LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111020\
Data File : VU041172.D

Aca On : 10 Nov 2020 12:50

Operator : SY/MD

Sample : L4646-13DL 100X

Misc : 25.0mL/MSVOA U/WATER

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: 0.1 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\SOMUTR102620WMA .M
Title - TRACE VOA SOMO1.0

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

# min scan scan scan TY heiaht area % max. total
1 1.494 41 48 58 rvB 12846 12423 1.91% 0.387%
2 1.607 74 83 94 rvVB2 91419 98635 15.14% 3.069%
3 1.922 172 181 193 rVB 21215 27272 4.18% 0.849%
4 2.006 196 207 220 rBv 99265 137557 21.11% 4.280%
5 2.218 263 273 287 rVB3 18987 36589 5.61% 1.139%
6 2.327 299 307 318 rVB 12382 17638 2.71% 0.549%
7 2.427 330 338 345 rBV3 5479 7748 1.19% 0.241%
8 2.478 345 354 367 rVB 24070 36680 5.63% 1.141%
9 2.578 372 385 404 rBV 38864 65002 9.97% 2.023%
10 3.057 518 534 541 rBV7Y 11034 28883 4_.43% 0.899%
11 3.154 555 564 578 rVB3 11926 23591 3.62% 0.734%
12 3.375 622 633 646 rBB3 6934 14758 2.26% 0.459%
13 3.999 814 827 837 rBV5 2941 6932 1.06% 0.216%
14 4.549 981 998 1013 rBB2 15693 36715 5.63% 1.142%
15 4.652 1014 1030 1076 rBv2 46557 150285 23.06% 4_.676%
16 5.083 1149 1164 1182 rBV 44199 99020 15.19% 3.081%
17 5.404 1250 1264 1277 rBv4 13287 29152 4_47% 0.907%

18 5.739 1348 1368 1374 rBV2 81673 208585 32.01% 6.490%
19 5.790 1374 1384 1400 rVB 318093 651693 100.00% 20.278%
20 5.912 1414 1422 1438 rVB9 4480 10826 1.66% 0.337%

21 6.263 1516 1531 1552 rBV 76712 144642 22.19% 4_.501%
22 6.703 1655 1668 1681 rBV 56789 107029 16.42% 3.330%

23 7.575 1927 1939 1952 rVB2 26317 45326 6.96% 1.410%
24 7.906 2029 2042 2056 rBV 88718 150842 23.15% 4.694%
25 8.185 2117 2129 2144 rBV 17308 28750 4.41% 0.895%
26 8.639 2257 2270 2293 rBV 183907 329299 50.53% 10.247%
27 8.919 2346 2357 2377 rBB3 4437 8504 1.30% 0.265%
28 9.420 2501 2513 2527 rBV 110293 179683 27.57% 5.591%
29 9.697 2587 2599 2614 rVB 32457 51937 7.97% 1.616%
30 10.755 2918 2928 2944 rVB 49473 77337 11.87% 2.406%
31 10.902 2964 2974 2990 rVB 4996 7996 1.23% 0.249%
32 11.288 3085 3094 3104 rVB 8742 11600 1.78% 0.361%
33 11.465 3139 3149 3158 rVB3 5185 7183 1.10% 0.224%

34 11.806 3243 3255 3268 rBV 106800 169640 26.03% 5.279%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111020\
Data File : VU041172.D

Aca On : 10 Nov 2020 12:50

Operator : SY/MD

Sample : L4646-13DL 100X

Misc : 25.0mL/MSVOA U/WATER

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: 0.1 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

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

Method > Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .M
Title - TRACE VOA SOMO1.0
35 12.089 3334 3343 3358 rBvV 13619 21599 3.31% 0.672%

36 12.189 3362 3374 3387 rVB 106814 172401 26.45% 5.364%

Sum of corrected areas: 3213752
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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\VU111020\

vu041172.D

10 Nov 2020 12:50

SY/MD

L4646-13DL 100X
25.0mL/MSVOA U/WATER

7 Sample Multiplier: 1

TRACE VOA SOM01.0

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .M
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111020\
Data File : VU041172.D

Aca On : 10 Nov 2020 12:50

Operator : SY/MD

Sample : L4646-13DL 100X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 1

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

2.01 4.76 ug/L 137557 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 91
2 Butane. 2-methvl- 72 C5H12 000078-78-4 90
3 Butane. 2-methvl- 72 C5H12 000078-78-4 86
4 3-Buten-1-ol 72 C4H80 000627-27-0 47
5 Pentane 72 C5H12 000109-66-0 36

Abundance Scan 208 (2.009 min): VU041172.D (-196) (-) m/z 43.10 100.00%
43
57
5000 39
5053 72 160 1.80 2.00 220 2.40
Ol e e e m/z 41.10 95.73%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #714: Butane, 2-methyl-
43
57
5000
1.60 1.80 2.00 2.20 2.40
29 % m/z 42.10 88.50%
0 15 2¢ AL 5053‘ 62 67 ?2
miz--> 8% 1o 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
43
57 1.60 1.80 2.00 2.20 2.40
5000 29 m/z 57.10 70.74%
39
o 1 12 26 33 5053 616467 (2
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #712: Butane, 2—methy|— f\l L L B L |Al LI I
43 1.60 1.80 2.00 2.20 2.40
m/z 39.10 36.33%
57
5000 21
39
15
o 2 12 g0 L 5053 72
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111020\
Data File : VU041172.D

Aca On : 10 Nov 2020 12:50

Operator : SY/MD

Sample : L4646-13DL 100X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 2 (DEL) Alkane: Straight-Chai... Concentration Rank 5

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

2.22 1.26 ug/L 36589 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 64
2 Pentane 72 C5H12 000109-66-0 64
3 Pentane 72 C5H12 000109-66-0 59
4 Butane. 2-methvl- 72 C5H12 000078-78-4 33
5 Pentane 72 C5H12 000109-66-0 9

Abundance Scan 274 (2.221 min): VU041172.D (-263) (-) m/z 43.10 100.00%
43
55
5000 39
70 N ”,,,,,,,,” -
51 | | 180 2.00 220 2.40 2.60
Olerrrrrrprrrererrprrrrprerrerrprrerprerrre e b e || M/ 42.10 72.84%

m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #708: Pentane
43
5000 27

1.80 2.00 2.20 2.40 2.60
39 m/z 41.10 66 .69%

57
72
2 12\ | \,LO . 5053 | |
O A T T e T T e e
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
43

1.80 2.00 2.20 2.40 2.60

5000 m/z 55.10 60.91%
27 39 57 7
0 15 30 5053 6265 69
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #707: Pentane
43 1.80 2.00 2.20 2.40 2.60
m/z 39.10 47 .07%
5000
27
39 57 72
o 2 1215 “Eo ‘ 53 | 69\
PP T T T e e
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111020\
Data File : VU041172.D

Aca On : 10 Nov 2020 12:50

Operator : SY/MD

Sample : L4646-13DL 100X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 9

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

2.33 0.61 ug/L 17638 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. (E)- 70 C5H10 000646-04-8 91
2 Cvclopropane. 1.1-dimethvl- 70 C5H10 001630-94-0 90
3 Cvclopropane. 1.1-dimethvl- 70 C5H10 001630-94-0 87
4 Cvclopropane. 1.l1-dimethvl- 70 C5H10 001630-94-0 83
5 2-Pentene, (2)- 70 C5H10 000627-20-3 81

Abundance Scan 308 (2.330 min): VU041172.D (-299) (-) m/z 55.10 100.00%
55
5000 3942 70
51, o 67 200 220 240 260
NSNS MMNMNMSSSSS 11 WSS TE VNS o V_——— m/z 39.00 41.65%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #562: 2-Pentene, (E)-
55
5000
3942 70 2.00 2.20 2.40 2.60
29 m/z 70.10 36.28%
o 15 26 33 485 62 67
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
55
2.00 2.20 2.40 2.60
5000 39 70 m/z 42.10 31.75%
27 42
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #579: Cyclopropane, 1,1-dimethyl-
55 2.00 2.20 2.40 2.60
m/z 41.00 23.57%
5000 39 70
27 5
15 | r
0 | 111803336, || 454831 | 59 63 67
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111020\
Data File : VU041172.D

Aca On : 10 Nov 2020 12:50

Operator : SY/MD

Sample : L4646-13DL 100X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 4

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

2.48 1.27 ug/L 36680 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butene. 3-methvl- 70 C5H10 000563-45-1 87
2 Cvclopropane. 1.1-dimethvl- 70 C5H10 001630-94-0 87
3 Cvclopropane. 1.2-dimethvl-. trans- 70 C5H10 002402-06-4 86
4 2-Butene. 2-methvl- 70 C5H10 000513-35-9 83
5 Cyclopropane, 1,1-dimethyl- 70 C5H10 001630-94-0 80

Abundance Scan 355 (2.482 min): VU041172.D (-345) (-) m/z 55.10 100.00%
55
5000 39 70 /\ ﬂj\
2 —t ”........” e
51| 67 220 240 2.60 2.80
Obrrrrrpree e e e e m/z 70.15 40.48%
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #570: 1-Butene, 3-methyl-
55
5000 ||||

- 39 70 2.20 2.40 2.60 2.80
42 m/z 39.05 35.90%

15 I 62 67‘
T e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
55

220 2.40 2.60 2.80

o

5000 39 70 m/z 41.10 28.62%
o 26 3336 4851 61 67
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #585: Cyclopropane, 1,2-dimethyl-, trans-
55 2.20 2.40 2.60 2.80

m/z 42.05 20.20%

5000 70
41
29
R S R L L A aaa e R

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 220 2.40 2.60 2.80

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111020\
Data File : VU041172.D

Aca On : 10 Nov 2020 12:50

Operator : SY/MD

Sample : L4646-13DL 100X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 6

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

3.06 1.00 ug/L 28883 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 59
2 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 45
3 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 42
4 Butane. 2-methvl- 72 C5H12 000078-78-4 28
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 23

Abundance Scan 535 (3.060 min): VU041172.D (-518) (-) m/z 43.10 100.00%
43 n
5000
39
il 84
ﬁgf e7| | 2.80 3.00 3.20 3.40
0“““”“”“””””””””””””4“thHWNW“WJL“W“W”WLW“W“ m/z 42.10 86.92%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1831: Butane, 2,3-dimethyl- /\J\
43
5000 T
2.80 3.00 3.20 3.40
21 o - m/z 41.10 53.75%
0 1 15 |34 || 519 g1 67| 77 86
miz--> 3L 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 30 98
Abundance
43
T e '3"46' '
5000 m/z 39.10 30.83%
71
27 39 55 86
0 15 51 6367
B R L L L B A A ALY ALY LA ALY LAY MR LALLM LR M) MY SR A
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1830: Butane, 2,3-dimethyl- R ERARE mE . -
a4 280 3.00 3.20 3.40

m/z 71.10 22 .81%

5000
71
27
55 86
o 15 132 3$‘ _ 517 6367 | 77 |

m/z--> 0 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 2.80 3.00 3. 20 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111020\
Data File : VU041172.D

Aca On : 10 Nov 2020 12:50

Operator : SY/MD

Sample : L4646-13DL 100X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 6 (DEL) Alkane: Cyclic3.15 Concentration Rank 7

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

3.15 0.82 ug/L 23591 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. ethvl- 70 C5H10 001191-96-4 72
2 Cvclopropane. ethvl- 70 C5H10 001191-96-4 59
3 1-Pentene 70 C5H10 000109-67-1 50
4 Cvclopropane. ethvl- 70 C5H10 001191-96-4 50
5 1-Pentene 70 C5H10 000109-67-1 47

Abundance Scan 563 (3.150 min): VU041172.D (-555) (-) m/z 42.05 100.00%
42
5000 55 N\
70
Y 1 84 280 300 320 340
O“N“W“W“W“W“W“W“W“WLP“W“W”W“W“W“W“W“WJW“W“ m/z 41.10 53.29%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #577: Cyclopropane, ethyl-
42
55
5000 S BABR AR SR
27 70 2.80 3.00 3.20 3.40
m/z 55.05 46 .54%
15
0“““W“WNW“”W“P“J“W“M“LM“'“ﬁhw““ﬁ%vmv“WMW“ﬂ““vm
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
42
B k0 830 am
5000 o7 55 m/z 39.05 39.93%
70
15
0 2 31 38 51 63
SLALRLLES LRI LR ALY LLALA RLARY LLASN LA RLARY RALR) KARAN LALE) LRL) RARSE LAAA KAL) RARLY LARLY A AL
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #551: 1-Pentene e e
42 2.80 3.00 3.20 3.40
55 m/z 70.10 34 .89%
5000 70
29
o 15 25 ‘ 38|| 51| 6165 I
miz--> T D 15 5 55 3 o 45 45 o o B 65 70 75 B B % 280 300 320 340
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111020\
Data File : VU041172.D

Aca On : 10 Nov 2020 12:50

Operator : SY/MD

Sample : L4646-13DL 100X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 10

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

3.38 0.51 ug/L 14758 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 40
2 Oxalic acid. bis(isobutvl) ester 202 C10H1804 1000309-36-8 9
3 Oxalic acid. allvl heptvl ester 228 C12H2004 1000309-23-5 9
4 Pentane. 3-methvl- 86 C6H14 000096-14-0 9
5 Diazene, bis(l,l1-dimethylethyl)- 142 C8H18N2 000927-83-3 9

Abundance Scan 634 (3.379 min): VU041172.D (-622) (-) m/z 57.10 100.00%
57
41
5000

| 71 3.00 3.20 3.40 3.60 3.80
|

el e e e || M7z 5610 79.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

o

Abundance #1824: Pentane, 3-methyl-
57
41
5000 29
3.00 3.20 3.40 3.60 3.80
m/z 41.10 71.80%
15 \ ‘ \ i 86
O T T A T T e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
57
3.00 3.20 3.40 3.60 3.80
5000 m/z 43.00 31.97%
41
29
0 73 91 102 131 147
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #84050: Oxalic acid, allyl hepty! ester R . s )
41 57 300 320 340 360 3.80

m/z 39.00 25.92%

5000
29
0 \‘ | L & 9 131 143

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 300 320 340 360 3.80

SOMUTR102620WMA .M Thu Nov 12 16:33:50 2020 Page: 10



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111020\
Data File : VU041172.D

Aca On : 10 Nov 2020 12:50

Operator : SY/MD

Sample : L4646-13DL 100X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 8 (DEL) Alkane: Cyclic4.55 Concentration Rank 3

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

4_.55 1.27 ug/L 36715 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 64
2 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 53
3 Cvclobutane. ethvl- 84 C6H12 004806-61-5 50
4 Cvclobutane 56 C4H8 000287-23-0 49
5 Cyclopropane, propyl- 84 C6H12 002415-72-7 45

Abundance Scan 998 (4.549 min): VU041172.D (-981) (-) m/z 56.10 100.00%
96
41
5000 69
3 Isla:‘ 65|| 79 I8|4 420 4.40 4.60 4.80 '
O T e m/z 41.10 55.18%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69
420 4.40 4.60 4.80
28 m/z 69.10 40.33%
84
15 34\ \ 505?‘ 65 | 77
LA LA RN AL MRS LAY AR RARAS REAS) LALK) SRS MARAN AAAS AR MM LRM AR
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
41 %
420 4.40 4.60 4.80
5000 m/z 39.00 31.13%
27 69 84
ol 121 3033 38 44 50°° 6165 747781
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1472: Cyclobutane, ethyl-
56 420 4.40 4.60 4.80
41 m/z 55.10 29 .45%
5000
28 60
0 1\5 | 3\4\ ‘\ 5953‘ l 65 84
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 420 440 460 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU111020\
Data File : VU041172.D

Aca On : 10 Nov 2020 12:50

Operator : SY/MD

Sample : L4646-13DL 100X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 10 Benzeneethanol, .beta.-ethe... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.09 0.64 ug/L 21599 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneethanol. .beta.-ethenvl- 148 C10H120 006052-63-7 64
2 Indane 118 C9H10 000496-11-7 58
3 trans-Cinnamvl bromide 196 C9H9Br 026146-77-0 53
4 Indane 118 C9H10 000496-11-7 52
5 3-Phenyl-1-propanol, acetate 178 C11H1402 000122-72-5 50
Abundance Scan 3343 (12.089 min): VU041172.D (-3334) (-) m/z 117.20 100.00%
117
5000
1180 12.00 12.20 12,40
0! B B R oo e m/z 118.20 58.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22686: Benzeneethanol, .beta.-ethenyl-
117
5000 ---b----u--HQ----u----
11.80 12.00 12.20 12.40
01 m/z 115.20 51.29%
. 28 30 51 65 71 | 108 | 15
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
11,80 12.00 12.20 12,40
5000 m/z 116.10 21.32%
91
oL 15 27 39 51 63 77 103
mz-> 20 40 60 8 100 120 140 160 180 200
Abundance #58675: trans-Cinnamy! bromide e
117 11.80 12.00 12.20 12.40
m/z 91.10 21.16%
5000
91
o5 27 5163 77 | 102 || 12 169 196
m/z--> ﬁo 45 éo éo 160 150 150 1éo 180 260 11.80 12.00 12.20 12.40

SOMUTR102620WMA .M Thu Nov 12 16:33:52 2020 Page: 12



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU111020\
Data File : VU041172.D

Acq On : 10 Nov 2020 12:50

Operator : SY/MD

Sample : L4646-13DL 100X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .M
TRACE VOA SOMO1.0

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
(DEL) Alkane: Str... 2.01 4.8 ug/L 137557 1 6.26 144642 5.0
(DEL) Alkane: Str... 2.22 1.3 ug/L 36589 1 6.26 144642 5.0
(DEL) Alkane: Str... 2.33 0.6 ug/L 17638 1 6.26 144642 5.0
(DEL) Alkane: Str... 2.48 1.3 ug/L 36680 1 6.26 144642 5.0
(DEL) Alkane: Str... 3.06 1.0 ug/L 28883 1 6.26 144642 5.0
(DEL) Alkane: Cyc... 3.15 0.8 ug/L 23591 1 6.26 144642 5.0
(DEL) Alkane: Str... 3.38 0.5 ug/L 14758 1 6.26 144642 5.0
(DEL) Alkane: Cyc... 4.55 1.3 ug/L 36715 1 6.26 144642 5.0
Benzeneethanol, .... 12.09 0.6 ug/L 21599 3 11.81 169640 5.0
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