LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060921\
Data File : BP0@5828.D

Acqg On : 10 Jun 2021 02:00
Operator : CG/JU

Sample : M2612-03

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\8270E-BP060821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@5828.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.122 4 6 14 rVB 48745 60494 1.87% 0.230%
2 5.052 326 334 343 rBv2 68618 109379 3.38% 0.416%
3 5.516 406 413 426 rBV 1369893 2018928 62.34% 7.673%
4 7.116 677 685 696 rBV 1245722 1984789 61.29% 7.543%
5 7.952 819 827 835 rBV 262803 412289 12.73% 1.567%

6 9.116 1012 1025 1037 rBV 737354 1234582 38.12% 4
7 10.757 1297 1304 1318 rVB 310496 525747 16.23% 1
8 13.204 1713 1720 1730 rBV 1654913 2379914 73.49%  9.045%
9 14.034 1846 1861 1873 rBV 279824 425402 13.14% 1
10 14.575 1945 1953 1962 rBV 459188 685211 21.16% 2

11 16.063 2195 2206 2215 rBV 1805086 2697526 83.29% 10.252%

12 17.322 2413 2420 2425 rBV 568403 841495 25.98%  3.198%
13 17.410 2431 2435 2439 rBV2 29204 37213 1.15% 0.141%
14 18.210 2565 2571 2584 rBV 629655 920134 28.41%  3.497%
15 18.322 2585 2590 2596 rVB7 32466 69922 2.16% ©.266%
16 18.592 2630 2636 2642 rVB3 53327 86671 2.68% 0.329%
17 18.669 2642 2649 2655 rBV2 142566 193720 5.98% ©.736%
18 18.757 2660 2664 2671 rVB 77451 98153 3.03% ©0.373%
19 19.322 2756 2760 2764 rBV 24082 44137 1.36% 0.168%
20 19.427 2774 2778 2794 rBV 172804 278719 8.61% 1.059%
21 19.863 2847 2852 2858 rBV 2647196 3238566 100.00% 12.308%
22 20.139 2895 2899 2900 rBV3 40172 50076 1.55% 0.190%
23 20.163 2900 2903 2907 rVB 119450 130098 4.02%  0.494%
24 20.586 2972 2975 2979 rBV3 27438 42188 1.30% ©.160%
25 20.639 2981 2984 2988 rVB2 60493 76006 2.35% ©.289%
26 20.810 3011 3013 3018 rVBS5 35776 38124 1.18% 145%

27 21.092 3057 3061 3067 rBV 694909 921757 28.46%
28 21.386 3106 3111 3116 rBV 962553 1192378 36.82%
29 21.504 3128 3131 3133 rBV3 50000 57235 1.77%
30 21.533 3133 3136 3143 rVB3 76725 107662  3.32%

OO0 PWO
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w
N
R

31 21.992 3210 3214 3216 rBV 322481 434769 13.42%
32 22.016 3216 3218 3227 rVB2 332591 451601 13.94%
33 22.492 3295 3299 3304 rBV3 165719 220331 6.80%
34 23.057 3391 3395 3399 rBV 163790 242102  7.48%
35 23.110 3400 3404 3413 rVB 265346 498549 15.39%
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36 23.198 3416 3419 3427 rVB 138278 229635 7.09%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060921\
Data File : BP0@5828.D

Acqg On : 10 Jun 2021 02:00
Operator : CG/JU

Sample : M2612-03

Misc

ALS Vvial : 20 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\8270E-BP060821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 23.810 3516 3523 3530 rBV2 660116 1355129 41.84% 5.150%
38 24.533 3640 3646 3660 rBv2 276108 721835 22.29%  2.743%
39 26.704 4009 4015 4031 rVB2 392491 1199982 37.05% 4.561%

Sum of corrected areas: 26312448
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 10 Jun 2021 02:00
: CG/JU
: M2612-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060921\
BP005828.D

: 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

0
Time-->
Abundance

2500000

2000000

1500000

1000000

500000

TIC: BP005828.D\data.ms

5.516
7.116

9.116

7.952 10.757

&22 5.052

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

TIC: BP005828.D\data.ms
19.863

16.063
13.204

18.210

17.322
14.575

14.034

0
Time-->
Abundance

2500000

2000000

1500000

1000000

500000

Time-->

12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
TIC: BP005828.D\data.ms

21.386

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060921\
Data File : BP0@5828.D

Acqg On : 10 Jun 2021 02:00
Operator : CG/JU

Sample : M2612-03

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Propane, 1,1-dimethoxy- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
3.122 2.93 ng 60494  1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 50
2 1,1,3-Trimethoxypropane 134 C6H1403 014315-97-0 25
3 tert-Butyldimethylsilanol 132 C6H160Si 018173-64-3 9
4 (1-Ethylvinyloxy)trimethylsilane 144 C7H160Si 006651-40-7 9

5 3-Bromopropionaldehyde dimethyl ... 182 C5H11Br02 036255-44-4 9
Abundance Scan 6 (3.122 min): BP005828.D\data.ms (-4) (-) m/z 75.00 100.00%

75.0

>

5000
ST
H 3.203.303.40 3.50
Olbprrolibr 1788 283.3 356.1414.847505382  n/; 73.00  40.27%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4789: Propane, 1,1-dimethoxy-
75.0
5000 T[T T T T[T T T[T T[T 1
3.203.303.403.50
‘ m/z 45.00  35.31%
()‘fl\"lL
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15089: 1,1,3-Trimethoxypropane
75.0
R ABRNSREEEEN R
3.203.303.403.50
5000 m/z 41.00 20.97%
15.T
oo o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14384: tert-Butyldimethylsilanol AR REEES
75.0 3.203.303.403.50
m/z 47.00 17.45%
h M‘/\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060921\
Data File : BP0@5828.D

Acqg On : 10 Jun 2021 02:00
Operator : CG/JU

Sample : M2612-03

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.052 5.31 ng 109379 1,4-Dichlorobenzene-d4 7.952

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 38
3 Butanoic acid, 4-iodo-, methyl e... 228 C5H9I02 014273-85-9 36
4 3-Tridecanol 200 C13H280 010289-68-6 32
5 Succinic acid, heptyl 2-methoxye... 274 C14H2605 1000325-80-7 28
Abundance Scan 334 (5.052 min): BP005828.D\data.ms (-326) (-) m/z 43.00 100.00%
43.0
5000
101.0

4.80 5.00 5.20 5.40
207.1268.1326.7 428.8 503.2

e B L=t m/z 59.00 62.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B I L I L B

4.80 5.00 5.20 5.40

m/z 100.95 30.59%
101.0
O\MW‘W“‘H\‘HWHW‘H\HH\HH\HHWHWHM
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)-
59.0
4.‘80 5.60 5.‘20 5.‘40
5000 m/z 57.95 14.12%
OM‘HH%'O!!
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #84701: Butanoic acid, 4-iodo-, methyl ester PR TR
59.0 4.80 5.00 5.20 5.40
m/z 41.00 10.63%
5000
197.0
27.0
O ““w“‘“‘"\J“‘”!‘”‘r”‘w”‘w””\””\‘”w‘”w‘ AR AR AR R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060921\
Data File : BP0@5828.D

Acqg On : 10 Jun 2021 02:00
Operator : CG/JU

Sample : M2612-03

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 1
R.T. EstConc Area Relative to ISTD R.T.
18.210 21.87 ng 920134  Phenanthrene-d10 17.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 25

Abundance Scan 2571 (18.210 min): BP005828.D\data.ms (-2565) (-  m/z 73.00 100.00%

73.0 '
5000
213.2
— =
H} 3 \ \ ) 18.00 18.50
bk, WMM L1l 28193419 4289 5350  nm/z 0.0  71.90%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 RN RN
18.00 18.50
213.0 m/z 43.05 65.16%
O\\i“ m’!"“\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #72647: Tridecanoic acid
73.0
——— =
18.00 18.50
5000 m/z 55.00 61.66%
171.0
o“‘ }HW“HJ
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84453: Tetradecanoic acid —— e
73.0 18.00 18.50
m/z 41.00 61.39%
5000
L 228.0
143.0 \
ol 25 A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060921\
Data File : BP0@5828.D

Acqg On : 10 Jun 2021 02:00
Operator : CG/JU

Sample : M2612-03

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 unknown18.592 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.592 2.06 ng 86671  Phenanthrene-d10 17.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyl Camphorsulfonates 260 C12H2004S 1000373-95-5 41
2 Bicyclo[2.2.2]octane, 1,2,3,6-te... 166 C12H22 062338-45-8 38
3 1,3-Bis(bromomethyl)cyclohexane 268 C8H14Br2 1000216-89-9 35
4 Longipinane, (E)- 206 C15H26 1000156-14-5 32
5 1,4-Methanoazulene-9-methanol, d... 222 C15H260 001139-17-9 27
Abundance Scan 2636 (18.592 min): BP005828.D\data.ms (-2630) (-  m/z 109.10 100.00%
109.1
5000
189.1
260.1
RN I
T e
ow“wu“ Mo LIl 35624166 488.8545. . g1 6o 51.65%
mlz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #110325: Ethyl Camphorsulfonates
81.0
5000 s ‘
152.0 260.0 18.50
H l m/z 95.00 49.03%
O\\\‘\““l\u\‘”\“‘ \“\\‘l\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #35220: Bicyclo[2.2.2]octane, 1,2,3,6-tetramethyl-
109.0
T T \
18.50
50001 41. m/z 110.05 45.93%
” 166.0
ol mw«w P —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #117740: 1,3-Bis(bromomethyl)cyclohexane el :
109.0 18.50
m/z 93.05 40.98%
41.0
5000
191.0
omu“““‘ﬂu\p"wwm""""wwwwww s
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060921\
Data File : BP0@5828.D

Acqg On : 10 Jun 2021 02:00
Operator : CG/JU

Sample : M2612-03

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 18-Norabietane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

18.669 4.60 ng 193720  Phenanthrene-die 17.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 18-Norabietane 262 C19H34 1000293-16-6 91
2 Anthracene, 9-dodecyltetradecahy... 360 C26H48 055401-75-7 35
3 3-Hexadecyne 222 C16H30 061886-62-2 27
4 N-Acrylonitryl-2,2,6,6-tetrameth... 192 C12H20N2 077376-88-6 20
5 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 18

Abundance Scan 2649 (18.669 min): BP005828.D\data.ms (-2642) (-  m/z 109.10 100.00%

109.1
191.2
5000
41. 262.1
e ]
l”\ ‘} ‘ 18.50 19.00
oh ““‘H‘L‘H““‘ IVINY ‘m\"‘\‘h““3‘%3‘53‘2”4‘1”7‘571‘7‘5”1_5‘3‘,‘7‘7‘ m/z 191.15  76.19%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #112660: 18-Norabietane
109.0
5000 T e
262.0 18.50 19.00
191.0 m/z 95.05 70.51%
OlWHW"‘\“Ll ‘\J}\\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #190938: Anthracene, 9-dodecyltetradecahydro-
191.0
95.0 e R
18.50 19.00
5000 ITI/Z 81.00 65.64%
3600
osaWu\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #79549: 3-Hexadecyne R —
67.0 18.50 19.00
m/z 55.05 54.02%
B M
o L ze0 1990 S|V S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060921\
Data File : BP0@5828.D

Acqg On : 10 Jun 2021 02:00
Operator : CG/JU

Sample : M2612-03

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 2H-1,2,3-Triazole-4-carboxa... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

18.757 2.33 ng 98153  Phenanthrene-d10 17.322
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 18-Norabietane 262 C19H34 1000293-16-6 93
2 2H-1,2,3-Triazole-4-carboxaldehy... 191 C9H6FN30 051306-43-5 50
3 Pyrazol-3-amine, 1-(4-fluorobenz... 191 C1OH10FN3 1000272-83-2 38
4 Pyrazol-4-amine, 1-(4-fluorobenz... 191 C10H10FN3 1000272-83-9 38
5 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 27

Abundance Scan 2664 (18.757 min): BP005828.D\data.ms (-2660) (- m/z 109.10 100.00%

109.1
191.1
5000
41.
262.3
el i
“ w “\ | ‘ 24214006 18.50 19.00
ol ALt L L]y 33218000 464.2 5257 m/z 81.00  64.04%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #112660: 18-Norabietane
109.0
5000 ths Kk
262.0 18.50 19.00
191.0 m/z 95.00 61.75%
sulll
O\H‘“\‘r‘”‘r'\\}‘ll\“\“l\«'\\l\'\ ‘\L\\l“’h\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #54016: 2H-1,2,3-Triazole-4-carboxaldehyde, 2-(2-fluoroy
191.0
109.0 ol KAl
18.50 19.00
5000 m/z 191.05 56.23%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #53614: Pyrazol-3-amine, 1-(4-fluorobenzyl)- = o
109.0 18.50 19.00
m/z 67.00 41.44%
5000 191.0
40.0 |
ottt A e e e e e S e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060921\
Data File : BP0@5828.D

Acqg On : 10 Jun 2021 02:00
Operator : CG/JU

Sample : M2612-03

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 9
R.T. EstConc Area Relative to ISTD R.T.
19.427 4.68 ng 278719 Chrysene-d12 21.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 2778 (19.427 min): BP005828.D\data.ms (-2774) (- m/z 73.00 100.00%

73.0
5000
241.2
——
} 17111 \ 19.50
U ““‘J\ bbbl L 3558 4291 5421 .0 43,05  75.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #131258: Octadecanoic acid
43.0
5000 129.0 —
19.50
‘ 284.0 m/z 60.00 73.65%
O‘\\J‘\ “‘ ‘}H”lhlll’WlWW“
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #95855: Pentadecanoic acid
73.0
——
19.50
5000 ITI/Z 55.05 67.67%
143.0 242.0
o(\ Hun\m\,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #72647: Tridecanoic acid T
73.0 19.50
m/z 57.00 64.70%
5000
171.0
AT 1Y) — oo
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060921\
Data File : BP0@5828.D

Acqg On : 10 Jun 2021 02:00
Operator : CG/JU

Sample : M2612-03

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Hexadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

20.163 2.18 ng 130098 Chrysene-d12 21.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Triacontane, 1-bromo- 500 C30H61Br 004209-22-7 90
3 Triacontane 422 C30H62 000638-68-6 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 2-methyloctacosane 408 C29H60 1000376-72-8 86

Abundance Scan 2903 (20.163 min): BP005828.D\data.ms (-2900) (-  m/z 57.05 100.00%
57.0

> \A‘VM
2000 2050
7.1 . .
ol ] H‘Fﬁ 20102680 3551 42984888549. . 71 65 8).g0%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #83023: Hexadecane
57.0
5000 T e
20.00 20.50
m/z 43.00 67.36%
OJ’J!#"F.!‘\\'#ZZGO
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #235298: Triacontane, 1-bromo-
57.0
— —
20.00 20.50
5000 m/z 85.00 64.00%
1
350 421.0
[ IR ” ﬂ HJ M 11\9‘7‘0 267.0 337.0 | 500.0
R AR e o SRR RAARE SRR
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #219831: Triacontane TS T
57.0 20.00 20.50
m/z 41.00 31.50%
B w
0 L0 197.0 267.0 3370 4220
H‘W‘H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_ —— ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060921\
Data File : BP0@5828.D

Acqg On : 10 Jun 2021 02:00
Operator : CG/JU

Sample : M2612-03

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Cyclohexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

21.092 15.46 ng 921757 Chrysene-d12 21.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 98
2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
3 Oxalic acid, isobutyl pentadecyl... 356 C21H4004 1000309-38-0 91
4 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 90
5 1-Heneicosanol 312 C21H440 015594-90-8 89

Abundance Scan 3061 (21.092 min): BP005828.D\data.ms (-3057) (- m/z 57.05 100.00%
57.0

o

5000
IS
125.1 tTTd
‘ ‘ ﬁ 207.0 21.00
0L " aa i 28603288 42914831549 n/z 43.05 84.81%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #81246: Cyclohexadecane
55.0
5000 =T ‘
21.00
m/z 71.05 71.71%
’ r ‘ 224.0
O‘\\‘\L"\\\\‘\\\\l‘h\\\\‘\\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57.0
§ Ee— ‘
21.00
5000 ITI/Z 55.05 68.87%

M2
A Il.m 258.0

I
TPt u‘uu‘\u\‘\u\‘\u\‘uu‘uu‘uu‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #188025: Oxalic acid, isobutyl pentadecyl ester
57.0 21.00

m/z 83.10 67.63%

o

.

5000

om0

U B B v ——
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 21.00

:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060921\
Data File : BP0@5828.D

Acqg On : 10 Jun 2021 02:00
Operator : CG/JU

Sample : M2612-03

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Dotriacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

21.992 7.29 ng 434769 Chrysene-d12 21.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dotriacontane 451 C32H66 000544-85-4 95
2 1-Todo-2-methylundecane 296 C12H251 073105-67-6 94
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octadecane, 2-methyl- 268 C19H40 001560-88-9 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 3214 (21.992 min): BP005828.D\data.ms (-3210) (-  m/z 57.10 100.00%
57.1

=
‘ W 225.3283.0 22.00
o kbl 11, 2253283.0342.1400.9 4902 ./, 71,65 86.55%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #227194: Dotriacontane
57.0
5000 T
22.00
m/z 85.10 66.59%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #140553: 1-lodo-2-methylundecane
57.0
=
22.00
5000 ITI/Z 43.05 63.85%
0 UhLig, 1890 2950
‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘M‘H‘H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane T
57.0 22.00
m/z 41.05 27.75%
- A/b\/\/fb
o ML ssr0_meo o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060921\
Data File : BP0@5828.D

Acqg On : 10 Jun 2021 02:00
Operator : CG/JU

Sample : M2612-03

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.016 7.57 ng 451601 Chrysene-d12 21.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 90
2 1-Docosanol, methyl ether 340 C23H480 1000333-91-9 49
3 1,2-Dodecanediol 202 C12H2602 001119-87-5 47
4 Dimethylmalonic acid, 3-ethylphe... 390 C24H3804 1000363-87-0 35
5 3-Amino-2-cyclohexenone 111 C6HINO 005220-49-5 30

Abundance Scan 3218 (22.016 min): BP005828.D\data.ms (-3216) (- m/z 83.10 100.00%

83.1
5000
{ 2o
208.0 281.1 :
ol AL T 36914291 5351, 9719 97.21%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155046: 1-Heneicosano
55.0
5000 R ‘
22.00
125.0 m/z 69.10 71.27%
O‘\\’\M\"\\ \}‘l\l\‘\\‘!‘h\l\l\g\s‘.\q\\z‘s\?.\q‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #177220: 1-Docosanol, methyl ether
3.0
T \
22.00
5000 ITI/Z 55.05 61.08%
3.0 308.0
ool UIIPR) 2200 Z00
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #62617: 1,2-Dodecanediol T ‘
97.0 22.00
m/z 111.10 53.37%
5000
29. 171.0 AVV$WN4WJAVVNWNVVNA
O“H'Ill s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060921\
Data File : BP0@5828.D

Acqg On : 10 Jun 2021 02:00
Operator : CG/JU

Sample : M2612-03

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 9-Octadecenamide, (Z)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.492 3.70 ng 220331 Chrysene-d12 21.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 86
2 Tetracosane 338 C24H50 000646-31-1 58
3 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 58
4 Pentadecane 212 C15H32 000629-62-9 47
5 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 42

Abundance Scan 3299 (22.492 min): BP005828.D\data.ms (-3295) (-  m/z 57.10 100.00%

57.1
5000
22.50
1.1281.0 ;
0 ‘L‘, | I\“ﬂ‘m ) w,w Wi oL 4609 5349 0 59,00 93.37%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #128445: 9-Octadecenamide, (Z)-
59.0
5000 T T
22.50
‘ m/z 72.00 91.24%
O \‘\d\‘\"‘H\J\m\w‘“\“\lh\%‘“\1\8\4\’()\\\\‘2\\8\].\(‘)\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #175559: Tetracosane
57.0
=
22.50
5000 ITI/Z 43.05 80.78%
127.0
o LS as70 w0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #217413: Heptacosane, 1-chloro- T
57.0 22.50
m/z 71.05 75.37%
5000
H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_ =
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060921\
Data File : BP0@5828.D

Acqg On : 10 Jun 2021 02:00
Operator : CG/JU

Sample : M2612-03

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 Nonadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
23.057 3.57 ng 242102 Perylene-di2 23.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
3 2-methyloctacosane 408 C29H60 1000376-72-8 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 90
Abundance Scan 3395 (23.057 min): BP005828.D\data.ms (-3391) (-  m/z 57.10 100.00%
57.1
- J\/LL
T \
‘ ” 0302521 23.00
o‘uw‘waﬁ‘iﬁumemu“J‘H‘_‘?ﬁ§}‘ﬁ?9}u5ﬂ3%“‘ m/z 71.10 87.10%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #117638: Nonadecane
57.0
5000 i :
23.00
m/z 85.10 65.31%
0 \l ‘ \ I\ %7101 |197 0 268 0
\\\\‘\\\\‘\\\\‘\\\\‘f\\T‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
T \
23.00
5000 m/z 43.05 62.49%
170 2110 s
A A
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane T ‘
57.0 23.00
m/z 55.10 23.86%
0 1‘ \‘\AUIJJ\\]"9702670 3650
L e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060921\
Data File : BP0@5828.D

Acqg On : 10 Jun 2021 02:00
Operator : CG/JU

Sample : M2612-03

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 1-Heptacosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.110 7.36 ng 498549 Perylene-di2 23.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 95
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 Cyclotetracosane 336 C24H48 000297-03-0 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 n-Nonadecanol-1 284 C19H400 001454-84-8 90

Abundance Scan 3404 (23.110 min): BP005828.D\data.ms (-3400) (-  m/z 83.05 100.00%

> M/\AM
‘ 2300 2350
175.1 : :
281.1
b b by 750 841.04020463.0 5359 -y 97 05 92.22%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #210517: 1-Heptacosanol
57.0
5000 el —
23.00 23.50
1¢5.0 m/z 69.00  85.60%
0 g lJi J\ Ii | hll95.0 264.0 378.0
‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #166292: Behenic alcoho
83.0
—— —
23.00 23.50
5000 ITI/Z 57.05 79.60%

IJPF§P 222.0280.0

-

O%gpﬂw*w*H*w*H\H*w*w*w*www*w*w*w*www*w*
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #174180: Cyclotetracosane T —
83.0 23.00 23.50
m/z 43.10 71.94%
5000 336.0

-

3.0
0 I‘M“\\‘IF\;[IMM‘..2975'“0.1 \\
REARSEERES: Pt e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060921\
Data File : BP0@5828.D

Acqg On : 10 Jun 2021 02:00
Operator : CG/JU

Sample : M2612-03

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 2-Pentacosanone Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
23.198 3.39 ng 229635 Perylene-di2 23.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentacosanone 366 C25H500 075207-54-4 72
2 2-Tetratriacontanone 493 (C34H680 077327-16-3 64
3 2-Heptacosanone 394 (C27H540 007796-19-2 58
4 2-Heptadecanone 254 C17H340 002922-51-2 49
5 9-Decen-2-one 154 C10H180 035194-30-0 47

Abundance Scan 3419 (23.198 min): BP005828.D\data.ms (-3416) (-  m/z 59.00 100.00%

59.0
5000
2300 23.50
127.1 0 . .
ol ‘ 0 “' I “M 2001 33433904 489.0549: | "cg 00 97.81%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194476: 2-Pentacosanone
59.0
5000 Y —
23.00 23.50
m/z 43.00 89.53%
0 ﬂ’ |1 1227-0 194.0250,0306.0 >°3°
\\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #234390: 2-Tetratriacontanone
59.0
—— —
23.00 23.50
5000 ITI/Z 71.00 69.02%
492.0
ol 4 M 127.0 195.0251.0 327.0 4330 | |
R L BN A mamaa T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209553: 2-Heptacosanone = —
59.0 23.00 23.50
m/z 57.05 36.88%
5000
394.0
ol 270 220027803340 | |
T ‘H“‘H“‘H“‘H“‘H“‘H“‘H“‘H“‘H“‘H“ — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060921\
Data File : BP0@5828.D

Acqg On : 10 Jun 2021 02:00
Operator : CG/JU

Sample : M2612-03

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 16 Nonadecyl trifluoroacetate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

24.533 10.65 ng 721835 Perylene-di2 23.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 91
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 Heptacosyl acetate 438 C29H5802 1000351-78-2 90
5 1-Heptacosanol 396 C27H560 002004-39-9 89

Abundance Scan 3646 (24.533 min): BP005828.D\data.ms (-3640) (-  m/z 97.05 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060921\
Data File : BP0@5828.D

Acqg On : 10 Jun 2021 02:00
Operator : CG/JU

Sample : M2612-03

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 17 1-Cyclohexene, 1,3,3-trimet... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

26.704 17.71 ng 1199980 Perylene-di2 23.810
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Cyclohexene, 1,3,3-trimethyl-2... 206 C14H220 1000197-08-4 86
2 2,4,5,5,8a-Pentamethyl-6,7,8,8a-... 206 C14H220 1000195-40-9 60
3 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 47
4 Anthracene, 9-butyltetradecahydro- 248 C18H32 055133-89-6 38
5 Silane, [4-(1,1-dimethylethyl)ph... 206 C13H22Si 018412-68-5 38

Abundance Scan 4015 (26.704 min): BP005828.D\data.ms (-4009) (- m/z 191.10 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP060921\
Data File : BP0@5828.D

Acqg On : 10 Jun 2021 02:00
Operator : CG/JU

Sample : M2612-03

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP060821.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|
Propane, 1,1-di... 3.122 2.9 ng 60494 1  7.952 412289 20.0
2-Pentanone, 4-... 5.052 5.3 ng 109379 1 7.952 412289 20.0
n-Hexadecanoic ... 18.210 21.9 ng 920134 4 17.322 841495 20.0
unknown18.592 18.592 2.1 ng 86671 4 17.322 841495 20.0
18-Norabietane 18.669 4.6 ng 193720 4 17.322 841495 20.0
2H-1,2,3-Triazo... 18.757 2.3 ng 98153 4 17.322 841495 20.0
Octadecanoic acid  19.427 4.7 ng 278719 5 21.386 1192380 20.0
Hexadecane 20.163 2.2 ng 130098 5 21.386 1192380 20.0
Cyclohexadecane 21.092 15.5 ng 921757 5 21.386 1192380 20.0
Dotriacontane 21.992 7.3 ng 434769 5 21.386 1192380 20.0
1-Heneicosanol 22.016 7.6 ng 451601 5 21.386 1192380 20.0
9-Octadecenamid... 22.492 3.7 ng 220331 5 21.386 1192380 20.0
Nonadecane 23.057 3.6 ng 242102 6 23.810 1355130 20.0
1-Heptacosanol 23.110 7.4 ng 498549 6 23.810 1355130 20.0
2-Pentacosanone 23.198 3.4 ng 229635 6 23.810 1355130 20.0
Nonadecyl trifl... 24.533 10.7 ng 721835 6 23.810 1355130 20.0
1-Cyclohexene, ... 26.704 17.7 ng 1199980 6 23.810 1355130 20.0
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