LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@21121\
Data File : VN@©65828.D

Acqg On : 11 Feb 2021 21:01

Operator : JC/MD

Sample : M1384-01

Misc : 1.01g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 22 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:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.M

Title : SW846 8260

Signal : TIC: VN@65828.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.975 676 695 722 rVB 130626 336265 4.24% 1.034%
2 7.544 1787 1805 1816 rBV 114537 289328 3.65% 0.890%
3 7.618 1816 1828 1852 rVB 236075 567319 7.16% 1.744%
4 7.984 1925 1942 1969 rBV 136674 330092 4.17% 1.015%
5 8.544 2101 2116 2137 rBV 360217 750762  9.48%  2.308%
6 10.055 2571 2586 2601 rBV 576575 1070007 13.51%  3.290%
7 11.376 2982 2997 3018 rBV 507520 890396 11.24% 2.737%
8 11.601 3053 3067 3083 rBv4 56792 104120 1.31% 0.320%
9 12.306 3260 3286 3291 rBVS5S 27350 83257 1.05% 0.256%
10 12.373 3291 3307 3317 rVV 359134 623804 7.87% 1.918%
11 12.698 3394 3408 3437 rBV2 135274 250278 3.16% 0.769%
12 12.961 3484 3490 3499 rVB 72192 103375 1.30% 0.318%
13 13.074 3513 3525 3536 rBV 220614 386138 4.87% 1.187%
14 13.170 3542 3555 3564 rBV 158327 280016 3.53% 0.861%
15 13.228 3565 3573 3586 rVV3 108489 239300 3.02% 0.736%
16 13.315 3586 3600 3609 rVV 483348 911145 11.50% 2.801%
17 13.376 3609 3619 3638 rVB3 188181 494042 6.24% 1.519%
18 13.534 3660 3668 3682 rVB3 83079 150516 1.90% 0.463%
19 13.643 3694 3702 3710 rBV 181926 266151 3.36% 0.818%
20 14.029 3810 3822 3832 rVVW5 65728 146314 1.85% 0.450%

21 14.129 3843 3853 3858 rBV5 224391 413091 5
22 14.199 3869 3875 3887 rVB3 244834 348757 4
23 14.267 3888 3896 3902 rBV2 329883 480670  6.07%
24 14.495 3959 3967 3977 rBV 807793 1237300 15
25 14.563 3980 3988 3994 rBv4 478200 833237 10

NWR R R
IS
N
0
R

26 14.611 3994 4003 4015 rVV 2298616 3726352 47.03% 11.456%
27 14.920 4091 4099 4107 rBV3 792228 1645777 20.77% 5.060%
28 15.010 4120 4127 4138 rVB2 2353546 3819803 48.21% 11.744%
29 15.080 4139 4149 4160 rBV2 4709478 7923036 100.00% 24.359%
30 15.296 4210 4216 4229 rVB 1013394 1573566 19.86% 4.838%

31 15.858 4384 4391 4402 rVB5 709934 1380226 17.42%  4.243%
32 15.990 4425 4432 4446 rVB3 514816 872099 11.01% 2.681%

Sum of corrected areas: 32526539
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21121\
Data File : VN@©65828.D

Acq On : 11 Feb 2021 21:01

Operator : JC/MD

Sample : M1384-01

Misc : 1.01g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.M
Quant Title : SW846 8260

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

Abundance TIC: VN065828.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21121\
Data File : VN@©65828.D

Acq On : 11 Feb 2021 21:01

Operator : JC/MD

Sample : M1384-01

Misc : 1.01g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.M
Quant Title : SW846 8260

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 Octane, 2,6-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

13.376  27.11 ug/1 494042  1,4-Dichlorobenzene-d4 13.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 72
2 Heptane, 4-ethyl-2,2,6,6-tetrame... 184 C13H28 062108-31-0 72
3 Hexane, 2,2,5,5-tetramethyl- 142 C1leH22 001071-81-4 59
4 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 53
5 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 53

Abundance Scan 3619 (13.376 min): VN065828.D\data.ms (-3609) (- m/z 57.10 100.00%
57.1

> M
‘ 85.1 13.00 13.50
- 1131 . :
0 “‘ L T 18522070 s 5.1 38.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19181: Octane, 2,6-dimethyl-
57.0
5000 = —
13.00 13.50
m/z 71.10 28.58%
29.0
85.0 113.0
O \\\‘\‘\‘\\“M\\“‘\\H}\‘{‘\\\‘\\f“\‘\\;\ﬁ%lg\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48918: Heptane, 4-ethyl-2,2,6,6-tetramethyl-
57.0
o T
13.00 13.50
5000 m/z 43.05  23.66%
29.0
ol ]850 1130 169.0
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19227: Hexane, 2,2,5,5-tetramethyl- — —
57.0 13.00 13.50
m/z 41.10 19.91%
5000
ool | Lo s
R R R T — —r
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21121\
Data File : VN@©65828.D

Acq On : 11 Feb 2021 21:01

Operator : JC/MD

Sample : M1384-01

Misc : 1.01g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.M
Quant Title : SW846 8260

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 Dodecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.495 67.90 ug/l 1237300 1,4-Dichlorobenzene-d4 13.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 93
2 Tetradecane 198 C14H30 000629-59-4 80
3 Hexadecane 226 C1l6H34 000544-76-3 80
4 Tridecane 184 C13H28 000629-50-5 72
5 Nonadecane 268 C19H40 000629-92-5 72

Abundance Scan 3967 (14.495 min): VN065828.D\data.ms (-3959) (- m/z 57.10 100.00%
57.1

o M
4 50
1191 1702 : :
omWU;H‘H,m“",mww\”wHw,m?f"?ﬂ”H_W??“ln- m/z 43.10  70.36%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #38315: Dodecane
57.0
5000 T T
14.50
m/z 71.10 59.14%
O\H‘H\\‘{HH"\\“}\"1\HH‘\()\”]\_‘Z\TH()‘H\\]‘.\7\?\?H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59880: Tetradecane
57.0
e
14.50
5000 ITI/Z 41.10 33.97%
S N I R
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #83024: Hexadecane 1
57.0 14.50
m/z 85.10 32.67%
5000
27,0
0 “ ‘ H H\ H\gﬁon 1410 183.0 226.0
e e e e b e e e e e —
m/z--> 20 40 60 80 100120140160180200220240260280 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21121\
Data File : VN@©65828.D

Acq On : 11 Feb 2021 21:01

Operator : JC/MD

Sample : M1384-01

Misc : 1.01g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.M
Quant Title : SW846 8260

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 Oxalic acid, cyclohexylmeth... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.563 45.72 ug/1 833237 1,4-Dichlorobenzene-d4 13.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, cyclohexylmethyl is... 270 C15H2604 1000309-68-3 58
2 Sulfurous acid, cyclohexylmethyl... 388 C22H4403S 1000309-22-3 53
3 Sulfurous acid, cyclohexylmethyl... 374 C21H4203S 1000309-22-2 53
4 Cyclohexane, 1-methyl-2-pentyl- 168 C12H24 054411-01-7 49
5 Cyclohexane, 1-methyl-3-pentyl- 168 C12H24 054411-02-8 49

Abundance Scan 3988 (14.563 min): VN065828.D\data.ms (-3980) (- m/z 97.10 100.00%
97.1

55.1
5000
T \
251 168.2 14.50
ol ‘Jh‘mu_w+¢“H‘J“_‘H“H‘W“‘ m/z 55.10  78.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #119049: Oxalic acid, cyclohexylmethyl isohexyl ester
55.0 97.0
5000 S :
14.50
m/z 41.10 32.45%
2%'0\‘\\ | h“ “H‘ | 141.0 227.0
O‘\\\\‘\\\\‘\\\\[V\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #206604: Sulfurous acid, cyclohexylmethyl pentadecyl es
97.0

-

14.50
5000 m/z 43.10 32.38%
55.0

290 || g || | 1270 1550 211.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #199332: Sulfurous acid, cyclohexylmethyl tetradecyl est
97.0 14.50

m/z 69.10 32.03%

o

é

5000
55.0

200 | | | 1270 1680 1970

m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50

S

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21121\
Data File : VN@©65828.D

Acq On : 11 Feb 2021 21:01

Operator : JC/MD

Sample : M1384-01

Misc : 1.01g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.M
Quant Title : SW846 8260

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 Undecane, 2,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.611 204.49 ug/l 3726350 1,4-Dichlorobenzene-d4 13.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 91
2 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 90
3 Sulfurous acid, butyl octyl ester 250 C12H2603S 1000309-17-5 80
4 Dodecane, 6-methyl- 184 C13H28 006044-71-9 76
5 Heptane, 3-(bromomethyl)- 192 C8H17Br 018908-66-2 64

Abundance Scan 4003 (14.611 min): VN065828.D\data.ms (-3994) (- m/z 57.10 100.00%

57.1
5000
= —
‘ H 98‘1 o1 1512 1aas 14.50 15.00
bl gl BT 1512 18422070 p 0 7119 44.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48882: Undecane, 2,6-dimethyl-
57.0
5000 L e
14.50 15.00
m/z 43.10 35.38%
29.0 98.0
ob L 1410 169.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48867: Undecane, 3,6-dimethyl-
57.0
= —
14.50 15.00
5000 ITI/Z 41.10 22.47%
29.0 85.0
113.0
b d o L PO 1950 1gao
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #101974: Sulfurous acid, butyl octyl ester T ——
57.0 14.50 15.00
m/z 55.10 14.63%
- M
29.0
0L 0 130 g e
‘“H“_‘H“H“H“_‘H“H“H“_‘H“H“H“ —— —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00

82N@12521W.M Fri Feb 12 12:37:26 2021 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21121\
Data File : VN@©65828.D

Acq On : 11 Feb 2021 21:01

Operator : JC/MD

Sample : M1384-01

Misc : 1.01g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.M
Quant Title : SW846 8260

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 Dodecane, 5-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.920 90.31 ug/l 1645780 1,4-Dichlorobenzene-d4 13.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 5-methyl- 184 C13H28 017453-93-9 64
2 Octane, 2-methyl- 128 C9H20 003221-61-2 58
3 Nonane, 5-butyl- 184 C13H28 017312-63-9 58
4 Octane, 4-methyl- 128 C9H20 002216-34-4 52
5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 52

Abundance Scan 4099 (14.920 min): VN065828.D\data.ms (-4091) (- m/z 57.10 100.00%

57.1
85.1
5000
133.1 i§06
112.1 .
— “ e i “ H 4, 02 1962 4310 94.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48845: Dodecane, 5-methyl-
43.0
5000 T
85.0 15.00
m/z 71.10 77.51%
‘ H ‘ 126.0
O ‘\‘\\\“‘\\\\‘\\h\\‘\\\\‘\\\\‘\h\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12671: Octane, 2-methyl-
43.0
——
15.00
5000 ITI/Z 85.10 72.22%
71.0
H ‘ 113.0
0 _1‘ﬂl‘ﬂq‘m“M“_‘JW‘iu“u‘,u“_“W“u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48837: Nonane, 5-butyl- —
430 410 15.00
m/z 41.10 38.21%
97.0
e o -
m/z--> 20 40 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21121\
Data File : VN@©65828.D

Acq On : 11 Feb 2021 21:01

Operator : JC/MD

Sample : M1384-01

Misc : 1.01g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.M
Quant Title : SW846 8260

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 unknownl5.010 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.010 209.62 ug/l 3819800 1,4-Dichlorobenzene-d4 13.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 43
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 38
3 Cyclohexane, propyl- 126 CO9H18 001678-92-8 38
4 Undecane, 2,10-dimethyl- 184 C13H28 017301-27-8 38
5 Cyclohexane, butyl- 140 C10H20 001678-93-9 38
Abundance Scan 4127 (15.010 min): VN065828.D\data.ms (-4120) (- m/z 57.10 100.00%
57.1
83.1
5000
141.2 iS‘Od |
113.1 -« 168.2 .
0 ‘_m‘f‘:” _‘m‘ : m‘_mh_uHJMWMHH%Q?:‘? m/z 43.10  85.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36844: Cyclohexane, (4-methylpentyl)-
83.0
55.0
5000 ——
15.00
m/z 83.10 76.07%
200 LU L aeso o
O\‘\\\\"‘\\1“\‘\“‘\\“\\\\“\\‘\\‘V\\\‘\\\\‘\\‘\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27055: Cyclohexane, pentyl-
83.0
55.0 e |
15.00
5000 m/z 71.10 56.86%
29.0 154.0
o L amoazae T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11537: Cyclohexane, propyl- T ‘
55.0 83.0 15.00
m/z 82.10 56.68%
5000
27.0 126.0
oWHH‘,”Hn‘!““:“HM‘m_m‘HH_m_m‘mwm S
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21121\
Data File : VN@©65828.D

Acq On : 11 Feb 2021 21:01

Operator : JC/MD

Sample : M1384-01

Misc : 1.01g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.M
Quant Title : SW846 8260

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 Bacchotricuneatin c Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.080 434.79 ug/l 7923040 1,4-Dichlorobenzene-d4 13.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 80
2 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 72
3 Sulfurous acid, 2-ethylhexyl pen... 264 C13H2803S 1000309-18-9 59
4 Oxalic acid, 2-ethylhexyl ethyl ... 230 C12H2204 1000309-38-4 59
5 Oxalic acid, butyl 2-ethylhexyl ... 258 C14H2604 1000309-38-6 59
Abundance Scan 4149 (15.080 min): VN065828.D\data.ms (-4139) (- m/z 57.10 100.00%
57.1
T \
113.1
15.00
155.2
ol “‘u J u“u‘\ | 152083 m/z 71.10 80.03%
miz-> 50 100 150 200 250 300
Abundance #178298: Bacchotricuneatin ¢
19 1120
5000 — :
15.00
m/z 43.10 47.08%
0 ‘H\ u:ngw‘l? " 2450 342'
T 1T ‘ T T ’ L T T ’ L ‘ L ‘
miz-> 50 100 150 200 250 300
Abundance #59899: Dodecane, 4,6-dimethyl-
57.0
T \
15.00
5000 m/z 41.10 27.14%
113.0
ol 0800000
miz--> 50 100 150 200 250 300
Abundance  #113725: Sulfurous acid, 2-ethylhexyl pentyl ester P
57.0 15.00
m/z 56.10 23.46%
5000
‘ ‘ 113.0
o“m‘“‘u‘wm‘J‘H‘,HH_H‘,HH_‘H e
m/z--> 50 100 150 200 250 300 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21121\
Data File : VN@©65828.D

Acq On : 11 Feb 2021 21:01

Operator : JC/MD

Sample : M1384-01

Misc : 1.01g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.M
Quant Title : SW846 8260

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 Tridecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

15.296 86.35 ug/l 1573570 1,4-Dichlorobenzene-d4 13.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 83
2 Nonadecane 268 C19H40 000629-92-5 80
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 72
4 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 72
5 4-Methyl-5-nonanone 156 C10H200 035900-26-6 53

Abundance Scan 4216 (15.296 min): VN065828.D\data.ms (-4210) (- m/z 57.10 100.00%
57.1

125.1 N e
15.00 15.50
om‘w\‘;HMH‘_‘:M:“M”_m‘u“_1‘5”5"%‘1‘?“4&2‘_”WW‘_m m/z 43.10 68.71%
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #48835: Tridecane
57.0
5000 — —
85.0 15.00 15.50
29.0 m/z 71.10 60.07%
d L |} ) 1301410 184.0
OH\‘HH‘H\H“\M\“\‘\H“\\{‘\‘\‘\H“HH‘HHH\H‘HH‘H\\‘HH‘HH
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #117637: Nonadecane
57.0
—— —
15.00 15.50
85.0 o
5000 ITI/Z 85.10 40.05%
29.0
Ol o b S4LOI60 01070 268
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #48894: Decane, 2,3,5-trimethyl- — —
57.0 15.00 15.50
m/z 41.10 35.32%
5000 85.0
20.0 141.0
ol b 4130 | 190 02 T
m/z--> 20 40 60 80 100120140160180200220240260 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21121\
Data File : VN@©65828.D

Acq On : 11 Feb 2021 21:01

Operator : JC/MD

Sample : M1384-01

Misc : 1.01g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.M
Quant Title : SW846 8260

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 1,1'-Bicyclohexyl Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

15.858 75.74 ug/l 1380230 1,4-Dichlorobenzene-d4 13.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1'-Bicyclohexyl 166 C12H22 000092-51-3 52
2 Succinic acid, cis-hex-3-enyl de... 340 C20H3604 1000353-41-2 47
3 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 43
4 Fumaric acid, trans-hex-3-enyl t... 380 C23H4004 1000348-89-3 38
5 Fumaric acid, trans-hex-3-enyl u... 352 C21H3604 1000348-89-1 38

Abundance Scan 4391 (15.858 min): VN065828.D\data.ms (-4384) - m/z 82.10 100.00%

82.1
55.1
5000
145.1 — —=
” ‘ | ‘ 1822 15.50 16.00
obrrrperelbodl bl d SR L 4 182:22000 0 55 10 59.23%
m/z--> 20 40 60 80 100120140160 180 200220240 260
Abundance #35158: 1,1'-Bicyclohexyl
82.0
5000 — —
55.0 15.50 16.00
166.0 m/z 83.18  54.94%
oL 2000 | | | 10901380
\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance  #176852: Succinic acid, cis-hex-3-enyl decyl ester
82.0
— —r—
15.50 16.00
5000 m/z 67.10 50.17%
55.0
119.0
0 27\F \H w\‘ \h‘ il ‘ 201.0 259.0
e ek et e b SR T
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #11595: Cyclohexane, (1-methylethyl)- “ —
82.0 15.50 16.00
55.0
m/z 57.10 49.45%
5000
27.0 126.0
m/z--> 20 40 60 80 100120140160 180200220 240260 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©21121\
Data File : VN@©65828.D

Acq On : 11 Feb 2021 21:01

Operator : JC/MD

Sample : M1384-01

Misc : 1.01g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.M
Quant Title : SW846 8260

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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.990 47.86 ug/l 872099 1,4-Dichlorobenzene-d4 13.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 90
2 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 72
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 72
4 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 72
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 64

Abundance Scan 4432 (15.990 min): VN065828.D\data.ms (-4425) (- m/z 57.10 100.00%
57.1

5000 851

%

16.00
, Mu‘h‘m“‘““““‘155‘%‘12‘3‘%‘2‘1‘?‘3“‘_Wm‘H m/z 71.10  93.30%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-

o

T M
5000 1
85.0 16.00
290 - m/z 43.10  47.05%
0 h |40 18300110 2530080,
’\\H‘HH‘HH‘H\\‘HH‘HH‘\\H‘HH‘HH‘\H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #48914: Nonane, 3-methyl-5-propyl-
57.0
—
16.00
5000 850 m/z 85.10 38.88%
29.0
A O 1YY S
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #71405: Dodecane, 2,6,10-trimethyl- —
57.0 16.00
m/z 41.10 30.52%
5000
29.0 85.0
ol L1 180 sssomo
e et e e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@21121\
Data File : VN@©65828.D

Acqg On : 11 Feb 2021 21:01

Operator : JC/MD

Sample : M1384-01

Misc : 1.01g/10emL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.M
Quant Title : SW846 8260

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Octane, 2,6-dim... 13.376 27.1 ug/l 494042 4 13.315 911145 50.0
Dodecane 14.495 67.9 wug/l 1237300 4 13.315 911145 50.0
Oxalic acid, cy... 14.563 45.7 ug/l 833237 4 13.315 911145 50.0
Undecane, 2,6-d... 14.611 204.5 ug/l 3726350 4 13.315 911145 50.0
Dodecane, 5-met... 14.920 90.3 ug/l 1645780 4 13.315 911145 50.0
unknown15.010 15.010 209.6 ug/l 3819800 4 13.315 911145 50.0
Bacchotricuneat... 15.080 434.8 wug/l 7923040 4 13.315 911145 50.0
Tridecane 15.296 86.3 wug/l 1573570 4 13.315 911145 50.0
1,1'-Bicyclohexyl 15.858 75.7 ug/l 1380230 4 13.315 911145 50.0
Hexadecane, 2,6... 15.990 47.9 ug/l 872099 4 13.315 911145 50.0
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