LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33309.D

Acqg On : 06 Dec 2021 13:10
Operator : CG/JU

Sample 1 M4917-15

Misc :

ALS vial : 6 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-BM112421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@33309.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.654 49 54 62 rVB2 168391 237717 1.87% 0.349%
2 4.354 168 173 179 rBV 91115 129291 1.02% 0.190%
3 4.419 179 184 193 rW 80304 131150 1.03% 0.193%
4 5.043 285 290 303 rVB 154472 225744  1.77%  0.332%
5 5.437 349 357 363 rBV 214112 324784 2.55% 0.477%
6 5.513 363 370 376 rVW 1174968 1756374 13.81% 2.581%
7 5.590 376 383 390 rVB 137002 261411 2.06% 0.384%
8 5.937 436 442 450 rBV 109854 174218 1.37% 0.256%
9 7.101 629 640 651 rBvV 674830 1207941 9.50% 1.775%
106 7.307 669 675 684 rVB 109458 185168 1.46% 0.272%
11 7.925 766 780 786 rBV 468511 763912 6.01% 1.122%
12 8.031 792 798 808 rVB 96261 179019 1.41% 0.263%
13 8.295 836 843 852 rBV 316551 507224 3.99% 0.745%
14 8.960 950 956 963 rBV3 109003 209011 1.64% 0.307%
15 9.089 971 978 987 rVV 1651969 2944301 23.15% 4.326%

16 10.119 1142 1153 1161 rBV2 117215 229848 1
17 10.719 1243 1255 1260 rBV 591013 1089471 8
18 10.772 1260 1264 1270 rVB 124008 206697 1.62%
19 12.372 1525 1536 1543 rBV 39034 143890 1
20 12.595 1566 1574 1579 rBV 189828 348071 2

[CRCHCEEN)
w
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2
R

21 13.172 1663 1672 1678 rBV 3502434 5155610 40.53%
22 13.554 1733 1737 1742 rVB 108109 156007 1.23%
23 14.548 1900 1906 1914 rBV 834804 1262536 9.93%
24 15.113 1997 2002 2007 rBV 117911 210312 1.65%
25 16.036 2153 2159 2168 rBV 2499536 3771322 29.65%

Ve RrOoN
o]
Ul
%]
R

26 16.677 2265 2268 2276 rVB7 112208 183775 1.44%
27 17.083 2333 2337 2341 rVB 110154 156874 1.23%
28 17.289 2366 2372 2378 rBV 965498 1468142 11.54%
29 18.171 2512 2522 2543 rVB2 1337587 5218497 41.03%
30 18.454 2567 2570 2574 rBV2 150149 239441 1.88%

ONNOO
=
vl
~N
R

31 18.501 2575 2578 2584 rVB2 224428 337355 2.65% ©.496%
32 19.442 2735 2738 2749 rVB 316514 479914 3.77% 0.705%
33 19.895 2802 2815 2824 rBV2 6674056 12720279 100.00% 18.690%
34 20.930 2983 2991 3004 rBV 2076846 5557114 43.69%  8.165%
35 21.147 3025 3028 3034 rVB2 256794 339924  2.67% ©.499%

36 21.447 3075 3079 3090 rVB 1327373 1858337 14.61% 2.730%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33309.D

Acqg On : 06 Dec 2021 13:10
Operator : CG/JU

Sample 1 M4917-15

Misc

ALS vial : 6 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-BM112421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 21.765 3126 3133 3142 rBV 2521262 5074627 39.89% 7.456%
38 22.647 3276 3283 3296 rVB 1807256 4475501 35.18% 6.576%
39 23.647 3446 3453 3467 rVB2 995329 3567600 28.05% 5.242%
40 23.777 3470 3475 3489 rVB2 921786 2224791 17.49% 3.269%

41 24.800 3643 3649 3661 rVB2 734293 2347773 18.46%  3.450%

Sum of corrected areas: 68060973
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 06 Dec 2021 13:10
: CG/JU
: M4917-15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
BM@33309.D

: 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

Time-->

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BM033309.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33309.D

Acqg On : 06 Dec 2021 13:10
Operator : CG/JU

Sample : M4917-15

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 Ethene, (2-methoxyethoxy)-

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.

3.654 6.22 ng 237717 1,4-Dichlorobenzene-d4 7.925
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethene, (2-methoxyethoxy)- 102 C5H1002 001663-35-0 50
2 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 50
3 1-Propanol, 2-(1-methylethoxy)- 118 C6H1402 003944-37-4 47
4 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 47
5 Ethyl ether 74 C4H1e0 000060-29-7 39

Abundance  Scan 54 (3.654 min): BM033309.D\data.ms (-49) (-)
59.0

m/z 59.05 100.00%

5000 j\»
87'0 \\\\‘\\\\‘\\\\‘\\\
‘ 3.60 3.80 4.00
Obrr ol L L 1191 147.0 2070 /s 45.05  74.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4833: Ethene, (2-methoxyethoxy)-
45.0
5000 LA L I IO
150 3.60 3.80 4.00
' m/z 43.10 35.23%
87.0
O' ‘\\\‘i\\\‘\’\‘\\\“1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5024: 2-Pentanol, 2-methyl-
59.0
B
3.60 3.80 4.00
5000 m/z 41.10 24.50%
87.0
31.0 ‘
0 HM“‘;“H““‘H‘w‘H‘H,‘H“HHWH‘mwuwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10077: 1-Propanol, 2-(1-methylethoxy)- R EE I AR
45.0 3.60 3.80 4.00
m/z 87.05 24.39%
5000
87.0
0 I P A AT
m/z--> 20 40 60 80 100 120 140 160 180 200 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33309.D

Acqg On : 06 Dec 2021 13:10
Operator : CG/JU

Sample : M4917-15

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 Di-sec-Butyl ether

Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
4.419 3.43 ng 131150 1,4-Dichlorobenzene-d4 7.925
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di-sec-Butyl ether 130 C8H180 006863-58-7 90
2 Butane, 1,1'-[ethylidenebis(oxy)... 174 C10H2202 000871-22-7 50
3 1-Octene, 3-(methoxymethoxy)- 172 C10H2002 088738-34-5 50
4 DL-Lactamide, butyl ether 145 C7H15N02 1000452-56-5 45
5 Pentane, 2-butoxy- 144 CS9H200 062238-02-2 39

Abundance Scan 184 (4.419 min): BM033309.D\data.ms (-179) (-)

m/z 45.10 100.00%

45.1
5000
101.1
PO T
73.0 4.00 4.20 4.40 4.60 4.80
| Y \ 207.0 9
Ol e e 55 m/z 57.05  93.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15681: Di-sec-Butyl ether
43.0
5000 [T T[T o T[T [ i T
101.0 4.00 4.20 4.40 4.60 4.80
m/z 41.10 44.95%
73.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48869: Butane, 1,1'-[ethylidenebis(oxy)]bis-
57.0
R R RRRE TS
101.0 4.00 4.20 4.40 4.60 4.80
m/z 101.10 35.15%
5000 20.0
159.0
ow‘m‘, ‘““_Hwu‘HuhHwHH_m“mwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47048: 1-Octene, 3-(methoxymethoxy)- R EmamRRE
45.0 4.00 4.20 4.40 4.60 4.80
m/z 59.05 30.02%
5000 101.0
69.0
O et bt by 3280 1720 A e
m/z--> 20 40 60 80 100 120 140 160 180 200 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33309.D

Acqg On : 06 Dec 2021 13:10
Operator : CG/JU

Sample : M4917-15

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
5.043 5.91 ng 225744  1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 42
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 38
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 23
Abundance Scan 290 (5.043 min): BM033309.D\data.ms (-285) (-) m/z 43.10 100.00%
3.1
59.0
5000
1011 LN L L I L L L R RIS
4.80 5.00 5.20 5.40
L | 83.1 o
-t m/z 59.05 58.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L B R I R
59.0 4.80 5.00 5.20 5.40
150 1010 m/z 101.10 17.64%
O \\\‘\f‘f‘f‘\\fﬁﬁ\.\o\\“u{\\‘\\}\‘\\\\‘\\\\8‘:\3‘\.(\)\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9479: 2-Hexanol, 2-methyl-
59.0
e
4.80 5.00 5.20 5.40
5000 m/z 58.10 14.59%
41.0 101.0
b 20 2l il 730,830
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)- AR RS
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.16%
5000
41.0
29.0 101.0
O rrree bty 730, 880 L ST T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33309.D

Acqg On : 06 Dec 2021 13:10
Operator : CG/JU

Sample : M4917-15

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
7.307 4.85 ng 185168 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 93
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 93
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 675 (7.307 min): BM033309.D\data.ms (-669) (-) m/z 105.10 100.00%
106.1
5000 ]\
L O VY N A S
39.0 ‘ 7.00 7.20 7.40 7.60
Obrr bl b 1472 2080 10016 28.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10724: Benzene, 1-ethyl-2-methyl-
105.0
5000 \\‘\/\\\/\\‘\\\\’\\\\‘\\\\‘
7.00 7.20 7.40 7.60
77.0 m/z 77.00 13.49%
700, |
0 \H‘\‘\H“H“V\“U\\‘i“\H\“\‘H‘\“‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10725: Benzene, 1-ethyl-3-methyl-
105.0
A EEmEat Se e et
7.00 7.20 7.40 7.60
5000 m/z 91.05 12.74%
77.0
270 %10 | ‘
0 \H‘\‘1H“H“M“U\m“\H\“MHH“‘Hm‘\m‘\m‘\m‘uu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 7.00 7.20 7.40 7.60
m/z 79.05 10.83%
5000
) 77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33309.D

Acqg On : 06 Dec 2021 13:10
Operator : CG/JU

Sample : M4917-15

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 Mesitylene

Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
8.031 4.69 ng 179019 1,4-Dichlorobenzene-d4 7.925
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 94
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 93
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 87
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 87
Abundance Scan 798 (8.031 min): BM033309.D\data.ms (-792) (-) m/z 105.10 100.00%
105.1
5000
390 1O 7.80 8.00 8.20 8.40
o gl gero 207.0 9
O o e e e e m/z 120.10 37.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10692: Mesitylene
105.0
5000 L L I L LI L B
7.80 8.00 8.20 8.40
m/z 77.00 14.94%
51.0 77.0
O \\\‘2\7\'\0\“ T \““\H“\‘\\\‘H‘ T \‘\\‘M\\‘\“"\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
B REa R R TS
7.80 8.00 8.20 8.40
5000 m/z 119.10 9.73%
390 770
15.0
0 ‘H‘“1‘“‘H“‘M““‘H““‘“‘“UHM“,Hmewm_m_m
miz--> 20 40 60 80 100 120 140 160 180 200 A /\
Abundance #10705: Benzene, 1,2,4-trimethyl- el e
105.0 7.80 8.00 8.20 8.40
m/z 79.10 8.74%
5000
28.0 51.0 77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33309.D

Acqg On : 06 Dec 2021 13:10
Operator : CG/JU

Sample : M4917-15

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 Indane

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
8.295 13.28 ng 507224  1,4-Dichlorobenzene-d4 7.925
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 90
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 81
4 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 64
5 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 60
Abundance Scan 843 (8.295 min): BM033309.D\data.ms (-836) (-) m/z 117.05 100.00%
117.1
5000
91.1 \\\‘\\\\‘\\\\‘\\\\’\\\\
39.1 63.0 ‘ L 8.00 8.20 8.40 8.60
Ol bbb 2079 7 118,10 53.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10179: Indane
117.0
5000 UL L B I B A L
8.00 8.20 8.40 8.60
39.0 91.0 m/z 115.10  34.04%
' 3.0 '
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10197: Benzene, cyclopropyl-
117.0
R RRmmmEEE SRR
8.00 8.20 8.40 8.60
m/z 91.10 17.01%
5000 91.0
51.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10192: Benzene, 2-propenyl- RN e N e R R
117.0 8.00 8.20 8.40 8.60
m/z 63.00 9.97%
5000 91.0
39.0 65.0 /\
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33309.D

Acqg On : 06 Dec 2021 13:10

Operator : CG/JU

Sample : M4917-15

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 10 unknown8.960

R.T. EstConc Area Relative to ISTD R.T.
8.960 5.47 ng 209011 1,4-Dichlorobenzene-d4 7.925
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,2-Dimethylbutanedioic acid 146 C6H1004 000597-43-3 45
2 Allyldimethylsilane 100 C5H12Si 003937-30-2 38
3 2-Butanol, 2,3-dimethyl- 102 C6H140 000594-60-5 38
4 3-Hexanol, 5-methyl- 116 C7H160 000623-55-2 38
5 3-Heptanol 116 C7H160 000589-82-2 38

Abundance Scan 956 (8.960 min): BM033309.D\data.ms (-950) (-)
59

Concentration Rank 12

m/z 59.10 100.00%

1
43.1
PO T
‘ ‘ ‘ ‘ 1?2.1 129.1 8.60 8.80 9.00 9.20
0"HH_‘HJW‘MJWMHWMH‘MH_‘HMm‘ﬂHWH‘WMH‘HH_“ m/z 43.10 65.00%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #25228: 2,2-Dimethylbutanedioic acid
59.0
41.0
5000 IR L B I R
87.0 8.60 8.80 9.00 9.20
m/z 41.10 51.88%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #4108: Allyldimethylsilane
59.0
D
8.60 8.80 9.00 9.20
5000 ITI/Z 87.05 40.54%
43.0
85.0
‘ 100.0
0 wH\WMH”Ww\Mﬁw“HVﬁ\HM?M‘HHHHH‘H\wH\W\HW\HW\H
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #5047: 2-Butanol, 2,3-dimethyl-
59.0 8.60 8.80 9.00 9.20
m/z 84.05 37.23%
5000
87.0
41.0
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33309.D

Acqg On : 06 Dec 2021 13:10
Operator : CG/JU

Sample : M4917-15

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 11 Benzene, 1l-ethyl-2,4-dimethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
10.119 4.22 ng 229848 Naphthalene-d8 10.719
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 60
2 p-Cymene 134 C1eH14 000099-87-6 55
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 55
4 o-Cymene 134 C1eH14 000527-84-4 55
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 53

Abundance Scan 1153 (10.119 min): BM033309.D\data.ms (-1142) (- m/z 119.10 100.00%
119.1
5000
91.0 A
A Pty
51.1 451 2071 10.00 10.50
(o} T AANEmmEa R m/z 117.10 70.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000 SR o
10.00 10.50
91.0 m/z 134.05  34.43%
39.0 65.0 ‘ ‘
O \\\‘\‘}\\“‘\\‘\\‘\\\1”‘\\\\‘m\\\"\\\‘\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16995: p-Cymene
119.0
! . e
10.00 10.50
5000 m/z 91.05 28.23%
91.0
41.0 65.0
o) S T P VIR
m/z--> 20 40 60 80 100 120 140 160 180 200 M
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- o —T
119.0 10.00 10.50
m/z 115.10 26.82%
5000
91.0
oL |
S T o N RN ENEEIN S S G Py
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50

8270-BM112421.M Wed Dec 08 13:37:50 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33309.D

Acqg On : 06 Dec 2021 13:10
Operator : CG/JU

Sample : M4917-15

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 12 Hexadecane

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
18.171 71.09 ng 5218500  Phenanthrene-d10 17.289
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tetratetracontane 619 C44H90 007098-22-8 70
3 Octacosane 394 (C28H58 000630-02-4 70
4 Hexacosane 366 C26H54 000630-01-3 70
5 Heneicosane 296 C21H44 000629-94-7 64

Abundance Scan 2522 (18.171 min): BM033309.D\data.ms (-2512) (-
57.1

5000

29.1
H’“]ﬁ. Iy 213 2281 1 355.2

4

O bt b O PO e
miz--> 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #107217: Hexadecane
57.0
5000
0 1“ 127.0  226.0
\H‘H\\‘\H\’HH‘HH’HH‘HH‘HH‘HH‘HH‘HH‘HH‘H\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347240: Tetratetracontane
57.0
5000
0 H‘I‘H?ng7026703370 463.0 561.0
A e e e e e

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600

m/z 57.10 100.00%

%

18.00 18.50
m/z 43.10 77.54%

-

18.00 18.50
m/z 71.10 63.06%

-

18.00 18.50
m/z 85.10 43.97%

%

Abundance #298427: Octacosane
57.0 18.00 18.50
m/z 55.10 37.61%
- @j\w\
ol LMLIFI01070 2810 sea0 o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 18.00 18.50

8270-BM112421.M Wed Dec 08 13:37:51 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33309.D

Acqg On : 06 Dec 2021 13:10

Operator : CG/JU

Sample : M4917-15

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 cis-Sinapyl alcohol Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
18.501 4.60 ng 337355  Phenanthrene-d10 17.289
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-Sinapyl alcohol 210 C11H1404 104330-63-4 90
2 1-(1-Hydroxybutyl)-2,5-dimethoxy... 210 C12H1803 149083-03-4 64
3 trans-Sinapyl alcohol 210 C11H1404 020675-96-1 64

4 3-Phenylbicyclo(3.2.2)nona-3,6-d... 210 C15H140
5 2-Butenal, 3-methyl-, dibutylhyd... 210 C13H26N2

073830-83-8 38
075268-13-2 38

Abundance Scan 2578 (18.501 min): BM033309.D\data.ms (-2575) (- m/z 167.10 100.00%

167.1 210.1
5000 77.1
w01 21.1 — :
Lol gl L 28 s, a0
0! ‘h‘m\; \“U ‘HH‘M“ uh"mchh “u“\ ‘H\‘WM gty m/z 210.10 95.13%
miz--> 50 100 150 200 250
Abundance #86878: cis-Sinapyl alcohol
167.0 210.0
5000 77.0 _— ‘
121.0 18.50
39.0 m/z 154.10  45.92%
0! “\’\‘HMM“ | “ P
miz--> 50 100 150 200 250
Abundance  #87173: 1-(1-Hydroxybutyl)-2,5-dimethoxybenzene
167.0
T \
18.50
5000 m/z 77.10 41.59%
124.
210.0
41.0 77.0 ‘
P N O I
miz--> 50 100 150 200 250
Abundance #86880: trans-Sinapyl alcohol T |
210.0 18.50
167.0 m/z 149.05  33.17%
5000
7o 121.0
39.0 “
0! b ‘hhm‘ \\’\\w‘\m“ il ‘ ‘ ——— —
miz--> 50 100 150 200 250 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33309.D

Acqg On : 06 Dec 2021 13:10
Operator : CG/JU

Sample : M4917-15

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 Octadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.442 5.16 ng 479914  Chrysene-di12 21.447
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 76
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 2738 (19.442 min): BM033309.D\data.ms (-2735) (- m/z 43.10 100.00%

5000
129.1
185.2 241.2 T
hideol ]
ol L) L Lot 30043550 4290 0 73,10 98.74%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #179090: Octadecanoic acid
43.0
5000 T
129.0 1950
} \ 185.0 284.0 m/z 60.05 94.92%
0 T \“!H‘ ‘ \”H\"h“‘ \M‘\l\ \“‘\ \\\“\ “ ik J 7T \‘\\ UL L L B B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #126199: Pentadecanoic acid
73.0
—
19.50
5000 129.0 ITI/Z 41.10 80.41%
199.0
015.¢LWL
Ty
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #92070: Tridecanoic acid —
73.0 19.50
m/z 55.10 75.92%
5000
129.0
214.0
N Y T -
m/z--> 0 50 100 150 200 250 300 350 400 450 19.50

8270-BM112421.M Wed Dec 08 13:37:52 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33309.D

Acqg On : 06 Dec 2021 13:10
Operator : CG/JU

Sample : M4917-15

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 15 Octacosane, 2-methyl-

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
20.930 59.81 ng 5557110 Chrysene-d12 21.447
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91

Abundance Scan 2991 (20.930 min): BM033309.D\data.ms (-2983) (-
57.1

5000

0 l H J‘\“1L6922252 295.4351.4  430.2 489..
e = R R e e

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

Abundance #307033: Octacosane, 2-methyl-
57.0
5000
oL LT 169022500810 3650
\\\1‘\r\r‘r\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

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

Abundance #275537: Hexacosane
57.0
5000
0 ‘ .‘ ‘ h ” J\l \\ \1\6902250 295.0 367.0
e : R B e e R A

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

m/z 57.10 100.00%

%

21.00
m/z 71.10 64.63%

-

21.00
m/z 43.10 62.41%

%

21.00
m/z 85.10 46.25%

%

Abundance #194590: Heneicosane
57.0 21.00
m/z 55.10 23.23%
- N\/LJW
0 ‘ ‘ J “ J\’ ﬂl Ly \69 02250 296.0

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

8270-BM112421.M Wed Dec 08 13:37:53 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33309.D

Acqg On : 06 Dec 2021 13:10
Operator : CG/JU

Sample : M4917-15

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 Heptadecafluorononanoic aci...

Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
21.148 3.66 ng 339924  Chrysene-d12 21.447
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Heptadecafluorononanoic acid, pe... 674 C24H31F1702
2 2- Chloropropionic acid, hexadec... 332 C19H37C1l02

3 Behenic alcohol 326 C22H460
4 9-Octadecene, (E)- 252 C18H36
5 Hexacosyl propyl ether 424 C29H600

Abundance Scan 3028 (21.147 min): BM033309.D\data.ms (-3025) (-

1000356-03-1 87
086711-81-1 68
000661-19-8 68
007206-25-9 62
1000406-28-4 62

m/z 83.10 100.00%

83.1
5000
2100 2150
ol “‘\“““‘ b S 3900 46105350 ) T43 1 o6.78%
m/z--> 0 50 100150200250300350400450500550600650
Abundance #348687: Heptadecafluorononanoic acid, pentadecyl este
57.0
210.0
5000 T ——
21.00 21.50
m/z 57.10 91.13%
310
O ‘HJ\“\‘T T HM}T“\HA\‘\\‘H\‘\\!\‘3\3\!1\‘0\\\\‘\1\4\.‘6\5\\9‘\\\\‘\\\\‘\\6\\5‘§\'
m/z--> 0 50 100150200250300350400450500550600650
Abundance  #239256: 2- Chloropropionic acid, hexadecyl ester
43.0
— —
21.00 21.50
5000 m/z 55.10 76.48%
il h L2690
0y H"Hﬁmuwuwuu‘HH_HWHH_H‘_HWHH_HW‘
m/z--> 0 50 100150200 250300 350400 450500550 600 650
Abundance #232315: Behenic alcohol T —
43.0 21.00 21.50
m/z 69.10 71.77%
‘H‘“Hw‘u‘_‘HM‘H‘H‘W‘HW‘H‘_‘HM‘H‘H‘WH‘W‘H‘_‘ —— —
m/z--> 0 50 100150200250300350400450500550600650 21.00 21.50

8270-BM112421.M Wed Dec 08 13:37:54 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33309.D

Acqg On : 06 Dec 2021 13:10
Operator : CG/JU

Sample : M4917-15

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 Hexacosane

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.765 54.61 ng 5074630  Chrysene-d12 21.447
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91

Abundance Scan 3133 (21.765 min): BM033309.D\data.ms (-3126) (-
57.1

5000

ob AMIIE[21072 2811 se54300

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #275537: Hexacosane
57.0
5000
o \‘ ||1#/:0197.0267.0 3670
‘\\H‘\\H‘HH‘HH’HH‘HH‘WH\‘\H\‘\\H‘HH‘HH‘HH‘H\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #347241: Tetratetracontane
57.0
5000
ol | 1 |1 127:0197.0267.0337.0407.0 491.0562.0
et e e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

m/z 57.10 100.00%

-

21.50 22.00
m/z 71.10 65.86%

%

21.50 22.00
m/z 43.10 61.85%

:

21.50 22.00
m/z 85.10 46.47%

.

Abundance #298427: Octacosane
57.0 21.50 22.00
m/z 55.10 23.40%
- J\\Ah
ol Ul || 127.0197.0 281.0  394.0
“H‘_‘H‘H‘w‘u‘“‘w‘H‘_‘H‘H‘W‘H“H‘W‘H‘_‘H‘H‘ —— ——

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

8270-BM112421.M Wed Dec 08 13:37:55 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33309.D

Acqg On : 06 Dec 2021 13:10
Operator : CG/JU

Sample : M4917-15

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 18 Heptadecane, 9-octyl-

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
22.647 40.23 ng 4475500  Perylene-di12 23.777
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 96
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 91
4 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3283 (22.647 min): BM033309.D\data.ms (-3276) (-
57.1

5000

o || }7:2 1972 267.1 3322 4151 503.2
L 290E, 2671 382.2 4151 5032

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

Abundance #262017: Heptadecane, 9-octyl-
57.0
5000
127.0 239.0
O\\\J“\J‘\‘\‘\\d‘\lF\JHJ‘J\l\W‘\‘IHlT‘\12\9\6‘?0\\\‘\\\\‘\\\\‘\H\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane
57.0
5000
0 ‘\“ \‘\ Ii .\lllFJ?-io ‘1‘97'0 267.0 367.0
R B L R AN RRRRRREREERAR

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

m/z 57.10 100.00%

-

—r o
22.50 23.00
m/z 71.10 64.64%

%

T —
22.50 23.00
m/z 43.10 61.68%

-

— —
22.50 23.00
m/z 85.10 45.03%

-

Abundance #298427: Octacosane T =
57.0 22.50 23.00
m/z 55.10  22.16%
obbL ST, doT0, 2810 3040 . R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00

8270-BM112421.M Wed Dec 08 13:37:55 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33309.D

Acqg On : 06 Dec 2021 13:10
Operator : CG/JU

Sample : M4917-15

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 Tetracosane

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
23.647 32.07 ng 3567600  Perylene-d12 23.777
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 96
2 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 94
3 Hexacosane 366 C26H54 000630-01-3 91
4 Octacosane 394 (C28H58 000630-02-4 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3453 (23.647 min): BM033309.D\data.ms (-3446) (-

m/z 57.10 100.00%

57.1
5000
— —
‘ 1{ 23.50 24.00
oL LLITEE 183223032051 s193  are0 L Trae s oux
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #246482: Tetracosane
57.0
5000 ‘_ —
23.50 24.00
m/z 43.10 61.39%
13.0
J‘J | 169.0 225.0 281 0 338.0
O\\ ‘\\\\‘\‘\‘\}“\\‘1!\\“\\\\‘\\\\‘\\\l\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #229650: Heptadecane, 9-hexyl-
43.0
—— —
23.50 24.00
5000 ITI/Z 85.10 47.31%
9.0 15502100
oL AL 3980 | peroman
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #275537: Hexacosane T —
57.0 23.50 24.00
m/z 55.10  22.98%
113.0
0 “ ‘ ” f \\1\6‘902250 295.0 367.0
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33309.D

Acqg On : 06 Dec 2021 13:10
Operator : CG/JU

Sample : M4917-15

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 2-Bromo dodecane

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
24.800 21.11 ng 2347770  Perylene-d12 23.777
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
2 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 93
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Triacontane, 1-iodo- 548 C30H61I 1000406-32-3 91
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91

Abundance Scan 3649 (24.800 min): BM033309.D\data.ms (-3643) (-
57.1

5000

0 i \\133‘2‘1832 281.1341.0400.0461.1 535.
gl e e O SO 939,

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

Abundance #132769: 2-Bromo dodecane
57.0
5000
169.0
o WL T 2480
‘\\\\‘\1\\‘11\1‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

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

Abundance #211086: Tridecane, 1-iodo-
57.0
5000
183.0
Lt aago ] 310.0
O R T R RERRRRRE

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

m/z 57.10 100.00%

%

24.50 25.00
m/z 71.10 64.94%

:

24.50 25.00
m/z 43.10 58.24%

°

:

24.50 25.00
m/z 85.10 48.10%

y

Abundance #307033: Octacosane, 2-methyl-
57.0 24.50 25.00
m/z 55.10 21.78%
- ML/L
127
ot 1770 1970 2670 3650
"H‘_"w‘H"H‘w"H‘H“_‘H“H‘_“W‘H“H‘w

m/z--> 0 50 100 150 200 250 300 350 400 450 500
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120621\
Data File : BM@33309.D

Acqg On : 06 Dec 2021 13:10
Operator : CG/JU

Sample 1 M4917-15

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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|
Ethene, (2-meth... 3.654 6.2 ng 237717 1 7.925 763912 20.0
Di-sec-Butyl ether 4.419 3.4 ng 131156 1  7.925 763912 20.0
2-Pentanone, 4-... 5.043 5.9 ng 225744 1 7.925 763912 20.0
Benzene, 1-ethy... 7.307 4.8 ng 185168 1  7.925 763912 20.0
Mesitylene 8.031 4.7 ng 179019 1  7.925 763912 20.0
Indane 8.295 13.3 ng 507224 1 7.925 763912 20.0
unknown8.960 8.960 5.5 ng 209011 1 7.925 763912 20.0
Benzene, 1l-ethy... 10.119 4.2 ng 229848 2 10.719 1089470 20.0
Hexadecane 18.171 71.1 ng 5218500 4 17.289 1468140 20.0
cis-Sinapyl alc... 18.501 4.6 ng 337355 4 17.289 1468140 20.0
Octadecanoic acid 19.442 5.2 ng 479914 5 21.447 1858340 20.0
Octacosane, 2-m... 20.930 59.8 ng 5557110 5 21.447 1858340 20.0
Heptadecafluoro... 21.148 3.7 ng 339924 5 21.447 1858340 20.0
Hexacosane 21.765 54.6 ng 5074630 5 21.447 1858340 20.0
Heptadecane, 9-... 22.647 40.2 ng 4475500 6 23.777 2224790 20.0
Tetracosane 23.647 32.1 ng 3567600 6 23.777 2224790 20.0
2-Bromo dodecane 24.800 21.1 ng 2347770 6 23.777 2224790 20.0
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