LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@61021\
Data File : VN@67275.D

Acqg On : 10 Jun 2021 16:37

Operator : JC/MD

Sample : M2644-01

Misc : 1.15g/10emL/100uL/5.00mL/MSVOA_N/MEOH

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:\voasrv\HPCHEM1\MSVOA_N\methods\82N061021W.M

Title : SW846 8260

Signal : TIC: VN@67275.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.416 145 159 207 rBV 194897 839519 9.46% 0.683%
2 6.487 1645 1677 1709 rBV3 67046 293503 3.31% 0.239%
3 8.018 2227 2248 2258 rBV2 287551 713880 8.04%  0.580%
4 8.080 2259 2271 2293 rVB2 535371 1255035 14.14% 1.020%
5 8.284 2332 2347 2366 rVB3 59501 140795 1.59% 0.114%
6 8.434 2383 2403 2424 rBV 360243 824652 9.29% 0.670%
7 8.606 2452 2467 2491 rVB2 122743 297903 3.36% 0.242%
8 8.818 2530 2546 2564 rVB3 93736 198108 2.23% 0.161%
9 8.965 2583 2601 2632 rBV 798300 1698026 19.13% 1.381%
10 9.453 2757 2783 2794 rBV3 114924 272068 3.07% 0.221%
11  9.507 2794 2803 2819 rVB3 59182 115809 1.31% 0.094%
12 9.880 2925 2942 2962 rVB2 204108 428810 4.83% 0.349%
13 10.014 2970 2992 3005 rBV2 260158 546357 6.16% 0.444%
14 10.078 3005 3016 3047 rVV3 109171 279576  3.15% 0.227%
15 10.215 3048 3067 3090 rVB3 113517 279064  3.14% 0.227%

16 10.368 3112 3124 3136 rBV2 87671 151227 1.70%
17 10.443 3136 3152 3164 rVV 1266252 2446910 27.57%
18 10.507 3164 3176 3203 rVV 1326814 2606907 29.38%
19 10.623 3205 3219 3234 rVB3 185861 358744  4.04%
20 10.883 3304 3316 3336 rVB9 41182 97748 1.10%
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21 11.054 3361 3380 3391 rBV3 57858 110783 1
22 11.154 3407 3417 3435 rBV2 44245 89969 1
23 11.347 3479 3489 3502 rVB3 73427 131031 1.48%
24 11.457 3518 3530 3539 rBv4 70971 123217 1
25 11.527 3540 3556 3582 rVB6 240189 636549 7

OO0
=
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B

26 11.628 3582 3594 3607 rBV 226887 376812  4.25%
27 11.746 3623 3638 3660 rBV 1097607 2025992 22.83%
28 11.848 3663 3676 3694 rBV 420909 766397  8.64%
29 11.956 3696 3716 3737 rBV2 2105172 4182272 47.13%
30 12.176 3791 3798 3810 rVB8 59435 103750 1.17%
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31 12.283 3812 3838 3854 rBV2 837130 2069007 23.31%
32 12.369 3861 3870 3880 rVB 314139 476852  5.37%
33 12.460 3882 3904 3906 rBV6 241068 446080 5.03%
34 12.581 3940 3949 3957 rBV3 141835 271765 3.06%
35 12.733 3996 4006 4015 rBV 1037528 1709073 19.26%
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36 12.918 4060 4075 4086 rVB2 377414 831681 9.37%

(]
o))
N
o))
B

82N061021W.M Tue Jun 15 15:22:26 2021 Page: 1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@61021\
Data File : VN@67275.D

Acqg On : 10 Jun 2021 16:37

Operator : JC/MD

Sample : M2644-01

Misc : 1.15g/10emL/100uL/5.00mL/MSVOA_N/MEOH

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:\voasrv\HPCHEM1\MSVOA_N\methods\82N061021W.M
Title : SW846 8260
37 12.983 4086 4099 4107 rBV 1298012 2278309 25.67% 1.852%
38 13.050 4115 4124 4139 rVB3 3141617 5712166 64.37% 4.644%
39 13.112 4141 4147 4158 rVB2 368623 545709 6.15% 0.444%
40 13.224 4172 4189 4203 rBV 565487 1460754 16.46% 1.188%
41 13.286 4205 4212 4227 rVB4 621945 1060867 11.95% 0.863%
42 13.372 4230 4244 4256 rBV 2502922 4172957 47.02% 3.393%
43 13.562 4303 4315 4325 rBV6 988309 1940586 21.87% 1.578%
44 13.608 4327 4332 4340 rVB4 360370 451946 5.09% 0.367%
45 13.675 4349 4357 4364 rBV2 1272143 1887593 21.27%  1.535%
46 13.747 4378 4384 4396 rVB3 422058 547130 6.17% 0.445%
47 13.871 4422 4430 4438 rBV2 1237052 1754414 19.77% 1.426%
48 13.913 4439 4446 4466 rVB4 1388856 2998686 33.79%  2.438%
49 13.997 4466 4477 4489 rBV2 3978588 6280021 70.77% 5.106%
50 14.133 4521 4528 4532 rBV 680003 868795 9.79% 0.706%
51 14.217 4551 4559 4570 rVB 1860152 2838693 31.99% 2.308%
52 14.326 4589 4600 4612 rBV3 1666101 2762706 31.13% 2.246%
53 14.509 4660 4668 4675 rBV6 1492718 2205562 24.85% 1.793%
54 14.581 4689 4695 4703 rVB 1891097 2462746 27.75% 2.002%
55 14.627 4703 4712 4713 rBV2 1569621 1593173 17.95%  1.295%
56 14.654 4715 4722 4740 rVB2 4206487 7874546 88.74% 6.402%
57 14.729 4743 4750 4755 rBV3 566181 798228 8.99% 0.649%
58 14.849 4773 4795 4807 rVB6 3519867 8422616 94.91% 6.848%
59 14.917 4808 4820 4836 rBV5 3192190 8874178 100.00% 7.215%
60 15.088 4877 4884 4899 rVB3 1051283 1867105 21.04% 1.518%
61 15.198 4916 4925 4952 rVB3 1800715 4259982 48.00%  3.464%
62 15.472 5018 5027 5033 rBV5 866030 1498093 16.88% 1.218%
63 15.617 5673 5081 5091 rBV4 1096303 1774193 19.99% 1.442%
64 15.702 5107 5113 5135 rVB4 2058284 3917012 44.14%  3.185%
65 16.021 5224 5232 5246 rVB2 2000444 3646078 41.09%  2.964%
66 16.330 5333 5347 5366 rBV3 2078591 5431687 61.21% 4.416%

67 16.550 5419 5429 5443 rVB4 1287839 2612932 29.44%  2.124%

Sum of corrected areas: 122995334
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN061021\
Data File : VN@67275.D

Acqg On : 10 Jun 2021 16:37

Operator : JC/MD

Sample : M2644-01

Misc : 1.15g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N061021W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VN067275.D\data.ms
4000000
3000000
2000000
1000000
. 2.416 6.487
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80
Abundance TIC: VNO067275.D\data.ms
4000000
3000000
2000000
7
104 11.746
1000000 8.965
8.080 8.434
8.0 :
/&8.284 /\ 86068818 04587 8@%216 3 0.623 10.88.054531.34
0l — — e A T = e
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10. 00 10.50 11 00 11.50
Abundance TIC: VN067275.D\data.ms
14.654
13.997 14.849
14.917
4000000
13.050
3000000 ol
. 15.198
14217 627 15.702 16.021 16.830
1.956 147 14.326 co 15.61[f
13.67 13 : 16.550
2000000 14 ‘ 15 472
12.9¢ P A 79
12.733 13. 56 T i
1000000 12.283 n 874 ‘
129 83 ‘
: ); 80591,
12 1 A 1 i
T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12 00 12 50 13 OO 13.50 14.00 14.50 15.00 15.50 16.00 16.50

82N061021W.M Tue Jun 15 15:22:27 2021 Page: 3



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN061021\
Data File : VN@67275.D

Acqg On : 10 Jun 2021 16:37

Operator : JC/MD

Sample : M2644-01

Misc : 1.15g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N061021W.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 Undecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.997 166.35 ug/l 6280020 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 81
2 Decane 142 C1eH22 000124-18-5 72
3 Tridecane 184 C13H28 000629-50-5 59
4 1-Todo-2-methylundecane 296 C12H25I 073105-67-6 50
5 Hexadecane 226 C16H34 000544-76-3 50
Abundance Scan 4477 (13.997 min): VN067275.D\data.ms (-4466) (- m/z 57.00 100.00%
57.0
5000
85.1
=
138.1 14.00
109.1
‘H ek 2881 1929 /7 43.00  92.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28421: Undecane
57.0
5000 T
14.00
29.0 820 m/z 41.00 64.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19158: Decane
43.0
——
14.00
5000 m/z 71.05 47.75%
71.0
ol | ) w0 a0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48831: Tridecane =
57.0 14.00
m/z 55.00 31.25%
5000
29.0 85.0
‘\‘ \‘\ H\ \“ “ il 113'0 ! 141.0 184.0
e e —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN061021\
Data File : VN@67275.D

Acqg On : 10 Jun 2021 16:37

Operator : JC/MD

Sample : M2644-01

Misc : 1.15g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N061021W.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 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.217 75.19 ug/l 2838690 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 96
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 95
3 p-Cymene 134 C10H14 000099-87-6 95
4 o-Cymene 134 C10H14 000527-84-4 95
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95

Abundance Scan 4559 (14.217 min): VN067275.D\data.ms (-4551) (-  m/z 119.10 100.00%

119.1
5000
91.0
39.0 ‘ ‘ 14.00 14.50
: ¢
Ol bl 14812029 249.€ s 934 05 27.54%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000
14.00 14.50
91.0 m/z 91.60  20.94%
51.0 ‘
\]\-\5\.‘0\‘\\\“‘\\“\‘\"‘\‘H\‘H‘\H\“h\“umH\‘\‘\\H‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119.0
14.00 14.50
5000 ITI/Z 105.05 10.86%
39.0 91.0
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #14809: p-Cymene T Y
119.0 14.00 14.50
m/z 77.00 10.25%
5000
91.0
41.0 | ‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN061021\
Data File : VN@67275.D

Acqg On : 10 Jun 2021 16:37

Operator : JC/MD

Sample : M2644-01

Misc : 1.15g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N061021W.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 o0-Cymene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.326  73.18 ug/1 2762710 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C10H14 000527-84-4 55
2 p-Cymene 134 C10H14 000099-87-6 49
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 46
4 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 46
5 Propiophenone, 2'-methyl- 148 C10H120 002040-14-4 43

Abundance Scan 4600 (14.326 min): VN067275.D\data.ms (-4589) (-  m/z 119.10 100.00%

119.1
5000
91.0
148.1 - ——
39H-0 65.0 ‘ ‘ ‘ 14.00 14.50
el 2090 s 917,10 59.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14811: o-Cymene
119.0
5000 — SN
14.00 14.50
91.0 m/z 105.05  58.96%
om0 )]
| (T m P 1
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14809: p-Cymene
119.0
P e
14.00 14.50
5000 ITI/Z 91.00 37.46%
91.0
TR
| l L m ISR T I
R R e B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14906: Benzene, 1-methyl-3-(1-methylethyl)- - ——
119.0 14.00 14.50
m/z 115.00 24.78%
5000
91.0
150 M0 880 2 WA
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:\voasrv\HPCHEM1\MSVOA_N\Data\VN061021\
Data File : VN@67275.D

Acqg On : 10 Jun 2021 16:37

Operator : JC/MD

Sample : M2644-01

Misc : 1.15g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N061021W.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 Di-tert-butyl disulfide Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.654 208.59 ug/l 7874550  1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di-tert-butyl disulfide 178 C8H18S2 000110-06-5 86
2 Disulfide, (1,1-dimethylethyl)(1... 178 C8H18S2 072437-46-8 80
3 Disulfide, dibutyl 178 C8H18S2 000629-45-8 52
4 Disulfide, bis(1-methylpropyl) 178 C8H18S2 005943-30-6 35
5 di-tert-Butyl dicarbonate 218 C10H1805 024424-99-5 27

Abundance Scan 4722 (14.654 min): VN067275.D\data.ms (-4715) (- m/z 57.00 100.00%
57.

0
5000
e L
122.0 178.1 14.50 15.00
Ol bt 820 L 2522071 sz 41,00 30.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #44479: Di-tert-butyl disulfide
57.0
5000 — —
14.50 15.00
29.0 m/z 39.00 9.89%
‘ 122.0 178.0
I : \
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #44496: Disulfide, (1,1-dimethylethyl)(1-methylpropyl)
57.0
—r —
14.50 15.00
5000 ITI/Z 122.00 9.44%
29.0
O Y T N L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #44472: Disulfide, dibutyl P =
57.0 14.50 15.00
m/z 178.10 9.08%
5000
29.0 122.0 178.0
P 7Y J R |
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00

82N061021W.M Tue Jun 15 15:22:31 2021

Page:



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN061021\
Data File : VN@67275.D

Acqg On : 10 Jun 2021 16:37

Operator : JC/MD

Sample : M2644-01

Misc : 1.15g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N061021W.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 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.850 223.10 ug/l 8422620 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 76
2 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 55
3 Benzoic acid, 2,5-dimethyl-, (2,... 268 C18H2002 055000-48-1 53
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 38
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 38

Abundance Scan 4795 (14.849 min): VN067275.D\data.ms (-4773) (- m/z 57.05 100.00%
57.0

119.1
5000
85.1
148.1 = M
H H | ‘ | ‘ 14.50 15.00
Obrrre et bbbt ol || 18022089 2489 . 4300  g87.10%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #38315: Dodecane
57.0
5000 — ——
85.0 14.50 15.00
m/z 119.10 78.15%
29.0
)| 130141 01700
\\\‘\\\\‘\\\\‘\\\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #22819: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
— —
14.50 15.00
5000 ITI/Z 71.10 55.45%
148.0
41.0 gﬁo‘ ‘
T | N1
ettt e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #117577: Benzoic acid, 2,5-dimethyl-, (2,4-dimethylpheny i =
119.0 14.50 15.00
m/z 41.00 55.13%
- /Nj%RjKﬁ«JLXNJV\J&/V
77.0
Lo ‘1490179020902380268c
oy e TR ST — ——
m/z--> 20 40 60 80 100120140160180200220240260 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN061021\
Data File : VN@67275.D

Acqg On : 10 Jun 2021 16:37

Operator : JC/MD

Sample : M2644-01

Misc : 1.15g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N061021W.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 Benzene, 1-ethyl-2,4-dimethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
14.916 235.07 ug/l 8874180 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 92
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 70
3 o-Cymene 134 C1leH14 000527-84-4 64
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 64
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 64

Abundance Scan 4820 (14.917 min): VN067275.D\data.ms (-4808) (-  m/z 119.10 100.00%
119.1

-

5000
91.0 ~A
57.1 H148.1 15.00
0 L A78L 2090 0 pz 117.10 29.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14881: Benzene, 1-ethyl-2,4-dimethyl-
110.0
5000 T
15.00
91.0 m/z 134.85 25.17%
39.0 65.0 ‘
\\\-‘0\‘}\\“‘\\“{‘\“‘{‘\\\‘H‘\\‘{\“m\\‘}w\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
110.0
15.00
5000 ITI/Z 91.00 23.13%

. TP O IR Y
AR R e e R N RAARARESESRRRNS
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14811: o-Cymene —
119.0 15.00

m/z 133.05 20.35%

=
~
o
W
L ©
o
o)
al
o
©
=
=}

5000

2

41.0 1.0 ‘
|l .. 86.0, ‘ ol

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN061021\
Data File : VN@67275.D

Acqg On : 10 Jun 2021 16:37

Operator : JC/MD

Sample : M2644-01

Misc : 1.15g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N061021W.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 Benzene, 1,4-diethyl-2-methyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.198 112.84 ug/l 4259980 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl-2-methyl- 148 C11H16 013632-94-5 87
2 Benzene, pentamethyl- 148 C11H16 000700-12-9 70
3 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 64
4 Benzene, 2,4-diethyl-1-methyl- 148 C11H16 001758-85-6 64
5 Benzene, 1l-ethyl-3-(1-methylethyl)- 148 C11H16 004920-99-4 64

Abundance Scan 4925 (15.198 min): VN067275.D\data.ms (-4916) (-  m/z 133.05 100.00%
133.1
5000
91.0 N v
39.0 650 ‘ ‘ 15.00 15.50
166.2
om_‘H““JMp“nH“wmw‘u“‘m‘;mw‘wu_uwl‘?’%-ﬁmﬁ?‘l‘-f m/z 119.10  42.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22797: Benzene, 1,4-diethyl-2-methyl-
138.0
5000 — L
050 15.00 15.50
105. m/z 148.05  32.33%
770‘
39.0
]\-\5\‘()\\\\“‘\\‘\\‘\‘\\\‘H‘\\\\“\\\ \\‘\‘\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22771: Benzene, pentamethyl-
133.0
N UL AN
15.00 15.50
5000 m/z 91.e8  22.73%
91.0
39.0
150,390,990, L lbd b
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22810: Benzene, 1-ethyl-4-(1-methylethyl)- —— —
133.0 15.00 15.50
m/z 131.05 18.86%
105.0
5000
770 ‘
51.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN061021\
Data File : VN@67275.D

Acqg On : 10 Jun 2021 16:37

Operator : JC/MD

Sample : M2644-01

Misc : 1.15g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N061021W.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 7
R.T. EstConc Area Relative to ISTD R.T.
15.702 103.76 ug/l 3917010 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 95
2 Dodecane, 2-methyl- 184 C13H28 001560-97-0 49
3 Undecane 156 C1l1H24 001120-21-4 46
4 Hexadecane 226 C16H34 000544-76-3 46
5 Tetradecane 198 C14H30 000629-59-4 46
Abundance Scan 5113 (15.702 min): VN067275.D\data.ms (-5107) (- m/z 57.00 100.00%
57.0
5000
81 JAﬁAJ\NAJ\/»&V\VA
119.1
— —
H ‘ 162.1 15.50 16.00
S H‘i‘: b ldh o 1T 1960 281 43 00 86.56%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #48834: Tridecane
57.0
5000 85.0 L — I —
15.50 16.00
29.0 m/z 71.10 59.48%
J | H\ d | \Hl%D 141.0 183.0
\‘HH‘HH‘}HH\‘H}\‘\‘H\“\\H‘\HH\“\\H‘HH‘H\\‘\H\‘\H\‘
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #48851: Dodecane, 2-methyl-
43.0
— —
15.50 16.00
5000 71.0 m/z 41.00 50.68%
99.0 141.0
169.0
%g‘wwwwMWMumw%‘ﬂuﬂwm‘ﬂuHW‘MW‘HW‘HW‘HW
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #28425: Undecane T —
57.0 15.50 16.00
m/z 85.10 35.63%
5000
290 85.0
g d L e o L L
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN061021\
Data File : VN@67275.D

Acqg On : 10 Jun 2021 16:37

Operator : JC/MD

Sample : M2644-01

Misc : 1.15g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N061021W.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 Benzene, (1-ethyl-2-propenyl)- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
16.022 96.58 ug/l 3646080 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-ethyl-2-propenyl)- 146 C11H14 019947-22-9 87
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 81
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 002809-64-5 64
4 Benzene, (1l-methylenebutyl)- 146 C11H14 005676-32-4 64
5 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 45

Abundance Scan 5232 (16.021 min): VN067275.D\data.ms (-5224) (-  m/z 118.10 100.00%
1

18.1
146.1
5000
91.0 NN
——
39.0 g50 ‘ | 16.00
b B b B L L 180220702820 ) 131 65 61.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #21622: Benzene, (1-ethyl-2-propenyl)-
118.0
5000 T :
91.0 16.00
51.0 146.0 m/z 146.05  58.48%
26,0 Ly |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #21669: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
S
16.00
=000 m/z 117.10  49.46%
105.0
390 770 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #21661: Naphthalene, 1,2,3,4-tetrahydro-5-methyl- Fe ‘
131.0 16.00
m/z 105.10 37.30%
5000
390 91.0
65.0
e A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN061021\
Data File : VN@67275.D

Acqg On : 10 Jun 2021 16:37

Operator : JC/MD

Sample : M2644-01

Misc : 1.15g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N061021W.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 unknownl6.330 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

16.330 143.88 ug/l 5431690 1,4-Dichlorobenzene-d4 13.678
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trisulfide, bis(1,1-dimethylethyl) 210 C8H18S3 004253-90-1 45
2 TIodothioacetic acid, S-t-butyl e... 258 C6H11I0S 1000192-69-7 27
3 Di-tert-butyl sulfide 146 C8H18S 000107-47-1 12
4 Boc-ON 246 C13H14N203 058632-95-4 10
5 Phosphine, bis(1,1-dimethylethyl)- 146 C8H19P 000819-19-2 9

Abundance Scan 5347 (16.330 min): VN067275.D\data.ms (-5333) - m/z 57.00 100.00%
57.0

5000 WJ\L/L
1311 \‘\\\\‘\\\\‘\\\\‘\\\\‘
91.0 ‘ 160.1 2101 16.0016.2016.4016.60
0 m_m‘_u«wmm]_w‘_wm_‘MfiﬁH_ku]_wmw m/z 41.00  27.65%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #69817: Trisulfide, bis(1,1-dimethylethyl)
57.0
5000 L L L L B L L R B
16.0016.2016.4016.60
m/z 131.05 17.15%
890 154.0 210.0
\\\‘\\\\‘\\\‘\“\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #109417: lodothioacetic acid, S-t-butyl ester
57.0
R e
16.0016.2016.4016.60
5000 m/z 154.00 13.26%
131.0
29.0
A | 1 \89\0 , | 1690 20‘20 258.C
e e e e e e e
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #22146: Di-tert-butyl sulfide R AN
57.0 16.0016.2016.4016.60
m/z 39.00 10.33%
B V“/J\jvxxj\“vdAJ\\vj
29.0 146.0
rerrdeeebe e e || e
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 16.0016.2016.4016.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN061021\
Data File : VN@67275.D

Acqg On : 10 Jun 2021 16:37

Operator : JC/MD

Sample : M2644-01

Misc : 1.15g/1emL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N061021W.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|
Undecane 13.997 166.3 ug/l 6280020 4 13.678 1887590 50.0
Benzene, 4-ethy... 14.217 75.2 ug/l 28386990 4 13.678 1887590 50.0
o-Cymene 14.326 73.2 ug/l 2762710 4 13.678 1887590 50.0
Di-tert-butyl d... 14.654 208.6 ug/l 7874550 4 13.678 1887590 50.0
Dodecane 14.850 223.1 ug/l 8422620 4 13.678 1887590 50.0
Benzene, 1l-ethy... 14.916 235.1 ug/l 8874180 4 13.678 1887590 50.0
Benzene, 1,4-di... 15.198 112.8 ug/l 4259980 4 13.678 1887590 50.0
Tridecane 15.702 103.8 ug/l 3917010 4 13.678 1887590 50.0
Benzene, (1l-eth... 16.022 96.6 ug/l 3646080 4 13.678 1887590 50.0
unknownl6.330 16.330 143.9 ug/l 5431690 4 13.678 1887590 50.0
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