LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12021\
Data File : BM028476.D

Acqg On : 20 Jan 2021 20:08
Operator : CG/JU

Sample : M1160-01

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA M\Methods\8270-BM012021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@28476.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.075 314 321 329 rBV 26612 39050 3.80% 0.469%
2 5.557 396 403 410 rBvV 506867 752075 73.27% 9.039%
3 6.681 589 594 599 rBV 8274 11671 1.14% 0.140%
4 7.193 672 681 691 rBV 484945 776151 75.62%  9.328%
5 7.628 751 755 764 rBV 6440 10484 1.02% 0.126%
6 8.034 818 824 830 rVB 127996 201271 19.61% 2.419%
7 8.804 950 955 961 rVB 8483 12442 1.21% 0.150%
8 9.204 1015 1023 1031 rBV 305566 496062 48.33% 5.962%
9 10.845 1295 1302 1310 rBV 161274 262993 25.62% 3.161%
10 12.298 1544 1549 1553 rBV2 14695 20645 2.01% 0.248%
11 13.298 1712 1719 1729 rVB 624669 922357 89.86% 11.085%
12 14.074 1846 1851 1855 rBV 8063 10643 1.04% 0.128%
13 14.121 1855 1859 1866 rVB 31747 41528 4.05% 0.499%
14 14.504 1914 1924 1929 rBvV4 11441 21368 2.08% 0.257%
15 14.621 1939 1944 1947 rBV 20794 26902 2.62% 0.323%
16 14.669 1947 1952 1959 rW 211800 302866 29.51% 3.640%
17 14.727 1959 1962 1972 rVB2 11177 16737 1.63% 0.201%
18 14.916 1989 1994 1999 rVB 21038 26844  2.62% 0.323%
19 14.980 2001 2005 2009 rBV3 7422 11449 1.12% 0.138%
20 16.151 2192 2204 2211 rBV 489696 696677 67.88% 8.373%
21 16.221 2211 2216 2221 rVB3 14306 21551 2.10% ©.259%
22 17.398 2410 2416 2424 rBV 238049 340359 33.16% 4.091%
23 17.762 2472 2478 2484 rBV4 14025 25312 2.47% 0.304%
24 18.209 2550 2554 2559 rBV2 9758 15093 1.47% 0.181%
25 18.268 2559 2564 2576 rBV 110943 169054 16.47% 2.032%
26 19.121 2705 2709 2715 rBV5 7392 12872 1.25% 0.155%
27 19.421 2756 2760 2767 rBV3 18050 32062 3.12% 0.385%
28 19.533 2776 2779 2786 rBV3 18696 26729 2.60% 0.321%
29 19.898 2837 2841 2844 rVB 19682 23057 2.25% 0.277%
30 19.986 2851 2856 2861 rBV 818714 1026389 100.00% 12.335%
31 20.250 2899 2901 2904 rBV3 10276 11591 1.13% 139%
32 20.615 2959 2963 2967 rBV 16455 21447 2.09% 258%
33 21.074 3037 3041 3046 rBV 82653 98984  9.64%

34 21.227 3062 3067 3075 rBV 152524 201969 19.68%
35 21.527 3113 3118 3127 rBV 293062 373640 36.40%
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36 22.121 3216 3219 3227 rVB 79179 109041 10.62% 1.310%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12021\
Data File : BM028476.D

Acqg On : 20 Jan 2021 20:08
Operator : CG/JU

Sample : M1160-01

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA M\Methods\8270-BM012021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 23.086 3379 3383 3388 rBV 110294 157011 15.30% 1.887%
38 23.139 3388 3392 3400 rVB2 56663 95821 9.34% 1.152%
39 23.815 3501 3507 3515 rVB2 184785 356036 34.69% 4.279%
40 24.109 3552 3557 3568 rVB 175075 351393 34.24%  4.223%

41 24.333 3590 3595 3604 rVB 100526 191064 18.62%  2.296%

Sum of corrected areas: 8320690
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12021\
Data File : BM@28476.D

Acqg On : 20 Jan 2021 20:08
Operator : CG/JU

Sample : M1160-01

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM028476.D\data.ms
800000

700000

600000

5.557
500000 7.193

400000

300000 9.204

200000 10.845
8.034

100000

o 5075 6.681 7.628 8.804
T T ‘ T ‘ L ‘ L ‘ L ‘ L ‘ T TrTT ’ T ‘ L ‘ T T ‘ L ‘ T ‘ L ‘ T T ‘ T T T ‘ L ‘ T T ‘ L

Time--> 350 400 450 500 550 600 650 700 750 800 850 900 950 10.00 1050 11.00 11.50
Abundance TIC: BM028476.D\data.ms
800000 19.p86

700000
13.298
600000

500000 16.151
400000

300000 17398
14.669 '
200000

18.268
100000

0.6
12.298 HoAha 460 161221 17.762 18.209 19,17197B39.8120.256
3 B SRS | IS - L b o -4 BN v SNINERI SRy Sihanst: LSS EES Sttt

Time--> 12.00 12,50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50
Abundance TIC: BM028476.D\data.ms
800000

700000

600000

500000

400000 21.527

300000

200000

100000

O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 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_M\Data\BM@12021\
Data File : BM@28476.D

Acqg On : 20 Jan 2021 20:08
Operator : CG/JU

Sample : M1160-01

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 unknown5.075 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
5.075 3.88 ng 39050 1,4-Dichlorobenzene-d4 8.034

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 38
3 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 23
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 Propylamine 59 C3H9N 000107-10-8 9

Abundance Scan 321 (5.075 min): BM028476.D\data.ms (-314) (-) m/z 42.95 100.00%

43.0
59.1
5000
101.1 P T
83.0 4.80 5.00 5.20 5.40
om,mw‘Wmu‘l:”w:‘!_wW_‘JH,MW‘_ m/z 59.10  55.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
57.0
5000 L L B L B LA R
4.80 5.00 5.20 5.40
290 101.0 m/z 101.10 18.68%
o 280 Ll 730 850
\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
AR ARaEEaRE T
4.80 5.00 5.20 5.40
5000 59.0 m/z 58.10 13.01%
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone e ERARARRR RS
59.0 4.80 5.00 5.20 5.40
m/z 41.00 10.83%
5000 430
31.0
15.0 ‘ ‘ 87.0
Om,u‘f\‘um“\m“lm‘ume‘\m‘m‘\,\m‘\m‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12021\
Data File : BM@28476.D

Acqg On : 20 Jan 2021 20:08
Operator : CG/JU

Sample : M1160-01

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.268 9.93 ng 169054  Phenanthrene-die 17.398
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 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Undecanoic acid 186 C11H2202 000112-37-8 72

Abundance Scan 2564 (18.268 min): BM028476.D\data.ms (-2559) (-  m/z 43.05 100.00%

43.0 73.0
5000
129.1
- flaninde
H 1711 2132 256.1 18.00 18.50
— N m/z 73.05 92.75%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 1 U
18.00 18.50
1710 2130 256.0 m/z 60.00 88.72%

O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #72643: Tridecanoic acid
73.
43.0 0
—— oy
18.00 18.50
5000 129.0 ITI/Z 41.10 81.85%
171.0
‘ ‘ ‘ 214.0
o‘u_kﬂkﬂw
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #95851: Pentadecanoic acid — —
43.0 ,73.0 18.00 18.50
m/z 55.10 73.27%
5000 129.0
‘ 199.0 2420
O‘H‘AHWMmM 18, — —
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_M\Data\BM@12021\
Data File : BM@28476.D

Acqg On : 20 Jan 2021 20:08

Operator : CG/JU

Sample : M1160-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.M
: 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 Cinnamyl cinnamate Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
21.074 5.30 ng 98984 Chrysene-d12 21.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cinnamyl cinnamate
2 Cinnamoylglycine, methyl ester 219
3 2-Propenoic acid, 3-phenyl-, 4-m... 238

C18H1602
C12H13NO3
C16H1402

000122-69-0 87
040778-04-9 83
010519-07-0 47

4 2,2-Dimethyl-1-(2-vinylphenyl)pr... 188 C13H160 1000210-99-9 47
5 2,4,5-Trichlorophenyl cinnamate 326 C15H9C1302 1000242-39-6 47
Abundance Scan 3041 (21.074 min): BM028476.D\data.ms (-3037) (-  m/z 131.00 100.00%
131.0
5000 A‘J\
77.0
T \
2191 21.00
B9. ‘ 173.0 ’
Nawm | LA 1780 | 2641 | 8269 . 11505  40.48%
m/z--> 50 100 150 200 250 300
Abundance #114231: Cinnamyl cinnamate
131.0
5000 e :
21.00
770 219.0 m/z 117.05  35.40%
' " 264.0
Oagwq‘ \‘\‘\ ‘\‘ \‘\ ‘:!_7\3\0\ T \‘\ L B
m/z--> 50 100 150 200 250 300
Abundance #76403: Cinnamoylglycine, methyl ester
131.0
LN \
21.00
5000 ITI/Z 103.05 30.99%
77.0
218.0
ol b
m/z--> 50 100 150 200 250 300
Abundance #92470: 2-Propenoic acid, 3-phenyl-, 4-methylphenyl este o ‘
131.0 21.00
m/z 77.05 26.18%
5000
70 238.0
ol bl e T )]
m/z--> 50 100 150 200 250 300 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12021\
Data File : BM@28476.D

Acqg On : 20 Jan 2021 20:08
Operator : CG/JU

Sample : M1160-01

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 Pentafluoropropionic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.227 10.81 ng 201969 Chrysene-d12 21.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 94
2 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 94
3 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94

Abundance Scan 3067 (21.227 min): BM028476.D\data.ms (-3062) (- m/z 57.10 100.00%

57.1
5000
\ 200 21s0
207.0 : '
ol id l W‘\ Lia 16207 7221 371 M50 42 43,10 97.96%
mlz--> 50 100 150 200 250 300 350 400
Abundance #206447: Pentafluoropropionic acid, hexadecyl ester
57.0
5000 11.0 T T T
21.00 21.50
m/z 55.10 97.39%
\\\\1\ T\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #185169: Heptadecyl trifluoroacetate
57.0
—— —
21.00 21.50
5000 m/z 83.10  73.85%
0 \‘ b “ “ i 168 0 238 0283 0 334.0
S ARRE ““ R e
miz--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester T —
57.0 21.00 21.50
m/z 69.05 66.92%
B I JWJ\
210.0
L Lassg?i00mss0  smeo )l
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_M\Data\BM@12021\
Data File : BM@28476.D

Acqg On : 20 Jan 2021 20:08
Operator : CG/JU

Sample : M1160-01

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 Behenic alcohol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.121 5.84 ng 109041 Chrysene-d12 21.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 90
2 1-Heneicosanol 312 C21H440 015594-90-8 90
3 n-Tetracosanol-1 354 C24H500 000506-51-4 87
4 1-Heptacosanol 396 C27H560 002004-39-9 68
5 Cyclooctacosane 392 C28H56 000297-24-5 68

Abundance Scan 3219 (22.121 min): BM028476.D\data.ms (-3216) (- m/z 55.10 100.00%

55.1
5000 111.1
P e
‘ ‘ |y, 1681213.0 267.0 325.0  400.9 22.00 22.50
O bl Al by T S T m/z 83.18  93.32%
mlz--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcoho
83.0
5000 e —
22.00 22.50
m/z 97.10 85.19%
29. %
O\\“\‘\““\\‘\\ ““\‘\lh“‘\‘\]\.9\6‘\0\\\‘\2\8\0\0‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosano
55.0
P e
22.00 22.50
5000 111.0 ITI/Z 69.10 81.81%
ARSI UANECTESY. S MJLW
miz--> 50 100 150 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1 —— —
57.0 22.00 22.50
m/z 43.10 75.56%
111.0
5000
o i | 170 2220 3080 S
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_M\Data\BM@12021\
Data File : BM@28476.D

Acqg On : 20 Jan 2021 20:08
Operator : CG/JU

Sample : M1160-01

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

23.086 8.82 ng 157011 Perylene-di2 23.815
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Heneicosane, 11l-decyl- 437 C31H64 055320-06-4 91
4 Docosane, 7-hexyl- 394 (C28H58 055373-86-9 91
5 Eicosane, 9-octyl- 394 (C28H58 013475-77-9 91

Abundance Scan 3383 (23.086 min): BM028476.D\data.ms (-3379) - m/z 57.10 100.00%
57.1

%

5000
‘ 183.1 23.00
o_‘“J,uuﬂw,&“h‘mMH“2‘(?‘7‘9‘”34‘3‘9”“““2919 m/z 43.10 67.80%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
5000 — ‘

23.00
m/z 71.10 58.17%

\‘ | 13130 160.0 225.0 281.0 337.0 394.0

O‘\\\\’\1\\’\\\\"\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane
57.0
—— :
23.00
5000 m/z 85.10 43.59%

| ‘ } ﬁl.\ ,,169.0 225.0 281.0 3380

%

ot A A e e S e e e e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #223853: Heneicosane, 11-decyl-
57.0 23.00
m/z 55.05 24.62%
5000
295.0
0 ‘ L\ H}\ IL\ \1\13 1\0 | 1\6\9 p 225 0 “ 435.(
A A e e —
m/z--> 0 50 100 150 200 250 300 350 400 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12021\
Data File : BM@28476.D

Acqg On : 20 Jan 2021 20:08
Operator : CG/JU

Sample : M1160-01

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 Cyclohexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.139 5.38 ng 95821 Perylene-di2 23.815
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 96
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 n-Tetracosanol-1 354 C24H500 000506-51-4 90
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 90

Abundance Scan 3392 (23.139 min): BM028476.D\data.ms (-3388) (- m/z 43.10 100.00%

T o971
5000
‘ 2300 2350
7 . .
— M‘ ‘H AL 1y m%ﬁa}% L3269, 4290 L 57.10 0 99.32%
m/z--> 50 100 150 200 250 300 350 400
Abundance #81246: Cyclohexadecane
55.0
5000 - —
11.0 23.00 23.50
m/z 55.10 87.78%
| { L] 2240
O\\\‘\‘ \\‘\\‘\h‘“\\\\“\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosano
55.0
—— —
23.00 23.50
5000 111.0 ITI/Z 97.10 81.16%
L e e _JJLW
m/z--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcohol —— —
83.0 23.00 23.50
m/z 83.10 76.53%
h V\/\AJ\/\WAV
29. { 1‘ 9.0
oLl ALL |, 1960 2800 .
m/z--> 50 100 150 200 250 300 350 400 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12021\
Data File : BM@28476.D

Acqg On : 20 Jan 2021 20:08
Operator : CG/JU

Sample : M1160-01

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 .gamma.-Tocopherol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
24.109 19.74 ng 351393 Perylene-di2 23.815
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Tocopherol 416 C28H4802 007616-22-0 95
2 3,4-Dihydro-3,5,8-trimethyl-3-(4... 458 C30H5003 1000105-71-9 53
3 Benzoic acid, 4-(methylamino)- 151 C8H9NO2 010541-83-0 47
4 4-Ethylbenzoic acid, octadecyl e... 402 C27H4602 1000292-35-1 38
5 3,4-Dimethoxy-dl-phenylalanine 225 C11H15N04 033522-62-2 27

Abundance Scan 3557 (24.109 min): BM028476.D\data.ms (-3552) (- m/z 151.05 100.00%

151.1
5000 416.3
43.1
“ ‘ ZJ 24 00 24 50
o 20001, 2050 2741 3410 | /) 156.00  49.86%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #218066: .gamma.-Tocophero
151.0
5000
416.0 24 00 24 50
m/z 416.30  45.20%
o 430 950 | 20502550 330.0 \
\\\\‘\\\\‘f\f\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #228918: 3,4-Dihydro-3,5,8-trimethyl-3-(4,8,12-trimethyltr
151.0
24 00 24 50
416.0
57.0 ‘
O b ok 23302890
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #24875: Benzoic acid, 4-(methylamino)-
151.0 24 00 24 50
m/z 191.05 25.71%
7. O
m/z--> 0 50 100 150 200 250 300 350 400 450 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12021\
Data File : BM@28476.D

Acqg On : 20 Jan 2021 20:08
Operator : CG/JU

Sample : M1160-01

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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 Eicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24.333 10.73 ng 191064 Perylene-di2 23.815
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Docosane, 11-butyl- 366 C26H54 013475-76-8 90
3 Tetracosane, 1l-decyl- 479 C34H70 055429-84-0 90
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 3595 (24.333 min): BM028476.D\data.ms (-3590) - m/z 57.10 100.00%

57.1
5000
‘ 24.00 24.50
183.1 281.0 : :
N ‘H‘Wh‘w i 3L 3950 8L 7 43.10 66.88%
mlz--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57.0
5000 — ——
24.00 24.50
m/z 71.10 61.08%
13.
O \J‘\ ‘\““ |‘\“\11‘ \‘\\l\ \“]_‘\6\9\0\ ‘2\2\5\\0‘\2\8\2\?\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #194500: Docosane, 11-butyl-
57.0
— ——
24.00 24.50
5000 m/z 85.10 43.89%
ol AL LT 26602100 2640390 se60
m/z--> 50 100 150 200 250 300 350 400
Abundance #232379: Tetracosane, 11-decyl- — —
57.0 24.00 24.50
m/z 55.10 25.37%
. MA
13.0
ob |17 3690 2250 2819 3970 3030 SR
m/z--> 50 100 150 200 250 300 350 400 24.00 24.50

8270-BM012021.M Thu Jan 21 10:52:38 2021 Page: 12



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@12021\
Data File : BM028476.D

Acqg On : 20 Jan 2021 20:08
Operator : CG/JU

Sample : M1160-01

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM012021.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|
unknown5.075 5.075 3.9 ng 39050 1 8.034 201271 20.0
n-Hexadecanoic ... 18.268 9.9 ng 169054 4 17.398 340359 20.0
Cinnamyl cinnamate 21.074 5.3 ng 98984 5 21.527 373640 20.0
Pentafluoroprop... 21.227 10.8 ng 201969 5 21.527 373640 20.0
Behenic alcohol 22.121 5.8 ng 109041 5 21.527 373640 20.0
Octacosane 23.086 8.8 ng 157011 6 23.815 356036 20.0
Cyclohexadecane 23.139 5.4 ng 95821 6 23.815 356036 20.0
.gamma.-Tocopherol 24.109 19.7 ng 351393 6 23.815 356036 20.0
Eicosane 24.333 10.7 ng 191064 6 23.815 356036 20.0
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