LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51723\
Data File : BF133421.D

Acqg On : 17 May 2023 19:20

Operator : CG\JU

Sample : 02812-04 :
Misc : \WG-0516-B5-10-20

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

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

Signal : TIC: BF133421.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.898 474 478 493 rVB 853351 1198799 22.81% 2.665%
2 5.328 547 551 562 rBV 4852131 5125718 97.52% 11.394%
3 5.722 614 618 624 rVB 88126 83971 1.60% 0.187%
4 6.363 722 727 730 rBV 5109199 5080555 96.66% 11.294%
5 6.710 783 786 790 rBV 1690418 1328528 25.28% 2.953%

6 7.281 878 883 886 rBV 3867504 3307578 62.93% 7.352%
7 7.998 1001 1005 1008 rBV 2180043 1813581 34.50% 4.031%
8 9.075 1184 1188 1191 rBV 6383507 5256062 100.00% 11.684%
9 9.751 1299 1303 1306 rBV 2453669 2098772 39.93% 4.665%

10 10.463 1421 1424 1427 rBV ~ 259519 195291 3.72% 0.434%
11 10.539 1433 1437 1447 rBV 3625967 3522206 67.01% 830%

12 11.233 1551 1555 1558 rBV 2539173 2117271 40.28%
13 11.769 1643 1646 1656 rBV2 413933 533962 10.16%
14 12.557 1777 1780 1787 rBV2 100408 140464  2.67%
15 12.821 1820 1825 1828 rBV 5084196 4805648 91.43% 1@.

©®®Fr AN
=
0
N
xR

16 13.057 1859 1865 1870 rBV 305819 292577 5.57%
17 13.398 1917 1923 1926 rBV2 150432 150212  2.86%
18 13.727 1975 1979 1992 rVB 907649 1090499 20.75%

ONNOO®
IS
N
PN
R

19 13.868 1996 2003 2011 rBV 1416041 1313130 24.98% 919%
20 14.045 2028 2033 2040 rBV 172074 200579 3.82% 446%
21 14.351 2081 2085 2092 rBV 765677 981061 18.67% 2.181%
22 14.404 2092 2094 2103 rVB4 93398 128772 2.45% 0.286%
23 14.610 2126 2129 2132 rBV 97235 97080 1.85% 0.216%
24 14.645 2132 2135 2138 rBV 119442 104963 2.00% ©.233%
25 14.680 2138 2141 2144 rBV3 96906 123286 2.35% ©.274%
26 14.780 2155 2158 2163 rVB 145373 150728 2.87% ©.335%
27 14.968 2185 2190 2193 rBV 354556 413849 7.87% 0.920%
28 15.004 2193 2196 2200 rVV3 147102 272066 5.18% ©.605%
29 15.039 2200 2202 2211 rVB2 123129 172045 3.27% 0.382%
30 15.292 2240 2245 2249 rBV 1190589 1421036 27.04%  3.159%
31 15.321 2249 2250 2254 rVB 98108 89141 1.70% ©.198%
32 15.510 2278 2282 2288 rBV 140207 195764  3.72%  0.435%
33 15.733 2315 2320 2325 rBV 153801 211965 4.03% 0.471%
34 15.792 2325 2330 2335 rBv4 142303 337642 6.42% ©.751%
35 15.845 2336 2339 2349 rVB3 175768 319584 6.08% ©.710%

36 16.204 2395 2400 2405 rBV3 61603 107629 2.05% ©.239%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@051723\
Data File : BF133421.D

Acqg On : 17 May 2023 19:20

Operator : CG\JU

Sample : 02812-04 :
Misc : \WG-0516-B5-10-20

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

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

37 16.474 2441 2446 2452 rBV5 59902 114027 2.17% ©.253%
38 16.751 2489 2493 2499 rBV3 47785 90261 1.72% 0.201%

Sum of corrected areas: 44986302
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 17 May 2023 19:20
¢ CG\JU
. 02812-04

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@051723\
BF133421.D

\WG-0516-B5-10-20

: 14  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

0
Time-->

TIC: BF133421.D\data.ms

6.363

5.328

7.281

6.710

4.898

5.722

\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\/\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF133421.D\data.ms
9.075

12.821

10.539

9.751 11.233
7.998

0
Time-->

11.769
10.4f 13.057
\_ 2w ||

T
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF133421.D\data.ms

13.868 15.292

14.351

Time-->

13.727
398 14.045 1 4014%@81&117%9 15/3256.510353835 16 20416.47416.751
) ~ ) A ’ ) N : : :
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

13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51723\
Data File : BF133421.D

Acqg On : 17 May 2023 19:20

Operator : CG\JU

Sample : 02812-04 :
Misc : \WG-0516-B5-10-20

ALS vial : 14 Sample Multiplier: 1

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

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.898 18.05 ng 1198800 1,4-Dichlorobenzene-d4 6.710
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 478 (4.898 min): BF133421.D\data.ms (-474) (-) m/z 43.05 100.00%

43.0
5000

101.1 S e
4.60 4.80 5.00 5.20

0 ‘H_"J“m‘1“‘7“?“9‘”w‘H‘,‘“‘1,”15‘9,””_”?‘9‘7‘1‘ m/z 59.05 54.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA L B B AL

4.60 4.80 5.00 5.20
m/z 101.10  19.53%

101.0
O\\\‘\“\H\\“H\\\\‘\7\-\01‘\\\\“‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
AR R RRRR
4.60 4.80 5.00 5.20
5000 ITI z 58.05 15.07%
o 30 126.0
A e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4156: 1-Propen-2-ol, acetate T
43.0 4.60 4.80 5.00 5.20

m/z 41.05 8.86%

5000 J\
150 72.0
0yl |75 1000 L

m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20

o

8270-BF042123.M Thu May 18 15:17:38 2023 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51723\
Data File : BF133421.D

Acqg On : 17 May 2023 19:20

Operator : CG\JU

Sample : 02812-04 :
Misc : \WG-0516-B5-10-20

ALS vial : 14 Sample Multiplier: 1

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

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

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

Peak Number 2 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.769 5.04 ng 533962  Phenanthrene-d10 11.233
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 96
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 78

Abundance Scan 1646 (11.769 min): BF133421.D\data.ms (-1643) (- m/z 73.00 100.00%

43.0 73.0
5000

| 1150 1200
- m/z 43.05 93.98%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0 T
11.50 12.00

m/z 59.95 87.64%

157.0 185.0 213.0 256.0

O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
— =y
43.0 11.50 12.00
5000 129.0 m/Z 41.05 76.75%
171.0
214.0
I \
0“M‘WﬁwﬂWH&WMNNJM‘MMwkwﬁ‘m‘wku‘uuw‘u‘_‘u‘
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

m/z 57.10 75.78%

43.0
5000
129.0
185.0 228.0
99.0 ‘ ‘
“ “\\ Il H‘ H‘H HM‘ Mﬁ“ ‘M‘\ ik ‘15\79‘ 1

ey T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51723\
Data File : BF133421.D

Acqg On : 17 May 2023 19:20

Operator : CG\JU

Sample : 02812-04 :
Misc : \WG-0516-B5-10-20

ALS vial : 14 Sample Multiplier: 1

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

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

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

Peak Number 3 Octadecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.557 2.14 ng 140464  Chrysene-di12 13.868
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 n-Decanoic acid 172 C10H2002 000334-48-5 91
5 Tetradecanoic acid 228 C14H2802 000544-63-8 87
Abundance Scan 1780 (12.557 min): BF133421.D\data.ms (-1777) (-} ' m/z 73.00 100.00%
43.1 73.0
5000
T \
12.50
[ — m/z 43.10  90.48%
miz-> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
e
43.0 30
5000 - :
129.0 1250
‘ 185.0 Jato 284 m/z 60.00 83.62%
0b— \“ \“\ M\\ \‘H““M”‘L ‘1‘““ . - . S ‘L — ““
miz--> 50 100 150 200 250
Abundance #143511: n-Hexadecanoic acid
73.0
1 \
43.0 129.0 256.0 12.50
5000 m/z 57.10 77 .94%
213.0
H 171.0
0— \“ \“J ’u‘\‘ W HH“‘H q‘ﬂ‘\ il “\L‘ ‘\‘ “‘ \‘H“‘ A “ — “ —
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid ‘ “A ‘ ‘M ‘ ‘
43.0 73.0 12.50
m/z 41.10 74.65%
5000 129.0
‘ 199.0 2420
ol W,u\‘ il HHM“H H\M‘L il ‘\“1‘61.0{\‘ \i . ‘\“ . o
m/z--> 50 100 150 200 250 12.50
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Library Search Compound Report

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

Data File : BF133421.D

Acqg On : 17 May 2023 19:20

Operator : CG\JU

Sample : 02812-04 :
Misc WG-0516-B5-10-20

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Octacosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.057 4.46 ng 292577  Chrysene-di12 13.868
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Octadecane 254 C18H38 000593-45-3 91

Abundance Scan 1865 (13.057 min): BF133421.D\data.ms (-1859) (- m/z 57.10 100.00%
57.
5000
BEST RaS
ot u“u““ m‘mﬁl“l‘ 4972 2532 n/z 71.10  64.62%
m/z--> 0 50 100 150 200 250 300 350
Abundance #298427: Octacosane
| Jkkw
5000 \MLT\ T T T T T T
13.00
m/z 43.10 63.54%
ol L H | 141 0183.0225.0 281.0 337.0 394.
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 0 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.
1 I
13.00
5000 m/z 85.05 43.35%
ol ‘L‘ ”h‘ I \\ | 14} 9183 0225.0267.0309.0 367.0
e T T
m/z--> 0 50 100 150 200 250 300 350 \WWNAA
Abundance #194588: Heneicosane T e
57. 13.00
m/z 41.10 25.46%
5000
9.0
0 15@1 i H I h‘ | 141 01783 0225.0 296.0
e e T e —
m/z--> 0 50 100 150 200 250 300 350 13.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

17

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@051723\
BF133421.D

May 2023 19:20

¢ CG\JU
. 02812-04

14

Sample Multiplier: 1

: C:\Database\NIST20.L

\WG-0516-B5-10-20

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

TIC Integration Parameters: LSCINT.P

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

Peak Number 5 Heneicosane Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
13.398 2.29 ng 150212  Chrysene-di12 13.868
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Octacosane 394 (C28H58 000630-02-4 90
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 90

Abundance Scan 1923 (13.398 min): BF133421.D\data.ms (-1917) (- m/z 57.05 100.00%
57.0
5000 N A\
‘ 1300 Jgzso |
169.2
owu“p‘h“h‘wHH‘2‘29‘1_2?3“1””_”“”‘ m/z 43.05 67.70%
miz--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0
5000
1300 1350
m/z 71.10 66.53%
0 ‘ ‘ h\ h H\ \‘ | 169 0 225.0 296.0
\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane “4J\
57.0
AL
13.00 13.50
5000 m/z 85.10 47 .48%
0 ‘ L u\ ‘ hl d | 1169 0 225.0 295.0 367.0
e L B e
m/z--> 50 lOO 150 200 250 300 350 400 ﬁ
Abundance #314331: Triacontane T —r—
57.0 13.00 13.50
m/z 41.10 22.57%
5000
0 ! 1 Ih\ hl n‘ | \6\99 2.25 0 281.0 337.0 42|2(
I e e AL A B R TR - =
m/z--> 50 100 150 200 250 300 350 400 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51723\
Data File : BF133421.D

Acqg On : 17 May 2023 19:20

Operator : CG\JU

Sample : 02812-04 :
Misc \WG-0516-B5-10-20

ALS vial : 14 Sample Multiplier: 1

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

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

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

Peak Number 6 Carbonic acid, eicosyl viny... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.727 16.61 ng 1090500  Chrysene-d12 13.868
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 94
2 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 91
3 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 91
4 Carbonic acid, octadecyl vinyl e... 340 C21H4003 1000382-54-4 91
5 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 91
Abundance Scan 1979 (13.727 min): BF133421.D\data.ms (-1975) (- m/z 57.10 100.00%
57.1
5000 A\
| h ‘ 112 1557 13.50 14.00
— “ L 2412 183221622533 2953 ./, 43.10  69.50%
miz-> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
5000 P =
13.50 14.00
m/z 71.10 60.68%
ol || Al d l ‘1410 1820 2520 325
T T ‘ L T L ‘ L ‘ T L
miz--> 5 100 200 250 300
Abundance #232083: Carbonic aC|d, hexadecyl prop-1-en-2-yl ester
57.0
B VR G
13.50 14.00
5000 m/z 85.05 41.49%
Joll L o0 a0 oo
miz--> 50 100 150 200 250 300 | L
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester —— —p
57.0 13.50 14.00
m/z 55.05 34.70%
5000
ol M i 1320 1820 2240 2070 SSSA SR
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@51723\
Data File : BF133421.D

Acqg On : 17 May 2023 19:20

Operator : CG\JU

Sample : 02812-04 :
Misc \WG-0516-B5-10-20

ALS vial : 14 Sample Multiplier: 1

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

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

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

Peak Number 7 Heptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.045 3.05 ng 200579  Chrysene-di12 13.868
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91

Abundance Scan 2033 (14.045 min): BF133421.D\data.ms (-2028) (. m/z 57.05 100.00%

57.0
5000 J
L
9.1

‘ ‘ | | H. (14111831 239.2281.1 326.1 1499
Ol e e e e m/z 71.05 64.30%
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 ‘ ‘A‘ ‘
14.00

ol d L H | 141 0183.0225.0 281.0 337.0 394.
\\\‘\\\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #123959: Heptadecane
57.0
N \

14.00
5000 m/z 85.10 47 .48%
9.0
oL Ll 0120 2000
m/z--> 50 100 150 200 250 300 350 J\
Abundance #307033: Octacosane, 2-methyl- s ‘
57.0 14.00

m/z 41.10 20.95%

5000
9.0
‘ ‘\ | | | 141.0183.0225.0267.0309.0 365.0
s

om_u“w_m_m_WWH_WWH‘
miz--> 50 100 150 200 250 300 350 14.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_F\Data\BF051723\

Data File : BF133421.D

Acqg On : 17 May 2023 19:20
Operator : CG\JU

Sample : 02812-04

Misc

ALS vial : 14

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

\WG-0516-B5-10-20

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

TIC Integration Parameters: LSCINT.P

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

Peak Number 8 Hexacosane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.351 14.94 ng 981061  Chrysene-di12 13.868
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Octadecane, 2-methyl- 268 C19H40 001560-88-9 94
3 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 93
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 2085 (14.351 min): BF133421.D\data.ms (-2081) (| m/z 57.85 100.00%
57.0
- JJ\_/M
= ==
‘ | 160.2 14.00 14.50
ot ] 1] w (092 2253 2954 35313074 .., 7110 65.15%
miz--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane
57.0
5000 W‘J\ e
14.00 14.50
m/z 43.10 63.92%
0 ‘ ) uh h\ \ J\‘ \\ | 1\69 0 225.0 295.0 367.0
\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #158610: Octadecane, 2-methyl-
43.0
= =
14.00 14.50
5000 m/z 85.05 48.12%
225.0
ol %1550269-0
m/z--> 50 100 150 200 250 300 350 400
Abundance #194597: Pentadecane, 8-hexyl- T T
43.0 14.00 14.50
m/z 55.10 22.75%
5000
196.0
obrd. U1 1] «mlﬁ%w lyza00 2000 e hn ) e
m/z--> 50 100 150 200 250 300 350 400 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51723\
Data File : BF133421.D

Acqg On : 17 May 2023 19:20

Operator : CG\JU

Sample : 02812-04 :
Misc \WG-0516-B5-10-20

ALS vial : 14 Sample Multiplier: 1

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

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

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

Peak Number 9 Oxirane, hexadecyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.780 2.12 ng 150728 Perylene-d12 15.292
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 90
3 Oxirane, heptadecyl- 282 C19H380 067860-04-2 87
4 Hexacosanal 380 C26H520 026627-85-0 81
5 1,19-Eicosadiene 278 C20H38 014811-95-1 81
Abundance Scan 2158 (14.780 min): BF133421.D\data.ms (-2155) (- m/z 57.10 100.00%
57.1
- M
09.1 —— R
14.50 15.00
52.1 2071
T TE ‘m“ M‘ 2401, 8021 3851398, ;4305  88.91%
miz--> 50 100 150 200 250 300 350 400
Abundance #158578: Oxirane, hexadecyl-
82.0
5000 ] SR
14.50 15.00
29.G m/z 82.10 77.02%
O T ‘ ‘w1166020802500 \\‘ LI \‘\ LI ‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #158569: Octadecanal
43.0
—— —
p6.0 14.50 15.00
5000 m/z 55.00 67 .56%
38.0 222.0
0 I 2007 gm0
m/z--> 50 100 150 200 250 300 350 400
Abundance #176357: Oxirane, heptadecyl- — ——
82.0 14.50 15.00
m/z 96.05 51.68%
5000 29.C WN
L es0 22202640
oHumw\W\u‘mwWum‘w_”w e
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00

8270-BF042123.M Thu May 18 15:17:52 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51723\
Data File : BF133421.D

Acqg On : 17 May 2023 19:20

Operator : CG\JU

Sample : 02812-04

Misc

ALS vial : 14

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

\WG-0516-B5-10-20

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

TIC Integration Parameters: LSCINT.P

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

Peak Number 10 Heptadecane, 9-octyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.968 5.82 ng 413849  Perylene-di12 15.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
2 Eicosane, 1-iodo- 408 C20H41I 1000406-31-8 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Octadecane 254 C18H38 000593-45-3 90
5 Tetratetracontane 619 C44H99 007098-22-8 87

Abundance Scan 2190 (14.968 min): BF133421.D\data.ms (-2185) (- m/z 57.10 100.00%
57.1
- JLJ\ML
15.00
169.2 .
0 H L] MJM pips. 2208 2954 3562 iz 71.e5  64.45%
miz--> 50 100 150 200 250 300 350 400
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 IR
15.00
m/z 43.05 59.74%
13.0 239.0
ol d L[, 1690 " 294.0 3520
\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #306637: Eicosane, 1-iodo-
57.0
——
15.00
5000 m/z 85.10 49,56%
2810
0 \M [1,4090 2250 00
m/z--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane T
57.0 15.00
m/z 55.10 20.82%
B MUM
0 | H\ \‘h h‘ “‘ | \6\99 2250 281.0 337.0 422(
s L B L e Ea s —
m/z--> 50 100 150 200 250 300 350 400 15.00

8270-BF042123.M Thu May 18 15:17:54 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51723\
Data File : BF133421.D

Acqg On : 17 May 2023 19:20

Operator : CG\JU

Sample : 02812-04 :
Misc \WG-0516-B5-10-20

ALS vial : 14 Sample Multiplier: 1

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

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

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

Peak Number 11 Octacosanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.004 3.83 ng 272066  Perylene-di2 15.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosanol 410 C28H580 000557-61-9 94
2 1-Heptacosanol 396 C27H560 002004-39-9 91
3 1-Docosene 308 C22H44 001599-67-3 91
4 1-Hexacosanol 382 C26H540 000506-52-5 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 2196 (15.004 min): BF133421.D\data.ms (-2193) (-} | m/z 57.05 100.00%
57.0
L
531 207.1 15.00
0 “‘WVw‘hﬁﬂww ‘W”HW(MHHH?éé%\?%§}\,\\%P}? m/z 83.10 84.09%
miz--> 50 100 150 200 250 300 350 400
Abundance #308226: Octacosanol
83.0
5000 —— :
41.0 25.0 15.00
m/z 43.10 79.68%
392.0
O T ‘\‘ \“ T ‘\ T ‘ M‘ ‘H‘ H“‘]T\‘h\ \“ \2“()\9 \0\ \2‘6\4.\ 0\:\30‘7\ \0\3\4’9 \Q\ T \ ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #299848: 1-Heptacosanol
57.0
T
111.0 15.00
5000 ' m/z 97.10 74 .33%
ol Lol LLLL11530195.0037.0280 03220 378.0
— “““ e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #209741: 1-Docosene 7 ‘
55.0 15.00
m/z 55.05 61.46%
97.0
5000
ol i d ‘\H“‘\ u ,9‘1‘8‘1‘0‘ 2080 —_—
m/z--> 50 100 150 200 250 300 350 400 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51723\
Data File : BF133421.D

Acqg On : 17 May 2023 19:20

Operator : CG\JU

Sample : 02812-04 :
Misc \WG-0516-B5-10-20

ALS vial : 14 Sample Multiplier: 1

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

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

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

Peak Number 12 2-Pentacosanone Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.039 2.42 ng 172045 Perylene-di2 15.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentacosanone 366 C25H500 075207-54-4 83
2 2-Nonadecanone 282 C19H380 000629-66-3 59
3 Oxirane, tetramethyl- 100 C6H120 005076-20-0 53
4 2-Pentadecanone 226 C15H300 002345-28-0 45
5 Octanal, 7-hydroxy-3,7-dimethyl- 172 C1eH2002 000107-75-5 43
Abundance Scan 2202 (15.039 min): BF133421.D\data.ms (-2200) (- m/z 59.05 100.00%
59.0
- NJ\\»JL
15.00 |
109.1 207.1 :
159 0 253 0
ob LT, 3590 2530 3269 3196 sgos 7504
miz--> 50 100 150 200 250 300 350
Abundance #275521: 2-Pentacosanone
59.0
5000 = |
15.00
m/z 43.10 61.49%
366.0
0 | M 11101520 222026403060 7
\\\‘ \\\‘\\\\ \\\‘\\\\‘\\\\‘\\\\’
miz--> 50 100 150 200 250 300 350
Abundance #176349: 2-Nonadecanone
58.0
R \
15.00
5000 m/z 71.10 38.64%
ol it LL L0 18002220 2020
m/z--> 50 100 150 200 250 300 350
Abundance #4342: Oxirane, tetramethyl- T ‘
59.0 15.00
m/z 85.10 15.28%
5000
109.0
L = = o SN S
m/z--> 50 100 150 200 250 300 350 15.00

8270-BF042123.M Thu May 18 15:17:56 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51723\
Data File : BF133421.D

Acqg On : 17 May 2023 19:20

Operator : CG\JU

Sample : 02812-04 :
Misc : \WG-0516-B5-10-20

ALS vial : 14 Sample Multiplier: 1

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

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

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

Peak Number 13 Octadecanal Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.509 2.76 ng 195764  Perylene-di12 15.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 94
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 94
3 1,19-Eicosadiene 278 C20H38 014811-95-1 90
4 Octacosanal 408 C28H560 022725-64-0 87
5 Hexacosanal 380 C26H520 026627-85-0 87
Abundance Scan 2282 (15.509 min): BF133421.D\data.ms (-2278) (- m/z 43.05 100.00%
43.9
5000 qamwwjkﬁwﬂwﬂﬁﬂfm\wm
550
166.1 :
0 “u“, “ ”MWWNNV“‘*%?}}"%8??“‘335%“?%5' m/z 57.10 94.85%
miz--> 50 100 150 200 250 300 350 400
Abundance #158567: Octadecanal
43.0
6.0
5000 —— ‘
15.50
m/z 82.05 86.11%
“ 250.0
0 \\h\"‘\uh “ ‘h“i ““‘\‘\T\“‘\\H\\“\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #158580: Oxirane, hexadecyl-
82.0
T T \
15.50
5000 m/z 55.00 69.98%
29. 38.0
‘ | “ ]m |, 183.0 2500
OH\‘\‘\MH “““““H‘“"MHHHH‘HH‘HH‘H
m/z--> 50 100 150 200 250 300 350 400
Abundance #171302: 1,19-Eicosadiene T
55.0 15.50
m/z 96.05 60.66%
B W
ol L]y 1m0 2500 o
m/z--> 50 100 150 200 250 300 350 400 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51723\
Data File : BF133421.D

Acqg On : 17 May 2023 19:20

Operator : CG\JU

Sample : 02812-04 :
Misc : \WG-0516-B5-10-20

ALS vial : 14 Sample Multiplier: 1

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

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

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

Peak Number 14 Nonadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.733 2.98 ng 211965 Perylene-di2 15.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 3-Methyltetracosane 352 (C25H52 065820-52-2 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2320 (15.733 min): BF133421.D\data.ms (-2315) (-} | m/z 57.10 100.00%
57.1
w0 MM
1550 1600
141.2183.1 ‘ : :
- ‘L‘ Ll ‘L LIiaeer, 29312969 3851398, ./, 43,10  63.37%
miz--> 50 100 150 200 250 300 350 400
Abundance #158599: Nonadecane
57.0
5000 —r ——
15.50 16.00
268.0 m/z 71.85  60.09%
183.0
01\5.\4\ ‘\“‘ H‘\“‘\““ f“‘\“\ ““‘\“\ \‘\“2!‘2\5\\0‘\‘\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #307033: Octacosane, 2-methyl-
57.0
— —
15.50 16.00
5000 m/z 85.05 48.58%
ol ‘\\ “\\ H | 141-0183.0225.0267.0300.0 365.0
B L
m/z--> 50 100 150 200 250 300 350 400
Abundance #194587: Heneicosane T ——
57.0 15.50 16.00
m/z 55.05 23.00%
5000
9.0
NP RARRING o T
m/z--> 50 100 150 200 250 300 350 400 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51723\
Data File : BF133421.D

Acqg On : 17 May 2023 19:20

Operator : CG\JU

Sample : 02812-04 :
Misc : \WG-0516-B5-10-20

ALS vial : 14 Sample Multiplier: 1

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

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

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

Peak Number 15 Nonadecyl pentafluoropropio... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.792 4.75 ng 337642  Perylene-d12 15.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 94
2 1-Heptacosanol 396 C27H560 002004-39-9 93
3 Eicosyl pentafluoropropionate 444 C23H41F502 1000351-80-8 91
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 Eicosyl heptafluorobutyrate 494 C24H41F702 1000351-83-5 91
Abundance Scan 2330 (15.792 min): BF133421.D\data.ms (-2325) (- m/z 57.05 100.00%
57.0
2071 1550 16,00
i M | gse2 Tt 2oy s e
oLyl b AL “M‘M“ﬂ w A o S M/z 43,05 87.32%
m/z--> 50 100 150 200 250 300 350 400
Abundance #318054: Nonadecyl pentafluoropropionate
57.0
5000 11.0 — —
15.50 16.00
m/z 97.10 79.18%
N ‘ | 1 ‘\‘ | 168.0 222.0266.0311.0 412.0
\\\‘ \\‘ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #299848: 1-Heptacosanol
57.0
—— —
1110 15.50 16.00
5000 ’ m/z 83.05 76.84%
oLl d‘h | 1670 222.0 278.0322.0 3780
e R e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #323626: Eicosyl pentafluoropropionate 7 —
57.0 15.50 16.00
m/z 55.05 72.55%
h I /\/Mb‘
ot%moﬂwzm%%oﬂm T —
m/z--> 50 100 150 200 250 300 350 400 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51723\
Data File : BF133421.D

Acqg On : 17 May 2023 19:20

Operator : CG\JU

Sample : 02812-04 :
Misc \WG-0516-B5-10-20

ALS vial : 14 Sample Multiplier: 1

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

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

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

Peak Number 16 2-Nonacosanone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.845 4.50 ng 319584  Perylene-d12 15.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Nonacosanone 422 C29H580 017600-99-6 53
2 Oxirane, tetramethyl- 100 C6H120 005076-20-0 52
3 2-Undecanone 170 C11H220 000112-12-9 47
4 2-Heptadecanone 254 C17H340 002922-51-2 47
5 Oxetane, 2,2,4-trimethyl- 100 C6H120 023120-44-7 38
Abundance Scan 2339 (15.845 min): BF133421.D\data.ms (-2336) (- m/z 59.05 100.00%
59.0
5000 A;
J\ ‘ T T ‘ T
15.50 16.00
09.1 1
204.2 422!
ob L3 Mqu‘wwﬁﬁﬁl‘ 042 2841 8626 T m/z 58.00  68.48%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #314318: 2-Nonacosanone
59.0
5000 o =
15.50 16.00
422.( m/z 43.10 59.26%
109.0 362.0
0‘ i \L‘ H}\‘ m“\‘“‘\ N ]‘-6\6\\0\ T \2‘6\4\(\)\ T T \“\ T ‘U‘\ T
miz--> 0 50 100 150 200 250 300 350 400
Abundance #4341: Oxirane, tetramethyl-
59.0
— ——
15.50 16.00
5000 m/z 71.10 43.03%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #45376: 2-Undecanone — T
43.0 15.50 16.00
m/z 41.00 14.33%
o m
H |, 120 170.0
o bk — e
m/z--> 0 50 100 150 200 250 300 350 400 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51723\
Data File : BF133421.D

Acqg On : 17 May 2023 19:20

Operator : CG\JU

Sample : 02812-04 :
Misc : \WG-0516-B5-10-20

ALS Vvial : 14 Sample Multiplier: 1

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

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 4.898 18.1 ng 1198800 1 6.710 1328530 20.0
n-Hexadecanoic ... 11.769 5.0 ng 533962 4 11.233 2117270 20.0
Octadecanoic acid  12.557 2.1 ng 140464 5 13.868 1313130 20.0
Octacosane 13.057 4.5 ng 292577 5 13.868 1313130 20.0
Heneicosane 13.398 2.3 ng 150212 5 13.868 1313130 20.0
Carbonic acid, ... 13.727 16.6 ng 1090500 5 13.868 1313130 20.0
Heptadecane 14.045 3.0 ng 200579 5 13.868 1313130 20.0
Hexacosane 14.351 14.9 ng 981061 5 13.868 1313130 20.0
Oxirane, hexade... 14.780 2.1 ng 150728 6 15.292 1421040 20.0
Heptadecane, 9-... 14.968 5.8 ng 413849 6 15.292 1421040 20.0
Octacosanol 15.004 3.8 ng 272066 6 15.292 1421040 20.0
2-Pentacosanone 15.039 2.4 ng 172045 6 15.292 1421040 20.0
Octadecanal 15.509 2.8 ng 195764 6 15.292 1421040 20.0
Nonadecane 15.733 3.0 ng 211965 6 15.292 1421040 20.0
Nonadecyl penta... 15.792 4.8 ng 337642 6 15.292 1421040 20.0
2-Nonacosanone 15.845 4.5 ng 319584 6 15.292 1421040 20.0
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