LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU021419\
Data File : VvU029484.D

Acq On : 15 Feb 2019 02:39

Operator : JC/SP

Sample - K1438-23

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 41 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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\SOMUTR021219WMA .M
Title = TRACE VOA SOM01.0

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 1.184 24 29 40 rvB2 8627 8361 1.33% 0.145%
2 1.303 54 66 69 rBv4 3832 7408 1.17% 0.128%
3 1.396 89 95 105 rBvY 72144 74732 11.85% 1.293%
4 1.550 135 143 152 rBV4 15113 31112 4_93% 0.538%
5 1.679 177 183 199 rVB 69593 90770 14.40% 1.571%

2.274 358 368 378 rBV 148478 225443 35.76% 3.902%
2.322 380 383 392 rvB2 11941 15665 2.48% 0.271%
422 436 rVB 31035 55938 8.87% 0.968%
4.190 950 964 1000 rBV 81422 229807 36.45% 3.977%
4.646 1089 1106 1132 rBV 91304 218361 34.63% 3.779%

QO ~NO®
N
D
N
\l
N
=
w

11 5.335 1299 1320 1339 rBV3 183739 505184 80.13% 8.744%
12 5.884 1475 1491 1516 rBV 206659 407109 64.57% 7.046%
13 6.328 1614 1629 1646 rBvV 117514 240865 38.20% 4.169%
14 7.225 1897 1908 1927 rBV 60031 110317 17.50% 1.909%

15 7.396 1948 1961 1973 rBv4 14332 27735 4._.40% 0.480%
16 7.563 1992 2013 2028 rBvV 258730 448986 71.21% 7.771%
17 7.637 2028 2036 2048 rVB 12299 22425 3.56% 0.388%
18 7.849 2092 2102 2119 rBV2 36826 65071 10.32% 1.126%

19 8.312 2235 2246 2284 rBV 345795 630484 100.00% 10.912%
20 9.087 2475 2487 2509 rBvV 301288 501702 79.57% 8.683%

21 9.251 2528 2538 2548 rBvV 8231 13126 2.08% 0.227%
22 9.373 2562 2576 2597 rVB 50232 85142 13.50% 1.474%
23 9.778 2691 2702 2715 rBV2 35539 58597 9.29% 1.014%
24 10.431 2893 2905 2920 rBV 108488 173146 27.46% 2.997%
25 10.604 2946 2959 2966 rBVS8 3571 7905 1.25% 0.137%
26 10.682 2972 2983 3000 rBV2 21165 48179 7.64% 0.834%
27 10.772 3000 3011 3022 rVB2 22339 35184 5.58% 0.609%
28 10.971 3058 3073 3088 rBvV 17568 27631 4._.38% 0.478%
29 11.148 3116 3128 3141 rBV 40304 63108 10.01% 1.092%
30 11.482 3220 3232 3251 rBV 318412 519069 82.33% 8.984%
31 11.569 3251 3259 3271 rVB 29600 45137 7.16% 0.781%
32 11.762 3305 3319 3328 rBV5 22782 54119 8.58% 0.937%
33 11.858 3338 3349 3371 rVB 280031 483344 76.66% 8.366%
34 12.051 3399 3409 3419 rBV2 3925 6464 1.03% 0.112%

SOMUTRO21219WMA_M Mon Feb 18 00:35:48 2019 Page: 1



LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU021419\
Data File : VvU029484.D

Acq On : 15 Feb 2019 02:39

Operator : JC/SP

Sample - K1438-23

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 41 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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\SOMUTRO021219WMA .M
Title - TRACE VOA SOMO1.0

35 12.148 3428 3439 3443 rBv4 8364 12722 2.02% 0.220%
36 12.177 3443 3448 3458 rVB2 7690 11083 1.76% 0.192%
37 12.251 3460 3471 3488 rBV 15912 27522 4._.37% 0.476%
38 12.350 3495 3502 3515 rBV2 7820 13713 2.17% 0.237%
39 12.553 3554 3565 3576 rBV5 5059 8339 1.32% 0.144%
40 12.646 3583 3594 3603 rBV3 12311 19679 3.12% 0.341%
41 12.701 3603 3611 3621 rVB2 19472 30498 4.84% 0.528%
42 12.964 3685 3693 3703 rVB2 9070 13593 2.16% 0.235%
43 13.119 3723 3741 3753 rBV3 26879 49923 7.92% 0.864%
44 13.456 3838 3846 3853 rBV3 4509 6898 1.09% 0.119%
45 13.508 3853 3862 3878 rVv7 8318 17712 2.81% 0.307%
46 13.752 3931 3938 3943 rBV3 4230 6349 1.01% 0.110%
47 14.154 4050 4063 4079 rBV5 5721 10441 1.66% 0.181%
48 14.337 4110 4120 4132 rBV7 5701 11694 1.85% 0.202%

Sum of corrected areas: 5777792
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU021419\
Data File : VvU029484.D

Acq On : 15 Feb 2019 02:39

Operator : JC/SP

Sample : K1438-23

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 41 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021219WMA .M
TRACE VOA SOM01.0

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

Abundance TIC: vU029484.D

500000
400000
300000

200000
2.27

100000 140 1.68

L1gad 155
o=
1.50

5.88
5.33
6.33
kl T I T T T T I T T T T I T T T T I T
5.00 5.50 6.00 6.50

T
3.50 4.00 4.50

TIC: VU029484.D

Time-->
Abundance

500000

400000

8.31
11.48

9.09

300000 11.86

7.56

200000

10.43

100000
9.37

9.00 9.50
TIC: VU029484.D

11.15

77 : beh17
108N

10.50 11.00 11.50

9.78

A

10.00

12.0¢
12.00

Time-->
Abundance

500000
400000
300000
200000
100000

PiEP2351,19030 12965 13461 13.75
LI T I

I
12.50 13.00 13.50 14.00

14.194.34

1
14.50

L
16.50

T
17.00

-
17.50

I = R
16.00

L
15.50

T
15.00

Time-->

SOMUTRO21219WMA.M Mon Feb 18 00:35:49 2019 Page: 3



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU021419\
Data File : VvU029484.D

Acq On : 15 Feb 2019 02:39

Operator : JC/SP

Sample - K1438-23

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021219WMA .M
TRACE VOA SOM01.0

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 Isopropyl Alcohol Concentration Rank 2

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

2.45 0.69 ug/L 55938 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 90
2 Isopropyl Alcohol 60 C3H80 000067-63-0 83
3 Isopropyl Alcohol 60 C3H80 000067-63-0 78
4 Isopropyl Alcohol 60 C3H80 000067-63-0 56
5 Propane, 2-ethoxy- 88 C5H120 000625-54-7 43

Abundance Scan 423 (2.450 min): VU029484.D (-413) (-) m/z 45.05 100.00%
45 ?
5000

59 2.20 2.40 2.60 2.80
ormvmﬂm...',....,8.3...,....,....,....,....,....,2197.. m/z 43.00 21.35%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #297: Isopropy! Alcohol
45

5000 R e
2.20 240 2.60 2.80

m/z 39.00 7.55%

27

15 | 59
ot
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #294: |sopropy! Alcohol
45
R N R AEEEREEEs
2.20 2.40 2.60 2.80
5000 m/z 41.05 6.85%
i H |59
0 Ll 1
,,,,,,,,,,
m/z--> 60 80 100 120 140 160 180 200
Abundance #295: Isopropyl Alcohol  AmE B o
45 2.20 2.40 2.60 2.80
m/z 44.00 5.89%
5000
‘ | 59
O e e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU021419\
Data File : VvU029484.D

Acq On : 15 Feb 2019 02:39

Operator : JC/SP

Sample - K1438-23

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021219WMA .M
TRACE VOA SOM01.0

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 Benzene, 1,2,3-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.15 0.61 ug/L 63108 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
3 Mesitylene 120 C9H12 000108-67-8 94
4 Mesitylene 120 C9H12 000108-67-8 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 3129 (11.151 midr)1):VU029484.D(—3116) ) m/z 105.10 100.00%
105
5000 120
39 51 g5 / o1 007 10.80 11.00 11.20 11.40
Ol b 2T Th/z 120.10 | 48.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000

10.80 11.00 11.20 11.40
m/z 77.00 13.11%

39 51 7 91
15 27 65 1 1l

ottt e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9421: Benzene, 1,2,4-trimethyl-
105
120 10.80 11.00 11.20 11.40
5000 m/z 119.10 12.76%
7
15 27 39 5\1 65 Ly L Al M‘\
L B e o o LA o o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9402: Mesitylene
105 10.80 11.00 11.20 11.40
m/z 91.00 11.24%
120
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU021419\
Data File : VvU029484.D

Acq On : 15 Feb 2019 02:39

Operator : JC/SP

Sample - K1438-23

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 41 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021219WMA .M
TRACE VOA SOM01.0

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 Indane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.76 0.52 ug/L 54119 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 58
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 58
3 Tetracyclo[3.3.1.0(2,8).0(4,6)]---- 118 C9H10 1000191-13-7 58
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 53
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 53
Abundance Scan 3318 (11.759 min): VU029484.D (-3305) (-) m/z 117.10 100.00%
117
57
5000
41 70 91
103 007 11.40 11.60 11.80 12.00
0 i e m/z 57.00 57.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8951: Indane
147
5000
11.40 11.60 11.80 12.00
o1 m/z 118.10 50.44%
oL 15 27 39 51 63 77 103
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8967: Benzene, cyclopropyl-
117
11.40 11.60 11.80 12.00
5000 a m/z 115.00 37.68%
65 78 103
0 "'|??'?$'?}'|U"Nl'”l'|h"l‘i'"'l""l""l""l""
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8982: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117 11.40 11.60 11.80 12.00
m/z 41.00 22 .75%
5000 91
g Lo W
0::::‘:::||‘=|‘::::‘::‘ﬁ:‘::::‘::::|||| e —
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU021419\
Data File : VvU029484.D

Acq On : 15 Feb 2019 02:39

Operator : JC/SP

Sample - K1438-23

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 41 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR021219WMA .M
TRACE VOA SOMO01.0

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]
Isopropyl Alcohol 2.45 0.7 ug/L 55938 1 5.88 407109 5.0
Benzene, 1,2,3-tr... 11.15 0.6 ug/L 63108 3 11.48 519069 5.0
Indane 11.76 0.5 ug/L 54119 3 11.48 519069 5.0
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