LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU051320\
Data File : VvU038144.D

Acq On : 13 May 2020 15:30

Operator : JC/MD

Sample : L2630-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 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\SOMUTRO50720WMA _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

1.617 75 86 101 rBV2 1079275 1220895 3.17% 0.549%
2.594 377 390 420 rBVv3 335960 719770 1.87% 0.324%
540 542 rBV 1679515 2737682 7.11% 1.231%
3.115 543 552 598 rVB 6025287 12605961 32.73% 5.669%
3.398 619 640 670 rBV 15945145 35122648 91.19% 15.796%

abrwNPE
w
o
\l
(0}
()
o
o

3.739 726 746 773 rBV 10849856 23903467 62.06% 10.750%
3.909 776 799 812 rBV 479264 1523072 3.95% 0.685%
833 851 rVB 364481 860759 2.23% 0.387%
4.131 853 868 883 rBv2 303519 752511 1.95% 0.338%
4.340 913 933 939 rBV 536829 1442470 3.75% 0.649%
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11 4.475 960 975 987 rBV 476421 1140598 2.96% 0.513%
12 4._.575 987 1006 1023 rVV 16180263 38514037 100.00% 17.321%
13 4_.707 1023 1047 1078 rVB2 1881569 5467808 14.20% 2.459%
14 5.102 1156 1170 1184 rBV 253577 563257 1.46% 0.253%
15 5.353 1230 1248 1260 rBV 1881325 4235082 11.00% 1.905%

16 5.424 1260 1270 1287 rVB 1692006 3723143 9.67% 1.674%
17 5.761 1354 1375 1403 rVB2 547443 1435340 3.73% 0.646%
18 6.279 1522 1536 1554 rBV 453493 858850 2.23% 0.386%
19 6.719 1659 1673 1689 rBvV 349766 680843 1.77% 0.306%
20 7.922 2026 2047 2057 rBV 669130 1164851 3.02% 0.524%

21 7.993 2057 2069 2110 rVB 5779889 10012769 26.00% 4 _.503%
22 8.655 2261 2275 2288 rBV 1125515 1966994 5.11% 0.885%
23 9.465 2502 2527 2552 rBV2 1853639 4131022 10.73% 1.858%
24 9.587 2552 2565 2589 rVV 1439972 2422792 6.29% 1.090%
25 9.710 2589 2603 2637 rVB 2453768 4200044 10.91% 1.889%

26 10.115 2715 2729 2758 rVB 1343504 2225618 5.78% 1.001%
27 10.501 2835 2849 2868 rBV 496815 818884 2.13% 0.368%
28 10.771 2922 2933 2945 rBV 291362 464102 1.21% 0.209%
29 10.919 2965 2979 2995 rBV 1558937 2466453 6.40% 1.109%
30 11.012 2995 3008 3013 rBV 3475323 5836859 15.16% 2.625%

31 11.102 3026 3036 3061 rVB 2012544 3147153 8.17% 1.415%
32 11.243 3066 3080 3090 rBV 7651375 11446400 29.72% 5.148%
33 11.304 3090 3099 3125 rVB 2930486 4663883 12.11% 2.097%
34 11.481 3140 3154 3170 rBV 8134567 12427081 32.27% 5.589%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU051320\
Data File : VvU038144.D

Acq On : 13 May 2020 15:30

Operator : JC/MD

Sample : L2630-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 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
Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .M
TRACE VOA SOMO1.0

35 11.568 3170 3181 3192 rBV 723557 1107681 2.88% 0.498%

36 11.758 3229 3240 3250 rBV 584115 929339 2.41% 0.418%
37 11.848 3250 3268 3277 rVV2 1014636 2684209 6.97% 1.207%
38 11.906 3277 3286 3306 rVB 2240948 3409443 8.85% 1.533%
39 12.105 3335 3348 3366 rBV 1447872 2459663 6.39% 1.106%
40 12.205 3366 3379 3399 rVB6 996105 2192857 5.69% 0.986%

41 12.584 3485 3497 3507 rBVY 431944 665040 1.73% 0.299%
42 12.992 3610 3624 3631 rVV 274191 424055 1.10% 0.191%
43 13.044 3631 3640 3653 rVB 471200 735784 1.91% 0.331%
44 13.475 3763 3774 3789 rVB3 466553 793888 2.06% 0.357%
45 13.864 3884 3895 3911 rBV2 367637 609708 1.58% 0.274%

46 14.115 3958 3973 3990 rBVY 905267 1440657 3.74% 0.648%

Sum of corrected areas: 222355422
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1I\MSVOA_U\Data\VU051320\

Vu038144.D

13 May 2020 15:30

JC/MD

L2630-02
25_0mL/MSVOA_U/WATER

1 Sample Multiplier: 1

TRACE VOA SOM01.0

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .M

Abundance TIC: VU038144.D
3140 457
1.5e+07
3.74
1e+07
3.11
5000000
Lo 3. 4.71 5.8512
i 2.59 3.94.02 13 4.34. V\ 5.10 5-\76 6.28 6.7
o > e et A S A VL e S A A e
Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50
Abundance TIC: VU038144.D
1.5e+07
1e+07
1104 1148
7.99
5000000
11.01
9.4z 71 1.10 30 11.91
, 8.65 - 5.59}\ 1011 10.9 . 1249
- 10.50 A {- 1 '
A WS |0 | W Vs
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: vU038144.D
1.5e+07
1e+07
5000000
14.11
12.58 133,64 13.47  13.86
oA B fS{. —
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU051320\
Data File : VvU038144.D

Acq On : 13 May 2020 15:30

Operator : JC/MD

Sample : L2630-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 6

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

3.08 15.94 ug/L 2737680 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 91
2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 90
3 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 90
4 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 90
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 53

Abundance Scan 541 (3.080 min): VU038144.D (-500) (-) m/z 43.00 100.00%
a3
5000
71
39 55 86 280 300 320 340
36 51 63 67 77 82 : : : ;
I””PmP“W”W””P“W“L”:W”P”A“W”“P”W”W“W““H“W”W“ m/z 42.00 82.87%
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1828: Butane, 2,3-dimethyl-
43
5000 A UL LN LR L
71 2.80 3.00 3.20 3.40
39 m/z 40.95 39.44%
27 55 86
15 | 30 . 51 | 6367
miz> 5 10 15 2 25 30 35 40 45 5 55 80 o 70 75 30 85 % 9
Abundance
42
280 300 320 340
5000 m/z 71.10 28.11%
71
27 39
55 86
15 3236 |45 517758 6367 | 7477
JLAAAAN KA LAY KA ARY MARA ALY RAAL) RALAS RAKAY RARRI SAAS) RARAN RLAA LM KALLA LEAL ALY AN
m/z-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1832: Butane, 2,3-dimethyl- AR
43 2.80 3.00 3.20 3.40
m/z 39.00 17.12%
5000
71
27
15 39 519958 62 67 86
wiz> 310 15 30 05 % B b 45 5 b 8 6 70 75 8 B % % 280 300 320 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU051320\
Data File : VvU038144.D

Acq On : 13 May 2020 15:30

Operator : JC/MD

Sample : L2630-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 3

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

3.11 73.39 ug/L 12606000 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 90
3 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 47
4 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 38
5 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 38

Abundance Scan 550 (3.109 min): VU038144.D (-543) (-) m/z 43.00 100.00%

43
5000 71

| 5|7 | 86 207 2. 80 3. 00 3. 20 3. LlO
o} SNSRI | VY S s R — L m/z 71.10 46.72%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1825: Pentane, 2-methyl- J\
43
5000 ISR N NN ""I""I
27 71 2.80 3.00 3.20 3.40

m/z 42.00 43.71%

15 57 ‘
O
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
43

2.80 3.00 3.20 3.40

5000 m/z 41.00 38.63%
27 71
57
2 15 86
R s RS WA e o
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1828: Butane, 2,3-dimethyl- T .... AR RRmm
43 2.80 3.00 3.20 3.40

m/z 57.10 18.40%

5000
71
55
86
15 ‘ | ‘ ! ‘ |

m/z--> 0 20 40 60 80 100 120 140 160 180 200 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU051320\
Data File : VvU038144.D

Acq On : 13 May 2020 15:30

Operator : JC/MD

Sample : L2630-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 2

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

3.74 139.16 ug/L 23903500 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 94
2 n-Hexane 86 C6H14 000110-54-3 83
3 n-Hexane 86 C6H14 000110-54-3 59
4 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 53
5 Methane, isocyanato- 57 C2H3NO 000624-83-9 37

Abundance Scan 746 (3.739 min): VU038144.D (-726) (-) m/z 57.10 100.00%
57
41
5000 /\
‘ 8 340 360 380 400
37.|l454953)||, 6367 7781 S S =
0““mvmvmvmvmvmvmvmvJhmvmmehvmvmﬂmvmvamvmv“ m/z 41.00 66.87%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1821: n-Hexane
57
41
5000 SR RS SR R
3.40 3.60 3.80 4.00
29 86 m/z 43.00 60.39%
15 |37 4953 e165 't 77
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
57
43 USRS SR LR
29 3.40 3.60 3.80 4.00
5000 m/z 56.05 49.64%
39
86
2 D 53 1
B L) ) AL L) KL AL U KA AR LAl ML) AL Rkt AARA AL LRI M) W) SN A
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 )A\
Abundance #1820: n-Hexane R e R
43 57 3.40 3.60 3.80 4.00
m/z 42.00 30.73%
29
5000
39 86
1\5 \‘ L 53\ | 7\1
BARARRES ALY RARRE SRS RARA SARSE RAASSUASA MALLA BARREERS) SRAR RARSNEASA AL AAAAE KRS AU KRS LA LA SRR SRR R
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU051320\
Data File : VvU038144.D

Acq On : 13 May 2020 15:30

Operator : JC/MD

Sample : L2630-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 13

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

4.02 5.01 ug/L 860759 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 91
2 1-Butene, 2,3-dimethyl- 84 C6H12 000563-78-0 90
3 Cyclopropane, 1,1,2-trimethyl- 84 C6H12 004127-45-1 86
4 1-Butene, 2,3-dimethyl- 84 C6H12 000563-78-0 86
5 2-Pentene, 4-methyl- 84 C6H12 004461-48-7 86

Abundance Scan 833 (4.018 min): VU038144.D (-823) (-) m/z 69.10 100.00%
41 &
5000
84
53 3.60 3.80 4.00 4.20 4.40
37 49| 576165 77
'M“W“W“W“M“W“M“W“W“w’M“M“M?M“WJJ“W“W“M“W“W m/z 41.00 79.11%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1504: 2-Butene, 2,3-dimethyl-
| 69
5000 SRR LA L
84 3.60 3.80 4.00 4.20 4.40
27 55 m/z 84.10 35.34%
i 51\ ‘\ 65\
R LA LA Ly L) ek LA B! ) LA LA AR AL AR RALAI A A A LB
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
4 69
3.60 3.80 4.00 4.20 4.40
5000 m/z 39.00 22 .21%
27 84
s 31 37 51°° 6165 7478
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1519: Cyclopropane, 1,1,2-trimethyl- e e e R
4 3.60 3.80 4.00 4.20 4.40
m/z 67.00 9.53%
69
5000
84
27
15 55
'“”“'&“W“'W““ﬁ“““'“P'JPﬁi?ZWll'““?}“““§9”ﬁ?'WJ§JZW““I““P“W
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU051320\
Data File : VvU038144.D

Acq On : 13 May 2020 15:30

Operator : JC/MD

Sample : L2630-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 16

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

4.13 4_.38 ug/L 752511 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene, 3-methyl-, (2)- 84 C6H12 000922-62-3 95
2 2-Pentene, 3-methyl- 84 C6H12 000922-61-2 94
3 2-Pentene, 3-methyl-, (2)- 84 C6H12 000922-62-3 94
4 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 91
5 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 91

Abundance Scan 868 (4.131 min): VU038144.D (-853) (-) m/z 69.10 100.00%
an 69
84
5000 » j\
rTTrTEThT T TR T T e T
51 3.80 4.00 4.20 4.40
37 | 6165| | 73 77
'M“W“W“W“M“W“M“W“W“w!M“MLMJ““HJW“W“W“H“W“W m/z 41.00 98.84%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1510: 2-Pentene, 3-methyl-, (2)-
|
69
5000 RS AR LR AR
- s 84 380 4.00 420 4.40
m/z 84.10 55.83%
'“'““v'“v“'v“}f“w'“w*“héfwﬁ?wll'““TﬂJP'“?{ﬁétﬁ“'wZ?w“'W“'w““l
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
4 69
380 400 420 440
5000 55 84 m/z 55.05 51.59%
27
15 31 37 45 91| 6165 77
RALLRLR) L) RLARY AL RS LALLA LA RALS) LA RALR) W) L) LALLA RS NARR) AR AR KA LA AL B
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 A
Abundance #1513: 2-Pentene, 3-methyl-, (2)- AR AR SN
4 69 3.80 4.00 4.20 4.40
m/z 39.00 29.14%
5000 - 55 84 J\
1 15 | 37|l 5% e165 | 7377
miz--> 0I5 15 20 55 % 3 40 45 5 55 60 5 70 75 8 55 90 | 380 400 420 440
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU051320\
Data File : VvU038144.D

Acq On : 13 May 2020 15:30

Operator : JC/MD

Sample : L2630-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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: Straight-Chai... Concentration Rank 9

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

4.34 8.40 ug/L 1442470 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 90
2 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 78
3 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 78
4 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 74
5 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 64

Abundance Scan 933 (4.340 min): VU038144.D (-913) (-) m/z 57.05 100.00%
g7 T
43
5000 85
69 4.00 420 4.40 4.60
S X < NS S m/z 43.00 54.45%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #3996: Pentane, 2,2-dimethyl-
57
43
5000 85 IBENARBERRERE AR LR
4.00 420 4.40 4.60
29 m/z 85.05 44 _95%
37, 51 |, 6369 77 | 100
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance
57
43
85 4.00 4.20 4.40 4.60
5000 m/z 41.00 42 .65%
29
15 37 51 | 6369 77 99
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #3986: Pentane, 2,2-dimethyl-
57 4.00 420 4.40 4.60
43 m/z 56.05 41.98%
5000
29 85
1 15 M 37| 51 6369 77 100
miz--> 0 10 20 30 40 50 60 70 8 90 100 400 420 440 460
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU051320\
Data File : VvU038144.D

Acq On : 13 May 2020 15:30

Operator : JC/MD

Sample : L2630-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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.

4.48 6.64 ug/L 1140600 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 87
2 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 83
3 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 74
4 Oxalic acid, butyl isohexyl ester 230 C12H2204 1000309-32-7 50
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 50

Abundance Scan 977 (4.481 min): VU038144.D (-960) (-) m/z 43.00 100.00%
a3 57
- M\j\
85
R L I L I
420 4.40 4.60 4.80
69
...,....,....,..?7.|il:..?l.~.~.:,‘??..',....7?....,....1?9..., m/z 57.10 92.09%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3983: Pentane, 2,4-dimethyl-
43
57
5000
420 4.40 4.60 4.80
27 85 m/z 41.00 51.74%
15 ‘\ 37 51 69 77 100
miz--> 2 3 40 s e 70 8 0 10
Abundance
43
57
420 4.40 4.60 4.80
5000 m/z 56.05 50.17%
15 37 51 63 69 100
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance #3988: Pentane, 2,4-dimethyl- T
43 57 420 4.40 4.60 4.80
m/z 85.10 27.31%
5000 85
29
15 \‘ 3A 51 ||, 63 69 77 100
m/z--> 10 20 30 4'0 50 60 7'0 80 9'0 100 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU051320\
Data File : VvU038144.D

Acq On : 13 May 2020 15:30

Operator : JC/MD

Sample : L2630-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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: Cyclic4.57 Concentration Rank 1

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

4.57 224.22 ug/L 38514000 1,4-Difluorobenzene 6.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
4 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 72
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64

Abundance Scan 1005 (4.571 min): VU038144.D (-987) (-) m/z 56.10 100.00%
56
5000 4l 69
s 1 | sts | s7r 250 4 4b0 4B) 560
0““mWMWMHNWMHNWMWNWM4JWMHHHLHMWMWMW“W“W“W“W' m/z 41.00 48.86%
m/z--> 0 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 5.00
o8 m/z 69.05 42 .64%
84
15 Ay 37\‘\ S;M“ 65, 77
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
a1 420 440 460 480 500
5000 m/z 55.05 25.33%
69
21 84
1 15 3337 51 6165 77
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1491: Cyclopentane, methyl- A AR EaEE T
56 420 4.40 4.60 4.80 5.00
m/z 39.00 20.50%
5000 4l
69
27 ‘ ‘ 84
15 |31 37| 51 || 6165 | 7377
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU051320\
Data File : VvU038144.D

Acq On : 13 May 2020 15:30

Operator : JC/MD

Sample : L2630-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 9 Benzene, propyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.92 4_.59 ug/L 2466450 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 90
2 Benzene, propyl- 120 C9H12 000103-65-1 90
3 Benzene, propyl- 120 C9H12 000103-65-1 90
4 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 72
5 Phenethylamine, N-benzyl-p-chloro- 245 C15H16CIN 013622-43-0 72
Abundance Scan 2979 (10.919 min): VU038144.D (-2965) (-) m/z 91.10 100.00%
g1
5000
120
65 10.60 10.80 11.00 11.20
39 105
rrrprrrrre e b e RO 2 et || m/z 120.10  21.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9406: Benzene, propyl-
91
5000
10.60 10.80 11.00 11.20
120 m/z 65.00 10.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
91
10.60 10.80 11.00 11.20
5000 m/z 92.10 10.40%
120
39 65 105
WWWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9407: Benzene, propyl-
g1 10.60 10.80 11.00 11.20
m/z 78.10 6.47%
5000
65 120
39
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU051320\
Data File : VvU038144.D

Acq On : 13 May 2020 15:30

Operator : JC/MD

Sample : L2630-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 Benzene, l-ethyl-2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.01 10.87 ug/L 5836860 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 95
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 94
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 3007 (11.009 min): VU038144.D (-2995)d)(-) m/z 105.05 100.00%
105
5000
120
77 91 0 1080 1100 1120 11 40
39 51 65 10.60 10.80 11.00 11.20 11.40
g el 82l 88 L AL Tz 120,05 30.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000
120 10.60 10.80 11.00 11.20 11.40
39 . o1 m/z 77.00 12.42%
S S 8BS = T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
10.60 10.80 11.00 11.20 11.40
5000 m/z 91.10 12.14%
120
5 27 39 ©51gge6s 7 9
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105 10.60 10.80 11.00 11.20 11.40

m/z 106.10 8.87%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.60 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU051320\
Data File : VvU038144.D

Acq On : 13 May 2020 15:30

Operator : JC/MD

Sample : L2630-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 11 Benzene, 1,2,3-trimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.10 5.86 ug/L 3147150 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Mesitylene 120 C9H12 000108-67-8 95
3 Mesitylene 120 C9H12 000108-67-8 95
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 95
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
Abundance Scan 3035 (11.099 min): VU038144.D (-3026) (-) m/z 105.10 100.00%
105
5000 120
77
39 51 65 91 10.80 11.00 11.20 11.40
ey el 84 L 98 Ll WS Th77 712010 50.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000
10.80 11.00 11.20 11.40
7 m/z 77.00 13.41%
ECIE o o o W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105
120
10.80 11.00 11.20 11.40
5000 m/z 119.10 12.58%
15 27 39 slgges T 9
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9401: Mesitylene MMM AV SHD S -,
105 10.80 11.00 11.20 11.40
m/z 91.10 10.14%
120
5000
77
s B e e el b
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU051320\
Data File : VvU038144.D

Acq On : 13 May 2020 15:30

Operator : JC/MD

Sample : L2630-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 12 4-Heptanone, 2,6-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.24 21.32 ug/L 11446400 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Heptanone, 2,6-dimethyl- 142 C9H180 000108-83-8 94
2 5-Nonanone 142 C9H180 000502-56-7 64
3 2,4-Hexanedione, 5,5-dimethyl- 142 C8H1402 007307-04-2 59
4 3-Buten-2-ol, 2,3-dimethyl- 100 C6H120 010473-13-9 53
5 4-Heptanone, 2,6-dimethyl- 142 C9H180 000108-83-8 50
Abundance Scan 3079 (11.240 min): VU038144.D (-3066) (-) m/z 57.10 100.00%
57 85
5000
41
S T 1100 1170 1140 1160
Obrrprrrrprrrrrrrrle Al o 7L 9370109118 T | m/z 85.10 87.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20011: 4-Heptanone, 2,6-dimethyl-
57
85
5000 UL PR S B B
41 11.00 11.20 11.40 11.60
2 m/z 40.95 33.56%
29 127 M
15 6977 | 100109 1L |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
57
8 UL PR SR BN B
11.00 11.20 11.40 11.60
5000 29 4 m/z 58.00 25.65%
15 71 100 113 142
mmwwmwwwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19736: 2,4-Hexanedione, 5,5-dimethyl-
85 11.00 11.20 11.40 11.60
m/z 43.00 16.84%
5000 43
57
29
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 11,00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU051320\
Data File : VvU038144.D

Acq On : 13 May 2020 15:30

Operator : JC/MD

Sample : L2630-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 13 Mesitylene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.30 8.69 ug/L 4663880 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 3098 (11.301 min): VU038144.D (-3090) (-) m/z 105.10 100.00%
105
5000
120
77 91 1100 1190 1140 1160
39 51 65 11.00 11.20 11.40 11.60
Ol e e 2t i 84 98 Ll B L 77 120.10 0 30.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000
120 11.00 11.20 11.40 11.60
29 . o1 m/z 77.00 12 .49%
27 51
S G ol o~ SN T R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105
11.00 11.20 11.40 11.60
5000 m/z 91.10 11.80%
120
5 27 3 51gge6s 79
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9401: Mesitylene
105 11.00 11.20 11.40 11.60
m/z 79.10 8.97%
120
5000
77
s 2 B sees e e L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU051320\
Data File : VvU038144.D

Acq On : 13 May 2020 15:30

Operator : JC/MD

Sample : L2630-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 14 Benzene, 1,2,4-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.48 23.15 ug/L 12427100 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Mesitylene 120 C9H12 000108-67-8 95
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 95
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
Abundance Scan 3154 (11.481 min):VUO38144.D(—3140)d)(—) m/z 105.10 100.00%
105
5000 120
77 91
39 51 65 11.20 11.40 11.60 11.80
Ok o el 84 98 L VAN Th77 712005 46.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000
11.20 11.40 11.60 11.80
77 m/z 77.00 12.88%
s T B e el Lo
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
120 11.20 11.40 11.60 11.80
5000 m/z 119.05 11.92%
39
27 51 77
58 65 ga 7 os | 113
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9420: Benzene, 1,2,4-trimethyl-
11.20 11.40 11.60 11.80
m/z 91.05 10.19%
5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU051320\
Data File : VvU038144.D

Acq On : 13 May 2020 15:30

Operator : JC/MD

Sample : L2630-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 15 2-Heptanone, 4,6-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

11.57 2.06 ug/L 1107680 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptanone, 4,6-dimethyl- 142 C9H180 019549-80-5 90
2 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 50
3 Hexane, 3-ethyl- 114 C8H18 000619-99-8 38
4 Hexane, 3-ethyl- 114 C8H18 000619-99-8 38
5 2-Hexanone, 4-methyl- 114 C7H140 000105-42-0 37

Abundance Scan 3182 (11.571 min): VU038144.D (-3170) (-) m/z 43.00 100.00%

43

58

5000

11.20 11.40 11.60 11.80

118 127

142

0 m/z 58.00 64 ._.29%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #20004: 2-Heptanone, 4,6-dimethyl-
43
58
5000
69 85 11.20 11.40 11.60 11.80
‘ ‘ m/z 85.05 37.53%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
R e S ERa
11.20 11.40 11.60 11.80
5000 58 m/z 84.10 36.69%
15 27 1 g 99 114
mmmmmrrwmm
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7621: Hexane, 3-ethyl-
43 11.20 11.40 11.60 11.80
m/z 69.05 36.53%
5000
85
29 57 71 ‘
> 15 || ] | o5 14
T T R T T T
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU051320\
Data File : VvU038144.D

Acq On : 13 May 2020 15:30

Operator : JC/MD

Sample : L2630-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 16 Benzene, l-ethyl-3-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.91 6.35 ug/L 3409440 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 3287 (11.909 min):VUO38144.D(—3277)d)(—) m/z 105.10 100.00%
105
5000 120
B 51 g 5 o 1160 1160 17100 1220
”|”.w.”.“.nhH.WV”.“H”|”JM.”.“.”,L!w.mJﬁ.”|. m/z 120.10 43.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000 UL DN UL BN SUR
11.60 11.80 12.00 12.20
m/z 77.00 12.81%
15 27 39 5l 5565 \‘83 9\ 97 111,
mz-> 10 2 30 4b 8 80 70 8 % 100 110 130
Abundance
105
11.60 11.80 12.00 12.20
0
5000 120 m/z 91.05 9.96%
77
15 27 3 5165 g O os 1n
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9410: Benzene, l,2,4—trimethy|— L L L L N B NN |
105 11.60 11.80 12.00 12.20
m/z 119.10 9.69%
5000 120
28 39 51 77 91
"|}ﬂ'|"”w"'jﬂ“"it'ﬁﬁ'?S'w"Mlgﬂ'lt'gﬁ'hl'w"jﬂ'”'|'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU051320\
Data File : VvU038144.D

Acq On : 13 May 2020 15:30

Operator : JC/MD

Sample : L2630-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .M
TRACE VOA SOM01.0

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 17 Indane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.10 4 .58 ug/L 2459660 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 81
2 Indane 118 C9H10 000496-11-7 81
3 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 81
4 Indane 118 C9H10 000496-11-7 74
5 Benzene, cyclopropyl- 118 C9H10 000873-49-4 72
Abundance Scan 3346 (12.099 min): VU038144.D (-3335) (-) m/z 117.05 100.00%
117
5000
39 63 ot a0 1200 1220 1240
Sl 77 105 : . . :
e Sy a0 T ea | 08105 W 134 oS e 0 86, 10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8951: Indane
117
5000 UL UL SUNBA B

11.80 12.00 12.20 12.I4O
m/z 115.10  33.47%

o1
15 27 %9 ?1 | 6% 7 \‘ 193110

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
11.80 12.00 12.20 12.40
5000 m/z 91.10 16.83%
39 91
51 58 g5
13 77 g4 103149
wmmwﬂmmwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8973: Benzene, 1-ethenyl-2-methyl-
117 11.80 12.00 12.20 12.40
m/z 119.10 10.18%
5000
91
39 515865 77 ‘ 103
21 84 110,

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:\voasrv\HPCHEM1\MSVOA_U\Data\VU051320\
Data File : VvU038144.D

Acq On : 13 May 2020 15:30

Operator : JC/MD

Sample : L2630-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 18 o0-Cymene Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
12.58 1.24 ug/L 665040 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o-Cymene 134 C10H14 000527-84-4 95
2 o-Cymene 134 C10H14 000527-84-4 95
3 o-Cymene 134 C10H14 000527-84-4 95
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95
Abundance Scan 3496 (12.581 min): VU038144.D (-3485) (-) m/z 119.05 100.00%
119
5000
134
91
39 51 cq 65 77 105 12.20 12.40 12.60 12.80
...,....,....,....',-....,'.'.?.8,.-.'..,...':-,....,|...9.8,.':'..,..'.':,'..1.2]7,..-..,... m/z 134.10 28.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14810: 0-Cymene

5000
12.20 12.40 12.60 12.80

m/z 91.00 16.69%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
12.20 12.40 12.60 12.80
5000 m/z 120.10 10.05%
134
91
15 27 41 51 58 65 77 103 127

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14811: o-Cymene

12.20 12.40 12.60 12.80
m/z 105.05 9.11%

5000

41 51 gg 65 77

27

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU051320\
Data File : VvU038144.D

Acq On : 13 May 2020 15:30

Operator : JC/MD

Sample : L2630-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 19 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
12.99 0.79 ug/L 424055 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95
2 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95
3 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
4 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 95
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94
Abundance Scan 3623 (12.989 min): VU038144.D (-3610) (-) m/z 119.10 100.00%
119
5000 134
91
39 51 565 77 | 103 17 12.60 12.80 13.00 13.20 13.40
YLV NS PSS S YA m/z 134.10 47.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119
134
5000
12.60 12.80 13.00 13.20 13.40
39 o1 m/z 91.10 16.37%
27 51 77
"|“"|'“h|"“hh"w““?ﬁ'??'w"hl“"m"%%}Pﬁl'”“"}%z'b'w"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
12.60 12.80 13.00 13.20 13.40
5000 134 m/z 120.10 9.77%
39 77 94
15 27 51 55 65 98 105 127
wwwmmmmmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119 12.60 12.80 13.00 13.20 13.40
m/z 133.10 9.35%
134
5000
39 51 65 77 o
15 27 L i, 98 L, ‘ 98105 \\\127\\
m/z--> 10 20 §0 40 55 éo 70 85 90 160 110 120 130 140 12.60 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU051320\
Data File : VvU038144.D

Acq On : 13 May 2020 15:30

Operator : JC/MD

Sample : L2630-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 20 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.04 1.37 ug/L 735784 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95
3 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 95
4 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 95
Abundance Scan 3639 (13.041 min): VU038144.D (-3631) (-) m/z 119.10 100.00%
119
5000 134
91
39 51 65 /7 103 007 12.80 13.00 13.20 13.40
SRR VISR RN N PN e a1 S | HMEMMMMMMIMMM. L m/z 134.10 45.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14864: Benzene, 1,2,3,4-tetramethyl-
119
5000 134
12.80 13.00 13.20 13.40
o1 m/z 91.05 16.42%
15 2\7 3\9 5\1 6\5 7\7 ‘ 105 mi \
L | ) L m . " |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119
134 12.80 13.00 13.20 13.40
5000 m/z 120.10 10.65%
15 27 39 51 65 77 1 105
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119 12.80 13.00 13.20 13.40
m/z 77.00 9.58%
134
5000
91
15 27 39 81 65 77 7105 |
m/z--> 20 40 60 80 100 120 140 160 180 200 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU051320\
Data File : VvU038144.D

Acq On : 13 May 2020 15:30

Operator : JC/MD

Sample : L2630-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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 21 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.47 1.48 ug/L 793888 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 95
2 2,4-Dimethylstyrene 132 C10H12 002234-20-0 95
3 1-Phenyl-1-butene 132 C10H12 000824-90-8 93
4 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 92
5 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 91
Abundance Scan 3773 (13.471 min): VU038144.D (-3763) (-) m/z 117.10 100.00%
117
5000 134 ﬂ
51 65 7( ‘ 127] 13.20 13.40 13.60 13.80
..,....,....,....','....;':'..~.,.'!'..,...:-,....,....,::..,..!"....,.'.-..,... m/z 119.10 89.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117
132
5000 L SULLN UL UL B
91 13.20 13.40 13.60 13.80
m/z 134.10 38.59%
27 3 ‘ 105
“lﬁ?w'““w'“h“'ﬂh”'Nm“l“jh'““w'gﬁ““w'“lw'ﬂnm'w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
132 1320 13.40 13.60 13.80
5000 m/z 132.10 34 .48%
39 91
27 51 63 77
15 og 105
wmmmwﬁrwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14034: 1-Phenyl-1-butene P e A e
117 13.20 13.40 13.60 13.80

m/z 115.05 33.06%

5000 132
91

39 51 65 ‘
21 9 58P \‘84 98105 || |,

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU051320\
Data File : VvU038144.D

Acq On : 13 May 2020 15:30

Operator : JC/MD

Sample : L2630-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO50720WMA .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... 3.08 15.9 ug/L 2737680 1 6.28 858850 5.0
(DEL) Alkane: Str... 3.11 73.4 ug/L 12606000 1 6.28 858850 5.0
(DEL) Alkane: Str... 3.74 139.2 ug/L 23903500 1 6.28 858850 5.0
(DEL) Alkane: Str... 4.02 5.0 ug/L 860759 1 6.28 858850 5.0
(DEL) Alkane: Str... 4.13 4.4 ug/L 752511 1 6.28 858850 5.0
(DEL) Alkane: Str... 4.34 8.4 ug/L 1442470 1 6.28 858850 5.0
(DEL) Alkane: Str... 4.48 6.6 ug/L 1140600 1 6.28 858850 5.0
(DEL) Alkane: Cyc... 4_57 224 .2 ug/L 38514000 1 6.28 858850 5.0
Benzene, propyl- 10.92 4.6 ug/L 2466450 3 11.83 2684210 5.0
Benzene, l-ethyl-_.. 11.01 10.9 ug/L 5836860 3 11.83 2684210 5.0
Benzene, 1,2,3-tr... 11.10 5.9 ug/L 3147150 3 11.83 2684210 5.0
4-Heptanone, 2,6-... 11.24 21.3 ug/L 11446400 3 11.83 2684210 5.0
Mesitylene 11.30 8.7 ug/L 4663880 3 11.83 2684210 5.0
Benzene, 1,2,4-tr... 11.48 23.1 ug/L 12427100 3 11.83 2684210 5.0
2-Heptanone, 4,6-... 11.57 2.1 ug/L 1107680 3 11.83 2684210 5.0
Benzene, l-ethyl-_.. 11.91 6.3 ug/L 3409440 3 11.83 2684210 5.0
Indane 12.10 4.6 ug/L 2459660 3 11.83 2684210 5.0
o-Cymene 12.58 1.2 ug/L 665040 3 11.83 2684210 5.0
Benzene, 1,2,3,5-... 12.99 0.8 ug/L 424055 3 11.83 2684210 5.0
Benzene, 1,2,3,4-... 13.04 1.4 ug/L 735784 3 11.83 2684210 5.0
Benzene, 2-etheny... 13.47 1.5 ug/L 793888 3 11.83 2684210 5.0
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