LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29633.D

Acqg On : 24 Apr 2021 12:29 Instrument :
Operator : CG/JU BNA_M

Sample : M2149-12 ClientSampleld :
Misc : SB-39-9.5-10.0

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 M\Methods\8270-BM042121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@29633.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.222 390 397 406 rBV 1046549 1478408 42.40% 5.507%
2 6.805 659 666 677 rBvV 973557 1597609 45.81% 5.951%
3 7.622 798 805 812 rBV 248007 384791 11.03% 1.433%
4 8.775 994 1001 1014 rBV 601962 1027564 29.47%  3.828%
5 10.404 1271 1278 1285 rBV 292646 487243 13.97% 1.815%
6 12.886 1693 1700 1719 rBV 1715630 2445729 70.14% 9.111%
7 13.733 1835 1844 1852 rBV 50957 93094 2.67% 0.347%
8 14.139 1908 1913 1924 rVB2 31332 74308 2.13% 0.277%
9 14.269 1929 1935 1943 rVB 465913 695910 19.96% 2.592%
10 14.845 2029 2033 2040 rVB 30938 49835 1.43% 0.186%
11 15.551 2144 2153 2159 rBV2 24139 76239  2.19% 0.284%
12 15.722 2176 2182 2183 rBV 25804 38188 1.10% 0.142%
13 15.763 2183 2189 2197 rVB 1554638 2083415 59.75% 7.761%
14 16.063 2234 2240 2247 rVB2 56685 91237 2.62% 0.340%
15 16.322 2279 2284 2288 rBvV2 27739 46525 1.33% 0.173%
16 16.416 2293 2300 2310 rVB2 118021 265351 7.61% 0.988%
17 16.574 2322 2327 2335 rBV 29168 51217 1.47% 0.191%
18 17.016 2396 2402 2408 rBV 569586 818233 23.46% 3.048%
19 17.680 2511 2515 2522 rBV9 18562 37232 1.07% 0.139%

5.

20 17.927 2549 2557 2564 rBV 892304 1379909 39.57%

21 17.986 2564 2567 2575 rVB 139945 208984  5.99%
22 18.198 2597 2603 2606 rBV 249836 395915 11.35%
23 18.239 2606 2610 2617 rVB 331337 504885 14.48%
24 19.21@ 2770 2775 2792 rVB 463257 730035 20.93%
25 19.645 2844 2849 2854 rBV 2819054 3487169 100.00% 12.
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26 19.721 2854 2862 2875 rVB2 304326 824358 23.64%
27 19.939 2894 2899 2913 rVB2 163505 422037 12.10%
28 20.662 3015 3022 3031 rBV 459718 971213 27.85%
29 20.921 3062 3066 3072 rVB 282822 349577 10.02%
30 21.198 3108 3113 3118 rBV 880388 1092399 31.33%
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31 21.415 3145 3150 3158 rBV ~ 537555 939615 26.94%
32 22.133 3267 3272 3280 rVB 500176 978386 28.06%
33 22.933 3403 3408 3419 rVB 386862 910041 26.10%
34 23.386 3479 3485 3494 rVB2 637658 1177507 33.77%
35 23.845 3558 3563 3572 rVB 274741 630500 18.08%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29633.D

Acqg On : 24 Apr 2021 12:29
Operator : CG/JU

Sample 1 M2149-12

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 M\Methods\8270-BM042121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 26844658
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 24 Apr 2021 12:29
: CG/JU
: M2149-12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
BM029633.D

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BM029633.D\data.ms

5.222 6.805

8.775

7.622 10.404

0
Time-->
Abundance

2500000

2000000

1500000

1000000

500000

300 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

TIC: BM029633.D\data.ms
19.645

12.886
15.763

17.927

14.269

13.73314.1 14.845 1555 ,a_:6.0§é%4é§74

0
Time-->
Abundance

2500000

2000000

1500000

1000000

500000

12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
TIC: BM029633.D\data.ms

23.386

21415 22133

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29633.D

Acqg On : 24 Apr 2021 12:29
Operator : CG/JU

Sample : M2149-12

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 1 .beta.-D-Glucopyranose, 1,6... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

14.139 2.14 ng 74308  Acenaphthene-d10 14.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-D-Glucopyranose, 1,6-anhy... 162 C6H1005 000498-07-7 53
2 D-Allose 180 C6H1206 002595-97-3 49
3 Propanoic acid, 3-hydroxy- 90 C3H603 000503-66-2 47
4 Methyl-4-azido-4-desoxy.beta.l-a... 189 C6H11N304 1000312-10-3 47
5 Ethyl .alpha.-d-glucopyranoside 208 C8H1606 1000127-29-4 45

Abundance Scan 1913 (14.139 min): BM029633.D\data.ms (-1908) (- m/z 60.00 100.00%

60.0
5000
—— —
39, 151.0
85‘.0 | 4.0 ‘ 180.0 14.00 14.50
0’ b it by m/z 57.10 47.35%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32447: .beta.-D-Glucopyranose, 1,6-anhydro-
6Q.0
5000 —r— —
14.00 14.50
29.0 m/z 73.10 41.70%
‘ 98.0
O\\‘\“\‘\‘\\“M‘\\‘!‘\\\‘\‘\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45881: D-Allose
60.0
—— —
14.00 14.50
5000 ITI/Z 42.10 35.98%
4110 98.0
0 Ll 1190 MH01630 NMM/\J\/\/W\N
s L m mam aee
miz--> 20 40 60 80 100 120 140 160 180
Abundance #2265: Propanoic acid, 3-hydroxy- T —
60.0 14.00 14.50
m/z 43.10 29.08%
s000) 310 MW/WW
91.0
ot R I W ma w — —
m/z--> 20 40 60 80 100 120 140 160 180 14.00 14.50

8270-BM042121.M Mon Apr 26 15:03:41 2021 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29633.D

Acqg On : 24 Apr 2021 12:29
Operator : CG/JU

Sample : M2149-12

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 2 4-Methyleneproline Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.551 2.19 ng 76239  Acenaphthene-d10 14.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Methyleneproline 127 C6HONO2 1000131-14-7 64
2 1-Glutamic acid, 5-0-benzyl-1-0-... 265 C14H19NO4 1000130-30-6 64
3 Glutamine 146 C5H10N203 006899-04-3 56
4 Pyrrolidine-5-one, 2-[3-hydroxyp... 143 C7H13NO2 080243-73-8 53
5 Propane, 2-isocyanato-2-methyl- 99 C5HONO 001609-86-5 50
Abundance Scan 2153 (15.551 min): BM029633.D\data.ms (-2144) (- 84.05 100.00%
84.0
5000 'Jk
56.1
1 ‘ 1279 168.0 210.1 1 1550
Olrrethsth bt g e AR 56.10  20.20%
m/z--> 40 60 80 100120140160 180200 220 240 260 280
Abundance #11760: 4-Methyleneproline
84.0
5000
15 50
41.0 m/z 44.00 16.26%
O\\\““!HH\‘HH"\H‘\H]\.‘Z\T\'\cj‘\\\\‘HH‘HH‘HH‘HH‘HH‘HH‘\\
m/z--> 40 60 80 100120140160 180200 220 240 260 280
Abundance #114622: |-Glutamic acid, 5-O-benzyl-1-O-ethyl(ester)
84.0
T T \
15.50
5000 m/z 41.10 15.58%
41.0

129.0
" M‘ | 7 163.0192.0219.0  265.0

O ettt e e e e e T e T
m/z--> 40 60 80 100120140 160 180 200 220 240 260 280
Abundance #21740: Glutamine 7 ‘
84.0 15.50
m/z 43.10 5.60%
5000
41.0
‘ 129.0
O\u‘”Uu“ﬂ“um”\ui‘\\u‘\\‘\\‘\u\‘uu‘\\u‘\m‘\m‘\m‘\m‘u ——
m/z--> 40 60 80 100120140160 180 200 220 240 260 280 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29633.D

Acqg On : 24 Apr 2021 12:29
Operator : CG/JU

Sample : M2149-12

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 3 Phenol, 2,6-dimethoxy-4-(2-... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.063 2.23 ng 91237  Phenanthrene-d10 17.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,6-dimethoxy-4-(2-prope... 194 C11H1403 006627-88-9 87
2 2-Hydroxy-4-isopropyl-7-methoxyt... 194 C11H1403 089647-85-8 64
3 N-[2-(2-Isopropyl-phenoxy)-ethyl... 329 C19H23NO2S 1000275-37-1 52
4 2-Propenoic acid, 3-(4-hydroxy-3... 194 C10H1le04 000537-98-4 50
5 2-Propenoic acid, 3-(4-hydroxy-3... 194 C10H1004 001135-24-6 50

Abundance Scan 2240 (16.063 min): BM029633.D\data.ms (-2234) (-  m/z 194.10 100.00%
1

194
5000
58.0
EAS

151.0 R
‘ 05.1{ ‘ o811 16.00
bl I bbbt fof Ll L 28 sgles 35.51%
miz--> 50 100 150 200 250 300
Abundance #55967: Phenol, 2,6-dimethoxy-4-(2-propenyl)-
194.0
5000 — ‘
91.0 16.00
39.0 ]fl'o m/z 91.e0  31.08%
ok “\‘u “h‘H“ ‘M}\ h ‘\M\h“ il ‘L‘m“ H ‘\“‘ \“ “‘ T
miz--> 50 100 150 200 250 300
Abundance  #55985: 2-Hydroxy-4-isopropyl-7-methoxytropone
194.0
T T
16.00
5000 ITI/Z 77 .00 20.24%

o

151.0
91.0 ‘
miz-> 50 100 150 200 250 300

Abundance #168468: N-[2-(2-Isopropyl-phenoxy)-ethyl]-2-methylsulfa
194.0

—
16.00
m/z 179.05  19.25%

5000
151.0

ol 450 910 \\L | 2200 271.0_ 3290yl
2 e L2200 2710 5207 i

miz--> 50 100 150 200 250 300
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29633.D

Acqg On : 24 Apr 2021 12:29
Operator : CG/JU

Sample : M2149-12

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 4 4-((1E)-3-Hydroxy-1-propeny... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.416 6.49 ng 265351  Phenanthrene-die 17.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-((1E)-3-Hydroxy-1-propenyl)-2-... 180 C10H1203 1000297-95-5 93
2 3,7-Benzofurandiol, 2,3-dihydro-... 180 C10H1203 017781-15-6 46
3 2,5-Dihydroxy-4-isopropyl-2,4,6-... 180 C10H1203 054755-56-5 38
4 1-(Prop-2-ynyloxy)-3,4-methylene... 178 C10H1003 019202-22-3 25
5 3,6-Dimethyl-2,3,3a,4,5,7a-hexah... 152 C10H160 070786-44-6 22

Abundance Scan 2300 (16.416 min): BM029633.D\data.ms (-2293) (-  m/z 137.05 100.00%

137.1
180.1
5000 91.0
55.0 B
207.9 16.50
0 ; m/z 180.05 68.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45271: 4-((1E)-3-Hydroxy-1-propenyl)-2-methoxypheno
137.0
180.0
5000 T
91.0 16.50
65.0 m/z 124.05 57.79%
ok “‘ | ‘m “‘H‘ “M N‘“H‘ ‘u“‘\‘ “ I, ‘\‘M“ ‘\H“\‘ W‘ “‘Hl : ‘M} — ‘\‘ e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45277: 3,7-Benzofurandiol, 2,3-dihydro-2,2-dimethyl-
137.0
—
16.50
m/z 91.05 43.53%
5000 180.0
65.0 91.0
N Y N Y T S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45299: 2,5-Dihydroxy-4- |sopropy| -2,4,6-cycloheptatrien- P
37.0 180.0 16.50
m/z 77.05 37.59%
5000
270 550 91“0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29633.D

Acqg On : 24 Apr 2021 12:29
Operator : CG/JU

Sample : M2149-12

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 5 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.927 33.73 ng 1379910 Phenanthrene-d10 17.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 53

Abundance Scan 2557 (17.927 min): BM029633.D\data.ms (-2549) - m/z 73.10 100.00%
31

73
5000 129.1
213.2
——
37 L T LT e
02 bbb Al L SR m/z 43,10 84.12%
miz--> 50 100 150 200 250 300
Abundance #107549: n-Hexadecanoic acid
6MO
0

%

5000 129.0 CT
18.00

1710 213.0 256.0 m/z 60.10  78.85%

05— i“ ‘\“h““ M\h} \““\ \‘ \‘\ “ \“\‘\ T “‘\ LI B
m/z--> 5 100 150 200 250 300

Abundance #84452: Tetradecanoic acid

73.0
18,00
5000 129.0 m/z 41.18 75.73%
185.0
29. 228.0
ol L 1010 S A
5

miz--> 100 150 200 250 300
Abundance #72646: Tridecanoic acid T
73.0 18.00
m/z 55.10 66.68%

—

N

5000
29.

129.0
‘ 171.0 214.0

-

m/z--> 50 100 150 200 250 300 18.00

ob— ‘\‘ ‘u‘\ | H‘uhh\‘ \h‘h
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29633.D

Acqg On : 24 Apr 2021 12:29
Operator : CG/JU

Sample : M2149-12

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 6 3,5-Dimethoxy-4-hydroxycinn... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.198 9.68 ng 395915  Phenanthrene-d10 17.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Dimethoxy-4-hydroxycinnamald... 208 C11H1204 087345-53-7 92
2 3-tert-Butyl-4-hydroxyanisole 180 C11H1602 000121-00-6 42
3 trans-2,5-Dimethoxycinnamic acid 208 C11H1204 038489-74-6 38
4 Benzene, 1,2,3-trimethoxy-5-(2-p... 208 C12H1603 000487-11-6 38
5 Asarone 208 C12H1603 002883-98-9 38

Abundance Scan 2603 (18.198 min): BM029633.D\data.ms (-2597) (-  m/z 208.10 100.00%
208.

1
165.1
5000
77.0 = I
39.0 122.0 18.00 18.50
NENE A !
oLb—— }H‘\‘m‘n\‘v i el i al A A m/z 165.05 56.06%
miz--> 50 100 150 200 250
Abundance  #67310: 3,5-Dimethoxy-4-hydroxycinnamaldehyde
208.0
5000 e —
165.0 18.00 18.50
65.0 m/z 137.85  39.43%
‘ | 119.0‘ H
ob—— \“u MJ‘\H\H‘ HH‘\ w}‘n““\\u“ W‘ “‘um‘ h‘\\i‘ oty | \“ e
miz--> 50 100 150 200 250
Abundance #45451: 3-tert-Butyl-4-hydroxyanisole
165.0
= T
18.00 18.50
5000 m/Z 180.10 30.39%
390 77.0 1070
oL “H“ !“ ih‘\‘\‘h‘\\‘\‘ ‘H‘m \“m‘h“\‘}\‘uwh wll, \1\ “‘ b e -
miz--> 50 100 150 200 250
Abundance #67302: trans-2,5-Dimethoxycinnamic acid e P
208.0 18.00 18.50
m/z 77.05 23.76%
5000 177.0
91.0 121.0
ot 0 [ it h L e e
m/z--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29633.D

Acqg On : 24 Apr 2021 12:29
Operator : CG/JU

Sample : M2149-12

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 7 1-Butanone, 1-(2,4,6-trihyd... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.239 12.34 ng 504885  Phenanthrene-d10 17.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butanone, 1-(2,4,6-trihydroxy-... 210 C11H1404 001509-06-4 52
2 2-Pentanone, 1-(2,4,6-trihydroxy... 210 C11H1404 1000116-22-3 50
3 9-Methyl-1-phenazinol 210 C13H1eN20 013860-43-0 38
4 Imidazo[4,5-e][1,4]diazepin-8(1H... 210 C8H1ON40S 1000142-41-3 35
5 Benzene, 1,1'-ethylidenebis- 182 C14H14 000612-00-0 30

Abundance Scan 2610 (18.239 min): BM029633.D\data.ms (-2606) (-  m/z 167.05 100.00%

167.1 210.1
5000
77.1
1211 = ——
39.1 18.00 18.50
272.1
0 bl ‘k“ odee SBT3 gz 210,10 97.01%
m/z--> 50 100 150 200 250 300 350
Abundance #69047: 1-Butanone, 1-(2,4,6-trinydroxy-3-methylphenyl).
167.0
5000 == —
18.00 18.50
210.0 m/z 154.10  40.84%
39.0 83.0
O\\‘\H“\‘\\‘\‘\\\i|\\\“\“‘\‘\\\|\\\\‘\\\\|\
m/z--> 50 100 150 2000 250 300 350
Abundance #69035: 2-Pentanone, 1-(2,4,6-trihydroxyphenyl)
167.0
s ey
18.00 18.50
5000 m/z 149.00 30.98%
210.0
55.0
Y S . S WV S —
m/z--> 50 100 150 200 250 300 350
Abundance #69298: 9-Methyl-1-phenazinol — —
210.0 18.00 18.50
m/z 77.10 29.89%
5000
39.0 10?-0 1654 |
oL \\‘UMW‘M‘\\\ e e A e E A e o —— —r
m/z--> 50 100 150 200 250 300 350 18.00 18.50

8270-BMO42121.M Mon Apr 26 15:03:45 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29633.D

Acqg On : 24 Apr 2021 12:29
Operator : CG/JU

Sample : M2149-12

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 8 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.210 13.37 ng 730035 Chrysene-d12 21.198
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 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72

Abundance Scan 2775 (19.210 min): BM029633.D\data.ms (-2770) (- m/z 43.10 100.00%
43.1

=

5000 129.1
185.2 241.2
284.3 T T
‘ 19.00 19.50
0 el L1 8270 g3 0 67, 26%
mlz--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid
73.0
129.0
5000p8.0 284.0 T 1
185.0 241.0 19.00 19.50
m/z 60.05 82.27%
0 H‘}M‘\“M ”\““\ \L e “ . \“\ \‘ “\ T \‘\ LA
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60.0
— T —
19.00 19.50
5000 129.0 m/z 55.10 79.72%
171.0 213.0 256.0
0! Hﬂh“‘\ }‘H‘\‘M} ‘\““ “ “‘ \‘ ““\‘ . “\‘ T
miz--> 50 100 150 200 250 300 350
Abundance #95855: Pentadecanoic acid —— —
73.0 19.00 19.50
m/z 41.10 77.02%
5000 129.0
29.
199.0 242.0
0 NMWMMuML R — —
m/z--> 50 100 150 200 250 300 350 19.00 19.50

8270-BMO42121.M Mon Apr 26 15:03:46 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29633.D

Acqg On : 24 Apr 2021 12:29
Operator : CG/JU

Sample : M2149-12

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 9 2-methyloctacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.721 15.09 ng 824358 Chrysene-d12 21.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-methyloctacosane 408 C29H60 1000376-72-8 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Docosane 310 C22H46 000629-97-0 91

Abundance Scan 2862 (19.721 min): BM029633.D\data.ms (-2854) (- m/z 57.10 100.00%
57.1

o K‘\//\_J\’\
9.0 — —
19.50 20.00
o4, h L ‘M‘ L141118322252067.13004 35714011 0 71 10 77.68%
miz--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57.0
5000 T —
19.50 20.00
9.0 m/z 43.10 73.20%
ol L1 L 14191830225 0567.0300.0_3650
\\\’\\\\‘\\\\‘\\\\’\\\1‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
— —
19.50 20.00
5000 m/z 85.10 54.06%
9.0
ol | | 141.0183.0225.0 281.0 337.0 394.0
B e B B e e R
m/z--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane 7 —
57.0 19.50 20.00
m/z 55.10  27.07%
5000
9.0
0 \‘ | \“\ \‘h h‘ | :!\-4?.9]783022502670 338.0
A e T T T — —
m/z--> 50 100 150 200 250 300 350 400 19.50 20.00

8270-BMO42121.M Mon Apr 26 15:03:46 2021 Page: 12



Data Path : Z:\

Library Search Compound Report

svoasrv\HPCHEM1\BNA_M\Data\BM042421\

Data File : BM@29633.D

Acqg On : 24 Apr 2021 12:29
Operator : CG/JU

Sample : M2149-12

Misc :

ALS vial : 5

Quant Method
Quant Title

TIC Library
TIC Integration

Sample Multiplier: 1

¢ C:\DATABASE\NIST11.L

Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM042121.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 10
R.T. EstC
19.939 7.73
Hit# of 5
-Heptadie
alene
-Octadien

,11-Trime
,12-Tetra

0N Uun

1,5-Heptadiene, 3,3,6-trime... Concentration Rank 11
onc Area Relative to ISTD R.T.
ng 422037  Chrysene-di12 21.198
Tentative ID MW MolForm CASH# Qual
ne, 3,3,6-trimethyl- 138 C10H18 035387-63-4 53
410 C30H50 000111-02-4 50
e, 2,6-dimethyl- 138 C10H18 002792-39-4 47
thyl-dodeca-2,6,10-t... 236 C15H2402 007548-13-2 47
decatrienal, 5,9,13-... 248 C17H280 066408-55-7 47

Abundance Scan 2899 (19.939 min): BM029633.D\data.ms (-2894) (-

m/z 69.10 100.00%

-

—
20.00

m/z 81.10  35.89%

:

—
20.00
m/z 41.10 32.85%

-

—
20.00

m/z 70.10  25.24%

-

—
20.00
m/z 68.10 16.90%

-

69.1
5000
149.0 208.1
obd b bbbt b [ 2591 3a11 009
mlz--> 50 100 150 200 250 300 350 400
Abundance #16931: 1,5-Heptadiene, 3,3,6-trimethyl-
69.0
5000
. 123.0
O\“\‘\"H\‘\“\“\\‘\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #215929: Squalene
69.0
5000
137.0
OZTHJMMmeund‘ 191.0 2730 341.0 410/
e
miz--> 50 100 150 200 250 300 350 400
Abundance #16908: 2,6-Octadiene, 2,6-dimethyl-
69.0
5000
27.
L ‘ 123.0
o L
m/z--> 50 100 150 200 250 300 350 400

8270-BM042121.M M

on Apr 26 15:03:47 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29633.D

Acqg On : 24 Apr 2021 12:29
Operator : CG/JU

Sample : M2149-12

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 11 Eicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.662 17.78 ng 971213 Chrysene-d12 21.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Tricosane 324 (C23H48 000638-67-5 94
3 Tetratetracontane 619 C44H99 007098-22-8 94
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 3022 (20.662 min): BM029633.D\data.ms (-3015) - m/z 57.10 100.00%
57.1

-

5000
2050 21.00
7.2 207.1 281.1 i :
o‘HH_uﬁwmmH_?n_‘355‘:9“4‘2‘9‘-%m_m_mw m/z 71.10  74.25%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129490: Eicosane
57.0
5000 _— —
20.50 21.00
m/z 43.10 71.08%
7.0
O‘\\“H‘\J\J\f‘\ft!“\%%?;c\)\l‘2\\85"9\\\‘\H\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #164578: Tricosane
57.0
—— —
20.50 21.00
5000 ITI/Z 85.10 54.18%
324.0
2o
Ol b L L e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane 7 7
57.0 20.50 21.00
m/z 41.10 27.44%
ol | 1 | }27:0197.0 267.0337.0407.0 491.0562.0
e A e e e e e —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 20.50 21.00

8270-BM042121.M Mon Apr 26 15:03:48 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29633.D

Acqg On : 24 Apr 2021 12:29
Operator : CG/JU

Sample : M2149-12

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 12 3-Eicosene, (E)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

20.921 6.40 ng 349577 Chrysene-d12 21.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 97
2 E-15-Heptadecenal 252 C17H320 1000130-97-9 94
3 Cyclopentadecane 210 C15H30 000295-48-7 93
4 n-Heptadecanol-1 256 C17H360 001454-85-9 93
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 91

Abundance Scan 3066 (20.921 min): BM029633.D\data.ms (-3062) (- m/z 43.10 100.00%

43.]
97.1
5000
2100
o L] “H\ I “%5‘22?81 2801 8851 4294/ 55.10  92.39%
miz--> 50 100 150 200 250 300 350 400
Abundance #127771: 3-Eicosene, (E)-
57.0
5000 LI
11.0 21.00
m/z 57.10 90.98%
O\ “\1 “ ¥}6\7\\0\ ‘2\2\4\\0‘ \2\89\? T ‘ L ‘ L
miz--> 50 100 150 200 250 300 350 400
Abundance #104157: E-15-Heptadecenal
43.0
—
21.00
5000 m/z 83.10 90.40%
ol LlLLL| 154020002520
miz--> 50 100 150 200 250 300 350 400
Abundance #69584: Cyclopentadecane T
55.0 21.00
m/z 69.10  83.49%
5000
11.0
L, e
ol LL “w “H“HM“H_HWm_m_m e
m/z--> 50 100 150 200 250 300 350 400 21.00

8270-BM042121.M Mon Apr 26 15:03:48 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29633.D

Acqg On : 24 Apr 2021 12:29
Operator : CG/JU

Sample : M2149-12

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 13 Nonadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.415 17.20 ng 939615 Chrysene-d12 21.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Nonadecane 268 C19H40 000629-92-5 93
3 2-methyloctacosane 408 C29H60 1000376-72-8 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 3150 (21.415 min): BM029633.D\data.ms (-3145) - m/z 57.10 100.00%
57.1
> LJL
‘ 13.1 ‘21‘50‘
7 169.2 : :
obh, “ HL Ligoff, 2582 3873 4312489. ... 7110 75.72%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #129490: Eicosane
57.0
5000 T
21.50
m/z 43.10 71.66%
113.0
LD a590 250 226
O \‘\‘\‘\I\\H\‘\I\‘\{“‘\“\\‘\“f\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #117638: Nonadecane
57.0
—
21.50
5000 m/z 85.10 53.30%
L1 Rase0 280
(o AL S R
miz--> 50 100 150 200 250 300 350 400 450
Abundance #215181: 2-methyloctacosane —
57.0 21.50
m/z 41.10 26.73%
5000
‘ ‘ ]113'0 169.0
Obvibhbhyp, 09022502810 3650 -
m/z--> 50 100 150 200 250 300 350 400 450 21.50

8270-BM042121.M Mon Apr 26 15:03:49 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29633.D

Acqg On : 24 Apr 2021 12:29
Operator : CG/JU

Sample : M2149-12

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 14 Docosane, 11-butyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.133 17.91 ng 978386 Chrysene-d12 21.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 11-butyl- 366 C26H54 013475-76-8 95
2 Heneicosane, 1l-pentyl- 366 C26H54 014739-72-1 94
3 Docosane, 5-butyl- 366 C26H54 055282-16-1 94
4 Hexacosane 366 C26H54 000630-01-3 94
5 Hexadecane 226 C16H34 000544-76-3 91

Abundance Scan 3272 (22.133 min): BM029633.D\data.ms (-3267) - m/z 57.10 100.00%

57.1
5000
— —
‘ ﬁ132 207 1 22.00 22.50
ob, _w} [, Lt 2881 3561 417.0 4762 -y 7119 75.92%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #194500: Docosane, 11-butyl-
57.0
5000 i —
22.00 22.50
m/z 43.10 68.04%
113.0
O\"\‘\\\“\A\J\\l‘l\‘\\\z%?\“(\)\‘\\\3\‘0?\0\\:3‘6\6\9‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #194505: Heneicosane, 11-pentyl-
43.0
— —
22.00 22.50
5000 m/z 85.10 54.66%
224.0
‘ 5.0 H 295.0
ol ”Mmm_Hw‘"_“?‘94‘9‘_‘”_”‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #194498: Docosane, 5-butyl- T T
43.0 22.00 22.50
m/z 55.10  24.96%
5000
126.0
309.0
ol i 18302300 | 364.0
A A A A e e e e e e e —— ——
m/z--> 50 100 150 200 250 300 350 400 450 500 22.00 22.50

8270-BM@42121.M Mon Apr 26 15:03:50 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29633.D

Acqg On : 24 Apr 2021 12:29
Operator : CG/JU

Sample : M2149-12

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M

Quant Title

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 15 Hexacosane

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
22.933 15.46 ng 910041 Perylene-di2 23.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 (C28H58 000630-02-4 91
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
5 Tridecane, 6-propyl- 226 C16H34 055045-10-8 87

Abundance Scan 3408 (22.933 min): BM029633.D\data.ms (-3403) (-
57.1

5000

“ b RIS RS L TS B

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

Abundance #194493: Hexacosane
57.0
5000
\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #141426: Heneicosane
57.0
5000
0 ‘ ‘ | ‘\ J\’ll‘ | ‘\116‘9 0225 0 296.0
A A e e e e e

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

m/z 57.10 100.00%

-

23.00
m/z 71.10  73.57%

:

23.00
m/z 43.10 69.03%

%

—
23.00
m/z 85.10 56.73%

o

Abundance #209566: Octacosane
57.0 23.00
m/z 41.10 22.40%
. MMLM
ol ‘ 1130 160.0225.0281.0337.0 394.0
“‘w“‘w“‘w“““‘w“‘w“‘w“‘w“‘w“‘w‘ —

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

8270-BM@42121.M Mon Apr 26 15:03:50 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29633.D

Acqg On : 24 Apr 2021 12:29
Operator : CG/JU

Sample : M2149-12

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 16 Hentriacontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.845 10.71 ng 630500 Perylene-di2 23.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31H64 000630-04-6 95
2 Hexatriacontane 507 C36H74 000630-06-8 95
3 Hexacosane 366 C26H54 000630-01-3 94
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
5 Tetracosane, 11-decyl- 479 C34H70 055429-84-0 91

Abundance Scan 3563 (23.845 min): BM029633.D\data.ms (-3558) (- m/z 57.10 100.00%
57.1

—

5000
‘ m‘lsz 1692 2392905 1 3551 . 2350 24.00
bbb b 705, 29022051 35514131 8060/, 71,10 82.02%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #223851: Hentriacontane
57.0
5000 — ——
23.50 24.00
m/z 43.10 64.92%
ol } N A ) l169 0225.0 309.0365.0 436.0
\\1\‘\1\\‘\\\\‘\\\\‘!\\\‘\\!\‘1\\\[\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane
57.0
— —
23.50 24.00
5000 ITI/Z 85.10 57.35%
13.0
0 | } ]11 [ 169.0225.0281.0337.0393.0449.0 506.(
i ‘H“H“‘“‘“H“H‘,H“““w“u“u“u
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194493: Hexacosane — —
57.0 23.50 24.00
m/z 55.10  27.31%
w www%vﬁwww/\df\wvAwww
113.0
0 ‘ ‘ |H ” Ll ‘\1\6902250 295.0 367.0
T L LA B — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 23.50 24.00

8270-BM042121.M Mon Apr 26 15:03:52 2021 Page: 19



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42421\
Data File : BM@29633.D

Acqg On : 24 Apr 2021 12:29
Operator : CG/JU

Sample : M2149-12

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
.beta.-D-Glucop... 14.139 2.1 ng 74308 3 14.269 695910 20.0
4-Methyleneproline 15.551 2.2 ng 76239 3 14.269 695910 20.0
Phenol, 2,6-dim... 16.063 2.2 ng 91237 4 17.016 818233 20.0
4-((1E)-3-Hydro... 16.416 6.5 ng 265351 4 17.016 818233 20.0
n-Hexadecanoic ... 17.927 33.7 ng 1379910 4 17.016 818233 20.0
3,5-Dimethoxy-4... 18.198 9.7 ng 395915 4 17.016 818233 20.0
1-Butanone, 1-(... 18.239 12.3 ng 504885 4 17.016 818233 20.0
Octadecanoic acid 19.210 13.4 ng 730035 5 21.198 1092400 20.0
2-methyloctacosane 19.721 15.1 ng 824358 5 21.198 1092400 20.0
1,5-Heptadiene,... 19.939 7.7 ng 422037 5 21.198 1092400 20.0
Eicosane 20.662 17.8 ng 971213 5 21.198 1092400 20.0
3-Eicosene, (E)- 20.921 6.4 ng 349577 5 21.198 1092400 20.0
Nonadecane 21.415 17.2 ng 939615 5 21.198 1092400 20.0
Docosane, 11-bu... 22.133 17.9 ng 978386 5 21.198 1092400 20.0
Hexacosane 22.933 15.5 ng 910041 6 23.386 1177510 20.0
Hentriacontane 23.845 10.7 ng 630500 6 23.386 1177510 20.0
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