LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@30722\
Data File : BP0@9294.D

Acqg On : 07 Mar 2022 20:09
Operator : CG/JU

Sample : N1774-01

Misc :

ALS Vvial : 16 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_ P\Methods\8270E-BP©30522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@09294.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.075 11 15 28 rVB 862406 1376442 6.88% 1.163%
2 5.416 406 413 428 rBV 6861124 11030104 55.17% 9.320%
3 6.993 671 681 690 rBV 6571339 11297759 56.51% 9.546%
4 7.822 814 822 830 rBV 1831624 3118923 15.60% 2.635%
5 8.969 1008 1017 1031 rBV 4065829 7254718 36.29% 6.130%

6 10.610 1288 1296 1311 rBV 2337475 4237471 21.19% 3.581%
7 12.081 1537 1546 1555 rBv2 257528 558532 2.79%  0.472%
8 13.081 1709 1716 1728 rVB 10352023 16294079 81.50% 13.768%
9 13.304 1749 1754 1761 rBV 149858 210216 1.e5% 0.178%
10 13.892 1848 1854 1859 rBV 131750 225039 1.13% 0.190%

11 14.304 1919 1924 1931 rVB3 190082 332882 1.67% ©.281%
12 14.381 1932 1937 1941 rBV 133527 205998 1.03% 0.174%
13 14.457 1941 1950 1958 rBV 3380812 5506435 27.54% 4.653%
14 14.575 1965 1970 1980 rVB 601863 916083 4.58% 0.774%
15 15.263 2082 2087 2096 rVB8 160646 291374  1.46%  0.246%
16 15.610 2142 2146 2155 rBV 307752 498428 2.49% 0.421%
17 15.951 2198 2204 2212 rBV 7473041 11165387 55.85% 9.435%
18 16.198 2242 2246 2249 rBv4 361958 608437 3.04% ©.514%
19 16.228 2249 2251 2260 rVB2 418024 614788 3.08% 0.519%
20 16.969 2374 2377 2380 rBV = 282487 358037 1.79% ©.303%
21 17.004 2380 2383 2387 rVV 359543 459692 2.30% ©.388%
22 17.057 2389 2392 2404 rVB2 642766 1103705 5.52% ©0.933%
23 17.216 2414 2419 2424 rBV 3640567 5277268 26.40%  4.459%
24 17.745 2506 2509 2513 rVB 735657 868920 4.35% 0.734%
25 18.127 2571 2574 2580 rVB3 926845 1396855 6.99% 1.180%

26 18.422 2622 2624 2629 rVB 682737 753109  3.77% ©.636%
27 18.874 2698 2701 2705 rVB 909000 1070168 5.35%  0.904%
28 19.798 2853 2858 2863 rVB 14840640 19992862 100.00% 16.894%
29 21.327 3115 3118 3123 rVB 4308601 5237021 26.19% 4.425%
30 23.733 3523 3527 3536 rVB2 28083800 6084348 30.43% 5.141%

Sum of corrected areas: 118345080
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: @07 Mar 2022 20:09
: CG/JU
: N1774-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP030722\
BP009294.D

: 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
2e+07

1.5e+07

le+07

5000000

0

TIC: BP009294.D\data.ms

5.416 6.993

8.969

7.892 10.610

.075

Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance
2e+07

1.5e+07

1le+07

5000000

TIC: BP009294.D\data.ms
19.798

13.081

15.951

422
17.74518'1;_178

19
12.081 3304 13.80214808°7°  15.2635.610 || IELIS

Time-->
Abundance
2e+07

1.5e+07

le+07

5000000

0

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: BP009294.D\data.ms

21.327

23.733

Time--> 20.50 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 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_P\Data\BP@30722\
Data File : BP0@9294.D

Acqg On : @7 Mar 2022 20:09
Operator : CG/JU

Sample : N1774-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.075 8.83 ng 1376440  1,4-Dichlorobenzene-d4 7.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 90
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 43
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 32
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 16
Abundance  Scan 15 (3.075 min): BP009294.D\data.ms (-11) (-) m/z 73.00 100.00%
73.0
5000 J\
R RAEmaaERREMEEE
‘ ‘ ) 3.103.203.303.403.50
ol UlL1] 1328 208926713268 4129 4887546 ., 4300 32.20%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LI L R L IR R
3.103.203.303.403.50
‘ m/z 87.05 25.77%
O J!“\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
P
3.103.203.303.403.50
5000 m/z 55.05 21.75%
0 ‘HM
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #2307: 1,3-Dioxolane, 2-methyl- D EARRNENRENNEREERREa s ey
73.0 3.103.203.303.403.50
m/z 71.05 11.79%
) JL/L
0 J\M“‘m‘mwm‘m‘_‘H‘mWHWHWHHWH_ Y /AN —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@30722\
Data File : BP0@9294.D

Acqg On : @7 Mar 2022 20:09
Operator : CG/JU

Sample : N1774-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 Safrole Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.081 2.64 ng 558532  Naphthalene-d8 10.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Safrole 162 C1OH1002 000094-59-7 98
2 1,3-Benzodioxole, 5-(1-propenyl)... 162 C10H1002 017627-76-8 96
3 Benzene, 1,2-(methylenedioxy)-4-... 162 C10H1002 004043-71-4 96
4 1,3-Benzodioxole, 5-(1-propenyl)- 162 C10H1002 000120-58-1 95
5 1,4-Benzenedicarboxaldehyde, 2,5... 162 C10H1002 007044-92-0 41

Abundance Scan 1546 (12.081 min): BP009294.D\data.ms (-1537) (- m/z 161.95 100.00%

161.9
104.0
5000
—
“ 12.00
o m Middf il ] 222128103400 43034944 ;10395  s2.67%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #37546: Safrole
162.0
104.0
5000 T
12.00
‘ m/z 131.00  45.46%
0 H h l} 1\ i

‘HH‘HH‘\IH’ UL L B O L L L L B R B B L

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

Abundance #37649: 1,3-Benzodioxole, 5-(1-propenyl)-, (2)-
162.0

-

104.0
12.00

5000 m/z 77.00 42.04%

4%-H 1‘. 1L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #37674: Benzene, 1,2-(methylenedioxy)-4-propenyl-, (E)-
162.0 12.00

m/z 102.95  39.47%

o

—

104.0

5000

-

0 x‘HM m\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@30722\
Data File : BP0@9294.D

Acqg On : @7 Mar 2022 20:09
Operator : CG/JU

Sample : N1774-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 Tetraglyme Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.575 3.33 ng 916083  Acenaphthene-di1e 14.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetraglyme 222 C1eH2205 000143-24-8 72
2 Hexaethylene glycol dimethyl ether 310 C14H3007 001072-40-8 64
3 Ethyl 2,5,8,11-tetraoxatridecan-... 250 C11H2206 1000366-77-9 64
4 2-Butanol, 1-methoxy- 104 C5H1202 053778-73-7 64
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 64

Abundance Scan 1970 (14.575 min): BP009294.D\data.ms (-1965) (-  m/z 59.00 100.00%

59.0
5000
I T
14.50
okl »H“??‘3‘3‘%?“3”1“2‘?9‘?‘3‘45 84009 475.1532.9  n/z 45.00  39.18%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #100835: Tetraglyme
59.0
5000 — :
14.50
m/z 58.00 35.57%
O‘\‘\M\J‘ \\\“]\-\3\3\‘()\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #211241: Hexaethylene glycol dimethyl ether
59.0
T \
14.50
5000 ITI/Z 89.00 18.04%
o Ll 1“114702210‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #135031: Ethyl 2,5,8,11-tetraoxatridecan-13-oate
59.0 14.50
m/z 102.95 16.42%
- | JLLA
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@30722\
Data File : BP©@9294.D

Acqg On : @7 Mar 2022 20:09

Operator : CG/JU

Sample : N1774-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 Naphthalene, 1,6-dimethyl-4... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
16.198 2.31 ng 608437  Phenanthrene-di10 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl-4-(1-m... 198 C15H18 000483-78-3 86
2 Heptadecane 240 C17H36 000629-78-7 72
3 Hexadecane 226 C16H34 000544-76-3 72
4 Azulene, 1,4-dimethyl-7-(1-methy... 198 C15H18 000489-84-9 58
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 42

Abundance Scan 2246 (16.198 min): BP009294.D\data.ms (-2242) (-
57.0

5000

o

AHH qu. \| H’n

183.1

249.9 326.8 395.7 475.1538.5

m/z--> 0

5000

o

50 100 150 200 250 300 350 400 450 500 550
Abundance #74041: Naphthalene, 1,6-dimethyl-4-(1-methylethyl)-

18

83.0
i .HN. L) Jh “

3.0

m/z-->
Abundance

5000

#123960: Heptadecane

57.0

6

240 0

‘\H\’\HI \H!‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘\\H‘\

0 50 100 150 200 250 300 350 400 450 500 550

0 ‘ TT
m/z--> 0
Abundance

5000

|

|, A27.0

226.0

50 100 150 200 250 300 350 400 450 500 550
#107217: Hexadecane

m/z 57.05 100.00%

=

16.00 16.50
m/z 71.106 71.33%

—

16.00 16.50
m/z 43.05 70.19%

-

16.00 16.50
m/z 183.10 64.00%

—

16.00 16.50
m/z 85.10 47.17%

m/z--> 0

O b A s e e e

50 100 150 200 250 300 350 400 450 500 550
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@30722\
Data File : BP0@9294.D

Acqg On : @7 Mar 2022 20:09
Operator : CG/JU

Sample : N1774-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 Octadecane, 2,6-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.228 2.33 ng 614788  Phenanthrene-di10 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 2,6-dimethyl- 282 C20H42 075163-97-2 90
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 87
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 80
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 80
5 Sulfurous acid, 2-ethylhexyl und... 348 C19H4003S 1000309-19-4 72

Abundance Scan 2251 (16.228 min): BP009294.D\data.ms (-2249) (- m/z 57.10 100.00%

57.1
5000
—r —
‘ 1271 10, 16.00 16.50
ob ALLLTAT 1931250.0 3412 4150 5041 10 7110 e7.97%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176399: Octadecane, 2,6-dimethyl-
57.0
5000 —— e
16.00 16.50
m/z 43.10 51.40%
l 70 1960
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
—r —
16.00 16.50
5000 m/z 85.10  28.64%
| 1279 147
okl ro 2670
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #90208: Dodecane, 2,6,11-trimethyl- —— ——
57.0 16.00 16.50
m/z 41.10 23.77%
o Aw4fuw“%WjNWNNHWfNM/
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@30722\
Data File : BP0@9294.D

Acqg On : @7 Mar 2022 20:09
Operator : CG/JU

Sample : N1774-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 Hexadecane, 3-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

17.057 4.18 ng 1103710  Phenanthrene-d10 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 89
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 86
3 Docosane 310 C22H46 000629-97-0 80
4 2-Bromotetradecane 276 C14H29Br 074036-95-6 80
5 Tetracosane 338 (C24H50 000646-31-1 80

Abundance Scan 2392 (17.057 min): BP009294.D\data.ms (-2389) (- m/z 57.10 100.00%
57.1

‘ 17.00 |
197.1 :
o ML 19700570 suzmaonz azs2 509 L ' ve 7841
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #123966: Hexadecane, 3-methyl-
57.0
5000 —
17.00
m/z 43.10 50.57%
111 J1270 211.0
0\\\‘\1\‘\‘#\“\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
T \
17.00
5000 ITI/Z 85.10 44 .37%
| 1270 1970
obbdbb [ Ll 220 2670
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #212281: Docosane T ‘
57.0 17.00
m/z 59.00 34.39%
5000
| ‘ | P70 1970 3100
0 H“H"_“MM\H"H“H“_“w‘u“u“_“w“u“ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@30722\
Data File : BP0@9294.D

Acqg On : @7 Mar 2022 20:09
Operator : CG/JU

Sample : N1774-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.745 3.29 ng 868920  Phenanthrene-di10 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 70
2 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 58
3 Decane, 1-iodo- 268 C1OH21I 002050-77-3 58
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 58
5 Hexadecane 226 C16H34 000544-76-3 49

Abundance Scan 2509 (17.745 min): BP009294.D\data.ms (-2506) (-  m/z 57.10 100.00%

57.1
5000
—r —
‘ ‘19.1 17.50 18.00
o ALY, 203126813981 429148925450 .0 7119 0.50%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158597: Nonadecane
57.0
5000 LI L
17.50 18.00
m/z 43.10 59.27%
L u270 25m0 2680
O\\‘\\‘\\\J‘\‘\\A\\l‘l\l\\\‘f\\T’\W\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
—r —
17.50 18.00
5000 m/z 85.10  43.09%
140.0
Obrbbdbp i r 2260
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #157264: Decane, 1-iodo- T —
57.0 17.50 18.00
m/z 41.10 32.21%
5000 M
‘ 155.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@30722\
Data File : BP0@9294.D

Acqg On : @7 Mar 2022 20:09
Operator : CG/JU

Sample : N1774-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.128 5.29 ng 1396860  Phenanthrene-d10 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 86
3 Tridecanoic acid 214 C13H2602 000638-53-9 62
4 n-Decanoic acid 172 C10H2002 000334-48-5 58
5 Pentadecanoic acid 242 C15H3002 001002-84-2 58

Abundance Scan 2574 (18.127 min): BP009294.D\data.ms (-2571) (- m/z 73.00 100.00%

73.0
5000
213.2
15 1 = —
‘ f ‘ 18.00 18.50
0 HU‘wejuw‘mw“m N*\LM‘3‘7‘?‘1“?’4‘1‘9”‘4321‘459‘9‘5‘4?" m/z 43.18 87.27%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
18.00 18.50
V 213.0 m/z 60.00 75.46%
O\\i“ \L"“Jl“\“\\l\\\\!‘\ \!\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid
73.0
—— —
18.00 18.50
5000 ITI/Z 57.10 73.48%
L 228.0
0Lk M“‘“W\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92068: Tridecanoic acid T ——
73.0 18.00 18.50
m/z 41.10 65.68%
5000 MWM
L 2140
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@30722\
Data File : BP0@9294.D

Acqg On : @7 Mar 2022 20:09
Operator : CG/JU

Sample : N1774-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.422 2.85 ng 753109  Phenanthrene-di10 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Pentadecane 212 C15H32 000629-62-9 96
3 Tetracosane 338 (C24H50 000646-31-1 90
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 90
5 Heptadecane 240 C17H36 000629-78-7 90

Abundance Scan 2624 (18.422 min): BP009294.D\data.ms (-2622) (- m/z 57.10 100.00%
57.1

L

5000
18.50
127.1 197 1
ok 4] "J“ ik b 2004 34194011 4761534.7 ./, 71 10 76.22%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane
57.0
5000

s
18.50
m/z 43.16  64.11%

O‘\\‘\\’\\\\‘\\\T‘“\'\\‘\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90189: Pentadecane
57.0
—
18.50
5000 ITI/Z 85.10 55.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #246481: Tetracosane —
57.0 18.50
m/z 41.10 29.74%
5000

{

27.0
o LU LLEETD 2070 2670 3380

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@30722\
Data File : BP0@9294.D

Acqg On : @7 Mar 2022 20:09
Operator : CG/JU

Sample : N1774-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP030522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Hexadecane, 2,6,10,14-tetra... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.875 4.06 ng 1070170  Phenanthrene-d10 17.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 92
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 90
3 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 74
4 Docosane 310 C22H46 000629-97-0 72
5 Pentadecane 212 C15H32 000629-62-9 72
Abundance Scan 2701 (18.874 min): BP009294.D\data.ms (-2698) (- m/z 57.10 100.00%
57.1
5000
‘ 18,50 19.00
9.1 206.1967.1 : :
ol LI (200227 su1y masarsassss ) 7116 5. e8%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176387: Eicosane
57.0
5000 — ——
18.50 19.00
282.0 m/z 43.10 49.10%
L0 s
O\\l\\‘\\\\l‘\‘\\T‘A\‘Ll‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
P P
18.50 19.00
5000 m/z 85.10 44.73%
| 12709 1470
ob bl L 20 2670
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #45506: Decane, 3,6-dimethyl- — —
57.0 18.50 19.00
m/z 41.10 23.71%
5000
’ ‘ |||, 420
U — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@30722\
Data File : BP0@9294.D

Acqg On : @7 Mar 2022 20:09
Operator : CG/JU

Sample : N1774-01

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP©30522.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|
Butane, 2-metho... 3.075 8.8 ng 1376440 1  7.822 3118920 20.0
Safrole 12.081 2.6 ng 558532 2 10.610 4237470 20.0
Tetraglyme 14.575 3.3 ng 916083 3 14.457 5506440 20.0
Naphthalene, 1,... 16.198 2.3 ng 608437 4 17.216 5277270 20.0
Octadecane, 2,6... 16.228 2.3 ng 614788 4 17.216 5277270 20.0
Hexadecane, 3-m... 17.057 4.2 ng 1103710 4 17.216 5277270 20.0
Nonadecane 17.745 3.3 ng 868920 4 17.216 5277270 20.0
n-Hexadecanoic ... 18.128 5.3 ng 1396860 4 17.216 5277270 20.0
Eicosane 18.422 2.9 ng 753109 4 17.216 5277270 20.0
Hexadecane, 2,6... 18.875 4.1 ng 1070170 4 17.216 5277270 20.0
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