LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@61721\
Data File : BG@49010.D

Acqg On : 17 Jun 2021 11:38
Operator : CG/JU

Sample : M2678-12

Misc :

ALS vial : 4 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: BGO49010.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.157 15 20 29 rBV 165961 318195 9.20% 2.470%
2 3.233 29 33 41 rVB 73069 110810 3.20% 0.860%
3 5.666 439 447 461 rBV 317930 521859 15.09% 4.051%
4 7.270 709 720 729 rBV 191432 342610 9.90%  2.660%
5 8.116 857 864 870 rBV 123480 216682 6.26% 1.682%

6 9.285 1055 1063 1071 rBV 505293 904756 26.16% 7.024%
7 10.942 1337 1345 1352 rBV 158499 292972  8.47%  2.274%
8 13.380 1753 1760 1768 rBV 1189599 1909766 55.21% 14.826%
9 13.668 1802 1809 1816 rBV3 32209 60127 1.74% 0.467%
10 14.761 1988 1995 2001 rBV 265156 430280 12.44%  3.340%

11 15.160 2056 2063 2068 rBv2 36915 62318 1.80% 0.484%
12 16.247 2240 2248 2257 rVB 1207091 1848069 53.43% 14.347%
13 16.888 2352 2357 2367 rVB2 45684 63317 1.83% 0.492%
14 17.505 2457 2462 2468 rBV 376650 573998 16.59% 4.456%
15 18.269 2587 2592 2599 rBV3 46733 85183 2.46% 0.661%
16 18.386 2607 2612 2619 rBV2 68758 100130 2.89% 0.777%
17 19.655 2823 2828 2836 rBV5 38387 62350 1.80% 0.484%
18 20.061 2883 2897 2900 rBV7 34495 123823 3.58% ©0.961%

19 20.113 2900 2906 2917 rVB 2497954 3459019 100.00% 26.853%
20 21.794 3185 3192 3200 rBV2 371425 642508 18.57%  4.988%

21 22.152 3245 3253 3257 rBV7 33549 93752 2.71% ©.728%
22 25.125 3749 3759 3770 rBV2 217814 658949 19.05% 5.115%

Sum of corrected areas: 12881473
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061721\
Data File : BG@49010.D

Acqg On : 17 Jun 2021 11:38
Operator : CG/JU

Sample : M2678-12

Misc :

ALS vial : 4 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 : ' '
2500000 TIC: BG049010.D\data.ms

2000000
1500000

1000000

500000 9.285

5.666
157, }\ 7.270 8.116 10.942
0 T T T ‘ T T 17T ‘ L ‘ T T 17T ‘ T 17T ‘ T T 1T ‘ T 1 T 7T ‘ L ‘ T 1T ‘ T T T ‘ T 1T ‘ T 1 T 7T ‘ T T T 7T ‘ T T T 7T ‘ 1 1T ‘ 1 11 ‘ L ‘ T T 1T ‘ T T T ‘ T 177

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: BG049010.D\data.
2500000 alams 20.113

2000000

1500000
13.380 16.247

1000000

500000 17.505 21.794
14.761

13.668 15.160 16.888 1%6 19.6520.061 22.152

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 : ' '
2500000 TIC: BG049010.D\data.ms

= O

2000000

1500000

1000000

500000
25.125

0\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\ T

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\BG061721\
Data File : BG@49010.D

Acqg On : 17 Jun 2021 11:38
Operator : CG/JU

Sample : M2678-12

Misc :

ALS vial : 4 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 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.233 10.23 ng 110810 1,4-Dichlorobenzene-d4 8.116

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
2 Silane, tetramethyl- 88 C4H12Si 000075-76-3 25
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 25
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
5 2-Methyl-1,5-pentanediamine 116 C6H16N2 015520-10-2 9

Abundance  Scan 33 (3.233 min): BG049010.D\data.ms (-29) (-) m/z 73.10 100.00%

73.1
5000 43.1 /\
T
| ‘ | ‘970 320 340 3.60
01— ““uhﬂ‘w‘w‘ b e m/z 43.10 45.82%
miz--> 0 20 40 60 80 100 120
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 L L L L B L
43.0 3.20 340 3.60
‘ m/z 87.20  24.46%
27,0 88.0
O\‘\\\\‘\“1\\“\\\\’\\\‘\’\\\\‘\\\\‘\\\\
miz--> 0 20 80 100 120
Abundance #1996.5Hane,teUanKﬂhyL
73.0
At
3.20 3.40 3.60
5000 m/z 55.10 23.18%
43.0
15\'0 \‘\ H 1 ‘\ 88'0
0 “‘,,“
miz--> 0 20 80 100 120
Abundance #13739: 224Tr|methy| -3-pentanol S B e i o o o
73.0 3.20 340 3.60
m/z 41.10 13.92%
5000 55.0
39
o ll ‘ \ | %80 11201200

m/z--> 0 20 40 80 100 120 3.20 340 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061721\
Data File : BG@49010.D

Acqg On : 17 Jun 2021 11:38
Operator : CG/JU

Sample : M2678-12

Misc :

ALS vial : 4 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 Vanillin Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.668 2.79 ng 60127  Acenaphthene-die 14.761
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Vanillin 152 C8H803 000121-33-5 93
2 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 70
3 Benzaldehyde, 2-hydroxy-4-methoxy- 152 C8H803 000673-22-3 49
4 4-Hydroxy-2-methoxybenaldehyde 152 C8H803 018278-34-7 47
5 Benzaldehyde, 2,4-dihydroxy-6-me... 152 C8H803 000487-69-4 46
Abundance Scan 1809 (13.668 min): BG049010.D\data.ms (-1802) (-  m/z 151.05 100.00%
150.1
5000 81.1
52.1 109.1 I\
5 —
13.50 14.00
221.C
O by “H“MW B “‘ bl e e m/z 152.05  82.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25795: Vanillin
151.0
5000 e A e
81.0 13.50 14.00
53.0 109.0 m/z 8l.10 41.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25885: Benzaldehyde, 3-hydroxy-4-methoxy- A
151.0
s —
13.50 14.00
5000 m/z 109.10 32.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25883: Benzaldehyde, 2-hydroxy-4-methoxy- e
151.0 13.50 14.00
m/z 52.10 30.76%
5000
53.0 95.0
290 Ll 1230
0“WH‘A‘NMWHHW‘H_MH‘H‘WH‘W‘H‘MH‘_‘H‘H R S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061721\
Data File : BG@49010.D

Acqg On : 17 Jun 2021 11:38
Operator : CG/JU

Sample : M2678-12

Misc :

ALS vial : 4 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 Dodecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.161 2.90 ng 62318 Acenaphthene-die 14.761
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 80
2 Tridecanoic acid 214 C13H2602 000638-53-9 59
3 Nonanoic acid 158 C9H1802 000112-05-0 50
4 n-Decanoic acid 172 C10H2002 000334-48-5 50
5 12-Bromododecanoic acid 278 C12H23Bro02 073367-80-3 47

Abundance Scan 2063 (15.160 min): BG049010.D\data.ms (-2056) (-  m/z 73.10 100.00%
73

3.1
41.1
5000
157.1
115.
hh H\ ‘ ‘ 200.3 285.¢ 15.00 15.50
ok T I m/z 60.18  98.32%
m/z--> 50 100 150 200 250
Abundance #61121: Dodecanoic acid
73.0
43.0
5000 15.00 15.50
129.0 : :
2000 m/z 55.15  74.78%
oL— ‘\‘ U‘\‘u‘u‘ um ‘HM\‘ \H\“‘ ‘h“‘ I \M ‘1%4‘*0‘ . G
m/z--> 50 100 150 200 250
Abundance #72643: Tridecanoic acid
73.
43.0 0
AR T
15.00 15.50
5000 129.0 m/z 41.10 71.78%
171.0
‘ ‘ ‘ ‘ 214.0
oL, “\‘ H‘ “\‘H“\ | ‘\ ‘n\‘ I “‘ ‘ “‘ T
m/z--> 50 100 150 200 250
Abundance #30180: Nonanoic acid 7 ——
60.0 15.00 15.50
m/z 43.10 62.52%
5000
290 115.0
oL ‘\“\ LH‘HHH‘M“\“H‘W‘ ““ “ ‘1‘5§9‘ T — —
m/z--> 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061721\
Data File : BG@49010.D

Acqg On : 17 Jun 2021 11:38
Operator : CG/JU

Sample : M2678-12

Misc :

ALS vial : 4 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 n-Decanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.888 2.21 ng 63317 Phenanthrene-die 17.505
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 92
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Undecanoic acid 186 C11H2202 000112-37-8 53
4 Tridecanoic acid 214 C13H2602 000638-53-9 50
5 Dodecanoic acid 200 C12H2402 000143-07-7 50

Abundance Scan 2357 (16.888 min): BG049010.D\data.ms (-2352) (-  m/z 73.05 100.00%

431 730
5000 1291
16.50 17.00
0! m/z 60.10 88.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #39473: n-Decanoic acid
60.0
5000 129.0
16.50 17.00
29.0 870 m/z 43.10 86.89%
LW A gl L 720
O\\\‘\\\\‘\\\”\“\w{\‘H\\\\H“\\‘\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84452: Tetradecanoic acid
73.0
43.0 — ——
16.50 17.00
5000 129.0 m/z 55.10  81.35%
185.0
97.0 228.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50052: Undecanoic acid o —
60.0 16.50 17.00
m/z 57.20 75.24%
5000 20.0
129.0
87.0
| ‘\ Ly ‘ 1570 1860
0“W‘H‘ ‘HHNH‘MH‘W‘H‘_HJM‘H‘M‘WH‘W‘H‘ i e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061721\
Data File : BG@49010.D

Acqg On : 17 Jun 2021 11:38
Operator : CG/JU

Sample : M2678-12

Misc :

ALS vial : 4 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 Hexadecenoic acid, Z-11- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.269 2.97 ng 85183  Phenanthrene-d10 17.505
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 78
2 Oxacyclotetradecane-2,11-dione, ... 240 C14H2403 074685-36-2 64
3 Palmitoleic acid 254 C16H3002 000373-49-9 47
4 Cyclopentadecane 210 C15H30 000295-48-7 43
5 1-Cyclohexyl-2-methyl-prop-2-en-... 152 C10H160 025183-82-8 35

Abundance Scan 2592 (18.269 min): BG049010.D\data.ms (-2587) (- m/z 55.15 100.00%
55.1

5000

236.2 18.00 18.50

37.1165.3192.3
0,

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105682: Hexadecenoic acid, Z-11-
553.0
ARy

5000 a4
83.0

111.0 236.0 '
T "‘\‘\ \“ H \“‘H‘\‘ \“"H!“\ T ‘1‘”“\ “”wﬂ‘-ﬁﬁ.\oww‘]\-?ﬁl‘\ow ‘1\?12‘\‘0\ T 1 RARRRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #93925: Oxacyclotetradecane-2,11-dione, 13-methyl-
55.0

T T
18.00 18.50
5000 m/z 83.15 45.57%

29.0 .
10.0
‘\‘ 1380 1800 222.0
H‘H‘\\’\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105669: Palmitoleic acid

55.0 18.00 18.50
m/z 43.10 39.23%

83.0
5000
1 0 soren0 2

0 bl e e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 18.00 18.50

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061721\
Data File : BG@49010.D

Acqg On : 17 Jun 2021 11:38
Operator : CG/JU

Sample : M2678-12

Misc :

ALS vial : 4 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 Tridecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.386 3.49 ng 100130  Phenanthrene-die 17.505
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 64
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
3 Trehalose 342 C12H22011 000099-20-7 49
4 d-Glucohexodialdose 178 C6H1006 1000149-19-1 43
5 .alpha.-Methyl-D-mannopyranoside 194 C7H1406 000617-04-9 38

Abundance Scan 2612 (18.386 min): BG049010.D\data.ms (-2607) (- m/z 73.10 100.00%

43.1 73.1
5000 129.2
213.3 7 —r
‘ 157.1185.2 256.1 18.00 18.50
OW‘HHMH m/z 43.10 91.46%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
e
43.0 730
5000 129.0 — ——
18.00 18.50
171.0 m/z 60.10 90.32%
s | e
Oj\-ﬁl‘()\‘}\\‘“‘\\”!d \H\‘\‘H!\H““H‘M‘\‘\‘H“\\}\“HH‘\‘\H‘\H‘\‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #107547: n-Hexadecanoic acid
43.0 73.0
18.00 18.50
5000 ITI/Z 41.10 77.01%
129.0 a0 2560
LA o | ss7o1ss020
O “‘ | { m“u‘mmwmw“H‘mwmwWm_
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #177856: Trehalose o —
73.0 18.00 18.50
m/z 57.20 66.74%
- vMNMWJL/\wAWWWM\MVWMW
0 235.0
| — —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061721\
Data File : BG@49010.D

Acqg On : 17 Jun 2021 11:38
Operator : CG/JU

Sample : M2678-12

Misc :

ALS vial : 4 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 Hexacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.061 3.85 ng 123823 Chrysene-d12 21.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 80
2 Hentriacontane 437 C31H64 000630-04-6 80
3 Tetratetracontane 619 C44H99 007098-22-8 80
4 Octacosane 394 (C28H58 000630-02-4 72
5 Octadecane 254 C18H38 000593-45-3 72

Abundance Scan 2897 (20.061 min): BG049010.D\data.ms (-2883) (- m/z 57.15 100.00%
57.1

5000
T \
V 155.2 283.1 20.00
Ol bbb ST m/z 43.15  73.19%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194494: Hexacosane
57.0
5000 ——
20.00

m/z 71.10 63.84%

UM C19702670 3660
‘\\H‘\\H‘\\\\‘\\\\’\\\\‘\\\\‘H\\‘\H\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223852: Hentriacontane
ST PVt

o

20.00
5000 ITI/Z 85.10 35.56%
ol LE C1970  309.03790
RESSE § T ¥ 8D e i SV diu S0
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane V“/\TWN“‘ —— WM’
57.0 20.00
m/z 55.15  33.53%
5000
0 H‘H 27-0197.0267.0337.0407.0 491.0562.0
RAVEEE § B E FRIEcde-LL S ST A s —
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 600 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061721\
Data File : BG@49010.D

Acqg On : 17 Jun 2021 11:38
Operator : CG/JU

Sample : M2678-12

Misc :

ALS vial : 4 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
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Peak Number 9 Heptacosane, 1-chloro- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.152 2.92 ng 93752 Chrysene-d12 21.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 80
2 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 80
3 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 80
4 Octadecane 254 C18H38 000593-45-3 74
5 Tetracosane, 11-decyl- 479 C34H70 055429-84-0 72
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Abundance #137569: Sulfurous acid, dodecyl 2-propyl ester
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Abundance #149373: Sulfurous acid, 2-propy! tridecyl ester A i
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061721\
Data File : BG@49010.D

Acqg On : 17 Jun 2021 11:38
Operator : CG/JU

Sample : M2678-12

Misc :

ALS vial : 4 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-metho... 3.233 10.2 ng 110810 1 8.116 216682 20.0
Vanillin 13.668 2.8 ng 60127 3 14.761 430280 20.0
Dodecanoic acid 15.161 2.9 ng 62318 3 14.761 430280 20.0
n-Decanoic acid 16.888 2.2 ng 63317 4 17.505 573998 20.0
Hexadecenoic ac... 18.269 3.0 ng 85183 4 17.505 573998 20.0
Tridecanoic acid 18.386 3.5 ng 100130 4 17.505 573998 20.0
Hexacosane 20.061 3.9 ng 123823 5 21.794 642508 20.0
Heptacosane, 1-... 22.152 2.9 ng 93752 5 21.794 642508 20.0
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