LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV051420\
Data File : VV016075.D

Aca On : 14 May 2020 18:31

Operator : SY/MD

Sample : L2661-02

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 20 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 V\METHOD\SOMVTRO50720WMA .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 1.116 3 8 30 rVvB 1549826 1466419 59.28% 11.462%
2 1.226 35 42 60 rBv 770441 720823 29.14% 5.634%
3 1.319 60 71 81 rBY 2434190 2473770 100.00% 19.335%
4 1.367 81 86 97 rvVB 48584 51054 2.06% 0.399%
5 1.428 98 105 113 rBV 29977 30943 1.25% 0.242%
6 1.502 114 128 132 rBvV 12386 31113 1.26% 0.243%
7 1.579 145 152 163 rVB 71331 88615 3.58% 0.693%
8 1.647 164 173 193 rVB 577545 719917 29.10% 5.627%
9 1.820 218 227 244 rVB 959910 1229457 49.70% 9.610%
10 1.917 250 257 266 rVB 28786 38002 1.54% 0.297%
11 2.042 289 296 309 rVB 25387 36835 1.49% 0.288%

12 2.126 311 322 338 rVB 117117 179375 7.25% 1.402%
13 2.550 432 454 463 rBvY 78662 172121 6.96% 1.345%
14 2.595 464 468 484 rVB3 22254 39402 1.59% 0.308%
15 2.782 512 526 547 rBV 71794 146441 5.92% 1.145%

16 3.065 599 614 636 rBvV 123016 247917 10.02% 1.938%
17 3.795 824 841 858 rBv4 14327 37264 1.51% 0.291%
18 3.939 873 886 932 rBvV2 55355 210229 8.50% 1.643%
19 4.380 1006 1023 1053 rBV 86351 232396 9.39% 1.816%
20 4.939 1180 1197 1212 rBV2 14096 35854 1.45% 0.280%

21 5.074 1223 1239 1271 rBV2 207457 524783 21.21% 4.102%
22 5.518 1364 1377 1389 rBV2 16292 33464 1.35% 0.262%
23 5.643 1404 1416 1446 rBvV 177921 366364 14.81% 2.864%
24 6.097 1542 1557 1588 rBV 123229 258002 10.43% 2.017%
25 7.010 1826 1841 1857 rBV2 55908 101456 4._.10% 0.793%

26 7.338 1931 1943 1961 rBV 241849 422110 17.06% 3.299%
27 7.647 2029 2039 2059 rvB2 34414 60408 2.44% 0.472%
28 7.997 2136 2148 2164 rVB 231544 387247 15.65% 3.027%
29 8.116 2174 2185 2215 rBV 285294 563202 22.77% 4.402%
30 8.875 2410 2421 2444 rBV 274682 448626 18.14% 3.507%

31 10.238 2834 2845 2860 rBV 89865 140535 5.68% 1.098%
32 11.270 3154 3166 3185 rBV 266356 412672 16.68% 3.225%
33 11.556 3242 3255 3273 rBV 237422 449481 18.17% 3.513%
34 11.646 3273 3283 3306 rVB 264001 437779 17.70% 3.422%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV051420\
Data File : VV016075.D

Aca On : 14 May 2020 18:31

Operator : SY/MD

Sample : L2661-02

Misc : 25.0mL/MSVOA V/WATER

ALS Vial =: 20 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
Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO50720WMA .M
TRACE VOA SOM01.0

Sum of corrected areas: 12794076
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV051420\
Data File : VV016075.D

Aca On : 14 May 2020 18:31

Operator : SY/MD

Sample : L2661-02

Misc - 25.0mL/MSVOA V/WATER

ALS Vvial :© 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ V\METHOD\SOMVTRO50720WMA.M
Quant Title : TRACE VOA SOM01.0

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

Abundance TIC: VV016075.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV051420\
Data File : VV016075.D

Aca On : 14 May 2020 18:31

Operator : SY/MD

Sample : L2661-02

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO50720WMA _M
Quant Title : 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.

1.12 20.01 ug/L 1466420 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane 44 C3H8 000074-98-6 90
2 Propane 44 C3H8 000074-98-6 56
3 Propane 44 C3H8 000074-98-6 9
4 Propene 42 C3H6 000115-07-1 9
5 Cyclopropene 40 C3H4 002781-85-3 2

Abundance Scan 9 (1.119 min): VV016075.D (-3) (-) m/z 44.05 100.00%
a9 ff!
5000
1.20 1.30 1.40 1.50
0,,,,,,,,3q!| e e || M/Z 43.05  93.77%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #78: Propane
29
5000
a4 1.20 1.30 1.40 1.50
39 m/z 39.00 78.46%
o 1215 20 2 36, |,
AR RN RAREA RRARN RN RS SN RN RN RN RAREE RN R AR R
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance
29
1.20 1.30 1.40 1.50
5000 m/z 41.00 59.59%
44
39
o 1 1215 0 % 36
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #80: Propane
29 1.20 1.30 1.40 1.50
m/z 38.00 23.81%
5000
39 44
15 2
0'””'”P%'P”W}%w'jﬁ”'ﬂL'I”'W””iJ”I””P'”P'”P”'P”'
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 1.20 1.30 1.40 1.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV051420\
Data File : VV016075.D

Aca On : 14 May 2020 18:31

Operator : SY/MD

Sample : L2661-02

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO50720WMA _M
Quant Title : 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.

1.23 9.84 ug/L 720823 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isobutane 58 C4H10 000075-28-5 72
2 Isobutane 58 C4H10 000075-28-5 64
3 Isobutane 58 C4H10 000075-28-5 64
4 Isobutane 58 C4H10 000075-28-5 53
5 Borane, trimethyl- 56 C3H9B 000593-90-8 7

Abundance Scan 43 (1.229 min): VV016075.D (-35) (-) m/z 43.10 100.00%
43
5000
39
1.20 1.30 1.40 1.50 1.60
57
Ol A 2058 Y m/z  40.95  51.65%
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #235: Isobutane
43
5000
o7 1.20 1.30 1.40 1.50 1.60
39 m/z 42.05 33.71%
0 1215 19 30 36| 5053 57
miz--> T e R e R w5 % e e
Abundance
43
1.20 1.30 1.40 1.50 1.60
5000 m/z 38.95 23.95%
27
39
o 1 1215 19 30 36 515457
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #237: Isobutane
43 1.20 1.30 1.40 1.50 1.60
m/z 38.00 3.97%
5000
27 39
15
0 2 12 | A, , 5053 57
LAY LA LA RN RAARS RRARS RARRS RAARA RARS RARES RARAS SRR RAARS RAARS BAL
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 1.20 1.30 1.40 1.50 1.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV051420\
Data File : VV016075.D

Aca On : 14 May 2020 18:31

Operator : SY/MD

Sample : L2661-02

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO50720WMA _M
Quant Title : 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 10

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

1.37 0.70 ug/L 51054 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butene 56 C4H8 000106-98-9 72
2 2-Butene. (2)- 56 C4H8 000590-18-1 72
3 1-Propene. 2-methvl- 56 C4H8 000115-11-7 72
4 1-Butene 56 C4HS8 000106-98-9 72
5 2-Butene, (2)- 56 C4HS8 000590-18-1 68

Abundance Scan 87 (1.370 min): VV016075.D (-81) (-) m/z 41.05 100.00%
a1
56
5000
50
3 120 140 1.60 1.80
46 64 78
Obrrrererrremrrreprerrrererereeererrrt e At 84 T8 1 h/7 56.05  60.53%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #176: 1-Butene
4
5000 56
27 120 140 1.60 1.80
m/z 39.00 43.99%
o1 1520 |30 37 50 |
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
41
56 120 140 1.60 1.80
5000 m/z 55.00 32.68%
28
0 15 24 37 50
LA L) L ALY KA KA LAY KRN ALY ML) KAk L) KA k) RN LA LA B R
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #186: 1-Propene, 2-methyl-
41 120 140 1.60 1.80
m/z 52.95 15.07%
5000 56
28
0 2 15 o4 37 %0 |
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 120 140 160  1.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV051420\
Data File : VV016075.D

Aca On : 14 May 2020 18:31

Operator : SY/MD

Sample : L2661-02

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO50720WMA _M
Quant Title : 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.

1.65 9.83 ug/L 719917 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 94
2 Butane. 2-methvl- 72 C5H12 000078-78-4 91
3 Butane. 2-methvl- 72 C5H12 000078-78-4 90
4 3-Buten-1-ol 72 C4H80 000627-27-0 38
5 Pentane 72 C5H12 000109-66-0 36

Abundance Scan 174 (1.650 min): VV016075.D (-164) (-) m/z 43.05 100.00%
43
57
5000
39
% ‘. 5053 || 62 67 72 7g 1.40 1.60 1.80 2.00
ouunuwupumuququupuwuq”m“:“mﬂAJLq“”“mﬁLqmq“”w m/z 41.05 90.54%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #714: Butane, 2-methyl-
43
57
5000
1.40 1.60 1.80 2.00
29 ¥ m/z 42.10 86.58%
0 15 25 Q1L 50531l 62 67 7?
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
43
57 1.40 1.60 1.80 2.00
5000 29 m/z 57.05 66 .94%
39
o1 12 25 33 5053 6165 2
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #712: Butane, 2-methyl-
43 1.40 1.60 1.80 2.00
m/z 39.00 31.23%
57
5000 27
39
15
2 12 1 | | 5053\ 7\2
O T T T T T T T
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV051420\
Data File : VV016075.D

Aca On : 14 May 2020 18:31

Operator : SY/MD

Sample : L2661-02

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO50720WMA _M
Quant Title : 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 2

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

1.82 16.78 ug/L 1229460 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Pentane 72 C5H12 000109-66-0 90
3 Pentane 72 C5H12 000109-66-0 86
4 Pentane 72 C5H12 000109-66-0 64
5 Butane, 2-methyl- 72 C5H12 000078-78-4 38

Abundance Scan 227 (1.820 min): VV016075.D (-218) (-) m/z 43.10 100.00%
a3
5000
A
39 57 72 [T Ty
1.40 1.60 1.80 2.00 2.20
36 5053 63 67
0,,,,,,,,|, 053] e3er | hn/z 42.10  58.70%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #706: Pentane
43
5000
1.40 1.60 1.80 2.00 2.20
27 39 57 7 m/z 41.10 54 _.02%
0 15 \30 5053, | 6265 69
miz--> T T s 3 % % B 4 4 5 o & 7o T 5
Abundance
43
140 160 180 200 220
5000 27 m/z 39.00 18.98%
39
57
ol 2 1" 30 5053 12
TFWFFWFFWFFWWFWFFFWFFFWFWWFFFWFWFFWWWW
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #707: Pentane P
43 1.40 1.60 1.80 2.00 2.20
m/z 57.05 14.87%
5000
27
39 57
o 2 1215 “£o ‘ 53 | 6912
m/z--> 0 5 10 1% 20 25 30 35 40 45 50 5% 60 65 70 75 80 1.40 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV051420\
Data File : VV016075.D

Aca On : 14 May 2020 18:31

Operator : SY/MD

Sample : L2661-02

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO50720WMA _M
Quant Title : 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 12

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

1.92 0.52 ug/L 38002 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. (2)- 70 C5H10 000627-20-3 90
2 2-Butene. 2-methvl- 70 C5H10 000513-35-9 87
3 2-Pentene. (B)- 70 C5H10 000646-04-8 87
4 2-Pentene. (E)- 70 C5H10 000646-04-8 87
5 2-Butene, 2-methyl- 70 C5H10 000513-35-9 87

Abundance Scan 258 (1.920 min): VV016075.D (-250) (-) m/z 55.05 100.00%
56
5000 542 70
51 67 1.60 1.80 2.00 2.20
Obrrerrreprerrpreprrrrrrrre g A ool || M7z 70.05  38.09%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #559: 2-Pentene, (2)-
5000 42
39 70 1.60 1.80 2.00 2.20
29 m/z 42.00 36.08%
o 1215 2§‘ 3236, 51 6063 67
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
55
160 180 200 220
5000 m/z 39.00 32.68%
41 70
27
o 1 1215 3033 38 44 4851 6063 67
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #562: 2-Pentene, (E)-
1.60 1.80 2.00 2.20
m/z 41.00 28.82%
5000 3942 70
29
o 15 26|33, g% | 62 67 R
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 160 1.80 200 220
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV051420\
Data File : VV016075.D

Aca On : 14 May 2020 18:31

Operator : SY/MD

Sample : L2661-02

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO50720WMA _M
Quant Title : 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: Cyclic2.04 Concentration Rank 14

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

2.04 0.50 ug/L 36835 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. 1.2-dimethvl-. cis- 70 C5H10 000930-18-7 90
2 Cvclopropane. 1.2-dimethvl-. trans- 70 C5H10 002402-06-4 87
3 2-Butene. 2-methvl- 70 C5H10 000513-35-9 86
4 Cvclopropane. 1.1-dimethvl- 70 C5H10 001630-94-0 83
5 2-Butene, 2-methyl- 70 C5H10 000513-35-9 83

Abundance Scan 295 (2.039 min): VV016075.D (-289) (-) m/z 55.05 100.00%
56
5000 o 20
2
51 67 1.80 2.00 2.20 2.40
Obrrererreerreepreepereerrgret S b b O304 e 78 | Tm/Z 70.05 37.78%
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #582: Cyclopropane, 1,2-dimethyl-, cis-
55
5000 70
M 1.80 2.00 2.20 2.40
29 m/z 38.95 33.37%
zq 32 3 ! 5\1‘\ | 62 67\
L LA R RAANA NANA LN ARAN RARAS RALS NEARA RRARA LAY RARLE RARAA BRI KA
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance
55
1.80 2.00 2.20 2.40
5000 70 m/z 41.00 32.27%
41
29
0 26 33 38 51 63 67
miz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #567: 2-Butene, 2-methyl- R RRmas EE s s
55 1.80 2.00 2.20 2.40
m/z 42.00 22 .24%
5000 70
41
29
0 15 29 % w51 s5er 67 73
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 180 2.00 220 2.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV051420\
Data File : VV016075.D

Aca On : 14 May 2020 18:31

Operator : SY/MD

Sample : L2661-02

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO50720WMA _M
Quant Title : 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: Straight-Chai... Concentration Rank 7

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

2.55 2.35 ug/L 172121 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2-methvl- 86 C6H14 000107-83-5 91
2 Pentane. 2-methvl- 86 C6H14 000107-83-5 91
3 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 47
4 1-Butanol. 2.3-dimethvl- 102 C6H140 019550-30-2 42
5 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 38

Abundance Scan 454 (2.550 min): VV016075.D (-432) (-) m/z 43.05 100.00%
43
5000 71
39 57
4953 6367 86 220 2.40 2.60 2.80
O“M“W“W“W“W“W“W“W“W“P‘W“W“M“W“w”h“W“W“W“W"W m/z 42.05 53.92%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1825: Pentane, 2-methyl-
43
5000
27 71 220 2.40 2.60 2.80
39 m/z 41.00 42 .22%
0 2 31 L 53‘\ 6367 | 86
] bt ) At LAy LAy L A L ) Al ) ARt B B M
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43
220 2.40 2.60 2.80
5000 m/z 71.10 39.33%
27 71
39 57
0 2 15 32 53 86
B AR L L L A L) M) KL KLY A ALY LA AR KA KAL) AR B LR M 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- DSR2 N A W—
42 2.20 2.40 2.60 2.80

m/z 39.00 20.06%

5000
71

27
55 86
15 ‘\32 3$ 517 6367 | 77 |

e L P L N —

m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 220 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV051420\
Data File : VV016075.D

Aca On : 14 May 2020 18:31

Operator : SY/MD

Sample : L2661-02

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO50720WMA _M
Quant Title : 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 (DEL) Alkane: Straight-Chai... Concentration Rank 11

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

2.60 0.54 ug/L 39402 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene 70 C5H10 000109-67-1 72
2 1-Pentene 70 C5H10 000109-67-1 72
3 Cvclopentane 70 C5H10 000287-92-3 50
4 Cvclopropane. ethvl- 70 C5H10 001191-96-4 40
5 2-Pentene, (E)- 70 C5H10 000646-04-8 23

Abundance Scan 469 (2.599 min): VV016075.D (-464) (-) m/z 42.00 100.00%
4
5000 o> 0
3 5 66 84 220 2.40 2.60 2.80 3.00
Olrrrrreprrreprerrrrrgrereprerprrrerer bt bbb | M/ 55.00 50 24%
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
42
55
5000 70
220 2.40 2.60 2.80 3.00
29 m/z 70.00 39.92%
0 15 25 38| 51 | 6165
L s L Lt LAt St LAY LAY ALY ARSI SAAAY ekad LR SRS EAAAH SAAAH SRS SRS SRR A
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
42
55 220 2.40 2.60 2.80 3.00
5000 m/z 41.00 38.88%
27 70
o 15 31 38 51 63
LR k) UL L) ML) ) KAk AR KAL) AL KLY MY LAY AN LALLM LA ML L) s
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #556: Cyclopentane
42 220 2.40 2.60 2.80 3.00
m/z 39.00 31.63%
5000
55 70
27
o 1 15 .31 3$‘ . 51| 6065
m/z--> 0 5 10 15 20 2'5 3'0 35 40 45 50 55 60 65 70 75 80 85 90 220 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV051420\
Data File : VV016075.D

Aca On : 14 May 2020 18:31

Operator : SY/MD

Sample : L2661-02

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO50720WMA _M

Quant Title : 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 (DEL) Alkane: Straight-Chai...

Concentration Rank 8

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

2.78 2.00 ug/L 146441 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 86
2 Pentane. 3-methvl- 86 C6H14 000096-14-0 86
3 Pentane. 3-methvl- 86 C6H14 000096-14-0 86
4 Butane. 2.2.3-trimethvl- 100 C7H16 000464-06-2 83
5 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 64

Abundance Scan 525 (2.779 min): VV016075.D (-512) (-) m/z 57.10 100.00%
57
41
5000
| o7 86 240 2.60 2.80 3.00 3.20
0“m“W“W“W“W“W“W“W“W““LW“W“W'W“W“W“W“W“w“w"w m/z 56.10 86.82%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1827: Pentane, 3-methyl-
57
29 41
5000
240 2.60 2.80 3.00 3.20
m/z 41.00 75 .44%
2 15 ‘ 53 71 86
Olrrrrrrr eI
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
57
29 41 2.40 2.60 2.80 3.00 3.20
5000 m/z 43.00 25.96%
ol 1 15 25 3337 454953 61 67’ 77 86
m/z--> 0 5 10 1520 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1824: Pentane, 3-methyl-
57 240 2.60 2.80 3.00 3.20
m/z 39.00 23.04%
41
5000 29
o 15 37\“ 53|, 63677% 86
m/z--> 0 5 10 15 20 25 30 35 40 45 50 5'5 60 65 7'0 75 80 8|5 90 95 240 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV051420\
Data File : VV016075.D

Aca On : 14 May 2020 18:31

Operator : SY/MD

Sample : L2661-02

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO50720WMA _M
Quant Title : 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 (DEL) Alkane: Straight-Chai... Concentration Rank 6

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

3.06 3.38 ug/L 247917 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 91
2 n-Hexane 86 C6H14 000110-54-3 90
3 n-Hexane 86 C6H14 000110-54-3 59
4 Propanal. 2.2-dimethvl- 86 C5H100 000630-19-3 43
5 Butanal, 2-methyl- 86 C5H100 000096-17-3 43

Abundance Scan 613 (3.062 min): VV016075.D (-599) (-) m/z 57.10 100.00%
41 57
5000
| 8 2.80 3.00 3.20 3.40
37|l 4953|||, e367”t 77 Saghe : '
0““mPMPMPNPMPNPMPNPMLNPMH*LLvmvmﬂmv“W“W“W“w' m/z 41.00 87.23%
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
2.80 3.00 3.20 3.40
29 86 m/z 43.10 68.41%
o 15 “ 37\‘ 4953\ o165 7L 77|
miz--> T T 5 % T 4 s 25 55 80 6 7o 7 B0 55 %0 %
Abundance
43 ¥
29 2130 300 3.20 3.0
5000 m/z 56.05 52.92%
39 86
o 5 15 53 71
L L Ly LA L LR AN LR AR LAREY LA AN LALRAALLA ALY AL AR RALSA AR AL LA
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1822: n-Hexane
57 2.80 3.00 3.20 3.40
43 m/z 42.10 37.26%
29
5000
39
15 86
o 2 2 ‘ 23l i
m/z--> 0 5 10 15 20 25 30 35 40 4'5 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 V\DATA\VV051420\
Data File : VV016075.D

Aca On : 14 May 2020 18:31

Operator : SY/MD

Sample : L2661-02

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO50720WMA _M
Quant Title : 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 (DEL) Alkane: Cyclic3.79 Concentration Rank 13

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

3.79 0.51 ug/L 37264 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 87
2 Cvclopentane. methvl- 84 C6H12 000096-37-7 80
3 Cvclopentane. methvl- 84 C6H12 000096-37-7 72
4 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 72
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 59

Abundance Scan 840 (3.791 min): VV016075.D (-824) (-) m/z 56.10 100.00%
56
41
5000 69
84
37‘ || 51 ‘ 63 | 79 3.40 3.60 3.80 4.00 4.20
Otrrrrrreprrmprrreprers e e m/z 40.95 55.37%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 T
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69
3.40 3.60 3.80 4.00 4.20
28 a1 m/z 69.00 45_.21%
15 I 51 ‘ ! 65\\ " ‘
0““mwmwmwmwmwmwmwmwmwmwmwm|“WMHMmemwmwmwmw
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
41 340 3.60 3.80 4.00 4.20
5000 m/z 39.00 31.54%
69
27 84
o 1 15 3337 51 | 6165 77
AL DAL L) LA AR SRLANARL) ML EARE) ML) LALLE LARL) LALANRARE) RAL) IARA) LRS! AL ARSI SRR
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-
56 3.40 3.60 3.80 4.00 4.20
m/z 55.00 28.42%
5000 41
69
7 84
0 15 | 31 37 ‘\ 51 “ 6165 | 7377
m/z--> 0 5 10 15 20 25 3'0 35 4'0 45 50 5'5 60 65 70 75 80 85 90 3.40 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV051420\
Data File : VV016075.D

Aca On : 14 May 2020 18:31

Operator : SY/MD

Sample : L2661-02

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO50720WMA _M
Quant Title : 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 1-Hexanol, 2-ethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.56 5.45 ug/L 449481 1,4-Dichlorobenzene-d4 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
3 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 72
4 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 50
5 2-Propyl-1-pentanol 130 C8H180 058175-57-8 47
Abundance Scan 3256 (11.560 min): VV016075.D (-3242) (-) m/z 57.05 100.00%
g7
5000 41 ]\\
83 T T TT T 1T LI LB T
98 112 11.20 1140 11.60 11.80
o...,....,....,....|,.'...5,°...|:,....|,|.... .|!..?.1..!,.... e m/z 41.00 46.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13670: 1-Hexanol, 2-ethyl-
57
5000 AL DA UL RN B
43 11,20 11.40 11.60 11.80
70 g3 m/z 43.05 34 .99%

o

98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
57

11. 20 11. 40 11. 60 11.80

5000 41 m/z 55.00 32.52%
70
29 83
15 50 9% 112

O T T T e T T T T T T T e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13661: 1-Hexanol, 2-ethyl-

57 11.20 11.40 11.60 11.80

m/z 56.10 23.46%

5000 41
29
‘ 70 83
98
T T T T T e e e e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 11.20 11.40 11.60 11.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV051420\
Data File : VV016075.D

Acq On : 14 May 2020 18:31

Operator : SY/MD

Sample : L2661-02

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO50720WMA .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... 1.12 20.0 ug/L 1466420 1 5.64 366364 5.0
(DEL) Alkane: Str... 1.23 9.8 ug/L 720823 1 5.64 366364 5.0
(DEL) Alkane: Str... 1.37 0.7 ug/L 51054 1 5.64 366364 5.0
(DEL) Alkane: Str... 1.65 9.8 ug/L 719917 1 5.64 366364 5.0
(DEL) Alkane: Str... 1.82 16.8 ug/L 1229460 1 5.64 366364 5.0
(DEL) Alkane: Str... 1.92 0.5 ug/L 38002 1 5.64 366364 5.0
(DEL) Alkane: Cyc... 2.04 0.5 ug/L 36835 1 5.64 366364 5.0
(DEL) Alkane: Str... 2.55 2.4 ug/L 172121 1 5.64 366364 5.0
(DEL) Alkane: Str... 2.60 0.5 ug/L 39402 1 5.64 366364 5.0
(DEL) Alkane: Str... 2.78 2.0 ug/L 146441 1 5.64 366364 5.0
(DEL) Alkane: Str... 3.06 3.4 ug/L 247917 1 5.64 366364 5.0
(DEL) Alkane: Cyc... 3.79 0.5 ug/L 37264 1 5.64 366364 5.0
1-Hexanol, 2-ethyl- 11.56 5.5 ug/L 449481 3 11.27 412672 5.0
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