LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61521\
Data File : BGO48977.D

Acqg On : 15 Jun 2021 14:35
Operator : CG/JU

Sample : M2672-08

Misc :

ALS vial : 5 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO48977.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  3.169 16 22 32 rvB 115481 232986 12.05% 1.689%
2 3.293 38 43 49 rVB 42981 67696 3.50% 0.491%
3 4.268 203 209 217 rVB6 10120 20735 1.07% 0.150%
4 5.196 362 367 373 rBV3 15685 26826 1.39% 0.195%
5 5.672 441 448 456 rBV 609517 995577 51.48% 7.219%

6 5.737 456 459 469 rVB5 15375 31844 1.65%
7 7.270 711 720 730 rBV 590632 1049351 54.26%
8 8.117 858 864 873 rBV 170549 286856 14.83%
9 9.286 1055 1063 1071 rBV 362796 666428 34.46%
10 10.702 1298 1304 1312 rBV2 18968 35685 1.85%

O PN NO®
[
[e3]
[
R

11 10.943 1335 1345 1353 rBV 203679 389262 20.13%
12 13.381 1754 1760 1768 rVB 857948 1331059 68.82%
13 14.762 1988 1995 2001 rVB 327381 525036 27.15%
14 16.160 2227 2233 2239 rBV2 32493 51717 2.67%

0O wuwunN
[o]
(]
~N
B

15 16.248 2241 2248 2256 rBV 746011 1165009 60.24% 448%
16 17.511 2456 2463 2470 rBV 432140 654372 33.84% 745%
17 17.623 2478 2482 2489 rVB7 25874 40686  2.10% 295%
18 18.164 2570 2574 2580 rBv8 13802 21759  1.13%

19 18.393 2607 2613 2618 rBV2 101169 146186 7.56%
20 18.692 2650 2664 2666 rBV3 128761 374799 19.38%

NPFRPOO P
=
Ul
o]
R

21 19.662 2824 2829 2833 rBV 68766 84313 4.36%
22 20.114 2900 2906 2913 rVB 1393133 1934007 100.00% 14.024%

[
(o))
[y
[y
R

23  20.408 2947 2956 2969 rVB2 209289 601859 31.12%  4.364%
24 21.436 3127 3131 3141 rVB4 52880 93248 4.82% 0.676%
25 21.618 3153 3162 3163 rBvV2 143742 281350 14.55% 2.040%
26 21.754 3180 3185 3186 rBv4 21032 33105 1.71% 0.240%

27 21.801 3187 3193 3201 rVB2 412527 714646 36.95% 5.182%
28 22.012 3224 3229 3239 rVB10 44738 129549 6.70% ©.939%
29 23.046 3395 3405 3419 rVB3 142412 513101 26.53% 3.721%
30 24.773 3685 3699 3711 rBv4 84116 372080 19.24%  2.698%

31 25.138 3751 3761 3771 rBV2 232551 720442 37.25% 5.224%
32 29.368 4470 4481 4500 rVB7 35601 199520 10.32% 1.447%

Sum of corrected areas: 13791089
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61521\
Data File : BGO48977.D

Acqg On : 15 Jun 2021 14:35
Operator : CG/JU

Sample : M2672-08

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG048977.D\data.ms
1400000

1200000
1000000

800000

5.672
600000 7270

400000 9.286

2000003 169 8.117 10.343

293 4.268 5196 5737 10.70

O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG048977.D\data.ms
1400000 20.114

1200000
1000000
13.381

800000 16.248

600000

400000 14.762

200000

Time--> 3.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG048977.D\data.ms
1400000

= O

1200000
1000000
800000
600000
400000

25.138

200000{23 P4 24.773 20,368

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61521\
Data File : BGO48977.D

Acqg On : 15 Jun 2021 14:35
Operator : CG/JU

Sample : M2672-08

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 1 Butane, 2-chloro-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.169 16.24 ng 232986 1,4-Dichlorobenzene-d4 8.117

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-chloro-2-methyl- 106 C5H11C1 000594-36-5 80
2 2-Butene, 1-methoxy-, (Z)- 86 C5H100 010034-16-9 27
3 Butanoyl chloride 106 C4H7C10 000141-75-3 27
4 Butanoic acid, 1-methyloctyl ester 214 C13H2602 069727-42-0 25
5 3-Buten-2-0l, 2-methyl- 86 C5H100 000115-18-4 22

Abundance  Scan 22 (3.169 min): BG048977.D\data.ms (-16) (-)

m/z 71.05 100.00%

55.0 71.0
41.1
5000
e
| M 91‘-0 1508 320 340 3.60
Obreprereprererrettbhl bl D i AL 1808, 55 05 82.45%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5029: Butane, 2-chloro-2-methyl-
41.0 71.0
55.0
27.0
5000 LA L L B L I
3.20 3.40 3.60
‘ 91.0 m/z 41.10 75.29%
OH\J-‘:\grq‘\\\‘\“f\“ll!}\\‘U{‘f‘f‘f“\‘\‘\\‘11\\!‘\\\\“\‘\\\‘HH"\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #1799: 2-Butene, 1-methoxy-, (2)-
71.0
R e
270 41.0 3.20 3.40 3.60
m/z 43.10 70.23%
5000 550 /
‘ ‘ 86.0
oWu_mlfu‘“1;:‘m;uuh_wm_u”_”wH_WH_M
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5000: Butanoyl chloride T
71.0 3.20 3.40 3.60
m/z 77.10 68.70%
43.0
5000
27.0
R 2 S A SR
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61521\
Data File : BGO48977.D

Acqg On : 15 Jun 2021 14:35
Operator : CG/JU

Sample : M2672-08

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 2 3-Buten-2-o0l, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
3.293 4.72 ng 67696 1,4-Dichlorobenzene-d4 8.117

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Buten-2-0l, 2-methyl- 86 C5H100 000115-18-4 64
2 1-Propene, 3-methoxy-2-methyl- 86 C5H100 022418-49-1 59
3 3-Penten-2-0l 86 C5H100 001569-50-2 59
4 Furan, tetrahydro-2-(methoxymeth... 116 C6H1202 019354-27-9 50
5 Z-1-Methoxy-2-pentene 100 C6H120 1000279-59-4 45
Abundance  Scan 43 (3.293 min): BG048977.D\data.ms (-38) (-) m/z 71.10 100.00%
431 41
5000
e o e
‘ 207.0 3.20 3.40 3.60
0t WuMJM"M“_“w“u“u“u“_“w‘uh m/z 43.10 83.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1791: 3-Buten-2-ol, 2-methyl-
71.0
43.0
5000 L L L Y L
3.20 3.40 3.60
m/z 41.10 57.10%
18.0 “
O' \‘\‘\‘\HH‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1818: 1-Propene, 3-methoxy-2-methyl-
71.0
R e e e
41.0 320 3.40 3.60
5000 m/z 45.10 38.19%
0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1729: 3-Penten-2-ol
71.0 3.20 3.40 3.60
43.0 o
m/z 39.20 35.61%
) M
m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61521\
Data File : BGO48977.D

Acqg On : 15 Jun 2021 14:35
Operator : CG/JU

Sample : M2672-08

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 3 Benzene, 1,3-dimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
5.737 2.22 ng 31844 1,4-Dichlorobenzene-d4 8.117

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 53
2 p-Xylene 106 C8H10 000106-42-3 53
3 o-Xylene 106 C8H10 000095-47-6 47
4 Benzeneethanol, .alpha.,.beta.-d... 150 C10H140 052089-32-4 45
5 Ethylbenzene 106 C8H10 000100-41-4 43
Abundance Scan 459 (5.737 min): BG048977.D\data.ms (-456) (-) m/z 91.10 100.00%
91.1
5000
AR REE T L L
| 506. 5.40 5.60 5.80 6.00
0 b M/z 106.05  35.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #5100: Benzene, 1,3-dimethyl-
91.0
5.40 5.60 5.80 6.00
m/z 105.10 24.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #5079: p-Xylene
91.0
SN [N L.
5.40 5.60 5.80 6.00
5000 m/z 58.10 13.58%
i
0 ““Lf}}“”‘i\‘"HH‘HH‘HHWH‘m‘,‘m‘mwuwu
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #5076: o-Xylene R RamE s RAREE R
91.0 5.40 5.60 5.80 6.00
m/z 77.10 13.56%
5000
A2 V1Y) S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61521\
Data File : BGO48977.D

Acqg On : 15 Jun 2021 14:35
Operator : CG/JU

Sample : M2672-08

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 4 Undecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.393 4.47 ng 146186  Phenanthrene-die 17.511
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 90
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 58
5 n-Decanoic acid 172 C10H2002 000334-48-5 58

Abundance Scan 2613 (18.393 min): BG048977.D\data.ms (-2607) (- m/z 60.10 100.00%

60.1
5000
129.0
213.2 bt pangas P o
18.00 18.50
325.0 416.6
0 ,Mm m/z 43.10 94.76%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #50052: Undecanoic acid
60.0
5000 o —
129.0 18.00 18.50
' m/z 73.05 94.54%
LA ]| s
O\\\" \“‘\“h‘\‘\H\\“‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107548: n-Hexadecanoic acid
43.0
= —
18.00 18.50
5000 256.0 ITI/Z 55.10 85.14%
129.0
185.0
ol
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #95851: Pentadecanoic acid o T
73.0 18.00 18.50
m/z 57.15 74.23%
5000 129.0
199.0
0L5-¢L,W“L o pre
m/z--> 50 100 150 200 250 300 350 400 450 18.00 18.50

8270-BG061121.M Wed Jun 16 15:44:24 2021

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61521\
Data File : BGO48977.D

Acqg On : 15 Jun 2021 14:35
Operator : CG/JU

Sample : M2672-08

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 5 Docosane, 11-butyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.692 11.46 ng 374799  Phenanthrene-d10 17.511
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 11-butyl- 366 C26H54 013475-76-8 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Eicosane 282 C20H42 000112-95-8 90
4 Pentadecane 212 C15H32 000629-62-9 87
5 Tridecane, 2-methyl- 198 C14H30 001560-96-9 87
Abundance Scan 2664 (18.692 min): BG048977.D\data.ms (-2650) (-  m/z 57.10 100.00%
57.1
9.2 = =S
18.50 19.00
155.1 210 1
ol “‘ UL 20 20 aeta323s T s 10 6s. e
mlz--> 50 100 150 200 250 300 350
Abundance #194500: Docosane, 11-butyl-
57.0
5000 —r i
18.50 19.00
9.0 m/z 71.15 53.08%
141,
0 T \hh‘ i ““ \“‘ \“\ \‘ ‘(‘)\ T \2‘19 \9\2\5‘3\0\ T \3‘0? \O\ \’3(\36\(\)\
miz--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0
pospeetly e
18.50 19.00
5000 m/z 85.10 41.81%
9.0
ots | | | [] | 141018202250267.03090 _ss0:
e mm A
miz--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane ety T
57.0 18.50 19.00
m/z 55.10 28.32%
B M
0 F \%41918302250 282.0
A A — —
m/z--> 50 100 150 200 250 300 350 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61521\
Data File : BGO48977.D

Acqg On : 15 Jun 2021 14:35
Operator : CG/JU

Sample : M2672-08

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 6 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.662 2.36 ng 84313 Chrysene-d12 21.801
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Tridecanoic acid 214 C13H2602 000638-53-9 72
Abundance Scan 2829 (19.662 min): BG048977.D\data.ms (-2824) (- m/z 73.10 100.00%
3.1
5000 129.2
185.2 241.3
— —
} 19.50 20.00
[ H iy Lol A, — 3??0 - el m/z 60.10  84.51%
mlz--> 50 100 150 200 250 300 350 400
Abundance #131261: Octadecanoic acid
(3.0
5000 129.0
19.50 20.00
185.0 241.0 m/z 43.10 78.46%
ok,
m/z--> 50 100 150 200 250 300 350 400
Abundance #95851: Pentadecanoic acid
73.0
—— —
19.50 20.00
5000 129.0 m/z 41.10 74 .09%
27\( 199.0
oL il “ | ‘l' 1\““”1 ‘M | 1“ L “‘2‘4}1"9‘ R EES R AR RREE
miz--> 50 100 150 200 250 300 350 400
Abundance #107549: n-Hexadecanoic acid T ——
60.¢ 19.50 20.00
m/z 55.15 72.71%
5000 129.0
213.0
ol 258.0
—— —
m/z--> 50 100 150 200 250 300 350 400 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61521\
Data File : BGO48977.D

Acqg On : 15 Jun 2021 14:35
Operator : CG/JU

Sample : M2672-08

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 7 Tetratetracontane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.408 16.84 ng 601859 Chrysene-d12 21.801
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Docosane, 11-butyl- 366 C26H54 013475-76-8 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Octacosane 394 (C28H58 000630-02-4 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 2956 (20.408 min): BG048977.D\data.ms (-2947) (- m/z 57.10 100.00%
57.1

N

5000
2050
27.2 '
o‘HH_W‘mc‘u\lgfc‘z‘?ﬁﬂ???ﬁH‘HHw‘_m_wm m/z 43.10  65.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
5000 T
20.50
m/z 71.15 53.19%
o /| 1 || }77:9197.0 267.0337.0407.0 491.0562.0
‘H\\‘HH‘HH‘H\!]W\\T[HT\‘TFH}HH‘HH‘\\H‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194500: Docosane, 11-butyl-
57.0
—=
20.50
5000 ITI/Z 85.15 42.23%

| ﬁm 210.0 309.0

N

0 't A e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane —
57.0 20.50
m/z 55.10  26.59%
5000

-

oL 1L} 170197.0267.0 3670
LT AT 0260 3670

7
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61521\
Data File : BGO48977.D

Acqg On : 15 Jun 2021 14:35
Operator : CG/JU

Sample : M2672-08

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 8 Oxalic acid, allyl octadecy... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.436 2.61 ng 93248 Chrysene-d12 21.801
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, allyl octadecyl ester 382 C23H4204 1000309-24-5 72
2 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 72
3 Cyclohexadecane 224 C16H32 000295-65-8 70
4 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 64
5 Octacosanol 410 C28H580 000557-61-9 59

Abundance Scan 3131 (21.436 min): BG048977.D\data.ms (-3127) (- m/z 57.20 100.00%
57.2

> M\/k
1011.1 A=l
‘ | } ‘ 2071 2673 3411 4290 21.50
ol bR b 5 T TN m/z 43.15 81.76%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #203464: Oxalic acid, allyl octadecyl ester
41.0
5000 L
21.50
TIO m/z 55.10 72.02%
O \J‘\"\h\\H’\‘J“\J\l\l\s‘?’\.(\)\\‘\\\\‘\\2\9\7‘.\0\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #235928: Octacosyl trifluoroacetate
57.0
——
21.50
5000 ITI/Z 41.10 52.72%
111.0
NERITRIT | 167022202780 36404370488
A A e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #81247: Cyclohexadecane T
55.0 21.50
m/z 83.10 49.15%
5000
111.0
224.0
| “1\011610
O L R R e B ——
m/z--> 50 100 150 200 250 300 350 400 450 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61521\
Data File : BGO48977.D

Acqg On : 15 Jun 2021 14:35
Operator : CG/JU

Sample : M2672-08

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 9 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.618 7.87 ng 281350 Chrysene-d12 21.801
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 90
2 Tetradecane 198 C14H30 000629-59-4 87
3 Tetracosane 338 (C24H50 000646-31-1 87
4 Eicosane, 9-octyl- 394 C28H58 013475-77-9 87
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 86

Abundance Scan 3162 (21.618 min): BG048977.D\data.ms (-3153) (- m/z 57.15 100.00%
57.1

‘ 2150 2200
1 N .
169.2
ol MM‘ L opf 2210 2810 839.4 420 .., 4319  69.55%
mlz--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
5000 e ——
21.50 22.00
m/z 71.20 59.76%
ol ‘L | 1130 1600 2250 281.0 337.0 394.0
\\\‘ \\‘\\\!‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #59882: Tetradecane
57.0
—T o
21.50 22.00
5000 m/z 85.15 44.44%
‘ ‘ 13.0 198.0
L O o S
m/z--> 50 100 150 200 250 300 350 400
Abundance #175559: Tetracosane T N
57.0 21.50 22.00
m/z 55.10 29.79%
B Mj\'\/\/\w\}\
o LI TR 1000 2250 a0 R
m/z--> 50 100 150 200 250 300 350 400 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61521\
Data File : BGO48977.D

Acqg On : 15 Jun 2021 14:35
Operator : CG/JU

Sample : M2672-08

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 10 unknown22.012 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

22.012 3.63 ng 129549 Chrysene-d12 21.801
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl-2-propyl-... 200 C12H2402 054889-60-0 25
2 2,5,5-Trimethyl-3-oxo0-pyrroline,... 141 C7H11NO2 1000305-90-5 14
3 1-tert-Butoxypropan-2-yl 3-methy... 216 C12H2403 1000367-13-3 10
4 2H-Azepin-2-one, 5-(1,1-dimethyl... 169 C10OH19NO 032741-89-2 10
5 Hexane, 2,2,3,3-tetramethyl- 142 C1OH22 013475-81-5 10

Abundance Scan 3229 (22.012 min): BG048977.D\data.ms (-3224) (- m/z 57.15 100.00%
57.1

5000
135.1
394.. ~ ‘
22.00
0 H“‘J“M‘m ““ I ﬁh““‘mk“w el wyz 4310 91.69%
miz--> 50 100 150 200 250 300 350
Abundance #61214: Hexanoic acid, 2-ethyl-2-propyl-, methyl ester
57.0
141.0
5000 —
22.00
m/z 41.10 63.42%
O\\\‘ ““ ]«80‘
miz--> 50 100 150 200 250 300 350
Abundance #18942: 2,5,5-Trimethyl-3-oxo-pyrroline, 1-oxide
57.0
T
22.00
5000 ITI/Z 55.10 57.00%
141.0
oottt
miz--> 50 100 150 200 250 300 350
Abundance  #74078: 1-tert-Butoxypropan-2-yl 3-methylbutanoate e ‘
57.0 22.00
m/z 85.10 43.41%
5000
143.0
SR A . ol
m/z--> 50 100 150 200 250 300 350 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61521\
Data File : BGO48977.D

Acqg On : 15 Jun 2021 14:35
Operator : CG/JU

Sample : M2672-08

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-

BGO61121.M

Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 11 Sulfurous acid, butyl dodec... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

23.046 14.36 ng s13101  Chrysene-di2 21.801

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Sulfurous acid, butyl dodecyl ester 306 C16H3403S

2 Heptacosane 380 C27H56
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44
4 Heneicosane 296 C21H44
5 Eicosane 282 C20H42

Abundance Scan 3405 (23.046 min): BG048977.D\data.ms (-3395) (-
57.1

1000309-17-9 86
000593-49-7 83
054833-48-6 83
000629-94-7 80
000112-95-8 80

m/z 57.10 100.00%

> Wme¢umwv/\\NAmwaﬁh
23.00 |
41. 1 183.1 261 1 :
ol “‘m ! “u”w‘ﬁ R e a0 m/z 43.15 62.19%
mlz--> 50 100 150 200 250 300 350
Abundance #149369: Sulfurous acid, butyl dodecyl ester
57.0
5000 - :
23.00
m/z 71.10 61.26%
169.0
O\f\"\\H‘\H\‘\f‘\“\\\‘2\2\]-\0\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
T T
23.00
5000 ITI/Z 85.15 42.78%
oL | \ | F ‘3‘-410183022502670 323.0 380.(
— A e e e e e
miz--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- —— ‘
57.0 23.00
m/z 55.15 29.33%
- W
0 ‘\\ “\ I \‘ u‘ 141 0183.0 239.0 296.0
e e e —r
m/z--> 50 100 150 200 250 300 350 23.00

8270-BG061121.M Wed Jun 16 15:44:28 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61521\
Data File : BGO48977.D

Acqg On : 15 Jun 2021 14:35
Operator : CG/JU

Sample : M2672-08

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 12 2-methyloctacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

24.773 10.33 ng 372080 Perylene-di2 25.144
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-methyloctacosane 408 C29H60 1000376-72-8 90
2 Tritetracontane 605 C43H88 007098-21-7 87
3 Hexatriacontane 507 C36H74 000630-06-8 86
4 Docosane 310 C22H46 000629-97-0 86
5 Hexacosane 366 C26H54 000630-01-3 86

Abundance Scan 3699 (24.773 min): BG048977.D\data.ms (-3685) (- m/z 57.15 100.00%
57.1

:

5000
24.50 25.00
l 7.2 207.1
o_m_!"H‘lfumw‘“‘2‘??7‘9”””‘wwwwww m/z 43.10 57.07%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane
57.0
5000 — ——
24.50 25.00
m/z 71.10  51.21%
0 ' \]IIF. \7J0\719702670 3650
‘\HT‘HT!‘\\\Y‘\\H‘HH‘HH‘\H\‘\H\‘HH‘HH‘HH‘\H\‘H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57.0
T —
24.50 25.00
5000 ITI/Z 85.10 41.12%
o] l ﬂzm 197.0267.0337.0  463.0 533.0 604.
e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #235973: Hexatriacontane T 7
57.0 24.50 25.00
m/z 55.10  30.57%
- WMM/\MWWV
o H || 770 197.0 281.0351.0421.0 506.0
o A A b e e e T e — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61521\
Data File : BGO48977.D

Acqg On : 15 Jun 2021 14:35
Operator : CG/JU

Sample : M2672-08

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 13 unknown29.368 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
29.368 5.54 ng 199520 Perylene-di2 25.144
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,4,6-trimethyl- 184 C13H28 062108-27-4 47
2 3-Ethyl-3-methylheptane 142 C10H22 017302-01-1 47
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 47
4 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 47
5 Undecane, 4-ethyl- 184 C13H28 017312-59-3 47
Abundance Scan 4481 (29.368 min): BG048977.D\data.ms (-4470) (- m/z 57.15 100.00%
57.1
5000
127.1 167.1 00 99,50
“ e | 20‘7.1 250.2281.1 29.00 29.50
o | NI ‘M : ‘\ ‘\M‘uw ‘uh‘\ f \’H IINTH ‘M‘ \\‘\ ‘\H‘ ‘ } 1 ‘\‘ m/z 43.10 75.02%
miz-> 50 100 150 200 250
Abundance #48885: Decane, 2,4,6-trimethyl-
43.0
5000 — ——
85.0 29.00 29.50
m/z 71.20 58.81%
‘ 127.0
O T T T M‘ H‘\ h‘ \“‘\ “‘ T T ‘\ T ’ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #19200: 3-Ethyl-3-methylheptane
57.0
— —
29.00 29.50
5000 m/z 85.10 51.00%
113.0
ol2eol [y | “\“ S —
m/z--> 50 100 150 200 250
Abundance #83051: Dodecane, 2-methyl-6-propyl- — —
57.0 29.00 29.50
m/z 55.10 42.96%
5000 NW\MWMVVW
99.0 140.0
182.0
ol w‘,”u (PR i - S R
m/z--> 50 100 150 200 250 29.00 29.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61521\
Data File : BGO48977.D

Acqg On : 15 Jun 2021 14:35
Operator : CG/JU

Sample : M2672-08

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-chlor... 3.169 16.2 ng 232986 1 8.117 286856 20.0
3-Buten-2-01, 2... 3.293 4.7 ng 67696 1 8.117 286856 20.0
Benzene, 1,3-di... 5.737 2.2 ng 31844 1 8.117 286856 20.0
Undecanoic acid 18.393 4.5 ng 146186 4 17.511 654372 20.0
Docosane, 11-bu... 18.692 11.5 ng 374799 4 17.511 654372 20.0
Octadecanoic acid 19.662 2.4 ng 84313 5 21.801 714646 20.0
Tetratetracontane 20.408 16.8 ng 601859 5 21.801 714646 20.0
Oxalic acid, al... 21.436 2.6 ng 93248 5 21.801 714646 20.90
Octacosane 21.618 7.9 ng 281350 5 21.801 714646 20.0
unknown22.012 22.012 3.6 ng 129549 5 21.801 714646 20.0
Sulfurous acid,... 23.046 14.4 ng 513101 5 21.801 714646 20.0
2-methyloctacosane 24.773 10.3 ng 372080 6 25.144 720442 20.0
unknown29.368 29.368 5.5 ng 199520 6 25.144 720442 20.0
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