LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN112119\
Data File : VNO0O59346.D

Aca On : 21 Nov 2019 19:08

Operator : JC/SP

Sample : IBLK

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 21 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\82N112019W_.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

2.429 191 204 216 rBV1O0 9952 22575 1.15% 0.188%
6.799 1539 1563 1581 rBvV 6674 20865 1.06% 0.174%
rBv2 233439 581134 29.53% 4._.840%
7.648 1814 1827 1850 rVB 482813 1147530 58.31% 9.556%
8.008 1922 1939 1964 rBV 271611 627739 31.90% 5.228%
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8.570 2097 2114 2137 rBV 690208 1431327 72.73% 11.920%
10.082 2569 2584 2614 rBV 1062061 1967892 100.00% 16.388%
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rBv2 8977 31137 1.58% 0.259%

11.194 2922 2930 2944 rVB9 8444 20026 1.02% 0.167%

1 11.297 2952 2962 2970 rBV3 12855 22024 1.12% 0.183%
11 11.403 2982 2995 3019 rBvV 908588 1605997 81.61% 13.374%
12 11.602 3045 3057 3066 rBV 8696 21583 1.10% 0.180%
13 11.853 3127 3135 3143 rBV3 15034 23284 1.18% 0.194%
14 11.927 3144 3158 3169 rBV6 32366 76648 3.89% 0.638%
15 12.046 3187 3195 3205 rVB 97224 144254 7.33% 1.201%
16 12.123 3210 3219 3222 rVV5 33508 53335 2.71% 0.444%
17 12.159 3223 3230 3240 rVB4 69426 123917 6.30% 1.032%
18 12.297 3262 3273 3280 rBV5 46264 95607 4._.86% 0.796%
19 12.339 3281 3286 3294 rVB 53821 73504 3.74% 0.612%

20 12.403 3294 3306 3319 rBV 688596 1165745 59.24% 9.708%

21 12.561 3349 3355 3369 rVB7 57568 109623 5.57% 0.913%

22 12.647 3372 3382 3393 rBV9 36117 88694 4_.51% 0.739%
23 12.731 3394 3408 3417 rBV9 98819 256575 13.04% 2.137%
24 12.876 3446 3453 3460 rBV3 53889 83894 4._.26% 0.699%

25 12.966 3474 3481 3493 rVB 154186 251815 12.80% 2.097%

26 13.094 3514 3521 3529 rBV 73723 107229 5.45% 0.893%
27 13.146 3530 3537 3551 rVB3 94469 174939 8.89% 1.457%
28 13.242 3553 3567 3575 rBV7 126657 264812 13.46% 2.205%
29 13.345 3588 3599 3611 rBV 718154 1224088 62.20% 10.194%
30 13.667 3691 3699 3708 rBVS 99162 190153 9.66% 1.584%

Sum of corrected areas: 12007945
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN112119\
Data File : VNO0O59346.D

Aca On : 21 Nov 2019 19:08

Operator : JC/SP

Sample - IBLK

Misc - 5.00mL/MSVOA N/WATER

ALS Vial :© 21 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA N\METHODS\82N112019W.M
> SW846 8260

TIC Library : C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VN059346.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN112119\
Data File : VNO0O59346.D

Aca On : 21 Nov 2019 19:08

Operator : JC/SP

Sample - IBLK

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N112019W .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 1 Cyclohexane, 1,4-dimethyl-,.._. Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.73 10.48 ug/Il 256575 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.4-dimethvl-. cis- 112 C8H16 000624-29-3 64
2 Cvclohexane. 1-ethvl-2-methvl- 126 C9H18 003728-54-9 59
3 Cvclohexane. 1-ethvl-4-methvl-. ... 126 C9H18 006236-88-0 53
4 Cvclohexane. 1-ethvl-1-methvl- 126 C9H18 004926-90-3 53
5 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 52

Abundance Scan 3408 (12.731 min): VN059346.D (-3394) (-) m/z 97.10 100.00%
55 g7
5000
41 69
111125140156 176 168207 - 12.40 12.60 12.80 13.00
b el m/z 55.10 95.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6806: Cyclohexane, 1,4-dimethyl-, cis-
56 g7
5000 SR AL BN N SR
41 112 1240 12.60 12.80 13.00
- \ 69 g3 m/z 69.10 35.18%
O.HPL.h.N“m”j.J.”.“”.“”..”..”..”..”..”w.”w.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
12.40 12.60 12.80 13.00
5000 m/z 41.00 33.48%
41 69
27 33 126
o 111
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11625: Cyclohexane, 1-ethyl-4-methyl-, trans- T
55 7 12.40 12.60 12.80 13.00
m/z 56.00 22 .28%
5000 a1
27 69 126
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12,40 12.60 12,80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN112119\
Data File : VNO0O59346.D

Aca On : 21 Nov 2019 19:08

Operator : JC/SP

Sample - IBLK

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N112019W .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 Heptane, 3,3,5-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.97 10.29 ug/Il 251815 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3.3.5-trimethvl- 142 C10H22 007154-80-5 72
2 Undecane. 3.3-dimethvl- 184 C13H28 017312-65-1 64
3 Octane. 2-bromo- 192 C8H17Br 000557-35-7 64
4 Sulfurous acid. dipentvl ester 222 C10H2203S 1000309-13-9 53
5 Sulfurous acid, nonyl 2-pentyl e... 278 C14H3003S 1000309-15-8 53
Abundance Scan 3482 (12.969 min): VN059346.D (-3474) (-) m/z 71.10 100.00%
!
43
5000
113
12.60 12.80 13.00 13.20
ol 14119 m/z 43.05 72.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19214: Heptane, 3,3,5-trimethyl-
7
43 57
5000 PN AN B
12.60 12.80 13.00 13.20
m/z 57.10 65.66%
113
o 127142
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
71
3 1260 12.80 13.00 13.20
5000 m/z 70.10 37.48%

85
155

29
9113 139 7°169

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #54932: Octane, 2-bromo- R B E s B o
57 7 12.60 12.80 13.00 13.20

m/z 41.00 29.97%
43
5000 113
0 15 ‘ I “\ Ll 85 135149
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12 60 12. 80 13. OO 13 20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN112119\
Data File : VNO0O59346.D

Aca On : 21 Nov 2019 19:08

Operator : JC/SP

Sample - IBLK

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N112019W .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 Decane, 3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.15 7.15 ug/l 174939 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3-methvl- 156 C11H24 013151-34-3 87
2 Bacchotricuneatin c 342 C20H2205 066563-30-2 64
3 Octane. 6-ethvl-2-methvl- 156 C11H24 062016-19-7 64
4 Heptadecane. 8-methvl- 254 C18H38 013287-23-5 59
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 53
Abundance Scan 3538 (13.149 min): VN059346.D (-3530) (-) m/z 57.10 100.00%
57
5000 85
3 | | 1 12:80 13.00 13.20 13.40
o I .l:tﬁoﬁ.-l. A6 s 22 m/z 71.10 75.60%
m/z--> 50 100 150 200 250 300
Abundance #28429: Decane, 3-methyl-
57
5000 85 PN SURIUSA SN B
29 12.80 13.00 13.20 13.40
J m/z 43.10 61.53%
126
0...|.|‘.].'.‘.'|.."..::-5?...'.... —
m/z--> 50 100 150 200 250 300
Abundance
71
95142 PN SUNISA SN B
12.80 13.00 13.20 13.40
5000 m/z 85.05 47 .39%
132
o 173191 216 245 312 342
m/z--> 50 100 150 200 250 300 '
Abundance #28450: Octane, 6-ethyl-2-methyl- AR BEEEE B
43 12.80 13.00 13.20 13.40
71 m/z 41.00 45_.78%
5000
oL 24 Li ‘ 98 12" 156
m/z--> 50 100 150 200 250 300 ' 1280 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN112119\
Data File : VNO0O59346.D

Aca On : 21 Nov 2019 19:08

Operator : JC/SP

Sample - IBLK

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N112019W .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 Cyclohexane, butyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.24 10.82 ug/Il 264812 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. butvl- 140 C10H20 001678-93-9 87
2 Cvclohexane. (2-methvlpropvl)- 140 C10H20 001678-98-4 68
3 Cvclohexane. pentvl- 154 C1l1H22 004292-92-6 64
4 Cvclohexane. propvl- 126 C9H18 001678-92-8 64
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 58

Abundance Scan 3566 (13.239 min): VN059346.D (-3553) (-) m/z 83.10 100.00%

83
55

5000

0 LI I I B I

154 177193207 232 260 281 13.00 13.20 13.40 13.60

0 m/z 55.00 82.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #17969: Cyclohexane, butyl-
83
55
5000 LA L L L L L L
13. 00 13. 20 13. 40 13. 60
m/z 82.05 60.19%
\ 9 140
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 83
R e S AR R
a1 13.00 13.20 13.40 13.60
5000 m/z 41.00 40.81%
97
27 69 140
o 111125
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #27055: Cyclohexane, pentyl- B Al EREEEEETS S
83 13.00 13.20 13.40 13.60
55 m/z 43.00 27.17%
5000
41
154
0 M I \ || 97111125139 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 00 13. 20 13. 40 13. 60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA N\DATA\VN112119\
Data File : VNO0O59346.D

Aca On : 21 Nov 2019 19:08

Operator : JC/SP

Sample - IBLK

Misc : 5.00mL/MSVOA N/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N112019W .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 Naphthalene, decahydro-, tr... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.67 7.77 ug/l 190153 1,4-Dichlorobenzene-d4 13.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-. trans- 138 C10H18 000493-02-7 86
2 9-Borabicvclol3.3.11Tnonane. 9-hv... 138 C8H15B0O 063366-65-4 81
3 Naphthalene. decahvdro- 138 C10H18 000091-17-8 70
4 Spirol4.51decane 138 C10H18 000176-63-6 70
5 Cyclodecene 138 C10H18 003618-12-0 62

Abundance Scan 3700 (13.670 min): VN059346.D (-3691) (-) m/z 55.05 100.00%

5000

13.40 13.60 13.80 14.00

177 193207 267281

232

Of m/z 67.00 80.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #16920: Naphthalene, decahydro-, trans-
7
138

13.40 13.60 13.80 14.00
m/z 41.05  70.54%

5000

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 138
41 69 IIIIIIIIIIIIIIIIIIIIIII
13.40 13.60 13.80 14.00
5000 97 m/z 69.05 65.43%
27
83
111
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #16888: Naphthalene, decahydro- N B E e
67 81 96 138 13.40 13.60 13.80 14.00
m/z 138.15 63.46%
5000 41
27 110
OO 0 =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN112119\
Data File : VN059346.D

Acq On : 21 Nov 2019 19:08

Operator : JC/SP

Sample : IBLK

Misc : 5.00mL/MSVOA_N/WATER

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N112019W .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, 1,4-_... 12.73 10.5 ug/I1 256575 4 13.35 1224090 50.0
Heptane, 3,3,5-tr... 12.97 10.3 ug/I1 251815 4 13.35 1224090 50.0
Decane, 3-methyl- 13.15 7.2 ug/l 174939 4 13.35 1224090 50.0
Cyclohexane, butyl- 13.24 10.8 ug/I1 264812 4 13.35 1224090 50.0
Naphthalene, deca... 13.67 7.8 ug/l 190153 4 13.35 1224090 50.0
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