LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA U\DATA\VU062018\

Data File : VU024755.D

Aca On - 20 Jun 2018 14:11

Operator : MD/SY

sample - J3577-08

Misc - 5.0mL/MSVOA U/WATER S
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 U\METHOD\82U061318W.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

1.089 140 155 179 rBV 337605 423483 36.50% 4._.738%

1.584 301 309 320 rvB1O 8589 15534 1.34% 0.174%
rvB 8181 14743 1.27% 0.165%
2.449 564 578 595 rvB2 12768 27407 2.36% 0.307%
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4.889 1319 1337 1352 rBV 175179 399883 34.47% 4_474%

4.989 1353 1368 1390 rVB 245590 548495 47.27% 6.137%
5.313 1450 1469 1493 rBvV 182680 391784 33.77% 4 _.384%
rBv5 4695 13524 1.17% 0.151%
5.889 1634 1648 1674 rBV 355820 705491 60.81% 7.894%
7.567 2154 2170 2196 rBV 668021 1160228 100.00% 12.982%
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11 9.091 2630 2644 2663 rBV 518596 850800 73.33% 9.520%
12 10.310 3010 3023 3043 rBvV 512581 808801 69.71% 9.050%
13 11.487 3377 3389 3413 rVB 603529 942295 81.22% 10.544%

14 12.570 3714 3726 3740 rBV 41880 63028 5.43% 0.705%
15 12.728 3765 3775 3786 rBV5 13100 25595 2.21% 0.286%
16 12.857 3804 3815 3819 rBV5 16306 25716 2.22% 0.288%
17 12.895 3819 3827 3847 rVB2 46121 88948 7.67% 0.995%
18 13.316 3946 3958 3993 rBV 480571 988937 85.24% 11.065%
19 14.828 4419 4428 4439 rBV5 18849 37437 3.23% 0.419%
20 14.992 4469 4479 4500 rBV7 20641 62463 5.38% 0.699%

21 15.127 4511 4521 4545 rBV3 84525 219276 18.90% 2.454%
22 15.692 4685 4697 4723 rBV 470592 1065274 91.82% 11.920%

23 16.020 4794 4799 4809 rVB3 20133 28181 2.43% 0.315%

24 16.548 4957 4963 4979 rVB10 7023 13166 1.13% 0.147%

25 16.889 5063 5069 5079 rVB3 12109 16715 1.44% 0.187%
Sum of corrected areas: 8937204
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062018\
Vu024755.D

20 Jun 2018 14:11

MD/SY

J3577-08

5.0mL/MSVOA U/WATER

7 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W .M
SW846 8260

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062018\
Data File : VU024755.D

Aca On : 20 Jun 2018 14:11

Operator : MD/SY

Sample : J3577-08

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W_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 1-Nonanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.32 52.47 ug/1 988937 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonanol 144 C9H200 000143-08-8 91
2 Cvclopropane. 1l-methvl-2-octvl- 168 C12H24 037617-26-8 80
3 Cvclopentane. 1.2-dimethvl-. trans- 98 C7H14 000822-50-4 76
4 Cvclopentane. 1.2-dimethvl-. cis- 98 C7H14 001192-18-3 76
5 1-Octanol 130 C8H180 000111-87-5 72
Abundance Scan 3959 (13.320 min): VU024755.D (-3946) (-) m/z 56.05 100.00%
6
41 0
5000 83
97
13.00 13.20 13.40 13.60
R . R — m/z 55.05 91.34%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #21105: 1-Nonanol
6
41
70
5000
83 o 13.00 13.20 13.40 13.60
29 ‘ m/z 41.05 82.94%
1 ,\M T Y O - S
m/z--> 0 20 40 60 80 100 120 140 160
Abundance
41 56
69
13.00 13.20 13.40 13.60
5000 m/z 70.10 75.95%
83
29 97
111 125 140 153 168
miz--> O 20 40 60 8 100 120 140 160
Abundance #3416: Cyclopentane, 1,2-dimethyl-, trans- R RARA
56 13.00 13.20 13.40 13.60
a1 m/z 43.05 71.72%
70
5000
s )] e
'%"“'I'M"H"N‘I“V"N""P"'I""I""I""
m/z--> 0 20 40 60 80 100 120 140 160 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062018\
Data File : VU024755.D

Aca On : 20 Jun 2018 14:11

Operator : MD/SY

Sample : J3577-08

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W_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 unknownl15.13 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.13 11.64 ug/Il 219276 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Undecene. 4-methvl- 168 Cl12H24 074630-39-0 38
2 2.3-Dimethvldecane 170 C12H26 017312-44-6 38
3 Octane. 6-ethvl-2-methvl- 156 Cl11H24 062016-19-7 35
4 Nonane. 5-(2-methvipropvl)- 184 C13H28 062185-53-9 35
5 1-lodo-2-methylnonane 268 C10H211 1000101-47-9 35
Abundance Scan 4522 (15.130 min): VU024755.D (-4511) (-) m/z 45.00 100.00%
71 h
5000
14.80 15.00 15.20 15.40
143727 m/z 43.05 89.55
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #36772: 1-Undecene, 4-methyl-
43
57 711
5000 L UL B B B
85 mmmmmmmm
29 m/z 57.05 86.50%
L 81120 16
m/z--> 25 Jo eb 85 100 150 150 1éo 180 200 220 250 2éo
Abundance
43
71 R UM SR BRI U
57 14.80 15.00 15.20 15.40
5000 a5 m/z 71.10 84.72%
29 126
15 98
m/z--> 25 Jo eb 85 160 150 1&0 160 180 200 220 250 2éo
Abundance #28450: Octane, 6-ethyl-2-methyl- e AR EEEEES
43 14.80 15.00 15.20 15.40
5771 m/z 41.00 65.10%
5000
85
29
127
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.80 15. oo 15 20 15. 40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062018\
Data File : VU024755.D

Aca On : 20 Jun 2018 14:11

Operator : MD/SY

Sample : J3577-08

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W_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 unknownl5.69 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.69 56.53 ug/1 1065270 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2.3.7-trimethvl- 184 C13H28 062238-13-5 47
2 Sulfurous acid. nonvl 2-propvl e... 250 C12H2603S 1000309-12-0 47
3 Dodecane. 3-methvl- 184 C13H28 017312-57-1 46
4 Octane. 1.1"-oxvbis- 242 C16H340 000629-82-3 43
5 4-Octanone 128 C8H160 000589-63-9 38
Abundance Scan 4696 (15.689 min): VU024755.D (-4685) (-) m/z 71.10 100.00%
57 7
85
5000
% 1540 15.60 15.80 16.00
157 : : : :
el AL A 297 "m/z 43.05 99.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48887: Decane, 2,3,7-trimethyl-
43 57
71
5000 85
15.40 15.60 15.80 16.00
0
29 ‘ o 141 m/z 57.05 84.16%
"I'”'V'”H\'ﬁ'Il”J“'H%I'”'ﬂ'”'l'”'l'”'l'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
7 15.40 15.60 15.80 16.00
5000 57 m/z 85.05 63.27%
85
29
97 127 161 191
m/z--> ﬁo 45 eb 86 160 150 150 160 180 260
Abundance #48853: Dodecane, 3—methy|— L L L L B R
57 15.40 15.60 15.80 16.00
m/z 41.00 62.99%
43
5000 71
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\‘ \‘\ ‘ | | ‘ ?9 1:!'3 126 1?5 184
m/z--> 2'0 4'0 6|0 8|0 1(')0 150 14'10 1('30 180 2(')0 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU062018\
Data File : VU024755.D

Acq On : 20 Jun 2018 14:11

Operator : MD/SY

Sample - J3577-08

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W_M
SW846 8260

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
1-Nonanol 13.32 52.5 ug/I1 988937 4 11.49 942295 50.0
unknown15.13 15.13 11.6 ug/Il 219276 4 11.49 942295 50.0
unknownl15.69 15.69 56.5 ug/1 1065270 4 11.49 942295 50.0
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