LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42221\
Data File : BM@29608.D

Acqg On : 22 Apr 2021 23:46

Operator : CG/JU

Sample : M2106-09

Misc : SB-24-14.5-15.0

ALS Vvial : 16 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-BM042121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@29608.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.228 392 398 419 rBV 947760 1406547 41.89% 6.772%
2 6.810 656 667 683 rBvV 909725 1466814 43.69% 7.062%
3 7.633 800 807 814 rBV 238797 389734 11.61% 1.876%
4 8.786 996 1003 1025 rBV 517558 902410 26.88% 4.345%
5 10.410 1271 1279 1287 rBV 296211 501038 14.92% 2.412%
6 12.892 1694 1701 1714 rBV 1525695 2188280 65.18% 10.536%
7 13.739 1840 1845 1854 rVB 43289 62342 1.86% ©.300%
8 14.274 1929 1936 1944 rBV 472104 690911 20.58% 3.327%
9 15.768 2180 2190 2203 rBV 1154754 1679003 50.01% 8.084%
10 17.021 2396 2403 2415 rBV 530373 826940 24.63% 3.982%
11 17.927 2552 2557 2567 rBvV2 122159 207937 6.19% 1.001%
12 18.862 2712 2716 2722 rVB 45248 57778 1.72% 0.278%
13 19.209 2771 2775 2782 rBV6 38689 73739 2.20% 0.355%
14 19.468 2815 2819 2831 rVB 318377 487238 14.51%  2.346%

15 19.650 2845 2850 2862 rVB 2837457 3357523 100.00% 16.166%

16 19.974 2902 2905 2909 rVB 90161 94921 2.83%
17 20.468 2986 2989 2994 rVB 102957 114305 3.40%
18 20.927 3063 3067 3076 rBV 430421 568662 16.94%
19 21.197 3109 3113 3121 rBV 796039 1029919 30.67%
20 21.368 3138 3142 3146 rBV 132139 155736  4.64%

O h,~LNOO
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R

21 21.791 3211 3214 3225 rVB3 137140 217200 6
22 22.244 3288 3291 3295 rVB 82120 94503 2
23 22.468 3325 3329 3333 rBV 199167 260812 7.77%
24 22.738 3372 3375 3379 rVB 109508 150624 4
25 23.391 3480 3486 3492 rVB2 598946 1106395 32.

UVTORO®RKR
N
Ul
[o)]
B

26 25.803 3888 3896 3908 rVB 982467 2678062 79.76% 12.894%

Sum of corrected areas: 20769373
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 22 Apr 2021 23:46
: CG/JU
: M2106-09

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42221\
BM029608.D

SB-24-14.5-15.0

: 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.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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Time-->
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Time-->
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TIC: BM029608.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42221\
Data File : BM@29608.D

Acqg On : 22 Apr 2021 23:46

Operator : CG/JU

Sample : M2106-09

Misc : SB-24-14.5-15.0

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.927 5.03 ng 207937  Phenanthrene-die 17.021
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Octadecanoic acid 284 C18H3602 000057-11-4 70
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58

Abundance Scan 2557 (17 927 min): BM029608.D\data.ms (-2552) (- m/z 73.10 100.00%

5000
129.0 213.2
—
171.0 256.3 18.00
o] “M“”m“‘ ‘ Huﬁ‘,k“‘ ““éﬁﬁ' m/z 43.05 88.73%
m/z--> 150 200 250 300 350
Abundance #107549 n-Hexadecanoic acid
5000 129.0 L
18.00
‘ 171.0 213.0 256.0 m/z 60.00 73.84%
0! \\‘H\ ‘ﬂ‘\ ul \ ‘ ‘ ‘ \ “ - ’L‘ e R
m/z--> 100 150 200 250 300 350
Abundance #72646: Tridecanoic acid
73.0
T
18.00
5000 m/z 41.10 70.75%
29.0
‘ 1710 2140
oJM h\ ‘ ‘\ ul, ‘ \ “\H"HH‘HH“
m/z--> 50 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid —
73.0 18.00
m/z 55.10 67.32%
5000 129.0
29.0
‘ 199.0 2420
OH“H‘ w\h”‘mm‘“““‘\HH"HH“H“‘ ——
m/z--> 50 100 150 200 250 300 350 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42221\
Data File : BM@29608.D

Acqg On : 22 Apr 2021 23:46

Operator : CG/JU

Sample : M2106-09

Misc : SB-24-14.5-15.0

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.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 Phenol, 4,4'-(1-methylethyl... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.468 9.46 ng 487238 Chrysene-d12 21.197
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4,4'-(1-methylethylidene... 228 C15H1602 000080-05-7 95
2 Indole,6-methyl-2-(2-thienyl)- 213 C13H11NS 296245-70-0 50
3 Carbanilic acid, p-phenyl- 213 C13H11NO2 004474-53-7 50
4 2H,8H-Benzo[1,2-b:3,4-b']dipyran... 228 C14H1203 000523-59-1 45
5 2H,8H-Benzo[1,2-b:5,4-b"']Jdipyran... 228 C14H1203 000553-19-5 42

Abundance Scan 2819 (19.468 min): BM029608.D\data.ms (-2815) (-  m/z 213.10 100.00%

2138.1
5000
119.1
65.0 165.1 ‘ 19.50
ol b “HL b b 12522 884N /g 928,05 16.24%
m/z--> 50 100 150 200 250 300 350
Abundance #84556: Phenol, 4,4'-(1-methylethylidene)bis-
218.0
5000
19 50
119.0 m/z 214.10 14.95%
65.0 ‘ ‘ 165.0 ‘
O\\‘\\\\“}\‘\‘\‘\\\‘\\‘\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #71939: Indole,6- methyl -2-(2-thienyl)-
213
19 50
5000 119.05 13.95%
45.0
‘ ‘ 107.0 167.0
ol e i
m/z--> 50 100 150 200 250 300 350
Abundance #71890: Carbanilic acid, p-phenyl-
213.0 19 50
91.05 9.90%
5000
167.0
51.0 o980 h ‘
ottt
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42221\
Data File : BM@29608.D

Acqg On : 22 Apr 2021 23:46

Operator : CG/JU

Sample : M2106-09

Misc : SB-24-14.5-15.0

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.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 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.468 2.22 ng 114305 Chrysene-d12 21.197
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 89
2 Tetracosane 338 (C24H50 000646-31-1 87
3 Dodecane 170 C12H26 000112-40-3 87
4 Tridecane, 2-methyl- 198 C14H30 001560-96-9 86
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 86

Abundance Scan 2989 (20.468 min): BM029608.D\data.ms (-2986) (- m/z 57.10 100.00%
57.1

20.50
131 1910 :
— ‘“ WLy 2392 2911 3562 415 /7 43,10 77.81%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #83026: Hexadecane
57.0
5000 U
20.50
m/z 71.10 73.20%
226.0
OL?’-\q\ ‘\‘ ‘ “ \“‘\]1‘ \“‘\“\ ““\\9\()\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane
57.0
—
20.50
5000 ITI/Z 85.10 49,98%
13.
o L1139 1690 2280 2310 sans
e e e
m/z--> 0 0 100 150 200 250 300 350 400
Abundance #38315: Dodecane T
57.0 20.50
m/z 41.10 39.14%
5000
| \ | |1120 1700
oL e i
m/z--> 0 50 100 150 200 250 300 350 400 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42221\
Data File : BM@29608.D

Acqg On : 22 Apr 2021 23:46

Operator : CG/JU

Sample : M2106-09

Misc : SB-24-14.5-15.0

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.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 Cyclohexadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.927 11.04 ng 568662 Chrysene-d12 21.197
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 97
2 1-Docosene 308 C22H44 001599-67-3 93
3 1-Eicosene 280 C20H40 003452-07-1 93
4 Cyclotetradecane 196 C14H28 000295-17-0 92
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91

Abundance Scan 3067 (20.927 min): BM029608.D\data.ms (-3063) (- m/z 57.10 100.00%
57.1

3

5000
111.1
“‘ 193.0 21.00
of AR E, (EPD 2803 3421 4000 475. .. 4310 99.63%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #81246: Cyclohexadecane
55.0
5000 LN
111.0 21.00
} m/z 55.10  75.08%
224.0
O‘\\“\L“\‘\\\“!\“\‘}‘l\\\qw\\l\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #151538: 1-Docosene
55.0
——
21.00
5000 ITI/Z 69.10 65.03%
111.0
LU asre o
s
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #127765: 1-Eicosene T
97.0 21.00
m/z 41.10 62.99%
43.
5000
280.0
‘ 153.0 100
N0 W
o‘H\wm‘_Jm“m_IH‘HH_WWH,HH_W —
m/z--> 0 50 100 150 200 250 300 350 400 450 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42221\
Data File : BM@29608.D

Acqg On : 22 Apr 2021 23:46

Operator : CG/JU

Sample : M2106-09

Misc : SB-24-14.5-15.0

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.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 Tetradecane, 2,6,10-trimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
21.368 3.02 ng 155736 Chrysene-d12 21.197
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 87
2 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 86
3 Heneicosane, 11l-decyl- 437 C31H64 055320-06-4 83
4 Eicosane 282 (C20H42 000112-95-8 83
5 Tetracosane 338 C24H50 000646-31-1 83

Abundance Scan 3142 (21.368 min): BM029608.D\data.ms (-3138) (- m/z 57.10 100.00%
57.1

-

5000
} 207.1 21100 2150
13.1 T 2811 :
0““MHWJﬁﬂMW!ﬁAHch“V‘Jw“?ﬂﬁ%‘u‘éggﬂﬂéggf m/z 43.10  75.67%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #94356: Tetradecane, 2,6,10-trimethyl-
57.0
5000 — =
21.00 21.50
m/z 71.10 75.08%
155.0
O‘\\\\“‘\“.\‘J‘\J‘%A\'\!‘l\\\“\‘z\z\s\.\o‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #117658: Pentadecane, 2,6,10,14-tetramethyl-

-

57.0
o T
21.00 21.50
5000 ITI/Z 85.10 57.68%
113.0
‘ ‘ ’ 183.0
R R O N R R —
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #223853: Heneicosane, 11-decyl- o —
57.0 21.00 21.50
m/z 41.10 39.08%
5000
295.0
13.0
ijwlpg.omol435_0 B
m/z--> 0 50 100 150 200 250 300 350 400 450 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42221\
Data File : BM@29608.D

Acqg On : 22 Apr 2021 23:46

Operator : CG/JU

Sample : M2106-09

Misc : SB-24-14.5-15.0

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.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 Tetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

21.791 4.22 ng 217200 Chrysene-d12 21.197
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 93
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octacosane 394 (C28H58 000630-02-4 90
4 Tetracosane, 1l-decyl- 479 C34H70 055429-84-0 90
5 Heptacosane 380 C27H56 000593-49-7 87

Abundance Scan 3214 (21.791 min): BM029608.D\data.ms (-3211) - m/z 57.10 100.00%
57.1

-

5000
‘ JWE 2 2650 3262 p— 21.50 22.00
owu_mMwmwm-“Mwwf“l“?‘qwm m/z 43.10 84.58%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #175556: Tetracosane
57.0
5000 —r —
21.50 22.00
m/z 71.10 78.33%
‘\\\\‘\11\‘\\\![\11\‘!\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141425: Heneicosane
57.0
—— —
21.50 22.00
5000 ITI/Z 85.10 52.79%

1
J |1mﬁ\\4§902250 296.0

et

0 i i A A e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209566: Octacosane
57.0 21.50 22.00
m/z 41.10 35.13%
5000

0 \‘ h ) ‘1‘690225 0281.0337.0394.0
‘m“mwmwm‘ R R SRERasmssan

m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.50 22.00

:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42221\
Data File : BM@29608.D

Acqg On : 22 Apr 2021 23:46

Operator : CG/JU

Sample : M2106-09

Misc : SB-24-14.5-15.0

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.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 Oxirane, hexadecyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.468 4.71 ng 260812 Perylene-di2 23.391
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 96
2 Octadecanal 268 C18H360 000638-66-4 96
3 1,19-Eicosadiene 278 C20H38 014811-95-1 95
4 Pentadecanal- 226 C15H300 002765-11-9 93
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 90

Abundance Scan 3329 (22.468 min): BM029608.D\data.ms (-3325) (- m/z 57.10 100.00%

57.1
5000
01 o
282.1 :
Obrr w!w ) " Lay 290 T 30244170 4760 4310 o4.55%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #117618: Oxirane, hexadecyl-
82.0
5000 T
22.50
29 ‘ m/z 82.05 81.70%
O‘\\"\‘ ‘\\ [1"‘“‘}“1‘02[6180’
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #117606: Octadecanal
43.
—
6.0 22.50 .
5000 ITI/Z 55.10 69.56%
2500
0 l\ i ; w ‘HH‘\\H‘HH,HH‘HH‘HH m
m/z--> 0 50 lOO 150 200 250 300 350 400 450
Abundance #126192: 1,19-Eicosadiene T
55.0 22.50
m/z 41.10 62.48%
5000
109.0
o UL ase0 200 o
m/z--> 0 50 100 150 200 250 300 350 400 450 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42221\
Data File : BM@29608.D

Acqg On : 22 Apr 2021 23:46

Operator : CG/JU

Sample : M2106-09

Misc : SB-24-14.5-15.0

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.738 2.72 ng 150624 Perylene-di2 23.391
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Octadecane 254 C18H38 000593-45-3 89
3 Tetradecane 198 C14H30 000629-59-4 89
4 Nonadecane 268 C19H40 000629-92-5 89
5 Pentacosane 352 C25H52 000629-99-2 83

Abundance Scan 3375 (22.738 min): BM029608.D\data.ms (-3372) (- m/z 57.10 100.00%
57.1

252.1 —— —
‘ 113.1 ‘ 22.50 23.00
bty Y M L A‘wlﬁ?’c‘l‘em‘;m o2l 4810 s 71010 66.75%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129490: Eicosane
57.0
5000 — —
22.50 23.00
m/z 43.10 63.66%
113.0
L 25902250 20
O \‘\‘\‘\I\\H\‘\I\‘\{“‘\“\\‘\“f\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #105884: Octadecane
57.0
— —
22.50 23.00
5000 ITI/Z 85.10 54.53%
113.0
obdd i [ 3800 o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #59882: Tetradecane T ——
57.0 22.50 23.00
m/z 55.10 25.37%
o M
113.0 198.0
0‘L‘“‘M-‘!u'u““”"‘MuH“‘H‘Wm_uwm‘uwmw —— ——
m/z--> 50 100 150 200 250 300 350 400 450 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42221\
Data File : BM@29608.D

Acqg On : 22 Apr 2021 23:46

Operator : CG/JU

Sample : M2106-09

Misc : SB-24-14.5-15.0

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.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 unknown25.803 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
25.803 48.41 ng 2678060 Perylene-di2 23.391
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-3a,7-Methanoazulene, 2,3,6,7,... 204 C15H24 000560-32-7 49
2 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1000140-07-7 49
3 1,2,4,8-Tetramethylbicyclo[6.3.0... 204 C15H24 137235-51-9 45
4 5-(2,4-Dichloro-phenoxymethyl)-4... 365 C16H13C12N30S 1000296-81-4 45
5 2H-Cyclopentacyclooctene, 4,5,6,... 204 C15H24 1000221-85-8 43

Abundance Scan 3896 (25.803 min): BM029608.D\data.ms (-3888) (-  m/z 204.20 100.00%

204.2
710 1351
5000
301.3
et =
‘ 25.50 26.00
425.4
0 “Wﬂ ! ‘L‘ 3551 TEDVAT6. n/z 71.e5  55.02%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #64540: 1H-3a,7-Methanoazulene, 2,3,6,7,8,8a-hexahydi
135.0
41.0
5000 e s
204.0 25.50 26.00
‘ m/z 69.10  53.41%
m/z--> 100 150 200 250 300 350 400 450
Abundance #64424. 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,1
204.0
P e
25.50 26.00
5000 ITI/Z 135.05 52.24%
95. 0
41.0 } f
0 “\H| “ 1‘mH‘HH_MWHWHWH
miz--> 50 100 150 200 250 300 350 400 450
Abundance #64400: 1,2,4,8-Tetramethylbicyclo[6.3.0]undeca-2,4-diet o —
204.0 25.50 26.00
m/z 121.10 45.87%
108.0
5000
41.0
o“‘“" == ses
m/z--> 100 150 200 250 300 350 400 450 25.50 26.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42221\
Data File : BM0@29608.D

Acqg On : 22 Apr 2021 23:46

Operator : CG/JU

Sample : M2106-09

Misc : SB-24-14.5-15.0

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@42121.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|
n-Hexadecanoic ... 17.927 5.0 ng 207937 4 17.021 826940 20.0
Phenol, 4,4'-(1... 19.468 9.5 ng 487238 5 21.197 1029920 20.0
Hexadecane 20.468 2.2 ng 114305 5 21.197 1029920 20.0
Cyclohexadecane 20.927 11.0 ng 568662 5 21.197 1029920 20.0
Tetradecane, 2,... 21.368 3.0 ng 155736 5 21.197 1029920 20.0
Tetracosane 21.791 4.2 ng 217200 5 21.197 1029920 20.0
Oxirane, hexade... 22.468 4.7 ng 260812 6 23.391 1106400 20.0
Eicosane 22.738 2.7 ng 150624 6 23.391 1106400 20.0
unknown25.803 25.803 48.4 ng 2678060 6 23.391 1106400 20.0
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