LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@70721\
Data File : BGO49198.D

Acqg On : 7 Jul 2021 14:00
Operator : CG/JU

Sample : M2933-03

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-BG063021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO49198.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.128 9 15 26 rVW3 53630 161881 9.70% 1.324%
2 3.210 26 29 36 rvB6 17634 36357 2.18% 0.297%
3 5.173 356 363 369 rBV 12437 21816 1.31% 0.178%
4 5.643 436 443 453 rBV 434898 737735 44.20% 6.033%
5 7.241 706 715 725 rBV 456299 797115 47.75% 6.518%

6 8.087 851 859 866 rBv2 133794 234167 14.03%
7 9.250 1050 1057 1065 rBV 281008 506914 30.37%
8 10.907 1331 1339 1348 rVB 171512 315043 18.87%
9 13.351 1746 1755 1762 rBV 722494 1110243 66.51%
10 14.174 1888 1895 1901 rBV 77932 120515 7.22%
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11 14.726 1983 1989 1997 rVB 253924 422243 25.30%
12 16.219 2236 2243 2252 rBV 663597 1019894 61.10%
13 17.476 2451 2457 2464 rVB 326330 523539 31.36%
14 18.357 2597 2607 2617 rVB2 106816 190229 11.40%
15 18.704 2657 2666 2676 rVB 68258 255816 15.33%
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=
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16 18.839 2680 2689 2701 rBV3 100363 429785 25.75%

17 18.957 2701 2709 2721 rVB 291487 714827 42.82% 845%
18 19.127 2733 2738 2745 rBV3 22712 47967 2.87%
19 19.327 2769 2772 2779 rVB6 16737 28625 1.71% 234%
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w
O
N
R

20 19.620 2819 2822 2835 rVB2 157865 280346 16.79%

21 19.885 2860 2867 2876 rBV2 63092 137675  8.25%
22 20.085 2895 2901 2906 rVB 1304609 1669271 100.00% 13.
23 20.690 2998 3004 3013 rBV 86202 173288 10.38%
24 21.401 3120 3125 3133 rBV3 109488 239102 14.32%

PR R WwR
IS
=
~
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25 21.483 3133 3139 3148 rVB2 108984 225822 13.53% 847%
26 21.759 3180 3186 3193 rVB 344102 596186 35.72% 4.875%
27 22.382 3286 3292 3300 rVB 80914 179060 10.73% 1.464%
28 22.582 3322 3326 3329 rBV5 11659 21528 1.29% 0.176%
29 23.422 3462 3469 3477 rVB2 55822 141117 8.45% 1.154%
30 24.121 3584 3588 3592 rBV7 17340 30481 1.83% 0.249%
31 24.620 3666 3673 3674 rBV6 40197 75938 4.55% 0.621%
32 25.067 3738 3749 3764 rVB3 209876 689322 41.29% 5.637%
33 26.072 3912 3920 3921 rBv4 38499 70186 4.20% 0.574%
34 27.787 4208 4212 4213 rBv4 18496 25080 1.50% 0.205%
Sum of corrected areas: 12229113
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@70721\
Data File : BGO49198.D

Acq On : 7 Jul 2021 14:00
Operator : CG/JU

Sample : M2933-03

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG049198.D\data.ms

1200000
1000000
800000

600000
5.643 7.241
400000
9.250

200000 8.087 10.907
@O 5.173

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

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG049198.D\data.ms

20.p85
1200000

1000000

800000] 13 351

16.219

600000

400000

200000

D e e
Time-> 13.00 13.50 14.00 14.50 15.00 1550 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: BG049198.D\data.ms
1200000
1000000

800000
600000
400000

25.067

200000
23.422 24 121 24.620 26.072 27.787

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@70721\
Data File : BGO49198.D

Acq On : 7 Jul 2021 14:00
Operator : CG/JU

Sample : M2933-03

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.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 1-Pentene, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.128 13.83 ng 161881 1,4-Dichlorobenzene-d4 8.087

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 90
2 Cyclohexane 84 C6H12 000110-82-7 90
3 Cyanic acid, 2-methylpropyl ester 99 C5H9NO 001768-25-8 64
4 Cyclobutane, ethyl- 84 C6H12 004806-61-5 43
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 42
Abundance  Scan 15 (3.128 min): BG049198.D\data.ms (-9) (-) m/z 56.10 100.00%
56.1
5000 J\
RaaaaE e AR
H 1653 . 3.103.203.303.403.50
ol dhdd 1653 3190 .z 4110 60.39%
mlz--> 50 100 150 200 250 300 350
Abundance #1488: 1-Pentene, 2-methyl-
568.0
5000 [T
3.103.203.303.403.50
m/z 84.15 55.77%
miz--> 50 100 150 200 250 300 350
Abundance #1456 Cyclohexane
56.0
Raaaa e A AR
3.103.203.303.403.50
5000 m/z 69.10 34.75%
a9
oAb o
miz--> 50 100 150 200 250 300 350
Abundance #3522: Cyanic acid, 2-methylpropy! ester e
41.0 3.103.203.303.403.50
m/z 55.10 32.99%
5000
‘ 84.0
m/z--> 50 100 150 200 250 300 350 3.103.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@70721\
Data File : BGO49198.D

Acq On : 7 Jul 2021 14:00
Operator : CG/JU

Sample : M2933-03

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.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 unknown3.210 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
3.210 3.11 ng 36357 1,4-Dichlorobenzene-d4 8.087

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 38
2 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 9
3 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
4 1,5-Pentanediamine 102 C5H14N2 000462-94-2 9
5 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 9

3

Abundance  Scan 29 (3.210 min): BG049198.D\data.ms (-26) (-) /z 73.20 100.00%

73.2
5000

P4
“ 134.1192.9 326.9 500. 320 3.40 360
0 b e e e e /2 87.200 26.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0

5000 HH‘HHH
320 3.40 3.60

m/z 43.10 26.60%

Al
‘\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #715: Methane, isothiocyanato-
73.0

320 3.40 360

o

o159] |

b

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

Abundance #1880: Acetamide, N-ethyl- A S
30.0 320 3.40 360

m/z 45.10  22.83%

5000
87.0

oll‘ H ‘ _
miz--> 0 50 100 150 200 250 300 350 400 450 500 20 340 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@70721\
Data File : BGO49198.D

Acq On : 7 Jul 2021 14:00
Operator : CG/JU

Sample : M2933-03

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.357 7.27 ng 190229  Phenanthrene-die 17.482
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tetradecanoic acid 228 C14H2802 000544-63-8 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 n-Decanoic acid 172 C10H2002 000334-48-5 50
5 Pentadecanoic acid 242 C15H3002 001002-84-2 35

Abundance Scan 2607 (18.357 min): BG049198.D\data.ms (-2597) (- m/z 73.10 100.00%
43.2 73.1

%

5000
129.2
213.3
157.3 256.4 18.00 18.50
obrrrrfle m/z 43.20  94.06%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
5000 256.0 T LA
129.0 18.00 18.50
m/z 55.10 90.15%
I T
O’H‘H““HH\H\‘\“\‘\‘HJH‘!“‘[‘H‘!“‘!“\H\‘H‘HH‘\H\’\‘H‘\"HH’HH’HH"HH’H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #84453: Tetradecanoic acid
73.0
— —
43.0 18.00 18.50
5000 m/z 60.10 82.10%
129.0
185.0 228.0
LN A R S Y R S E———
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #72646: Tridecanoic acid — —
73.0 18.00 18.50
43.0 o
m/z 41.10 81.12%
5000
129.0
‘ ‘ 171.0 214.0
m/z--> 20 40 60 80 100120140160180200220240260280 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@70721\
Data File : BGO49198.D

Acq On : 7 Jul 2021 14:00
Operator : CG/JU

Sample : M2933-03

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.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 Morpholine, 4-phenyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.704 9.77 ng 255816  Phenanthrene-die 17.482
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phenyl- 163 C10OH13NO 000092-53-5 56
2 Benzamide, N-propyl- 163 C10H13NO 010546-70-0 56
3 Benzenepropanamide, .alpha.-(ben... 284 C16H16N203 058690-81-6 56
4 1-Butanone, 1-phenyl- 148 C10H120 000495-40-9 27
5 N-(m-Nitrophenyl)benzamide 242 C13H1ON203 004771-08-8 27
Abundance Scan 2666 (18.704 min): BG049198.D\data.ms (-2657) (- m/z 105.10 100.00%
105.1
5000 163.2 /“\/\/\\Jm\
5 1o
51.1 : :
b b b 2224 m/z 163.20  46.38%
miz-> 50 100 150 200 250
Abundance #32819: Morpholine, 4-phenyl-
105.0
163.0
5000 e P
18.50 19.00
m/z 77.05 36.24%
51.0
01\5.\0‘\ ‘\‘i“\‘\‘\ \“ T \“\ T \H\ L B B B B B
miz--> 50 100 150 200 250
Abundance #32814: Benzamide, N-propyl-
105.0
—— —
18.50 19.00
5000 m/z 106.10 8.89%
163.0
51.0 ‘
S A S N —
miz--> 50 100 150 200 250
Abundance #130870: Benzenepropanamide, .alpha.-(benzoylamino)- Ty —
105.0 18.50 19.00
163.0 m/z 51.10 6.24%
5000
51.0
o180~ || ‘ e 2400 284
g e pstapid —
m/z--> 50 100 150 200 250 18.50 19.00

8270-BG063021.M Thu Jul @8 12:37:53 2021

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70721\
Data File : BG@49198.D

Acq On 7 Jul 2021 14:00

Operator : CG/JU

Sample : M2933-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.M
: 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 unknownl8.839 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.839 16.42 ng 429785  Phenanthrene-d10 17.482
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Glyoxylamide, N-phenyl-

2 Morpholine, 4-phenyl-

3 .delta.2-1,3,4-Oxadiazolin-5-one...
4 1,3-Propanediol dibenzoate

5 4'-Nitrobenzanilide

Abundance Scan 2689 (18.83
1

163 C9HONO2
163 C1OH13NO
163 C7H5N302
284 C17H1604
242 C13H10N203

9 min): BG049198.D\data.ms (-2680) (-

032331-52-5 47
000092-53-5 40
002845-82-1 38
002451-86-7 35
003393-96-2 27

m/z 105.10 100.00%

05.1
163.2
5000
1556 igbd
51.1 .
207.2
ol L 200 2423 2809 g 163,15 57.49%
m/z--> 50 100 150 200 250
Abundance #33146: Glyoxylamide, N-phenyl-
120.0 163.0
5000 43-0 77.0 ‘ T T ‘ T
18.50 19.00
m/z 77.10 37.34%
O’|
m/z--> 50 100 150 200 250
Abundance #32819: Morpholine, 4-phenyl-
105.0
163.0
= —
18.50 19.00
5000 ITI/Z 51.10 8.74%
51.0
oo e
m/z--> 50 100 150 200 250
Abundance #33057: .delta.2-1,3,4-Oxadiazolin-5-one, 2-(4-pyridyl)- poct —
163.0 18.50 19.00
m/z 106.10 7.47%
5000
78.0
119.0
220 | | | A
ob—rptt P o
m/z--> 50 100 150 200 250 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70721\
Data File : BG@49198.D

Acq On 7 Jul 2021 14:00

Operator : CG/JU

Sample : M2933-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.M
: 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 Diethylene glycol dibenzoate Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
18.956 27.31 ng 714827  Phenanthrene-die 17.482
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 83
2 Benzoic acid, 2-(4-nitrophenoxy)... 287 C15H13NO5 1000368-92-7 72
3 Benzamide, N,N-dimethyl- 149 C9H11NO 000611-74-5 53
4 1,2-Propanedione, 1-phenyl- 148 C9H802 000579-07-7 50
5 Ethanone, 2,2,2-trifluoro-1-phenyl- 174 C8H5F30 000434-45-7 47

Abundance Scan 2709 (18.957 min): BG049198.D\data.ms (-2701) (-  m/z 105.10 100.00%
1

05.1
149.2
5000
—==
511 19.00
bt L 1932272 /7 149.20  70.52%
miz--> 50 100 150 200 250 300
Abundance #156211: Diethylene glycol dibenzoate
105.0
149.0
5000 T
19.00
51.0 m/z 77.10 51.65%
0 w2070 250.0283.0
L ‘ T T ‘ T T TT T TT ‘ L ‘ L ‘ T
miz--> 50 100 150 200 250 300
Abundance #133475: Benzoic acid, 2-(4-nitrophenoxy)ethyl ester
—r=
19.00
5000 ITI/Z 51.10 12.67%
51.0
ol by 12110 2870
miz--> 50 100 150 200 250 300
Abundance #23605: Benzamide, N,N-dimethyl- —
105.0 19.00
m/z 106.05 8.10%
5000 148.0
51.0
15\.0 ‘\ ‘ vl ‘ I A yia'y
i e
m/z--> 50 100 150 200 250 300 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@70721\
Data File : BGO49198.D

Acq On : 7 Jul 2021 14:00
Operator : CG/JU

Sample : M2933-03

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.620 10.71 ng 280346  Phenanthrene-die 17.482
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 89
2 Tridecanoic acid 214 C13H2602 000638-53-9 50
3 Undecanoic acid 186 C11H2202 000112-37-8 46
4 Tetradecanoic acid 228 C14H2802 000544-63-8 42
5 Undecanoic acid, 10-bromo- 264 C11H21Bro02 018294-93-4 40

Abundance Scan 2822 (19.620 min): BG049198.D\data.ms (-2819) (- m/z 73.10 100.00%

5000 129.2 185.3 MJL‘/\
— —
19.50 20.00
oL m/z 43.20 80.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #131261: Octadecanoic acid
3.0
5000 129.0 —— —
19.50 20.00
‘ 185.0 241.0284.0 m/z 60.10 75.52%
[ “ W‘“h\‘”}“\“‘\ \‘ T “ ‘\‘\‘\ \“ “\ T \‘L\ IS L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #72646: Tridecanoic acid
73.0
— —
19.50 20.00
5000 ITI/Z 41.10 73.02%
29.
129.0
‘ 214.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #50052: Undecanoic acid T ——
60. 19.50 20.00
m/z 57.20 72.03%
5000
129.0
186.0
doal iy Lm0 e e
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@70721\
Data File : BGO49198.D

Acq On : 7 Jul 2021 14:00
Operator : CG/JU

Sample : M2933-03

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.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 Octacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.885 4.62 ng 137675 Chrysene-d12 21.759
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 81
2 Eicosane 282 C20H42 000112-95-8 81
3 Heneicosane 296 C21H44 000629-94-7 74
4 Tetracosane 338 C24H50 000646-31-1 74
5 Heptadecane 240 C17H36 000629-78-7 72

Abundance Scan 2867 (19.885 min): BG049198.D\data.ms (-2860) (-  m/z 57.10 100.00%
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-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@70721\
Data File : BGO49198.D

Acq On : 7 Jul 2021 14:00
Operator : CG/JU

Sample : M2933-03

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.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 Tetracosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.690 5.81 ng 173288 Chrysene-d12 21.759
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 81
2 Tetracosane 338 (C24H50 000646-31-1 80
3 Eicosane 282 C20H42 000112-95-8 80
4 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 74
5 Heptacosane 380 C27H56 000593-49-7 74

Abundance Scan 3004 (20.690 min): BG049198.D\data.ms (-2998) (- m/z 57.20 100.00%
57.2

‘ 20,50 21.00
141.1 207 2 ’ ’
- J M‘ L i, 2812 3418 AOLL o 4315 70.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
5000 — —
20.50 21.00
m/z 71.15 53.48%
ol H | 141 0183.0225.0 281.0 337.0 394.0
\\\‘ \\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane
57.0
— —
20.50 21.00
5000 ITI/Z 85.20 37.59%
9.0
0 [1] NG 0183 0225.0267.0  338.0
A A A S e
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane T —7
57.0 20.50 21.00
m/z 55.10 25.34%
- wWWW/\«/MWW
0 \‘ I ‘ | F | \141 0183.0225.0 282.0
A — ——
m/z--> 50 100 150 200 250 300 350 400 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@70721\
Data File : BGO49198.D

Acq On : 7 Jul 2021 14:00
Operator : CG/JU

Sample : M2933-03

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.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 Cyclotetradecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.401 8.02 ng 239102 Chrysene-d12 21.759
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetradecane 196 C14H28 000295-17-0 96
2 Cyclotridecane 182 C13H26 000295-02-3 94
3 1-Docosene 308 C22H44 001599-67-3 94
4 1-Docosanethiol 342 C22H46S 007773-83-3 91
5 Cyclooctacosane 392 C28H56 000297-24-5 91
Abundance Scan 3125 (21.401 min): BG049198.D\data.ms (-3120) (-  m/z 43.20 100.00%
3.2
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5000
o s
163.2 : : :
208.1 .
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UL asee
O\\\’\\\‘\}\‘\‘\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #47268: Cyclotridecane
41.0
— ——
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5000 20 m/z 69.20 61.21%
L,
ol JH\MJNMWW‘M\J\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350 400
Abundance #151538: 1-Docosene “ —
55.0 21.00 21.50
m/z 41.10 60.39%
5000
11.0
ok ,w“c ““‘m”\ Laero %80 —————
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_G\Data\BG@70721\
Data File : BGO49198.D

Acq On : 7 Jul 2021 14:00
Operator : CG/JU

Sample : M2933-03

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

21.483 7.58 ng 225822 Chrysene-d12 21.759
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 58
2 Heneicosane 296 C21H44 000629-94-7 53
3 Eicosane 282 C20H42 000112-95-8 52
4 Nonadecane 268 C19H40 000629-92-5 52
5 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 52

Abundance Scan 3139 (21.483 min): BG049198.D\data.ms (-3133) (- m/z 57.20 100.00%

57.2
5000
05.1
—
21.50
oL “ “'14‘3'?209'1 2833 3835 452 ./, 43.20  68.31%
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ol ||| /3139 160.0 225.0 281.0 380.0
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Abundance #141426: Heneicosane
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—r
21.50
5000 m/z 85.20 42.72%
‘ ﬂl&o
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Abundance #129492: Eicosane 7
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m/z 105.10  30.82%
) H/\/\]L‘
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oL L0 sss0 2s0 220 TN
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@70721\
Data File : BGO49198.D

Acq On : 7 Jul 2021 14:00
Operator : CG/JU

Sample : M2933-03

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.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 Heptacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.382 6.01 ng 179060 Chrysene-d12 21.759
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 83
3 Triacontane 422 C30H62 000638-68-6 83
4 Heneicosane 296 C21H44 000629-94-7 83
5 2-methyloctacosane 408 C29H60 1000376-72-8 83

Abundance Scan 3292 (22.382 min): BG049198.D\data.ms (-3286) (- m/z 57.20 100.00%
57.2

o Ju
‘ 2256 22%6
13.2 207.1 ) . .
obrrdd “ww‘w]‘m‘ L1897l 2834 3573 420 ./ 43.15  67.94%
mlz--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane
57.0
5000 — —
22.00 22.50
m/z 71.15 52.09%
13.0
\ h \]ﬂ || ,169.0 2250 281.0 380.0
0 \\h\‘\‘[\I\‘\“‘\“H\h\‘\1“‘\%\‘\“‘\'\‘\\‘HH‘HH‘HM‘HH
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
57.0
— —
22.00 22.50
5000 m/z 85.15 44.77%
13.0 239.0
o ALLUTI 3800 P 2040 3520
miz--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane “ —
57.0 22.00 22.50
m/z 55.15 31.60%
h W
13.0
0 b h‘ L] 1\6?'\0‘2‘25'0 281.0 337.0 42\2'0
AR Ea e S P e
m/z--> 50 100 150 200 250 300 350 400 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@70721\
Data File : BGO49198.D

Acq On : 7 Jul 2021 14:00
Operator : CG/JU

Sample : M2933-03

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.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 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
23.422 4.09 ng 141117 Perylene-di2 25.067
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 83
2 Octadecane, 2-methyl- 268 C19H40 001560-88-9 80
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 80
4 Tetracosane 338 C24H50 000646-31-1 80
5 Tetracosane, 11-decyl- 479 C34H70 055429-84-0 80

Abundance Scan 3469 (23.422 min): BG049198.D\data.ms (-3462) (- m/z 57.20 100.00%

57.2 ' '
5000
—
‘ ) 23.50
oLtk ‘ ““u i u”‘ u““ ]ﬁ‘”' e “ ‘2509 ‘327 }‘ T ﬁlS m/z 43.15 86.30%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141424: Heneicosane
57.0
5000 L
23.50
m/z 71.20 66.98%
13.
L0 3590 250 aome
O\\‘\\" ‘\H‘\“‘\“\‘\ “\‘\\‘\“\\\\‘\\\\“\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #117646: Octadecane, 2-methyl-
57.0
—
23.50
5000 m/z 85.15 54.45%
LIRS om0 2220
0yl “M‘w‘m‘w‘wu_MH‘HH‘HH‘HH‘H
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl- T
57.0 23.50
m/z 41.10 32.67%
- M\V\MJ\WWN\N
13.0 239.0
ol | U777 ,1690 279 2040 3520
H‘,‘H‘H‘“H“‘H“HH‘HH‘HH‘H ——
m/z--> 50 100 150 200 250 300 350 400 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@70721\
Data File : BGO49198.D

Acq On : 7 Jul 2021 14:00
Operator : CG/JU

Sample : M2933-03

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.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 14 Undecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
24.621 2.20 ng 75938 Perylene-di2 25.067
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 68
2 Tetratetracontane 619 C44H90 007098-22-8 58
3 Octacosane 394 (C28H58 000630-02-4 58
4 Undecane, 3,8-dimethyl- 184 C13H28 017301-30-3 58
5 Tetradecane 198 C14H30 000629-59-4 58

Abundance Scan 3673 (24.620 min): BG049198.D\data.ms (-3666) (-  m/z 57.20 100.00%

57.2
5000
2450 2500
6.4 208.2 584 3 4154 : :
0‘HHMWHﬁﬁWWWWW!wamu_H‘_‘H_‘H‘HH‘H‘WH‘W‘H m/z 71.15 59.72%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #28425: Undecane
57.0
5000 i - ——
24.50 25.00
m/z 43.20 58.65%
‘ ‘ 156.0
OH‘\ “\\\\“‘\‘\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 #241527: Tetratetracontane
57.0
—— —
24.50 25.00
5000 ITI/Z 85.20 32.34%
ol ‘ | }£70197.0267.0337.0  463.0 561.0
RAA A a Ea e A RA R R S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane T —
57.0 24.50 25.00
m/z 55.10 27.88%
o WMWWW
ol HMF01970 2810 soa0 S
m/z--> 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@70721\
Data File : BGO49198.D

Acq On : 7 Jul 2021 14:00
Operator : CG/JU

Sample : M2933-03

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.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 15 Octadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
26.072 2.04 ng 70186 Perylene-di2 25.067
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 80
2 2-methyloctacosane 408 C29H60 1000376-72-8 80
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 80
4 Eicosane 282 (C20H42 000112-95-8 80
5 Pentadecane 212 C15H32 000629-62-9 72

Abundance Scan 3920 (26.072 min): BG049198.D\data.ms (-3912) (-  m/z 57.15 100.00%

57.1
5000
26.00 |
13.2 .
180.2
oL— ““w hw““ } Lo plostafa ‘2322‘ 295‘ 3 3?6 3 71170 m/z 43.15 72.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #105884: Octadecane
57.0
5000 — ‘
26.00
m/z 85.20 48.91%
l ‘ Ly \ 169.0 254.0
O\\‘“\\‘\“\“‘\“\“\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57.0
U \
26.00
5000 m/z 71.20 48.70%
bt LLTTY 1650 2250 210 350
miz--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl- 7 ‘
57.0 26.00
m/z 41.10 24.30%
5000
13.0 239.0
ol i ll), (1690 " 2040 352.0
H‘HH‘HH‘HH‘HH‘ L AR —
m/z--> 50 100 150 200 250 300 350 400 26.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@70721\
Data File : BGO49198.D

Acqg On : 7 Jul 2021 14:00
Operator : CG/JU

Sample : M2933-03

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.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|
1-Pentene, 2-me... 3.128 13.8 ng 161881 1 8.087 234167 20.0
unknown3.210 3.210 3.1 ng 36357 1 8.087 234167 20.0
n-Hexadecanoic ... 18.357 7.3 ng 190229 4 17.482 523539 20.0
Morpholine, 4-p... 18.704 9.8 ng 255816 4 17.482 523539 20.0
unknown18.839 18.839 16.4 ng 429785 4 17.482 523539 20.0
Diethylene glyc... 18.956 27.3 ng 714827 4 17.482 523539 20.0
Octadecanoic acid 19.620 10.7 ng 280346 4 17.482 523539 20.0
Octacosane 19.885 4.6 ng 137675 5 21.759 596186 20.0
Tetracosane 20.690 5.8 ng 173288 5 21.759 596186 20.0
Cyclotetradecane 21.401 8.0 ng 239102 5 21.759 596186 20.0
Eicosane 21.483 7.6 ng 225822 5 21.759 596186 20.0
Heptacosane 22.382 6.0 ng 179660 5 21.759 596186 20.0
Heneicosane 23.422 4.1 ng 141117 6 25.067 689322 20.0
Undecane 24.621 2.2 ng 75938 6 25.067 689322 20.0
Octadecane 26.072 2.0 ng 70186 6 25.067 689322 20.0
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