LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA N\DATA\VNO82218\

Data File : VNO50814.D

Aca On - 22 Aug 2018 12:59

Operator : MD\SY

Sample - J4510-01 :
Misc - 6.990/5mL/100uL/5.00mL/MSVOA_N/MEOH S e LT
ALS Vial : 7 Sample Multiplier: 1

Intearation Parameters: RTEINT.P

Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method > Z:\VOASRV\HPCHEM1\MSVOA N\METHODS\82N082118W.M

Title - SW846 8260

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total

1 10.088 2629 2643 2673 rBV3 3713351 8391997 2.84% 0.276%
2 10.284 2687 2704 2720 rVB 5301270 9667654 3.27% 0.318%
3 10.432 2742 2750 2767 rVB 1994215 3780544 1.28% 0.124%
4 10.721 2828 2840 2851 rVB 6991346 11784625 3.99% 0.387%
5 10.821 2857 2871 2883 rBVY 3812856 8081188 2.74% 0.266%
6 10.889 2884 2892 2899 rBV4 2408136 4222679 1.43% 0.139%
7 10.953 2903 2912 2919 rVV 9214627 14464736 4 _.90% 0.475%
8 11.008 2919 2929 2940 rVB 19146215 33414455 11.32% 1.098%
9 11.123 2953 2965 2974 rBV5 9502951 17975491 6.09% 0.591%
0 11.204 2974 2990 3008 rVB6 28285120 66022377 22.36% 2.169%
11 11.303 3008 3021 3044 rBV 22568372 42126119 14.27% 1.384%
12 11.509 3073 3085 3089 rBV2 3852379 7296786 2.47% 0.240%
13 11.545 3090 3096 3102 rVB 5085868 6351998 2.15% 0.209%
14 11.638 3103 3125 3139 rBV8 94677727 255504460 86.54% 8.395%
15 11.699 3140 3144 3155 rVB3 17985447 27360682 9.27% 0.899%
16 11.763 3155 3164 3172 rBV3 3474882 6829204 2.31% 0.224%
17 11.853 3186 3192 3200 rVB4 4684983 7043963 2.39% 0.231%
18 11.946 3200 3221 3236 rBV6 37324999 127015591 43.02% 4.173%
19 12.049 3245 3253 3260 rBV2 28943172 40798556 13.82% 1.340%
20 12.123 3268 3276 3281 rBV2 23968291 37047632 12.55% 1.217%
21 12.168 3282 3290 3307 rVB6 47252562 94567063 32.03% 3.107%
22 12.307 3325 3333 3338 rBV5 10919360 20969703 7.10% 0.689%
23 12.342 3339 3344 3349 rVV2 13392115 16927847 5.73% 0.556%
24 12.454 3371 3379 3388 rBV3 22573243 37175101 12.59% 1.221%
25 12.567 3405 3414 3430 rVB3 47323222 107198631 36.31% 3.522%
26 12.660 3430 3443 3450 rBV5 75393390 150189721 50.87% 4 .935%
27 12.737 3458 3467 3477 rVB8 155038554 295228238 100.00% 9.700%
28 12.786 3477 3482 3493 rVB3 24720181 38072142 12.90% 1.251%
29 12.895 3502 3516 3526 rBVv4 37461613 88649785 30.03% 2.913%
30 12.969 3531 3539 3552 rVB3 44956975 76883428 26.04% 2.526%
31 13.049 3553 3564 3574 rBV3 109448178 216120095 73.20% 7.101%
32 13.175 3591 3603 3610 rVB5 19101890 39134801 13.26% 1.286%
33 13.242 3611 3624 3632 rBV4 64193692 119262705 40.40% 3.918%
34 13.290 3634 3639 3646 rVB3 17469375 23172315 7 .85% 0.761%
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LSC Area Percent Report

Data Path : Z:\VOASRVAHPCHEMI1\MSVOA N\DATA\VNO82218\

Data File : VNO50814.D

Aca On - 22 Aug 2018 12:59

Operator : MD\SY

Sample - J4510-01 :
Misc - 6.990/5mL/100uL/5.00mL/MSVOA_N/MEOH S e LT
ALS Vial : 7 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling ; 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100
Stop Thrs - O Peak Location: TOP

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

Method > Z:\VOASRV\HPCHEM1\MSVOA N\METHODS\82N082118W.M
Title - SW846 8260
35 13.380 3655 3667 3676 rVB4 64593684 121519865 41.16% 3.993%
36 13.429 3677 3682 3692 rVB3 8969515 12308398 4.17% 0.404%
37 13.544 3711 3718 3725 rVB2 40428104 57251764 19.39% 1.881%
38 13.589 3725 3732 3747 rVB4 55934209 108007339 36.58% 3.549%
39 13.676 3748 3759 3768 rBV5 88199221 150813501 51.08% 4 .955%
40 13.744 3774 3780 3790 rVB2 20761896 28748947 9.74% 0.945%
41 13.805 3792 3799 3804 rVvv2 25385108 40890094 13.85% 1.343%
42 13.837 3805 3809 3818 rVVv6 34374579 48323040 16.37% 1.588%
43 13.892 3818 3826 3835 rVB2 40798487 63869779 21.63% 2.098%
44 13.998 3849 3859 3869 rVB3 43826750 72091690 24.42% 2.369%
45 14.052 3869 3876 3878 rBY 8271014 10372805 3.51% 0.341%
46 14.130 3892 3900 3907 rBV2 13407395 21700620 7 .35% 0.713%
47 14.175 3908 3914 3920 rBV4 10217776 16478252 5.58% 0.541%
48 14.252 3932 3938 3945 rVB2 25654776 37068275 12.56% 1.218%
49 14.297 3945 3952 3958 rBV2 12121580 15449565 5.23% 0.508%
50 14.335 3958 3964 3972 rVV 12585501 16124610 5.46% 0.530%
51 14.435 3989 3995 4002 rVB2 10954165 15989869 5.42% 0.525%
52 14.483 4003 4010 4012 rBV 4508365 5864934 1.99% 0.193%
53 14.525 4017 4023 4031 rVB2 15575522 22835370 7.73% 0.750%
54 14.583 4031 4041 4056 rBV5 29768584 62780612 21.27% 2.063%
55 14.650 4056 4062 4072 rVB 5257572 8038414 2.72% 0.264%
56 14.744 4082 4091 4101 rVB 16211389 25223509 8.54% 0.829%
57 14.853 4119 4125 4130 rBV3 3295893 4508222 1.53% 0.148%
58 14.956 4149 4157 4176 rVB4 4507710 10025456 3.40% 0.329%
59 15.133 4203 4212 4223 rVB 4885430 8625820 2.92% 0.283%
Sum of corrected areas: 3043643062
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRVAHPCHEM1\MSVOA N\DATA\VNO82218\

Data File : VNO50814.D

Aca On - 22 Aug 2018 12:59

Operator : MD\SY

Sample - J4510-01 :
Misc - 6.990/5mL/100uL/5.00mL/MSVOA_N/MEOH S e LT
ALS Vial : 7 Sample Multiplier: 1

Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N082118W .M
SW846 8260

Quant Method
Quant Title

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

Abundance TIC: VN050814.D

1.5e+08

1e+08

5e+07

Time--> 1.60 1.80 200 220 240 260 280 300 320 340 360 380 400 420 4.40 4.60 4.80 5.00 5.20 5.40 5.60 580 600 6.20 6.40
Abundance TIC: VN050814.D

1.5e+08

11.64

1e+08

5e+07

10.0910.285 43
Mv‘/\—‘l’.\

Ot T T T T | T T T T L — T T T L — T T T T

I I T - T I T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VN050814.D

1.5e+08

13.05

13.68

1e+08

i

12,5
11.95051> 12.34

12ﬁ?j{i 12. 13- : 1425 1458
L1595 ¢.A8M.6414.85 0615 13

12.17

5e+07

T T I I T T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA N\DATA\VNO82218\

Data File : VNO50814.D

Aca On - 22 Aug 2018 12:59

Operator : MD\SY

Sample - J4510-01 :
Misc - 6.990/5mL/100uL/5.00mL/MSVOA_N/MEOH S e LT
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N082118W .M
SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Cyclohexane, 1,1,3-trimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.01 39.66 ug/l 33414500 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 70
2 Cvclohexane. 1.3.5-trimethvl-. (... 126 C9H18 001795-26-2 64
3 Cvclohexane. 1.3.5-trimethvl- 126 C9H18 001839-63-0 59
4 4-Amino-6-hvdroxyvpvrimidine 111 C4H5N30 001193-22-2 53
5 p-Fluoroaniline 111 C6H6FN 000371-40-4 53

Abundance Scan 2930 (11.011 min): VN050814.D (-2919) (-) m/z 111.10 100.00%
111
69
5000
55
41 Y, N 2 U 1 .
83
10.60 10.80 11.00 11.20 11.40
ol o 4 128 281 “n/z 69.10  71.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11598: Cyclohexane, 1,1,3-trimethyl-
111
69
5000 41 >
83 10.60 10.80 11.00 11.20 11.40
27 m/z 55.10 35.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11636: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.,...
69
55 1 10.60 10.80 11.00 11.20 11.40
5000 a1 m/z 41.10 25.52%
126
27 83 g7
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11581: Cyclohexane, 1,3,5-trimethyl-
69 111 10.60 10.80 11.00 11.20 11.40
m/z 56.10 20.47%
5000 55
4l 126
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.60 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA N\DATA\VNO82218\

Data File : VNO50814.D

Aca On - 22 Aug 2018 12:59

Operator : MD\SY

Sample - J4510-01 :
Misc - 6.990/5mL/100uL/5.00mL/MSVOA_N/MEOH S e LT
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N082118W .M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Octane, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.20 78.36 ug/1 66022400 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2-methvl- 128 C9H20 003221-61-2 64
2 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 43
3 Silane. trichlorodocosvl- 442 C22H45CI3Si 007325-84-0 43
4 Octane 114 C8H18 000111-65-9 38
5 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 38
Abundance Scan 2989 (11.200 min): VN050814.D (-2974) (-) m/z 43.10 100.00%
a3
5000 71
111
‘\ 10.80 11.00 11.20 11.40 11.60
o L — m/z 57.10 49.06%
m/z--> 50 100 150 200 250 300 350 400
Abundance #12671: Octane, 2-methyl-
43
5000
10.80 11.00 11.20 11.40 11.60
1 m/z 71.10 44 _58%
l| 113
mz-> 50 100 150 200 250 300 350 400
Abundance #12684: Heptane, 2,4-dimethyl-
43
10.80 11.00 11.20 11.40 11.60
5000 85 m/z 41.10 41.19%
. JIL J"|1'11'3' ALY UL AR UURLELEL SURLELELS SR
m/z--> 50 100 150 200 250 300 350 400
Abundance #225279: Silane, trichlorodocosyl-
43 10.80 11.00 11.20 11.40 11.60
m/z 85.10 33.24%
5000
71
97
g ﬂ | 125154 196 224 266 294 398 442
m/z--> 50 100 150 200 250 300 350 400 ' 10.80 11.00 11.20 11.40 11.60

82N082118W.M Thu Aug 23 13:18:10 2018 Page: 5



Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA N\DATA\VNO82218\

Data File : VNO50814.D

Aca On - 22 Aug 2018 12:59

Operator : MD\SY

Sample - J4510-01 :
Misc - 6.990/5mL/100uL/5.00mL/MSVOA_N/MEOH S e LT
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N082118W .M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Octane, 3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.30 50.00 ug/1 42126100 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3-methvl- 128 C9H20 002216-33-3 91
2 Heptane. 2.5-dimethvl- 128 C9H20 002216-30-0 80
3 Heptane. 4-(1-methvlethvl)- 142 C10H22 052896-87-4 64
4 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 53
5 Heptane, 3-ethyl- 128 C9H20 015869-80-4 50
Abundance Scan 3020 (11.300 min): VN050814.D (-3008) (-) m/z 57.10 100.00%
57 [ H
5000
43
71 %8 11.00 11.20 11.40 11.60
o ol 8 us s 207 Tm/z 43.10 26.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12669: Octane, 3-methyl-
g7
5000
43 11.00 11.20 11.40 11.60
m/z 41.05 25.99%
29 71 98
15 [ 8 | 113 128
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12701: Heptane, 2,5-dimethyl-
57
11.00 11.20 11.40 11.60
5000 43 m/z 56.10 22 .44%
q ‘ ‘ Tﬁ 85 %9 113 128
m/z--> 20 45 65 80 100 120 140 160 180 200
Abundance #19222: Heptane, 4-(1-methylethyl)-
57 11.00 11.20 11.40 11.60
m/z 98.05 17.42%
5000 43
27 98
S~ - S
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA N\DATA\VNO82218\

Data File : VNO50814.D

Aca On - 22 Aug 2018 12:59

Operator : MD\SY

Sample - J4510-01 :
Misc - 6.990/5mL/100uL/5.00mL/MSVOA_N/MEOH S e LT
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N082118W .M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Octane, 2,6-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.05 48.42 ug/1 40798600 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 91
2 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 91
3 Nonane. 3-methvl- 142 C10H22 005911-04-6 91
4 Sulfurous acid. di(2-ethvlhexvl)... 306 C16H3403S 1000309-19-1 72
5 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 72
Abundance Scan 3253 (12.049 min): VN050814.D (-3245) (-) m/z 57.10 100.00%
57
71
43
5000
g5 113
11.80 12.00 12.20 12.40
o ,”w.,L.??.ﬂ.ﬁ???ﬁ?..“...“...EQZ. m/z 71.10 77.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19197: Octane, 2,6-dimethyl-
57
71
41
5000
11.80 12.00 12.20 12.40
29 a5 113 m/z 43.10 56.42%
15 || | ly | 97 || 127 142
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19198: Octane, 3,6-dimethyl-
57
71
11.80 12.00 12.20 12.40
5000 43 m/z 41.10 37.22%
29 113
\‘ \‘\ Il Al 8\\5 99 | 127 142
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19170: Nonane, 3-methyl- L B ML B
57 11.80 12.00 12.20 12.40
43 m/z 56.10 35.75%
71
5000 29
113
]75 ‘\ “ il ‘\ ?\5 98 \‘ 127 142
m/z--> 20 40 60 80 100 120 140 160 180 200 11/80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN082218\
Data File : VN050814.D

Aca On : 22 Aug 2018 12:59

Operator : MD\SY

Sample : J4510-01

Misc : 6.990/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N082118W .M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Pentalene, octahydro-2-methyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.12 43.97 ug/1 37047600 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentalene. octahvdro-2-methvl- 124 C9H16 003868-64-2 58
2 Bicvclol3.3.11nonane 124 C9H16 000280-65-9 58
3 1H-Indene. octahvdro-. trans- 124 C9H16 003296-50-2 53
4 Cvclohexane. methvlene- 96 C7H12 001192-37-6 50
5 3-Hexyne, 2-methyl- 96 C7H12 036566-80-0 43

Abundance Scan 3275 (12.120 min): VN050814.D (-3268) (-) m/z 81.10 100.00%
7 81
5000 M 96 ?¥; C
> 124
109 11.80 12.00 12.20 12.40
140
0 e 29 m/z 67.10 97.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10701: Pentalene, octahydro-2-methyl-
il
67
5000 4l 9
11.80 12.00 12.20 12.40
55 m/z 57.10 64 .43%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #10638: Bicyclo[3.3.1]nonane
il
o 87 124 11,80 12.00 12.20 12.40
5000 54 96 m/z 82.10 53.35%
el ll ol 199
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #10694: 1H-Indene, octahydro-, trans-
67 11.80 12.00 12.20 12.40
m/z 96.10 44 _24%
81
5000 96
n 124
.:.I".ll.‘.‘. e “‘. .“,‘..‘.‘.‘,.1.09.,.‘...,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA N\DATA\VNO82218\

Data File : VNO50814.D

Aca On - 22 Aug 2018 12:59

Operator : MD\SY

Sample - J4510-01 :

Misc - 6.990/5mL/100uL/5.00mL/MSVOA_N/MEOH S e LT
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N082118W .M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Cyclohexane, propyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.17 112.24 ug/Il 94567100 Chlorobenzene-d5 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. propvl- 126 C9H18 001678-92-8 83
2 Cvclohexane. ethvl- 112 C8H16 001678-91-7 64
3 Cvclohexane. (1-methvlethvI)- 126 C9H18 000696-29-7 59
4 Cvclohexane. octvl- 196 C14H28 001795-15-9 53
5 Oxalic acid, cyclohexyl dodecyl ... 340 C20H3604 1000309-31-4 50
Abundance Scan 3291 (12.172 min): VN050814.D (-3282) (-) m/z 83.10 100.00%
55 83
5000 a1
126
69 o1 98 , 11.80 12.00 12.20 12.40
0 1 s 14 m/z 55.10 84.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11533: Cyclohexane, propyl-
56 83
5000 41
11.80 12.00 12.20 12.40
27 67 126 m/z 82.10 66 .99%
'W}?I“Lk'J”h'HH“P”M'”W'Lﬂ'gi'”ﬁ”'ﬁ”“l””P'”P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #6668: Cyclohexane, ethyl-
83
55 11.80 12.00 12.20 12.40
5000 m/z 41.10 36.07%
41
27 67 12
"|“"|'“M“"““l“'w'”l'v'JJPZ?'lJ"?}“'l}Pﬁl'"w""v"'v"'v
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #11583: Cyclohexane, (1-methylethyl)- R E RE e
55 83 11.80 12.00 12.20 12.40
m/z 126.10 28.07%
5000 41
67
27 ‘ 126
'W'%?'P"MI”"“H”'Ithl"”h'"W“l"P'??I”'}ﬁ%"P'l'l”"l'”'l'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA N\DATA\VNO82218\

Data File : VNO50814.D

Aca On - 22 Aug 2018 12:59

Operator : MD\SY

Sample - J4510-01 :
Misc - 6.990/5mL/100uL/5.00mL/MSVOA_N/MEOH S e LT
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N082118W .M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Benzene, l-ethyl-3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.66 61.80 ug/1 150190000 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 90
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 81
3 Cvclohexane. 1.2.4-tris(methvlene)- 120 C9H12 014296-81-2 80
4 2.3-Heptadien-5-vne. 2.4-dimethvl- 120 C9H12 041898-89-9 72
5 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 68
Abundance Scan 3443 (12.660 min): VN050814.D (-3430) (-) m/z 105.05 100.00%
105 120
5000 7 g /\
39 55 "'l""l""l""l"'J
140 152 169 007 12.40 12.60 12.80 13.00
(o} L ma s e m/z 120.10 98.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105
5000
120 12.40 12.60 12.80 13.00
oL m/z 77.00 44 _55%
1527 81 65 | ||
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
12.40 12.60 12.80 13.00
5000 m/z 91.05 37 .44%
120
27 3‘9 51 g5 77 91
| 1l Al . Wl A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9447: Cyclohexane, 1,2,4-tris(methylene)-
105 12.40 12.60 12.80 13.00
o1 120 m/z 81.10 36.57%
5000 79
39
27 51 65 ‘
|.‘...‘ﬂ‘..‘h“.,‘.“‘...M...‘.,‘l‘..‘.‘M....,....,....,....,.... AUV VAL AL G A
m/z--> 20 40 60 80 100 120 140 160 180 200 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA N\DATA\VNO82218\

Data File : VNO50814.D

Aca On - 22 Aug 2018 12:59

Operator : MD\SY

Sample - J4510-01 :
Misc - 6.990/5mL/100uL/5.00mL/MSVOA_N/MEOH S e LT
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N082118W .M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Benzene, l-ethyl-2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.89 36.48 ug/1 88649800 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 90
2 Benzene., 1.2.3-trimethvl- 120 C9H12 000526-73-8 90
3 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 87
4 Mesitvlene 120 C9H12 000108-67-8 87
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 80
Abundance Scan 3514 (12.889 min): VN050814.D (-3502) (-) m/z 105.10 100.00%
105 W \
5000 120
77
43 o7 o1 140 156 12.60 12.80 13.00 13.20
o R0 207 "m/z 120.05 _ 45.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9427: Benzene, 1-ethyl-2-methyl-
105
5000
12.60 12.80 13.00 13.20
7 o | X0 m/z  77.00 17.17%
IR el I N P W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120 12.60 12.80 13.00 13.20
5000 m/z 91.00 16.84%
77
15 27 3\? 5\1 6? L 9\1 Al \

=

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9428: Benzene, 1-ethyl-3-methyl-
105 12.60 12.80 13.00 13.20
m/z 57.10 13.31%
5000
120
39 51 65 e ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA N\DATA\VNO82218\

Data File : VNO50814.D

Aca On - 22 Aug 2018 12:59

Operator : MD\SY

Sample - J4510-01 :
Misc - 6.990/5mL/100uL/5.00mL/MSVOA_N/MEOH S e LT
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N082118W .M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 o0-Cymene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.24 49.07 ug/1 119263000 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cvmene 134 C10H14 000527-84-4 87
2 Benzene. 1l-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 83
3 Cvclohexane. butvl- 140 C10H20 001678-93-9 50
4 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 46
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 46
Abundance Scan 3623 (13.239 min): VN050814.D (-3611) (-) m/z 119.10 100.00%
83 119
55
5000 a1 134
69
97 154 13.00 13.20 13.40 13.60
0 168 207 m/z 83.10 81.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14806: o-Cymene
119
5000 o1
13.00 13.20 13.40 13.60
. o5 77 134 m/z 55.10 61.20%
51
'}?l??"h“ J'”Id"'ll'ﬂr'fﬂﬁ JJI""I' UL S BRI S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14908: Benzene, 1-methyl-3-(1-methylethyl)-
119
13100 13.20 13.40 13.60
5000 m/z 82.10 49 _.66%
134
91
15 27 41 51 65 77 103
wes B o e e 1ho 13 o i 10 b
Abundance #17969: Cyclohexane, butyl-
83 13.00 13.20 13.40 13.60
m/z 134.10 38.54%
55
5000
41
140
29
..]'.Sl.‘.‘..‘l“...“ll.‘.h..|l..9.7|.].'1.1.|....l....l....l....l....
m/z--> 20 40 80 100 120 140 160 180 200 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRVAHPCHEM1\MSVOA N\DATA\VNO82218\

Data File : VNO50814.D

Aca On - 22 Aug 2018 12:59

Operator : MD\SY

Sample - J4510-01 :
Misc - 6.990/5mL/100uL/5.00mL/MSVOA_N/MEOH S e LT
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

SW846 8260

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N082118W .M

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Concentration Rank 3

Peak Number

10 Undecane

R.T. EstConc Area Relative to ISTD R.T.

13.68 62.05 ug/1 150814000 1,4-Dichlorobenzene-d4 13.35

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 Cl11H24 001120-21-4 86
2 Sulfurous acid. decvl pentvl ester 292 C15H3203S 1000309-14-3 53
3 Decane. 2.3.7-trimethvl- 184 C13H28 062238-13-5 53
4 1.3-Dimethvlcvclopentanol 114 C7H140 019550-46-0 52
5 Tetradecane, 1-iodo- 324 C14H29l 019218-94-1 47

Abundance Scan 3760 (13.679 min): VN050814.D (-3748) (-) m/z 43.10 100.00%
7
5000 i ? 4
105 119 138 1% 13.40 13.60 13.80 14.00
0f m/z 57.10 99.33%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #28424: Undecane
57
43
71
5000
85 13.40 13.60 13.80 14.00
29 m/z 71.10 98.06%
08 156
..ﬂ},.IJ..I,L..--|-,..|| o e
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #137566: Sulfurous acid, decyl pentyl ester
7
43 13.40 13.60 13.80 14.00
5000 57 g5 m/z 41.10 78.77%
29
| ‘h ‘\ L 99 112993 1153 175 193205
e el e T S A e
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #48887: Decane, 2,3,7-trimethyl- A e
4B 57 13.40 13.60 13.80 14.00
71 m/z 85.10 60.25%
5000 85
29 ‘ 97 141
...,.‘.‘..‘,‘....‘,..“:.,l..aH,..11.2.,....}‘....,....,....,....
miz--> 20 40 60 80 100 120 140 160 180 200 13.40 13.60 13.80 14.00

82N082118W.M Thu Aug 23 13:18:18 2018
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN082218\
Data File : VNO50814.D

Acq On - 22 Aug 2018 12:59

Operator : MD\SY

Sample - J4510-01 :
Misc - 6.99g/5mL/100uL/5 .00mL/MSVOA_N/MEOH S
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N082118W .M
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]
Cyclohexane, 1,1,... 11.01 39.7 ug/1 33414500 3 11.41 42126100 50.0
Octane, 2-methyl- 11.20 78.4 ug/1 66022400 3 11.41 42126100 50.0
Octane, 3-methyl- 11.30 50.0 ug/1 42126100 3 11.41 42126100 50.0
Octane, 2,6-dimet... 12.05 48.4 ug/1 40798600 3 11.41 42126100 50.0
Pentalene, octahy... 12.12 44_.0 ug/l1 37047600 3 11.41 42126100 50.0
Cyclohexane, propyl- 12.17 112.2 ug/l1 94567100 3 11.41 42126100 50.0
Benzene, l-ethyl-_... 12.66 61.8 ug/1 150190000 4 13.35 121520000 50.0
Benzene, l-ethyl-_.. 12.89 36.5 ug/1 88649800 4 13.35 121520000 50.0
o-Cymene 13.24 49.1 ug/1 119263000 4 13.35 121520000 50.0
Undecane 13.68 62.0 ug/1 150814000 4 13.35 121520000 50.0
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