LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102921\
Data File : BGO50787.D

Acqg On : 29 Oct 2021 21:25
Operator : CG/JU

Sample : M4406-01

Misc :

ALS Vvial : 12 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-BG100621.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BGO50787.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.782 383 390 405 rBV 670158 1110774 51.01% 6.658%
2 7.386 655 663 675 rBv 661458 1201378 55.17% 7.202%
3 8.244 803 809 816 rBV 149377 252980 11.62% 1.516%
4 9.419 1000 1009 1020 rBV 419632 803956 36.92% 4.819%
5 10.812 1240 1246 1259 rBV 101950 188852 8.67% 1.132%
6 11.006 1273 1279 1284 rBV2 23307 38780 1.78% 0.232%
7 11.070 1284 1290 1297 rVV 204385 372852 17.12%  2.235%
8 12.445 1518 1524 1529 rBV 41660 63321 2.91% ©.380%
9 13.262 1660 1663 1668 rVB2 31216 46830 2.15% 0.281%
10 13.321 1668 1673 1678 rBV5 26092 43825 2.01% ©0.263%
11 13.379 1678 1683 1688 rBv2 39738 63138  2.90% 378%

12 13.491 1695 1702 1710 rVB 946112 1501515 68.96%
13 13.661 1724 1731 1737 rBV4 87529 189224  8.69%
14 14.061 1795 1799 1803 rBV6 23368 46323 2.13%
15 14.284 1833 1837 1840 rBv2 179413 271842 12.48%

PO, OO
=
w
N
3R

16 14.319 1840 1843 1847 rVB2 114150 156624  7.19%
17 14.502 1871 1874 1881 rVB5 66797 99611 4.57%
18 14.601 1886 1891 1896 rBV3 136132 289388 13.29%
19 14.690 1902 1906 1911 rBV 234593 350457 16.09%
20 14.737 1911 1914 1916 rBV 36569 38605 1.77%

ONEFROO
N
w
U1
S

21 14.866 1933 1936 1942 rVB 286869 473375 21.74%
22 15.512 2044 2046 2052 rVB4 102701 121510 5.58%
23 15.647 2065 2069 2074 rBV2 341090 464268 21.32%
24 16.088 2140 2144 2152 rVB 384535 637692 29.29%
25 16.358 2185 2190 2199 rBV2 679148 1234303 56.68%

NwpNhoeoN
~N
o]
w
B

26 16.570 2222 2226 2231 rVB 1510495 2177488 100.00% 13.053%
27 17.392 2363 2366 2371 rVB 803514 1146645 52.66% 6.873%
28 20.213 2842 2846 2851 rVB 1491912 1956855 89.87% 11.730%
29 21.922 3133 3137 3149 rVB 328534 620038 28.47% 3.717%
30 23.661 3429 3433 3441 rVB 52015 100610 4.62% ©.603%

31 25.336 3709 3718 3731 rVB3 195078 619061 28.43% 3.711%

Sum of corrected areas: 16682120
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102921\
Data File : BG@50787.D

Acqg On : 29 Oct 2021 21:25
Operator : CG/JU

Sample : M4406-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG050787.D\data.ms
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Abundance TIC: BG050787.D\data.ms
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Abundance TIC: BG050787.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102921\
Data File : BG@50787.D

Acqg On : 29 Oct 2021 21:25
Operator : CG/JU

Sample : M4406-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.812 10.13 ng 188852 Naphthalene-d8 11.070
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
3 Paraldehyde 132 C6H1203 000123-63-7 50
4 Propanoic acid, 2-hydroxy-, 2-me... 146 C7H1403 000585-24-0 50
5 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 50
Abundance Scan 1246 (10.812 min): BG050787.D\data.ms (-1240) (- | m/z 45.00 100.00%
45.0
5000 j\\
o 10.50 11.00
1010 1310 : :
0 ‘_m_m‘phm w‘l“u‘ J‘;‘H;MHWHMHH_H m/z 57.05  92.52%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 = AN
29.0 10.50 11.00
m/z 41.00 37.67%
‘ 87.0
0 T ‘ L ‘ \‘H“\ \“‘H‘\ \‘\‘HH\ \‘1‘\ ‘ \“\‘\ \:!’(\)7\.\0\ ‘ \1?’\2\0‘\ TTT ‘ T
m/z--> 0 20 40 60 80 100 120 140 160
Abundance
57.0
= 5
10.50 11.00
5000 m/z 75.00 17.54%
29.0
87.0
0 107.0 1320 1630
e s oo e
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #16351: Paraldehyde “ i
45.0 10.50 11.00
m/z 56.00 15.57%
5000
15.0
‘ ‘ 890 1170
m/z--> 0 20 40 60 80 100 120 140 160 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102921\
Data File : BG@50787.D

Acqg On : 29 Oct 2021 21:25
Operator : CG/JU

Sample : M4406-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Tridecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.006 2.08 ng 38780 Naphthalene-d8 11.070
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 78
2 Hexadecane 226 C1l6H34 000544-76-3 72
3 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 64
4 Decane 142 C10H22 000124-18-5 64
5 Sulfurous acid, butyl pentyl ester 208 C9H2003S 1000309-17-1 50
Abundance Scan 1279 (11.006 min): BG050787.D\data.ms (-1273) (- | m/z 57.05 100.00%
57.0
5000
85.0
H J‘» ‘ 11.00
0l bbb e e M/z 43,05 87.16%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #59025: Tridecane
57.0
5000
ll 00
29.0 85.0 m/z 71.00 54.55%
0 \‘ L i “ 113.0141.0  184.0
\‘\H\‘\H\‘HH‘\H\‘H\\‘HH‘\\H’\H\‘HH‘\H\‘\H\‘HH
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
/fl/l/t/\‘ﬂ‘ ‘A‘M‘ ‘MWM‘
11.00
5000 m/z 41.00 36.36%
85.0
29.0
0 113.0 141.0 169.0 197.0 226.C
T e T e T e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #8648: Hexane, 3,3-dimethyl-
43.0 ll 00
m/z 85.00  28.54%
5000 71.0
990 A
Lol | [ e Aty [ )
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102921\
Data File : BG@50787.D

Acqg On : 29 Oct 2021 21:25
Operator : CG/JU

Sample : M4406-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Undecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.445 3.40 ng 63321 Naphthalene-d8 11.070
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Undecane 156 C11H24 001120-21-4 78
3 Tetradecane 198 C14H30 000629-59-4 78
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 72
Abundance Scan 1524 (12.445 min): BG050787.D\data.ms (-1518) (- | m/z 57.00 100.00%
57.0
5000
85.0
—
12.50
1129 145.0
Obrrr el il A0 1811 m/z 43.60 88.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59029: Tridecane
57.0
5000 T
85.0 12.50
290 m/z 71.10 66.81%
\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
N Ak
12.50
5000 m/z 41.00 42 .36%
85.0
29.0
113.0 156.0
o R N i S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74005: Tetradecane —
57.0 12.50
m/z 85.00 31.79%
5000 85.0
29.0
b L 30 1010 1650 1980 iy el
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102921\
Data File : BG@50787.D

Acqg On : 29 Oct 2021 21:25
Operator : CG/JU

Sample : M4406-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Dodecane, 2,6,11-trimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.379 2.67 ng 63138 Acenaphthene-die 14.872
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 72
2 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 72
3 Nonane, 3,7-dimethyl- 156 C1l1H24 017302-32-8 72
4 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 59
5 Nonane, 5-propyl- 170 C12H26 000998-35-6 53
Abundance Scan 1683 (13.379 min): BG050787.D\data.ms (-1678) (- | m/z 57.00 100.00%
57.0
5000
85.1 WMAAMNAJJKJLWJ\f”U
— ——
127.2 1591 13.00 13.50
0“wHHNMWmNthWLMLMWMMMJMHMMH‘_HW‘HW‘HWH“ m/z 71.05 96.67%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #90208: Dodecane, 2,6,11-trimethyl-
57.0
5000 o e
13.00 13.50
85.0 . .40%
29.0 m/z 43.10 51.40
O TTT ‘ \‘\‘\ \“‘\ T \“‘ T \H} T “}‘\ T \“‘J-\]\-ﬁ.‘?‘\l\%‘]\“\o\\].‘\6?.\(‘)\]_\?1.\0\\ T ‘ TTTT ‘ TTTT ‘ TTTT
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
57.0
— ——
13.00 13.50
5000 m/z 41.05 41.92%
85.0
113.0 169.0
29.0
0 1410 1970 267.(
T T e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #33097: Nonane, 3,7-dimethyl- — —
57.0 13.00 13.50
m/z 85.10 36.83%
5000
29.0 85.0
127.0
m/z--> 20 40 60 80 100120140160180200220240260 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102921\
Data File : BG@50787.D

Acqg On : 29 Oct 2021 21:25
Operator : CG/JU

Sample : M4406-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.661 7.99 ng 189224  Acenaphthene-die 14.872
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 64
2 Tridecane 184 C13H28 000629-50-5 64
3 Tetradecane 198 C14H30 000629-59-4 64
4 Dodecane 170 C12H26 000112-40-3 64
5 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 64

Abundance Scan 1731 (13.661 min): BG050787.D\data.ms (-1724) (- | m/z 57.10 100.00%
57.1

5000
85.0

T T
M d 1090 137.1161.0 o 13.50 14.00
H“HHHH““‘““"H‘w‘““H“W“‘\Hh\‘\‘\\\\‘\.\\‘\\\H\\HH‘HH m/Z 43.00 86.11%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0

5000 — —
13.50 14.00

85.0 m/z 71.10  60.60%

J WM | J 113.0 141.0 169.0 197.0 226.0
H\‘\H\‘\H\‘HH‘\H\‘\H\‘HH‘HH‘\H\‘\\H‘HH‘\H\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0

T T
13.50 14.00

o

o

5000 m/z 41.00 47 .38%
85.0
29.0
0**w**H\H*W**H\H*w%%ﬁPH%ﬁ%R*w*}?ﬁgw*w*w*w
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74006: Tetradecane T —
57.0 13.50 14.00

m/z 85.05 32.84%

5000
85.0
29.0
0 “ ‘ ‘\ HH H\ “\ \“ 11H3.0 141.0 169.0 19\8.0

\ T
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\BG102921\
Data File : BG@50787.D

Acqg On : 29 Oct 2021 21:25
Operator : CG/JU

Sample : M4406-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl4.284 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.284 11.49 ng 271842  Acenaphthene-die 14.872
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO 057387-76-5 38
2 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 38
3 2(1H)-Naphthalenone, octahydro-4... 194 C13H220 007056-56-6 37
4 9-Phenanthrenamine 193 C14H11N 000947-73-9 30
5 9-Vinylcarbazole 193 C14H11N 001484-13-5 25
Abundance Scan 1837 (14.284 min): BG050787.D\data.ms (-1833) (- | m/z 193.20 100.00%
198.2
410 69.0
5000 123.1
95.0
= —
| ‘ ‘ | J’ 14.00 14.50
0 Ll 80 L m/z 69.e5  61.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85189: Borinic acid, diethyl-, 3,3,5-trimethyl-1-cyclohexe
123.0 193.0
41.0
5000 — ——
83.0 14.00 14.50
m/z 41.80 54.86%
05 T \“\‘\ \‘“\ T \‘M“ M‘\ \‘\HM \“\‘\ 7 H\ T M T \:\L‘Gﬁpw “ T ‘\ T \‘!‘\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
193.0
— —
123.0 14.00 14.50
5000 m/z 123.10 49.,09%
150.0
95.0
ol17.0 420 690
R R B o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #69320: 2(1H)-Naphthalenone, octahydro-4a,7,7-trimeth — —
41.0 14.00 14.50
m/z 83.10 46.55%
69.0
5000 124.0
95.0 194.0
161.0 ‘
0“W‘H‘HMN “M‘HHJL‘JM‘A‘H“ — —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102921\
Data File : BG@50787.D

Acqg On : 29 Oct 2021 21:25
Operator : CG/JU

Sample : M4406-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 3-Ethyl-2,6,10-trimethylund... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.319 6.62 ng 156624  Acenaphthene-die 14.872
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Ethyl-2,6,10-trimethylundecane 226 C16H34 1000432-25-9 72
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 72
3 Eicosane 282 C20H42 000112-95-8 64
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 64
5 Pentadecane 212 C15H32 000629-62-9 59
Abundance Scan 1843 (14 319 min): BG050787.D\data.ms (-1840) (- | m/z 71.05 100.00%
71.0
— ——
H 1320 4,4 14.00 14.50
0l JH‘A M‘WJWHM‘V‘???}‘ T m/z 57.05 97.33%
miz-> 50 100 150 200 250 300
Abundance #107247: 3-Ethyl-2,6,10-trimethylundecane
57.0
5000 — ——
14.00 14.50
113.0 m/z 43.00 91.63%
1830
O T “\ \‘ ‘H\ \‘ \‘\ “ \“ T \ \ ‘\ T \ T ’2\16\0\ T ’ L ’ T T T
miz-> 100 150 200 250 300
Abundance
57.0
— ——
14.00 14.50
5000 m/z 85.00 45.93%
97.0
0 141.0 1820 252.0 325.
e e T T e
miz--> 50 100 150 200 250 300
Abundance #176386: Eicosane “ ——
57.0 14.00 14.50
m/z 41.00 23.96%
99.0
L0 1410 180 2250 2820
“ ““‘ A — ——
mlz--> 100 150 200 250 300 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102921\
Data File : BG@50787.D

Acqg On : 29 Oct 2021 21:25
Operator : CG/JU

Sample : M4406-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl4.502 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.502 4.21 ng 99611  Acenaphthene-d10 14.872
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H2002 000719-22-2 45
2 2-Butanone, 3-(4-tert-butylpheno... 220 C14H2002 160875-28-5 38
3 trans-.beta.-Ionone 192 C13H200 000079-77-6 30
4 3-Buten-2-one, 4-(2,6,6-trimethy... 192 C13H200 014901-07-6 30
5 3-Fluoro-4-(1H-imidazol-1-yl)phe... 177 C9H8FN3 190200-19-2 27
Abundance Scan 1874 (14.502 min): BG050787.D\data.ms (-1871) (- | m/z 177.10 100.00%
177.1
41.0 67.0 129.0
5000
91.0 220.1
T
3. 14.50
01 m/z 67.00 57.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #99033: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimet
177.0
220.0
5000 410 —— ‘
67.0 135.0 14.50
95.0 m/z 41.00 56.69%
O ]\-\5\ ?\‘\‘\ T “\ \‘\H\ ‘ \‘\‘\ \H“\ \‘\“\ ‘ \“\H\ \““‘\ T \M\H‘ “\ T T \“ T \ ! T ‘ \ L “\ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
177.0
R
14.50
5000 57.0 m/z 129.00 55.62%
o10 1350 220.0
O bl Ml W
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66864: trans-.beta.-lonone —
177.0 14.50
m/z 57.05 50.48%
43.0
5000
91.0 135.0
I EET N T T RO R o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102921\
Data File : BG@50787.D

Acqg On : 29 Oct 2021 21:25
Operator : CG/JU

Sample : M4406-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.601 12.23 ng 289388  Acenaphthene-die 14.872
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 83
2 Silane, chlorodiethyl(2-methylpe... 222 C10H23C10Si 1000363-12-7 35
3 1,1'-Bicyclohexyl, 2-ethyl-, cis- 194 C14H26 050991-12-3 35
4 Cyclohexane, 1-(cyclohexylmethyl... 208 C15H28 054934-92-8 30
5 (2,4,6-Trimethylcyclohexyl) meth... 156 C1@H200 013702-56-2 27

Abundance Scan 1891 (14.601 min): BG050787.D\data.ms (-1886) (- | m/z 69.05 100.00%
41.0 , 69.0

5000

s

— —
14.50 15.00

o_”“i‘m 18.1 m/z 41.00  97.27%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0

5000 69.0 950

T
14.50 15.00
m/z 55.00 92.79%

‘ ‘ 151.0
\H“M‘”w"“h“”lwwhﬁlew‘Mw“H\H‘LM!‘w‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance

0
109.0
193.0
—— —
14.50 15.00
5000 83.0 ITI/Z 95.00 62.27%
43.0 1510
0 ) 222.0
e e  RARNR S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69407: 1,1'-Bicyclohexyl, 2-ethyl-, cis- —— —
41.0 69.0 111.0 14.50 15.00

m/z 83.00 59.83%

- wMMﬂA/\w&jwjk&ﬁMﬁw&ﬁ
165.0 194.0

0 L b oloas70

—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102921\
Data File : BG@50787.D

Acqg On : 29 Oct 2021 21:25
Operator : CG/JU

Sample : M4406-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl4.690 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.690 14.81 ng 350457  Acenaphthene-d10 14.872
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Neopentylidenecyclohexane 152 C11H20 039546-80-0 38
2 2-Pentene, 3-ethyl-4,4-dimethyl- 126 C9H18 053907-59-8 27
3 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 27
4 (2,4,6-Trimethylcyclohexyl) meth... 156 C10H200 013702-56-2 22
5 4-Hexen-3-one, 4,5-dimethyl- 126 C8H140 017325-90-5 22

Abundance Scan 1906 (14.690 min): BG050787.D\data.ms (-1902) (- | m/z 193.20 100.00%
69.0 198.2

5000

M,
14.50 15.00
0 2201 n/z 69.05 91.82%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29491: Neopentylidenecyclohexane
69.0

5000 410 109.0 137.0

— —
14.50 15.00

‘ m/z 55.00  79.85%

0 ?'?"?“}‘H H\M‘ ““u ‘H‘h‘ ‘N A P S W
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
69.0 97.0
41.0 - -
14.50 15.00
5000 m/z 41.00 79.68%

126.0
O bbbl e
20 40 60 80 100 120 140 160 180 200 220

m/z-->
Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, t —— —
193.0 14.50 15.00

69.0 123.0
: m/z 97.10 74.49%
41.0
5000 95.0

0,152'0 —— ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102921\
Data File : BG@50787.D

Acqg On : 29 Oct 2021 21:25
Operator : CG/JU

Sample : M4406-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknownl5.512 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
15512 s.13ng 121510  Acenaphthene-die 14.872
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Neopentylidenecyclohexane 152 cue 039546-80-0 35

2 1,4-Undecadiene, (Z)-

152 C11H20

3 Cyclopentane, 1,1'-[3-(2-cyclope... 304 C22H40

4 di-t-Butylacetylene

138 C10H18

055976-14-2 27
055255-85-1 18
017530-24-4 18

5 Cyclohexanecarboxamide, N-furfuryl- 207 C12H17NO2 006341-32-8 15

Abundance Scan 2046 (15.512 min): BG050787.D\data.ms (-2044) (- | m/z 193.20 100.00%
55.0 109.1 193.2
5000
143.0
T 7 \
| kol | e
oL M Ul m“\“m“\‘”‘ \MH;\ “i““““‘w‘“““l“““‘2?,6"2 ———— m/z 55.05 99.51%
miz--> 50 100 150 200 250 300
Abundance #29491: Neopentylidenecyclohexane
69.0
5000 109.0 — :
15.50
52.0 m/z 109.10  91.76%
29. ‘
O T T M\ \H‘ “‘H\ ‘ !‘ H\h \H‘“ “1 \‘ T ‘\ “ T T T T ‘ L T T ‘ T L T ‘ T
miz--> 50 100 150 200 250 300
Abundance
67.0
T 7 \
210 / 8115020 90.799
m/z . . 0
5000 109.0
152.0
ol e K
miz--> 50 100 150 200 250 300
Abundance #204980: Cyclopentane, 1,1'-[3-(2-cyclopentylethyl)-1,5-g — ‘
41.0 83.0 15.50
m/z 95.05 84.19%
5000
25.0
‘ 206.0
ol i, Mm (L1650 | 2a0 304, -
m/z--> 50 100 150 200 250 300 15.50

8270-BG100621.M Mon Nov 01 08:02:54 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102921\
Data File : BG@50787.D

Acqg On : 29 Oct 2021 21:25
Operator : CG/JU

Sample : M4406-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Decahydro-8a-ethyl-1,1,4a,6... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.647 19.62 ng 464268  Acenaphthene-d10 14.872
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-8a-ethyl-1,1,4a,6-tetr... 222 C16H30 1000100-23-6 55
2 Cyclohexene, 1,5,5-trimethyl-6-a... 180 C12H200 211563-96-1 50
3 Cyclopentene, 1,3-dimethyl-2-(1-... 138 C10H18 061142-32-3 47
4 1-Butanone, 1-bicyclo[4.1.0]hept... 166 C11H180 054764-62-4 47
5 4-Fluorobenzoic acid, 3-tetradec... 336 C21H33F02 1010280-68-1 47
Abundance Scan 2069 (15.647 min): BG050787.D\data.ms (-2065) (- | m/z 123.10 100.00%
1238.1
69.0
500071 41.0 05.0
207.2
—— —
15.50 16.00
151 1
0 ol “M ‘ “‘ Srr AL 4 B8O 4 69.05  48.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #102204: Decahydro-8a-ethyl-1,1,4a,6-tetramethylnapht|
123.0
69.0 95.0 207.0
5000 —r— ——
15.50 16.00
‘ 151.0 m/z 55.00 48.44%
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
123.0
43.0 —— ——
15.50 16.00
5000 m/z 41.05 43.17%
67.0 50 165.0
O g Wl e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19540: Cyclopentene, 1,3-dimethyl-2-(1-methylethyl)- —— ——
810 123.0 15.50 16.00
' m/z 81.00 40.69%
5000
41.0
0 S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.50 16.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102921\
BGO50787.D

: 29 Oct 2021 21:25
: CG/JU
: M4406-01

: 12 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.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 Heptacosane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
16.088 26.94 ng 637692  Acenaphthene-die 14.872
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 80
2 Hexadecane 226 C16H34 000544-76-3 78
3 Tridecane, 4-methyl- 198 C14H30 026730-12-1 72
4 Dodecane, 4-methyl- 184 C13H28 006117-97-1 64
5 Tridecane, 3-methyl- 198 C14H30 006418-41-3 64

Abundance Scan 2144 (16.088 min): BG050787.D\data.ms (-2140) (- | m/z 57.10 100.00%
57.1
5000 qux\ﬂgj\LHWMNxxf
‘ F 16.00 |
9.1 .
1691
- ‘h ot P elre . m/z 71.e5 55.72%
m/z--> 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 = ‘
16.00
m/z 43.05 52.92%
ol \ ‘ | ‘\ ‘1‘410183022502670 323.0 380.(
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
N
16.00
5000 m/z 41.00 26.78%
99.0
0 141.0183.0 226.0 JkﬁA,fWh/LAJJVNVJA
T T e T
miz--> 50 100 150 200 250 300 350
Abundance #74016: Tridecane, 4-methyl- T ‘
43.0 16.00
m/z 85.10 25.72%
h WJ\
ol ‘ ~B 15501080
e o
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102921\
Data File : BG@50787.D

Acqg On : 29 Oct 2021 21:25
Operator : CG/JU

Sample : M4406-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Hexadecane, 2,6,11,15-tetra... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.570 37.98 ng 2177490  Phenanthrene-die 17.621
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 87
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 86
3 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 74
4 Tetradecane 198 C14H30 000629-59-4 64
5 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 64
Abundance Scan 2226 (16.570 min): BG050787.D\data.ms (-2222) (- | m/z 57.10 100.00%
57.1
5000
85.1
T \
183.1 16.50
141.0 .
Ol uu‘hmww“_WwH_umwﬁ?’?‘?”w‘ m/z 71.10 84.07%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #176402: Hexadecane, 2,6,11,15-tetramethyl-
57.0
5000 —— :
85.0 16.50
2o 113.0 169.0 m/z 43.10 65.17%
O H\‘\‘\‘H“‘\H “\‘\H}\‘wH\“\\‘H\‘\\1\4?"]\.\(\)\‘\\\\‘\]_\?1\0\\\‘\\\\‘\\\?‘6\\7\(\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
57.0
T \
16.50
5000 m/z 41.00 32.96%
29.0 85.0
0 113'0141.0 183.0
T e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #14552: Heptane, 2,6-dimethyl- — ‘
43.0 16.50
m/z 85.10 30.51%
5000
71.0
I ‘ 113.0
0‘H‘HHMHMMHWH‘WHH_‘HMHWH‘WHHM‘H_HW‘HWHH —
m/z--> 20 40 60 80 100120140160180200220240260 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102921\
Data File : BG@50787.D

Acqg On : 29 Oct 2021 21:25
Operator : CG/JU

Sample : M4406-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Tridecane, 6-propyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.392 20.00 ng 1146650  Phenanthrene-d10 17.621
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Tridecane, 6-propyl- 226 Cl6H34 055045-10-8 90
3 Undecane, 2-methyl- 170 C12H26 007045-71-8 86
4 Heptadecane, 7-methyl- 254 C18H38 020959-33-5 86
5 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 83
Abundance Scan 2366 (17.392 min): BG050787.D\data.ms (-2363) (- | m/z 57.10 100.00%
57.1
5000 J\JLM
‘ 99.1 17.00 17.50
' 41.0 197.1 .
oH‘wuuw‘¢_MwwuMuﬁ_&‘puwu‘wuuwuﬁﬁﬁﬁu?ﬁﬂﬁ_ m/z 71.10  84.00%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107219: Hexadecane
57.0
5000 — ——
17.00 17.50
99.0 m/z 43.10 57.26%
O TTT \2’\7‘\‘\0\“‘{ T \H“ T \H} T “\“\ T \H“ T \‘1‘\ ‘ \“\1\4\.“]:.\?“\ ‘ T \‘]\.ﬁ\s\.g‘ TT \2\‘2\?;(\)‘ TTTT ‘ TTTT ‘ T
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
43.0
— ——
17.00 17.50
5000 85.0 m/z 85.10 42.71%
126.0 183.0
0 226.0
T T e e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #45493: Undecane, 2-methyl- “ T
43.0 17.00 17.50
m/z 41.00 33.41%
5000 W\/MAW‘V
85.0
BENRENLL
Ot e e e e e P e
m/z--> 20 40 60 80 100120140160180200220240260 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102921\
Data File : BG@50787.D

Acqg On : 29 Oct 2021 21:25
Operator : CG/JU

Sample : M4406-01

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 16 Farnesol isomer a Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

23.661 3.25 ng 100610 Perylene-di2 25.336
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Farnesol isomer a 222 C15H260 1000108-92-4 64
2 Furan, 3-(4,8-dimethyl-3,7-nonad... 218 C15H220 023262-34-2 58
3 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 53
4 Trideca-1,3,7,11-tetraene-1,1-di... 268 C18H24N2 1000159-88-9 53
5 5,9,13-Pentadecatrien-2-one, 6,1... 262 C18H300 001117-52-8 53

Abundance Scan 3433 (23.661 min): BG050787.D\data.ms (-3429) (- | m/z 69.10 100.00%

69.1
5000

23.50 24.00

ok Lt A m\w\ A751 2211 2669 84l g1.00  48.70%
mi/z--> 50 100 150 200 250 300
Abundance #101957: Farnesol isomer a
69.0
5000 — —

23.50 24.00
m/z 41.00  29.83%

HAOQO
O T ‘\ ““\ H\‘ ‘“M H ‘H\ ‘\m \‘“\ ]-‘6\]- \0\ \2()‘4\()\ L ‘ L ’ L
miz--> 50 100 150 200 250 300
Abundance
69.0
— —
23.50 24.00
5000 m/z 68.00 14 .48%
b7.0 136.0  203.0
ol e A
m/z--> 50 100 150 200 250 300
Abundance #19480: 1,5-Heptadiene, 3,3,6-trimethyl- — ——
69.0 23.50 24.00

m/z 95.00 11.94%

. W\WWM/\WW

123.0
m/z--> 50 100 150 200 250 300 23.50 24.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102921\
Data File : BGO@50787.D

Acqg On : 29 Oct 2021 21:25
Operator : CG/JU

Sample : M4406-01

Misc :

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Ethanol, 2-(2-b... 10.812 10.1 ng 188852 2 11.070 372852 20.0
Tridecane 11.006 2.1 ng 38780 2 11.070 372852 20.0
Undecane 12.445 3.4 ng 63321 2 11.070 372852 20.0
Dodecane, 2,6,1... 13.379 2.7 ng 63138 3 14.872 473375 20.0
Hexadecane 13.661 8.0 ng 189224 3 14.872 473375 20.0
unknown14.284 14.284 11.5 ng 271842 3 14.872 473375 20.0
3-Ethyl-2,6,10-... 14.319 6.6 ng 156624 3 14.872 473375 20.0
unknown14.502 14.502 4.2 ng 99611 3 14.872 473375 20.0
Decahydro-1,1,4... 14.601 12.2 ng 289388 3 14.872 473375 20.0
unknownl14.690 14.690 14.8 ng 350457 3 14.872 473375 20.0
unknown15.512 15.512 5.1 ng 121510 3 14.872 473375 20.0
Decahydro-8a-et... 15.647 19.6 ng 464268 3 14.872 473375 20.0
Heptacosane 16.088 26.9 ng 637692 3 14.872 473375 20.0
Hexadecane, 2,6... 16.570 38.0 ng 2177490 4 17.621 1146650 20.0
Tridecane, 6-pr... 17.392 20.0 ng 1146650 4 17.621 1146650 20.0
Farnesol isomer a 23.661 3.3 ng 100610 6 25.336 619061 20.0
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