heneicosano
53.0
5000 11.0 T T T T
17.00 17.50
{ m/z 55.10 82.07%
O\\“\M\“‘\\‘\\““l “]T‘4\9\\2‘1\0\0\\2‘6\6\\0\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #273800: 1-Hexacosene
57.0
—— —
17.00 17.50
5000 11.0 m/z 83.10 76.75%
oL UL 357000 2520 a0
miz--> 50 100 150 200 250 300 350 400
Abundance #287613: Nonadecyl trifluoroacetate —— —
57.0 17.00 17.50
m/z 97.10 75.61%
111.0
5000
311.0
m/z--> 50 100 150 200 250 300 350 400 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51722\
Data File : BF128296.D

Acqg On : 17 May 2022 17:43

Operator : CG\JU

Sample : N2878-11 :
Misc : P007-SS021-0006-01

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Germanicol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.374 9.32 ng 229179  Perylene-di2 15.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Germanicol 426 C30H500 000465-02-1 62
2 1-(4,5-Dimethyl-6H-thiopyran-2-y... 204 C9H10F20S 1000318-25-0 47
3 4a,8-Dimethyl-2-(prop-1-en-2-yl)... 204 C1l5H24 103827-22-1 46
4 1H-Indol-6-ylamine, TMS derivative 204 C11H16N2Si 1000484-86-1 43
5 1,3a-Ethano-3aH-indene, 1,2,3,6,... 204 C15H24 004545-68-0 43
Abundance Scan 2565 (17.374 min): BF128296.D\data.ms (-2561) (1  m/z 189.15 100.00%
189.2
95.1
5000
410
425.2
n L7 s 2 e
0 \m m muh mmwmw H‘\H‘H\‘ \Um\ m - \‘H\‘HH“H‘H‘ m/z 204.20 76.56%
m/z--> 100 150 200 250 300 350 400
Abundance #316490: Germanicol
189.0
95.0
5000
17.00 17.50
4260 /7 177.15  69.43%
O H \H\‘ “\‘\‘H‘““ \F 1 T ‘\ “\M“\ JH\ ‘7\\0\ \3‘]-\1-\0\3\5‘7\ \()\ T ‘ \‘ \“\ T ‘
m/z--> 100 150 200 250 300 350 400
Abundance #80923 1-(4,5-Dimethyl-6H-thiopyran-2-yl)-2,2-difluoro-e
189.0
— —
17.00 17.50
5000 91.0 m/z 95.10 53.91%
39.0 1139.0
ok HHIHL\HH\M \
miz--> 50 100 150 200 250 300 350 400
Abundance #80366: 4a,8-Dimethyl-2-(prop-1-en-2-yl)-1,2,3,4,4a,5,6,7 — ——
133.0 189.0 17.00 17.50
m/z 121.10 39.10%
5000
81.
SIMiRI
0! L — —
m/z--> 50 100 150 200 250 300 350 400 17.00 17.50

8270-BF050922.M Thu May 19 16:51:48 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51722\
Data File : BF128296.D

Acqg On : 17 May 2022 17:43

Operator : CG\JU

Sample : N2878-11

Misc

ALS vial : 15 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-BF050922.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 .gamma.-Sitosterol

Concentration Rank 4

Relative to ISTD

R.T. EstConc Area
17.668 11.62 ng 285666
Hit# of 5 Tentative ID

Perylene-di2

1 .gamma.-Sitosterol

2 .beta.-Sitosterol

3 Cholest-5-ene, 3-ethoxy-, (3.bet...
4 Ergost-5-en-3-o0l, (3.beta.)-

5 Ergost-7-en-3-o0l

C29H500
C29H500
C29H500
C28H480
C28H480

Abundance Scan 2615 (17.668 min): BF128296.D\data.ms (-2608) (-]

000083-47-6 93
000083-46-5 90
000986-19-6 64
004651-51-8 41
116179-22-7 38

m/z 43.05 100.00%

43.0
107.1
5000
61.1 213.1 303.3
255.2 396.3 — —r
354.0 17.50 18.00
om‘,““ m/z 57.10 69.61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #310597: .gamma.-Sitosterol
43.0
5000 5.0 —r —
145.0 414.( 17.50 18.00
2130 3030 m/z 55.05  69.16%
oL ,“‘\“1
m/z--> 50 100 150 200 250 300 350 400
Abundance #310596: .beta.-Sitosterol
43.0
—— —
17.50 18.00
5000 m/z 79.00 52.07%
107.0 414.(
161.0
213.0 303.0
‘H 257. 354.0
oLy
mfz--> 50 100 150 200 250 300 350 400
Abundance #310609: Cholest-5-ene, 3-ethoxy-, (3.beta.)- T —
43.0 17.50 18.00
m/z 107.05 52.04%
5000
368.0
30 1450
' 414 (
213.0
ol LUy 2130 zr50 o, | 0 T T DT
m/z--> 50 100 150 200 250 300 350 400 17.50 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51722\
Data File : BF128296.D

Acqg On : 17 May 2022 17:43

Operator : CG\JU

Sample : N2878-11 :
Misc : P007-SS021-0006-01

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 ... 11.922 2.8 ng 84858 4 11.410 596781 20.0
2,4-Diamino-8-h... 13.127 2.4 ng 52275 5 14.057 442668 20.0
Dichloroacetic ... 13.892 12.3 ng 271805 5 14.057 442668 20.0
Hexadecane 14.504 2.6 ng 57026 5 14.057 442668 20.0
Acetic acid, 2-... 14.580 2.2 ng 48488 5 14.057 442668 20.0
Tetratetracontane 15.157 5.3 ng 129579 6 15.551 491792 20.0
Hexadecanal 15.751 2.2 ng 53835 6 15.551 491792 20.0
Heneicosane 15.986 3.0 ng 74987 6 15.551 491792 20.0
Cyclohexadecane 16.080 11.2 ng 275732 6 15.551 491792 20.0
Oxirane, hexade... 16.810 16.3 ng 401680 6 15.551 491792 20.0
1-Heneicosanol 17.251 19.2 ng 472537 6 15.551 491792 20.0
Germanicol 17.374 9.3 ng 229179 6 15.551 491792 20.0
.gamma.-Sitosterol 17.668 11.6 ng 285666 6 15.551 491792 20.0
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