LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10722\
Data File : BM@33672.D

Acqg On : 07 Jan 2022 17:08
Operator : CG/JU

Sample : N1e51-02

Misc :

ALS vial : 7 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-BM010522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@33672.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.049 302 308 315 rBv2 59135 90431 1.01% 0.141%
2 5.525 382 389 396 rBV 2913984 4223577 47.31% 6.608%
3 7.137 655 663 673 rBV 2716993 4385509 49.12% 6.861%
4 7.978 799 806 814 rVB 774997 1191749 13.35% 1.864%
5 9.142 996 1004 1011 rVB 1796718 2920479 32.71% 4.569%

6 9.984 1142 1147 1155 rVB6 48990 89982 1.01%
7 10.572 1239 1247 1254 rBV 184284 336371 3.77%
8 10.795 1277 1285 1292 rBV 956855 1679553 18.81%
9 10.972 1311 1315 1320 rVB 143952 205335 2.30%
10 11.307 1367 1372 1377 rBV2 59258 97272 1.09%

OO NOO
(o))
N
(o]
R

11 11.513 1403 1407 1414 rVB6 62165 110038 1
12 11.578 1415 1418 1425 rVB3 55429 100187 1
13 11.648 1425 1430 1436 rBV3 62915 120259 1.35%
14 11.842 1457 1463 1467 rBV 239012 414232 4
15 12.095 1502 1506 1511 rBv4 65936 107125 1

OO0
=
o]
o]
B

16 12.231 1524 1529 1538 rBV8 54021 163833 1.84%
17 13.178 1686 1690 1695 rVB2 392485 540842 6.06%
18 13.248 1695 1702 1708 rBV 4350178 6383539 71.50%

OO0 VWO
Xe]
00
~N
R

19 13.425 1727 1732 1735 rBV3 179615 325977 3.65% 510%
20 13.554 1751 1754 1762 rVB3 101121 196968 2.21% 308%
21 14.054 1835 1839 1843 rBvV2 215354 278271 3.12% ©.435%
22 14.113 1845 1849 1853 rVB 413579 530212 5.94% 0.829%
23 14.283 1874 1878 1882 rVB5 112008 160833 1.80% ©.252%
24 14.325 1882 1885 1889 rBv4 83018 159317 1.78% ©.249%
25 14.460 1905 1908 1914 rVB6 287707 450573 5.05% ©.705%
26 14.524 1915 1919 1924 rBV4 242308 381141 4.27%  0.596%
27 14.619 1927 1935 1947 rVB 1472228 2686526 30.09%  4.203%
28 15.148 2021 2025 2033 rBv4 204305 444823 4.98% 0.696%
29 15.419 2067 2071 2077 rVB3 182188 328520 3.68% 0.514%
30 15.471 2077 2080 2083 rVB 172578 174431 1.95% 0.273%
31 15.877 2145 2149 2155 rVB 465869 680207  7.62% 0647%

32 16.095 2181 2186 2193 rVB 3499739 4954851 55.50%
33 16.330 2223 2226 2227 rBV 295533 300669 3.37%
34 16.360 2227 2231 2240 rVB 776245 1288554 14.43%
35 17.118 2358 2360 2364 rVB 162288 173676 1.95%

ONONR
IN
N
S
R

36 17.177 2366 2370 2381 rVB 515687 886947 9.93% 1.388%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10722\
Data File : BM@33672.D

Acqg On : 07 Jan 2022 17:08
Operator : CG/JU

Sample : N1e51-02

Misc

ALS vial : 7 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-BM010522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 17.354 2395 2400 2405 rBV 1683995 2372800 26.58% 3.712%
38 17.860 2484 2486 2491 rVB2 180608 194822 2.18% 0.305%
39 18.254 2548 2553 2560 rVB2 970878 1445167 16.19% 2.261%
40 18.512 2594 2597 2601 rBV 338817 463072 5.19% 0.724%
41 18.560 2601 2605 2613 rVB2 672627 993622 11.13% 1.554%
42 19.183 2708 2711 2717 rVB3 113915 172787 1.94% 0.270%
43 19.518 2764 2768 2784 rVB 581700 950301 10.64% 1.487%
44 19.965 2839 2844 2849 rVB 7100920 8927978 100.00% 13.967%
45 20.077 2855 2863 2874 rVB2 516490 1529820 17.14% 2.393%
46 21.106 3033 3038 3047 rVB 617697 1332632 14.93% 2.085%
47 21.230 3055 3059 3065 rBV2 631675 816970 9.15% 1.278%
48 21.518 3103 3108 3113 rBV 1823554 2421194 27.12% 3.788%
49 21.959 3178 3183 3191 rVB 538827 1373051 15.38% 2.148%
50 22.912 3341 3345 3358 rVB 517162 1213081 13.59% 1.898%

51 23.947 3514 3521 3527 rBV2 1033200 2149947 24.08% 3.363%

Sum of corrected areas: 63920053
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 07 Jan 2022 17:08
: CG/JU
: N1051-02

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM010722\
BM@33672.D

: 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BM033672.D\data.ms

5.525 7137

9.142

7978 10.795

5.049 j\ 9.984 10.57210.9721 3ar3a88e

Time-->
Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

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

TIC: BM033672.D\data.ms
19.965

13.248
16.095

14.619

4 19.518 20.077
13. Jj]w% 19.183
1B31 A e

0

Time--> 12.00 12.50 1300 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BM033672.D\data.ms

21.518
23.947

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 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@10722\
Data File : BM@33672.D

Acqg On : @7 Jan 2022 17:08
Operator : CG/JU

Sample : N1e51-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.572 4.01 ng 336371 Naphthalene-d8 10.795
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 72
4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 59
5 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 50
Abundance Scan 1247 (10.572 min): BM033672.D\data.ms (-1239) (- 57.10 100.00%
57.1
- M
75.1 lO 50
39 100.1 13311511
“ﬁ w‘“m%}Mm_m_?”_” 45.05  94.76%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
29.0 lO 50
75.0 41.10 37.29%
| il \J_u\_‘ \\\‘ \H 10(\\) 0 132.0
\\\‘\\\\“\\ M\\\\‘\\\\‘\\\\‘\\‘}\‘\\\\‘\\\
miz--> 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
10 50
5000 m/z 75.10 18.39%
29.0 75.0
100.0
. ! di. m\“u W 20 1es0
m/z--> 20 40 60 80 100 120 140 160
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- sl ot ‘
45.0 10.50
56.10 14.64%
5000
89.0
TP Lm0 | 190 g

m/z--> 200 40 60 80 100 120 140 160 10.50
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10722\
: BM@33672.D

: 07 Jan 2022 17:08

: CG/JU

: N1051-02

: 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.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 Sulfurous acid, 2-ethylhexy... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

11.842  4.93ng 414232 Naphthalene-ds 16.795

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S
2 Octane, 2,6-dimethyl- 142 C1OH22
3 Octane, 3,6-dimethyl- 142 C1OH22
4 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S
5 Sulfurous acid, 2-ethylhexyl pen... 264 C13H2803S

1010309-19-2 80
002051-30-1 78
015869-94-0 72
1000309-20-2 64
1000309-18-9 59

Abundance Scan 1463 (11.842 min): BM033672.D\data.ms (-1457) - m/z 57.10 100.00%
57.1

-

5000
— ——
‘ R S 176.1 1150 12.00
‘H“‘H\M‘«u‘ﬁmwﬂuwwu‘WW“m‘uCH“‘H(“H‘ m/z 71.10 77.14%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #224373: Sulfurous acid, 2-ethylhexyl nonyl ester
57.0
5000 - -
11.50 12.00
m/z 43.10 59.35%
290‘ ‘ 850 1130
\\\‘\‘\‘\\“‘\\\!“}\H}\‘h‘\\\“‘\\1‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22091: Octane, 2,6-dimethyl-
57.0
— —r
11.50 12.00
5000 ITI/Z 41.10 35.97%
290‘ 113.0
85.0 ’
b 3920
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22108: Octane, 3,6-dimethyl- — —
57.0 11.50 12.00
m/z 56.10 22.25%
5000
113.0
290‘
85.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10722\
Data File : BM@33672.D

Acqg On : @7 Jan 2022 17:08
Operator : CG/JU

Sample : N1e51-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.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 Dodecane, 2,6,10-trimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.178 4.03 ng 540842  Acenaphthene-d10 14.619
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 91
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 91
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 90
4 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 86
5 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 58
Abundance Scan 1690 (13.178 min): BM033672.D\data.ms (-1686) (- m/z 57.10 100.00%
57.1
- MJ\MW
1300 1350
97.1 131.1 . .
el b LSl 18822121 s 7110 81.64%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90206: Dodecane, 2,6,10-trimethyl-
57.0
5000 M i
13.00 13.50
m/z 43.10 53.05%
2700 | | | 1130 g 01690
\‘\\H‘\\\\‘H\\‘HH‘\\H‘\\\\‘\\\\’\H\‘H\\‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
—— —
13.00 13.50
5000 m/z 41.10 38.05%
113.0
+15f01830, Mmﬂwxvﬂmj\kuwﬂRfWk
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl- —— ——
57.0 13.00 13.50
m/z 85.15 32.09%
5000
27| 113.
o b L asa0180  asaozeac o UL
m/z--> 20 40 60 80 100120140160180200220240260280 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10722\
Data File : BM@33672.D

Acqg On : @7 Jan 2022 17:08
Operator : CG/JU

Sample : N1e51-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.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 Tetradecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.113 3.95 ng 530212  Acenaphthene-d10 14.619
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 3-Ethyl-2,6,10-trimethylundecane 226 Cl6H34 1000432-25-9 90
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 86
4 Nonadecane 268 C19H40 000629-92-5 86
5 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 86

Abundance Scan 1849 (14.113 min): BM033672.D\data.ms (-1845) - m/z 57.10 100.00%
57.1

5000 W\J\MW\/\/
—r —
99.1 14.00 14.50
1592
| LI | Lo Ll 3962 2638 ;71010 82.30%
miz--> 50 100 150 200 250 300
Abundance #74004: Tetradecane
57.0
5000 i —
14.00 14.50
m/z 43.10 80.79%
99.0
1\5.\q‘\ “‘\ “‘ “‘ “ \“ T %4\‘]- ‘Q\ T \1\9?.(\) LI ‘ T T T ‘ LI
miz--> 50 100 150 200 250 300
Abundance #107247: 3-Ethyl-2,6,10-trimethylundecane
57.0
—r —
14.00 14.50
5000 m/z 85.10 41.31%
113.0
183.0
H‘L\“u\wm\ Lo 180260
miz--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester P ——
57.0 14.00 14.50
m/z 41.10 38.41%
w M
J ‘ \ \H\ \‘ L\ }410 1820 252.0 325.
e o e —— —r
miz--> 50 100 150 200 250 300 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10722\
Data File : BM@33672.D

Acqg On : @7 Jan 2022 17:08
Operator : CG/JU

Sample : N1e51-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.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 unknownl4.460 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.460 3.35 ng 450573  Acenaphthene-d10 14.619
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 30
2 2-Pentene, 3-ethyl-4,4-dimethyl- 126 C9H18 053907-59-8 27
3 Cyclohexane, 1,1'-ethylidenebis- 194 C14H26 002319-61-1 25
4 2(5H)-Furanone, 5,5-dimethyl- 112 C6H802 020019-64-1 25
5 1-Hexylbicyclo[2.2.2]octane 194 C14H26 1000435-94-2 25
Abundance Scan 1908 (14.460 min): BM033672.D\data.ms (-1905) (-  m/z 193.20 100.00%
69.1 198.2
411 9r.1
5000
137.1 s
14.50
65.
‘,w‘;mh“_“‘ | 212 2808 7 69.10  90.36%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene

193.0
123.0
5000 95.0 —r
55.0 14.50
m/z 97.10 81.95%
‘ ‘ ‘ 151.0
\’\\\\‘\H‘\‘\H‘\\“I‘H‘!‘\‘\‘H‘!H\“H‘}\‘HH“H{‘\‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #13275: 2-Pentene, 3-ethyl-4,4-dimethyl-
69.0 97.0
41.0 ——
14.50
5000 ITI/Z 55.10 80.63%
126.0
,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #69406: Cyclohexane, 1,1'-ethylidenebis- —
=
55.0 111.0 14.50
m/z 41.10 78.20%
5000
83.0
‘ ‘ 194.0
m/z--> 20 40 60 80 100120140160180200220240260280 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10722\
Data File : BM@33672.D

Acqg On : @7 Jan 2022 17:08
Operator : CG/JU

Sample : N1e51-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.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 Pentadecane

Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
14.525 2.84 ng 381141  Acenaphthene-d10 14.619
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 94
2 Nonadecane 268 C19H40 000629-92-5 74
3 Tetradecane 198 C14H30 000629-59-4 72
4 Tridecane 184 C13H28 000629-50-5 72
5 Heptadecane 240 C17H36 000629-78-7 72

Abundance Scan 1919 (14.524 min): BM033672.D\data.ms (-1915) (-
57.1

m/z 57.10 100.00%

5000 VJ\\Apﬂ/”\AJ“vA/J&/J
14.50 |
oww\‘m!‘ ‘hﬁ‘ﬂ“‘H‘Mmuﬁ?ﬁ“l‘?ﬂz‘HWWH,‘%?R“ m/z 43.10 74.91%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90192: Pentadecane
57.0
5000 — |
14.50
990 m/z 71.10 53.54%
270 | | |1, 1410 1432120
\\\‘\H\‘\H\’\\H‘\\H‘H\\‘\H\‘\H\’\\H‘HH‘HH‘HH‘HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158598: Nonadecane
57.0
T \
14.50
5000 m/z 41.10 46.06%
9.0
270) | | |”7% 1410 1830 268.0
e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #74005: Tetradecane 7
57.0 14.50
m/z 85.15 38.49%
h \J\\AﬁA/“«AJ&“JNAfv/J
Zﬂ l Wgﬁou 1410 1960
‘H_Hw‘HWHH‘HHMH‘_HWH‘WHHM‘HMHWH‘WHHM‘H_‘ ——
m/z--> 20 40 60 80 100120140160180200220240260280 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10722\
Data File : BM@33672.D

Acqg On : @7 Jan 2022 17:08
Operator : CG/JU

Sample : N1e51-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.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 unknownl5.148 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.148 3.31 ng 444823  Acenaphthene-d10 14.619
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dotriacontyl propyl ether 509 C35H720 1000406-28-7 38
2 Nonyl tetradecyl ether 340 C23H480 1000406-37-6 25
3 Dodecane, 5-cyclohexyl- 252 C18H36 013151-85-4 25
4 Hexadecyl nonyl ether 368 C25H520 1000406-37-7 22
5 Octadecane, 1-bromo- 332 C18H37Br 000112-89-0 14
Abundance Scan 2025 (15.148 min): BM033672.D\data.ms (-2021) (- m/z 57.10 100.00%
5000 133.1
191.9 — ——
H 2671 15.00 15.50
A ' m/z 43.10  90.60%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #339317: Dotriacontyl propyl ether
43.0
5000 .0 1 T
15.00 15.50
m/z 55.10 89.23%
\”\ % [ \‘\ f‘“ f“\“\ !‘ h\?\lgofg 0 2‘6\4\9 3210\(\) ’o\’?\g\()‘ T \4\4\‘8\0\1 T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #249109: Nonyl tetradecyl ether
57.0
—— —
15.00 15.50
5000 m/z 71.10 76.02%
‘ ‘1270
AL e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #138529: Dodecane, 5-cyclohexyl- 7 —
57.0 15.00 15.50
m/z 83.10 74.89%
5000
110 168.0
m/z--> 50 100 150 200 250 300 350 400 450 15.00 15.50

8270-BM@10522.M Tue Jan 11 06:50:46 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10722\
Data File : BM@33672.D

Acqg On : @7 Jan 2022 17:08
Operator : CG/JU

Sample : N1e51-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.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 Hexadecane, 3-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.877 5.06 ng 680207  Acenaphthene-die 14.619
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 74
2 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 72
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 62
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 62
5 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 58

Abundance Scan 2149 (15.877 min): BM033672.D\data.ms (-2145) - m/z 57.10 100.00%

57.1
5000
P e
‘ | ‘99.2 a1 15‘9 1 15.50 16.00
bl L 1R 12020 2398 2810 ;0 7110 51.34%
miz--> 50 100 150 200 250
Abundance #123966: Hexadecane, 3-methyl-
57.0
5000 T T
15.50 16.00
m/z 43.10 43.65%
99.0
T \H‘“\‘H‘ \“\“ \‘\]\_4\1‘0\]\.8\102 \02\4\10\\ T
miz--> 50 100 150 200 250
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
P P
15.50 16.00
5000 m/z 41.10  24.07%
27,0 99.0
PLLL T a0 1830 g390 W
miz--> 50 100 150 200 250
Abundance #90203: Dodecane, 2,6,11-trimethyl- — —
57.0 15.50 16.00
m/z 85.10 22.84%
h M
99.0
27.0
Al b L[y 890 2120 frrd
miz--> 50 100 150 200 250 15.50 16.00

8270-BM@10522.M Tue Jan 11 06:50:47 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10722\
Data File : BM@33672.D

Acqg On : @7 Jan 2022 17:08
Operator : CG/JU

Sample : N1e51-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 9 Hexatriacontane

Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
16.330 2.53 ng 300669 Phenanthrene-d10 17.354
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 92
2 Hexatriacontane 507 C36H74 000630-06-8 76
3 Hexacosane 366 C26H54 000630-01-3 74
4 Octacosane 394 (C28H58 000630-02-4 74
5 Heneicosane 296 C21H44 000629-94-7 74

Abundance Scan 2226 (16.330 min): BM033672.D\data.ms (-2223) (-
57.1

5000

184.2
‘JH%L\HMIHH 2462 331.9

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #74006: Tetradecane

57.0

5000

‘\‘ ‘ | ‘l‘1|3.0 198.0
\\\\‘\l\‘\‘\“f\“\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #339055:; Hexatriacontane

57.0

5000

) \169022502810337039304490506(

L1

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #275537: Hexacosane

HEBO

57.0

5000

113.0
\‘ || 169.0225.0 295.0 367.0

m/z 57.10 100.00%

:

16.00 16.50
m/z 43.10 69.08%

:

16.00 16.50
m/z 71.10 65.82%

:

16.00 16.50
m/z 85.10 40.83%

:

16.00 16.50
m/z 41.10 36.72%

-

J b i N
L L L L L L L DL L I L L B

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

8270-BM@10522.M Tue Jan 11 06:50:48 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10722\
Data File : BM@33672.D

Acqg On : @7 Jan 2022 17:08
Operator : CG/JU

Sample : N1e51-02

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.M

Quant Title

TIC Library : C:\Database\NIST20.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 10 Pentadecane, 2,6,10,14-tetr...

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.360 10.86 ng 1288550  Phenanthrene-d10 17.354
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 90
2 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 72
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 64
4 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 64
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 64

Abundance Scan 2231 (16.360 min): BM033672.D\data.ms (-2227) (-
57.1

5000

1
113.2

ob Ly “ | 1411 1822 21522442 280
rereotbrey e B4LL 182:2 215.2244.2 280,

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158620: Pentadecane, 2,6,10,14-tetramethyl-
57.0

5000

113.0
290 83.0
| u‘ﬂ‘ | 1410 7 50502530

\’HH‘HH‘HH‘H\\‘\H\‘HH[HH‘HH‘HH‘\\H‘HH‘HH‘HH‘H

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59061: Undecane, 3,6-dimethyl-

57.0

5000

29.0

85.0
] ”11“3 0 155.0184.0

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90205: Dodecane, 2,6,11-trimethyl-

71.0

43.0

5000

113
e \\\‘u4101690197o

m/z 57.10 100.00%

s

16.00 16.50
m/z 71.10  75.56%

%

16.00 16.50
m/z 43.10 52.82%

%

16.00 16.50
m/z 85.10 23.30%

3

16.00 16.50
m/z 41.10 22.46%

%

m/z--> 20 40 60 80 100120140160180200220240260280

8270-BM@10522.M Tue Jan 11 06:50:49 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10722\
Data File : BM@33672.D

Acqg On : @7 Jan 2022 17:08
Operator : CG/JU

Sample : N1e51-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.177 7.48 ng 886947  Phenanthrene-di10 17.354
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 91
2 Tridecane 184 C13H28 000629-50-5 90
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 83
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
5 Heptacosane 380 C27H56 000593-49-7 80

Abundance Scan 2370 (17.177 min): BM033672.D\data.ms (-2366) (- m/z 57.10 100.00%
57.1

5000 J\/\’-—j\JL/\/\M
‘ 1700 17550
11841 : .
ob— ‘M“ L. “ “ 4L TUT 22022673 3851 7110 72.61%
mlz--> 50 100 150 200 250 300 350
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 — —
17.00 17.50
m/z 43.10 50.08%
T \“\ \ ‘ H “ “‘ \“\“\ \‘ “\]\-8\\‘?’\()‘ T \2\5‘3\'0\ L ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #59029: Tridecane
57.0
e e
17.00 17.50
5000 ITI/Z 85.10 41.57%
20,0 “\‘ | Fgo 141.0 1840
i T T S R A S R I
m/z--> 50 lOO 150 200 250 300 350
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- — ——
57.0 17.00 17.50
m/z 41.10 26.88%
o \/\M—J\]\N\W
L\ h\ \u \‘ u‘ 141 0 183 0 239 0 2960
o A e e e P
m/z--> 50 100 150 200 250 300 350 17.00 17.50

8270-BM@10522.M Tue Jan 11 06:50:50 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10722\
Data File : BM@33672.D

Acqg On : @7 Jan 2022 17:08
Operator : CG/JU

Sample : N1e51-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.254 12.18 ng 1445170  Phenanthrene-d10 17.354
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 2553 (18.254 min): BM033672.D\data.ms (-2548) (- m/z 73.10 100.00%
73.1

5000 1291 J\\M
213.2 — —
‘ 1712 ‘ 256.1 18.00 18.50
022 | i " “w\ il 2049 385 .. 4318 87.25%
m/z--> 50 100 150 200 250 300 350
Abundance #143510:n-Hexadecanok:add
5000 129.0 T RN
18.00 18.50
171.0 213.0 256.0 m/z 60.10 84.22%
HHM‘ m\h”w u‘\ ul r\“‘ ““‘\“‘\H“\HH’HH“
m/z--> 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid
73.0
— =
18.00 18.50
5000 129.0 ITI/Z 57.10 74.22%
29.0
‘ 199.0 2420
HL‘H‘ w\h”‘mu}“““HH“H"HH“
m/z--> 50 100 150 200 250 300 350
Abundance #92070: Tridecanoic acid T —
73.0 18.00 18.50
m/z 55.10 73.52%
5000
129.0
. 171.0 2140
it ‘\“ U\‘u“ I ‘uhh‘ \H“L ‘m‘w ! m‘ “ ‘\‘ ‘ M L e o — ——
m/z--> 50 100 150 200 250 300 350 18.00 18.50

8270-BM@10522.M Tue Jan 11 06:50:51 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10722\
Data File : BM@33672.D

Acqg On : @7 Jan 2022 17:08

Operator : CG/JU

Sample : N1e51-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 3,5-Dimethoxy-4-hydroxycinn... Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
18512 3.9 ng 463072 Phenanthrene-dle 17.354
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Dinethoxy-4-hydroxycinnanald. .. 268 C11H1204 687345-53-7 90
2 trans-Sinapaldehyde 208 C11H1204 004206-58-0 87

3 Butan-1-one, 1-(3,4-dimethoxyphe... 208
4 3-tert-Butyl-4-hydroxyanisole 180
5 2,5-Dimethoxycinnamic acid

208

C12H1603
C11H1602
C11H1204

Abundance Scan 2597 (18.512 min): BM033672.D\data.ms (-2594) (-

054419-21-5 58
000121-00-6 42
010538-51-9 41

m/z 208.10 100.00%

208.1
165.1
5000
77.1
122. T 1
o) 272.4 18.50
0 Al h 2724 34000 16c 10 64.36%
miz--> 50 100 150 200 250 300
Abundance  #84493: 3,5-Dimethoxy-4-hydroxycinnamaldehyde
208.0
5000 — :
165.0 18.50
65.0 m/z 137.05  60.41%
sl
— \“u }H‘\H\‘HH‘\ d}‘ﬂ‘\“\‘u“ L‘\L “‘um‘ h‘\\i‘ by “ .
miz--> 50 100 150 200 250 300
Abundance #84448: trans-Sinapaldehyde
208.0
T \
18.50
5000 165.0 m/Z 180.10 36.43%
77.0 122.
39. H
I I
miz-> 50 100 150 200 250 300
Abundance #84782: Butan-1-one, 1-(3,4-dimethoxyphenyl)- T ‘
165.0 18.50
m/z 77.10 34.77%
5000
208.0
a10 90 1220 ‘
M A v A N —
m/z--> 50 100 150 200 250 300 18.50

8270-BM@10522.M Tue Jan 11 06:50:52 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10722\
Data File : BM@33672.D

Acqg On : @7 Jan 2022 17:08

Operator : CG/JU

Sample : N1e51-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 trans-Sinapyl alcohol Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
18.560 8.38 ng 993622  Phenanthrene-d1e 17.354
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Sinapyl alcohol 210 C11H1404 020675-96-1 97
2 cis-Sinapyl alcohol 210 C11H1404 104330-63-4 90
3 Syringylacetone 210 C11H1404 019037-58-2 60
4 9-Methyl-1-phenazinol 210 C13H16N20 013860-43-0 42
5 4-Ethyl-2,6-dimethoxyphenol 182 C10H1403 014059-92-8 38

Abundance Scan 2605 (18.560 min): BM033672.D\data.ms (-2601) (-

m/z 167.10 100.00%

16f.1 210.1
5000
77.1
121.1 —— :
41, 18.50
| 247.32831 3411 .., 710.10  88.65%
miz--> 50 100 150 200 250 300
Abundance #86880: trans-Sinapyl alcoho
210.0
167.0
5000 ——
18.50
770 1510 m/z 154.1@  39.22%
* L
\“”H\LH‘\”?‘\“‘ L L B B
m/z--> 50 100 150 200 250 300
Abundance #86878: cis-Sinapyl alcoho
167.0 210.0
U \
18.50
5000 77.0 m/Z 149.05 37.18%
121.0
39.0
“‘}“M“u“m S —
m/z--> 50 100 150 200 250 300
Abundance #86874: Syringylacetone T ‘
167.0 18.50
m/z 77.10 34.28%
5000
210.0
43.0 12‘3-0
[, 09 [ \ |
T R B e S M N B ——
m/z--> 50 100 150 200 250 300 18.50

8270-BM@10522.M Tue Jan 11 06:50:53 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10722\
Data File : BM@33672.D

Acqg On : @7 Jan 2022 17:08
Operator : CG/JU

Sample : N1e51-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.518 7.85 ng 950301  Chrysene-di12 21.518
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80

Abundance Scan 2768 (19.518 min): BM033672.D\data.ms (-2764) (- m/z 43.10 100.00%

5000 129.1 &M
185.2 241.2 — :
19.50
A 430, m/z 73.10 99.85%
mlz--> 50 100 150 200 250 300 350 400
Abundance #179093: Octadecanoic acid
73.0
129.0
5000| 2g. 284.0 - |
185.0 19.50
‘ m/z 57.10 87.07%
”\““‘\Hi“m}“‘}\m\‘ ”\"“\ \L\‘\ “ 1 \“\ \‘ “\ T \‘\ LA L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #126199: Pentadecanoic acid
3.0
R \
19.50
5000 129.0 ITI/Z 60.10 84.18%
274 199.0
i ‘HZ‘MO
m/z--> 50 100 150 200 250 300 350 400
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es e ‘
43.0 19.50
m/z 55.10 79.54%
5000 284.0
129.0
‘ 185.0
AT e | emao -
m/z--> 50 100 150 200 250 300 350 400 19.50

8270-BM@10522.M Tue Jan 11 06:50:54 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10722\
Data File : BM@33672.D

Acqg On : @7 Jan 2022 17:08
Operator : CG/JU

Sample : N1e51-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 16 Eicosane

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
20.077 12.64 ng 1529820  Chrysene-d12 21.518
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heneicosane 296 C21H44 000629-94-7 93
3 Tricosane 324 C23H48 000638-67-5 93
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91

Abundance Scan 2863 (20.077 min): BM033672.D\data.ms (-2855) (-

m/z 57.10 100.00%

57.1
5000
20.00 |
1692 :
oma‘u h y MM 152202 2951 36544152 ., 71.10  61.77%
m/z--> 50 100 150 200 250 300 350 400
Abundance #176387: Eicosane
57.0
5000 — |
20.00
282.0 m/z 43.18 59.34%
.0
WJI
m/z--> 50 100 150 200 250 300 350 400
Abundance #194589: Heneicosane
57.0
L
20.00
5000 m/z 85.10 45.41%
296.0
L 0690 2250 BP0
m/z--> 50 100 150 200 250 300 350 400
Abundance #229643: Tricosane 7 ‘
57.0 20.00
m/z 55.10 24.64%
- \W@MMMVJAW/\Wv/AmeMMM
0 324.0
‘ H\ hl' \‘ | \16\9\012\2\50
\\\\‘\ \‘\‘\‘\\J‘\‘\\\‘\\\‘\“\‘\\\‘\\‘\\‘\\\\‘\\\\ \‘\
m/z--> 50 100 150 200 250 300 350 400 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10722\
Data File : BM@33672.D

Acqg On : @7 Jan 2022 17:08
Operator : CG/JU

Sample : N1e51-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 17 Heneicosane

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.106 11.01ng 1332630 Chrysene-d12 21.518
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosamne 206 Co1Has 000629-4-7 96
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91

394 C28H58
304 C16H33Br

3 Octacosane
4 Pentadecane, 7-(bromomethyl)-

5 Heptadecane, 9-octyl- 352 C25H52
Abundance Scan 3038 (21.106 min): BM033672.D\data.ms (-3033) (-
57.1
5000
0 ‘L h. ] d | ‘1691 253.3 309.3 365.3 430.
e e S e
mlz--> 50 100 150 200 250 300 350 400
Abundance #194587: Heneicosane
57.0
5000
\\“\\L‘\\‘\H‘\“‘\‘“\I\““\‘\9\9“2\2\5\9‘\\2\9\?\0\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #307033: Octacosane, 2-methyl-
57.0
5000

LT 1690 250 2m0 50

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

000630-02-4 91
052997-43-0 91
007225-64-1 91

m/z 57.10 100.00%

—

21.00 21.50
m/z 71.10 66.63%

%

21.00 21.50
m/z 43.10 59.20%

%

— —
21.00 21.50
m/z 85.10 47.16%

%

Abundance #298427: Octacosane
57.0 21.00 21.50
m/z 55.10 24.52%
| ‘ (1130 160.0 2250 281.0 337.0 394.0
‘H‘““‘“‘“‘“H‘““““““‘w““““‘ ‘ ——
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10722\
Data File : BM@33672.D

Acqg On : @7 Jan 2022 17:08
Operator : CG/JU

Sample : N1e51-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.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 18 1-Tetracosene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

21.230 6.75 ng 816970  Chrysene-di12 21.518
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 (C24H48 010192-32-2 99
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 99
3 1-Heneicosanol 312 C21H440 015594-90-8 95
4 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94

Abundance Scan 3059 (21.230 min): BM033672.D\data.ms (-3055) (- m/z 57.10 100.00%
57.1

. 111 /\J\,/\\/J
—— —
‘ } 1 o531 4292 ‘ 21.00 21.50
oAb ASTT | 2531 357.1 4292 489. ./, 5516  95.61%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #244230: 1-Tetracosene
55.0
111.0
5000 — —
21.00 21.50
m/z 43.10 86.87%
“ 336.0
\\‘\\“\‘\\“\‘\\‘Jl‘“\\\\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #248981: 1-Heneicosyl formate
57.0
—— —
21.00 21.50
5000 110 m/z 83.10 84.13%

L1 16702220 2040

T R L A Raa
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #215083: 1-Heneicosano

55.0 21.00 21.50

m/z 69.10 77.90%

%

5000 111.0

h b ‘\ “ 1\167 0 266.0

m/z--> 0 50 100 150 200 250 300 350 400 450 21.00 21.50

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10722\
Data File : BM@33672.D

Acqg On : @7 Jan 2022 17:08
Operator : CG/JU

Sample : N1e51-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 19 Heptadecane, 9-octyl-

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.959 11.34 ng 1373050  Chrysene-d12 21.518
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 95
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
4 Tetracosane, 11-decyl- 479 C34H70 055429-84-0 91
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91

Abundance Scan 3183 (21.959 min): BM033672.D\data.ms (-3178) (-
57.1

5000

ol M]”‘ﬂl“‘“2225228413362 409.2 476.1

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #262017: Heptadecane, 9-octyl-

57.0

5000

113.0 239.0
LT 890 23005040

TTT “\H\‘HH‘H\\‘H\\‘HH‘HH‘HH‘HH‘HH‘

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #307033: Octacosane, 2-methyl-

57.0

5000

“ ]1 Jl I ‘169 0 225 0281.0 365.0

e S ARA R AR m e e A

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #132769: 2-Bromo dodecane

57.0

5000

113.0 169.0
LTI 2a80

m/z 57.10 100.00%

-

22.00
m/z 71.10 66.86%

:

22.00
m/z 43.10 59.84%

!

22.00
m/z 85.10 49.67%

-

22.00
m/z 55.10  26.30%

m/z--> 0 50 100 150 200 250 300 350 400 450
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10722\
Data File : BM@33672.D

Acqg On : @7 Jan 2022 17:08
Operator : CG/JU

Sample : N1e51-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 20 Octadecane

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
22.912 11.28 ng 1213080  Perylene-di12 23.947
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Octadecane 254 C18H38 000593-45-3 93
3 Heptacosane 380 C27H56 000593-49-7 93
4 Heptadecane 240 C17H36 000629-78-7 93
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 93

Abundance Scan 3345 (22.912 min): BM033672.D\data.ms (-3341) (-
57.1

5000

0 ‘\ ” [ 11692 2392 32333833 491,
e Re, 239.2 3233 3833 491

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194587: Heneicosane

57.0

5000

\‘ ﬂm‘l.\ 169.0 2250 296.0

| T A |
’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #141058: Octadecane

57.0

5000

LI a0 20

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #287977: Heptacosane

57.0

5000

| ‘ {1130 169.0225.0281.0 3800

m/z 57.10 100.00%

:

23.00
m/z 71.10 67.26%

:

23.00
m/z 43.10 54.57%

-

23.00
m/z 85.10  48.24%

3

23.00
m/z 55.10  22.52%

m/z--> 0 50 100 150 200 250 300 350 400 450
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10722\
Data File : BM@33672.D

Acqg On : 07 Jan 2022 17:08
Operator : CG/JU

Sample : N1e51-02

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@10522.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|
Ethanol, 2-(2-b... 10.572 4.0 ng 336371 2 10.795 1679550 20.0
Sulfurous acid,... 11.842 4.9 ng 414232 2 10.795 1679550 20.0
Dodecane, 2,6,1... 13.178 4.0 ng 540842 3 14.619 2686530 20.0
Tetradecane 14.113 4.0 ng 530212 3 14.619 2686530 20.0
unknownl14.460 14.460 3.4 ng 450573 3 14.619 2686530 20.0
Pentadecane 14.525 2.8 ng 381141 3 14.619 2686530 20.0
unknown15.148 15.148 3.3 ng 444823 3 14.619 2686530 20.0
Hexadecane, 3-m... 15.877 5.1 ng 680207 3 14.619 2686530 20.0
Hexatriacontane 16.330 2.5 ng 300669 4 17.354 2372800 20.0
Pentadecane, 2,... 16.360 10.9 ng 1288550 4 17.354 2372800 20.0
Hexadecane, 2,6... 17.177 7.5 ng 886947 4 17.354 2372800 20.0
n-Hexadecanoic ... 18.254 12.2 ng 1445170 4 17.354 2372800 20.0
3,5-Dimethoxy-4... 18.512 3.9 ng 463072 4 17.354 2372800 20.0
trans-Sinapyl a... 18.560 8.4 ng 993622 4 17.354 2372800 20.0
Octadecanoic acid 19.518 7.8 ng 950301 5 21.518 2421190 20.0
Eicosane 20.077 12.6 ng 1529820 5 21.518 2421190 20.0
Heneicosane 21.106 11.0 ng 1332630 5 21.518 2421190 20.0
1-Tetracosene 21.230 6.8 ng 816970 5 21.518 2421190 20.0
Heptadecane, 9-... 21.959 11.3 ng 1373050 5 21.518 2421190 20.0
Octadecane 22.912 11.3 ng 1213080 6 23.947 2149950 20.0
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