LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV112519\
Data File : VV013763.D

Aca On : 25 Nov 2019 14:12

Operator : SY/MD

Sample : K5910-21DL2 400X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 10 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\SOMVTR112219WMA .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 1.209 28 37 62 rBv 647486 1274588 74.08% 6.699%
2 1.315 64 70 79 rvB 208194 234628 13.64% 1.233%
3 1.579 146 152 163 rVB 149052 166992 9.71% 0.878%
4 1.647 165 173 184 rVB 594403 721932 41.96% 3.794%
5 1.820 220 227 244 rVB 153082 207879 12.08% 1.093%
6 1.917 251 257 264 rVB 33403 41769 2.43% 0.220%
7 2.042 289 296 307 rVB2 37337 53499 3.11% 0.281%
8 2.126 313 322 345 rVB 296888 519157 30.17% 2.728%
9 2.528 434 447 450 rBvV4 52186 94587 5.50% 0.497%
10 2.605 463 471 489 rvB2 49036 100699 5.85% 0.529%
11 2.791 517 529 540 rBV 58679 110285 6.41% 0.580%
12 2.975 573 586 599 rBV6 9671 24130 1.40% 0.127%
13 3.074 606 617 629 rBV3 12717 25621 1.49% 0.135%
14 3.193 642 654 660 rBV10 9444 17218 1.00% 0.090%
15 3.254 665 673 682 rVvVvs 13903 31818 1.85% 0.167%
16 3.309 683 690 702 rVB3 17508 35025 2.04% 0.184%
17 3.409 707 721 728 rBV7Y 10304 22323 1.30% 0.117%
18 3.621 777 787 799 rVB6 14331 29229 1.70% 0.154%

19 3.804 828 844 861 rBvV2 78230 201286 11.70% 1.058%
20 3.939 874 886 918 rBvV2 146681 486353 28.27% 2.556%

21 4.396 1010 1028 1050 rBV 210893 548866 31.90% 2.885%

22 4.720 1117 1129 1143 rBV6 40624 99944 5.81% 0.525%
23 5.090 1224 1244 1259 rBvV4 481569 1202786 69.90% 6.321%
24 5.270 1297 1300 1320 rVB4 10832 25122 1.46% 0.132%

25 5.659 1407 1421 1439 rBV 415572 842515 48.97% 4.428%

26 6.113 1547 1562 1578 rBV 275444 574542 33.39% 3.020%
27 6.843 1778 1789 1798 rVB6 9535 17504 1.02% 0.092%
28 7.026 1832 1846 1863 rBV 132200 243942 14.18% 1.282%
29 7.357 1935 1949 1961 rBV 541275 935922 54 .39% 4.919%
30 7.428 1961 1971 1991 rVB 303484 523947 30.45% 2.754%

31 7.659 2033 2043 2060 rBvV 81886 142546 8.28% 0.749%
32 8.135 2180 2191 2224 rBV 573972 1277784 74.26% 6.716%
33 8.891 2413 2426 2444 rBV 623861 999961 58.12% 5.255%
34 9.051 2463 2476 2490 rBvV 333954 536390 31.17% 2.819%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV112519\
Data File : VV013763.D

Aca On : 25 Nov 2019 14:12

Operator : SY/MD

Sample : K5910-21DL2 400X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 10 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
Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR112219WMA .M
TRACE VOA SOMO1.0

35 9.177 2501 2515 2534 rBV 1054770 1720640 100.00% 9.043%

36 9.582 2630 2641 2660 rBV 237174 375206 21.81% 1.972%
37 9.971 2753 2762 2775 rVB2 20089 33051 1.92% 0.174%
38 10.257 2838 2851 2865 rBV 229987 372770 21.66% 1.959%
39 10.392 2883 2893 2910 rBV 64934 110116 6.40% 0.579%
40 10.485 2910 2922 2941 rVV 198626 440044 25.57% 2.313%

41 10.579 2941 2951 2965 rVB2 100333 160513 9.33% 0.844%
42 10.778 3003 3013 3029 rBV 91097 150376 8.74% 0.790%
43 10.955 3056 3068 3081 rBV 400998 620938 36.09% 3.263%
44 11.289 3160 3172 3188 rBVY 711349 1097015 63.76% 5.765%
45 11.376 3188 3199 3210 rVB 90228 142148 8.26% 0.747%

46 11.569 3250 3259 3270 rBVY 66514 118209 6.87% 0.621%
47 11.666 3278 3289 3312 rVB 645501 1041388 60.52% 5.473%

48 11.955 3369 3379 3383 rBV2 16876 26079 1.52% 0.137%
49 12.058 3403 3411 3418 rBV2 21577 33018 1.92% 0.174%
50 12.154 3433 3441 3449 rBvVY 19752 33817 1.97% 0.178%
51 12.453 3525 3534 3543 rBVv4 12790 23780 1.38% 0.125%
52 12.508 3543 3551 3563 rVB 19934 31040 1.80% 0.163%
53 12.768 3615 3632 3641 rBvV 17953 31564 1.83% 0.166%
54 12.926 3669 3681 3694 rBV2 32659 55057 3.20% 0.289%
55 13.553 3867 3876 3891 rVB 22408 39750 2.31% 0.209%
Sum of corrected areas: 19027308
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV112519\
VV013763.D

25 Nov 2019 14:12

SY/MD

K5910-21DL2 400X

25_0mL/MSVOA V/WATER

10 Sample Multiplier: 1

> Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR112219WMA .M
- TRACE VOA SOM01.0

: C:\DATABASE\NIST11.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV112519\
Data File : VV013763.D

Aca On : 25 Nov 2019 14:12

Operator : SY/MD

Sample : K5910-21DL2 400X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR112219WMA_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 Sulfur dioxide Concentration Rank 1

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

1.21 7.56 ug/L 1274590 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 74
3 L-Alanine. 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Aminomethanesulfonic acid 111 CH5NO03S 013881-91-9 9
5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4

Abundance Scan 37 (1.209 min): VV013763.D (-28) (-) m/z 64.00 100.00%
64
5000 48 L
11,20 1.30 1.40 1.50 1.60 |
o - m/z 48.00 48.91%
m/z--> 20 40 60 80 100 120 140 160
Abundance #357: Sulfur dioxide
64
5000 48 AR AR IUNUAR AN RN IR
1.20 1.30 1.40 1.50 1.60
m/z 65.90 4.91%
16 R
| |
Ot e e
m/z--> 20 40 60 80 100 120 140 160
Abundance
64
HUAR AR NN AN AN IR
1.20 1.30 1.40 1.50 1.60
5000 48 m/z 50.00 2.21%
17
32 76 96
e L L L L B UL B S
m/z--> 20 40 60 80 100 120 140 160
Abundance #37600: L-Alanine, 3-sulfo-
64 1.20 1.30 1.40 1.50 1.60
m/z 65.00 0.88%
5000 48
28
16
bbb 2 L b 77 93 106115 130 143 169
m/z--> 20 40 60 80 100 120 140 160 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\VV112519\
Data File : VV013763.D

Aca On : 25 Nov 2019 14:12

Operator : SY/MD

Sample : K5910-21DL2 400X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR112219WMA_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 2

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

1.65 4.28 ug/L 721932 1,4-Difluorobenzene 5.66
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 91
3 Butane. 2-methvl- 72 C5H12 000078-78-4 90
4 Pentane 72 C5H12 000109-66-0 45
5 Pentane 72 C5H12 000109-66-0 43

Abundance Scan 174 (1.650 min): VV013763.D (-165) (-) m/z 43.10 100.00%

5000

72 1.40 1.60 1.80 2.00

94 109125

156 219234

0 m/z 41.05 86.92%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #713: Butane, 2-methyl-
5000 2
1.40 1.60 1.80 2.00
m/z 42.05 85.80%
o 1 72
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
e R R i
1.40 1.60 1.80 2.00
5000 m/z 57.10 71.50%
27
72
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #712: Butane, 2-methyl- e e A R aad
4 1.40 1.60 1.80 2.00
m/z 39.10 27 .86%
5000 27
o 2 72
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1.40 1.60 1.80 2.00
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Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV112519\
Data File : VV013763.D

Aca On : 25 Nov 2019 14:12
Operator : SY/MD

Sample > K5910-21DL2 400X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 10 Sample Multiplier: 1
Quant Meth

Quant Title : TRACE VOA SOM01.0

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

Library Search Compound Report

od : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR112219WMA_M

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 Numbe

r 3 (DEL) Alkane: Straight-Chai...

Concentration Rank 6

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

1.82 1.23 ug/L 207879 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 90
2 Pentane 72 C5H12 000109-66-0 86
3 Pentane 72 C5H12 000109-66-0 80
4 Pentane 72 C5H12 000109-66-0 80
5 Butane, 2-methyl- 72 C5H12 000078-78-4 38

Abundance Scan 227 (1.820 min): VV013763.D (-220) (-) m/z 43.10 100.00%
48
5000
\
S 72 140 160 1.80 2.00 2.20
O prrrr e o e 2 02, 202217 234 292 | Tn/z 42.10  58.91%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #706: Pentane
43
5000 [T T T
1.40 1.60 1.80 2.00 2.20
27 57 m/z 41.05 52.40%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43
1.40 1.60 1.80 2.00 2.20
5000 27 m/z 39.05 17.68%
57
0 14 2
m/z--> c') 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 160 180 200 250 24'10 '
Abundance #707: Pentane
43 1.40 1.60 1.80 2.00 2.20
m/z 57.10 17.26%
5000
27
‘ 57 72
0'I”%ﬁ'h'P'Jl“lW'“'P'“I“'W'”'"” [BARY SRAE SRARE BRRS DRSS RSN AR E AR
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 140 1.60 1.80 2.00 2.20
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV112519\
VV013763.D

25 Nov 2019 14:12

SY/MD

K5910-21DL2 400X

25.0mL/MSVOA V/WATER

10 Sample Multiplier: 1

= Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR112219WMA .M

- TRACE VOA SOMO1.0

= 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 unknown-01 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
253 0.56 ug/L 94587  1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Acetic acid. chloro-. pentyl ester 164 C7HI3CIO2 005411-55-2 38
2 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 35

3 1.2.4.5-Tetrazine. 1.4-dihvdro-3... 112 C4H8N4 037454-64-1 27
4 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 27
5 Butyrolactone 86 C4H602 000096-48-0 16
Abundance Scan 448 (2.531 min): VV013763.D (-434) (-) m/z 43.10 100.00%
43
5000
71 84
5 2.20 2.40 2.60 2.80
Ob el M M40 24 74510 85.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #34025: Acetic acid, chloro-, pentyl ester
43 70
55
5000
2.20 2.40 2.60 2.80
m/z 41.05 44 _97%
ol 107 121 135 164
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43
2.20 2.40 2.60 2.80
5000 m/z 84.00 34.33%
71
27 55
15 86
Ot T T e T T T T T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6244: 1,2,4,5-Tetrazine, 1,4-dihydro-3,6-dimethy!-
42 2.20 2.40 2.60 2.80
m/z 49.00 33.89%
5000
28 84
‘ ‘ 56 69
0...“M.Jt.m,.m.,”..“..w..”,.”. e
m/z--> 20 60 80 100 120 140 160 180 200 220 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV112519\
Data File : VV013763.D

Aca On : 25 Nov 2019 14:12

Operator : SY/MD

Sample : K5910-21DL2 400X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR112219WMA .M
- TRACE VOA SOMO1.0

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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: Cyclic2.60 Concentration Rank 12

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

2.60 0.60 ug/L 100699 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane 70 C5H10 000287-92-3 72
2 Cvclobutane. methvl- 70 C5H10 000598-61-8 72
3 1-Pentene 70 C5H10 000109-67-1 72
4 Cvclopropane. ethvl- 70 C5H10 001191-96-4 59
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 45

Abundance Scan 470 (2.602 min): VV013763.D (-463) (-) m/z 42.10 100.00%
4
5000 55 70
84 220 2.40 2.60 2.80 3.00
o e 2 X Tm/z 55.05  50.80%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #556: Cyclopentane
ap
5000
55 70 220 2.40 2.60 2.80 3.00
27 m/z 70.10 50.40%
15
0 N IR LIS I I I N WAL R
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
42
220 2.40 2.60 2.80 3.00
5000 m/z 41.10 42 _.23%
55
27 70
15
o L UL S I B S L I B B
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #551: 1-Pentene
a4 220 2.40 2.60 2.80 3.00
55 m/z 39.10 32.81%
5000 70
29
0 W"}?PU"“'J'P"'P"'I”"I”"I”" LI S B
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV112519\
Data File : VV013763.D

Aca On : 25 Nov 2019 14:12

Operator : SY/MD

Sample : K5910-21DL2 400X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR112219WMA_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 10

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

2.79 0.65 ug/L 110285 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 80
2 Pentane. 3-methvl- 86 C6H14 000096-14-0 72
3 Oxirane. (l-methvlethvI)- 86 C5H100 001438-14-8 59
4 Propane. 2-cvclopropvl- 84 C6H12 003638-35-5 58
5 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 56

Abundance Scan 529 (2.791 min): VV013763.D (-517) (-) m/z 57.10 100.00%
57
41
5000
71 86 240 2.60 2.80 3.00 3.20
o bt B 126 2T m/z 56.10 96.01%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #1827: Pentane, 3-methyl-
57
29 41
5000
240 260 2.80 3.00 3.20
m/z 41.05 74 .45%
oL, 2 15 71 86
mz> Q% 4 6 8 100 30 o 1% 18 %0
Abundance
57
29 41 2.40 2.60 2.80 3.00 3.20
5000 m/z 43.10 28.87%
0 1 15 71 g
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1797: Oxirane, (1-methylethyl)-
41 56 240 260 2.80 3.00 3.20
m/z 39.10 21.14%
5000
0 'w"'ww'ww"Mw't'ﬁQ"w"'w"'w"'"'w"'w"“
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 240 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV112519\
Data File : VV013763.D

Aca On : 25 Nov 2019 14:12

Operator : SY/MD

Sample : K5910-21DL2 400X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR112219WMA_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: Cyclic3.80 Concentration Rank 7

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

3.80 1.19 ug/L 201286 1,4-Difluorobenzene 5.66
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 83
3 Cvclopentane. methvl- 84 C6H12 000096-37-7 72
4 Cvclohexane 84 C6H12 000110-82-7 72
5 Cyclohexane 84 C6H12 000110-82-7 64

Abundance Scan 843 (3.801 min): VV013763.D (-828) (-) m/z 56.05 100.00%
6
41 ”
5000
84 119 o8 3.40 3.60 3.80 4.00 4.20
0 m/z 41.05 54 _.22%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1494: Cyclopentane, methyl-
56
41
5000 SREBELAREE LA RS S
3.40 3.60 3.80 4.00 4.20
27 o m/z 69.05 44 _02%
0‘
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
56
41 340 3.60 3.80 4.00 4.20
5000 m/z 55.10 28 .50%
27 84
oLt
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1491: Cyclopentane, methyl-
56 3.40 3.60 3.80 4.00 4.20
m/z 42.05 22 .33%
5000 41
27 ‘ ‘ 84
0'I““PM“M'MP“'P”W'”W”'W””I””P'”P”'P”W'“W”'W“
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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\VV112519\
Data File : VV013763.D

Aca On : 25 Nov 2019 14:12

Operator : SY/MD

Sample : K5910-21DL2 400X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR112219WMA_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 Benzene, propyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.39 0.50 ug/L 110116 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 81
2 Benzene. propvl- 120 C9H12 000103-65-1 81
3 N-Benzvl-2-phenethvlamine 211 C15H17N 003647-71-0 64
4 Phenethvlamine. N-benzvl-p-chloro- 245 C15H16CIN 013622-43-0 53
5 1-Benzylamino-2-benzyloxyethane 241 C16H19NO 038336-06-0 53
Abundance Scan 2892 (10.389 min): VV013763.D (-2883) (-) m/z 91.05 100.00%
o
5000
120
39 65 105 081 10.00 10.20 10.40 10.60 10.80
Olrrrprrrerrterptbr e i e e o m/z 120.10 20.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9408: Benzene, propyl-
o
5000
10.00 10.20 10.40 10.60 10.80
120 m/z 92.00 10.10%
S
O o O B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
91
10.00 10.20 10.40 10.60 10.80
5000 m/z 65.00 7.80%
120
oL15 39 65 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #70357: N-Benzyl-2-phenethylamine
il 10.00 10.20 10.40 10.60 10.80
m/z 78.00 6.83%
120
5000
65
0 39 | | 105 | 134 165 209
m/z--> 20 Jo 60 éo 160 120 140 160 180 200 220 240 260 280 10.00 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV112519\
Data File : VV013763.D

Aca On : 25 Nov 2019 14:12

Operator : SY/MD

Sample : K5910-21DL2 400X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR112219WMA_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 Benzene, l-ethyl-3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.49 2.01 ug/L 440044 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 95
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
3 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 94
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 2923 (10.489 min): VV013763.D (-2910) (-) m/z 105.10 100.00%
105
5000
120
77 91 L a e A e aen
39 51 65 10.20 10.40 10.60 10.80
O gl Ml 184207 Th777120.10 0 32.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105
5000
120 10.20 10.40 10.60 10.80
o1 m/z 91.05 12 .59%
15 2|7 39 5|1 ?IS 7||7 | I| i
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105
10.20 10.40 10.60 10.80
5000 m/z 77.10 11.73%
120

15 27 39 51 65 7 91

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9425: Benzene, 1-ethyl-2-methyl-

105 10.20 10.40 10.60 10.80

m/z 103.00 8.89%
5000
120
27 3‘9 51 g5 7 91
0...,.”.f.ﬂujU..ﬂ..h.ﬂﬂ.uf.”.,..”,....“...,”..

m/z--> 20 40 60 80 100 120 140 160 180 200 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV112519\
Data File : VV013763.D

Aca On : 25 Nov 2019 14:12

Operator : SY/MD

Sample : K5910-21DL2 400X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR112219WMA_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 Benzene, l-ethyl-4-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.78 0.69 ug/L 150376 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 93
2 Mesitvlene 120 C9H12 000108-67-8 91
3 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
4 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 3014 (10.781 min): V\a)013763.D (-3003) (-) m/z 105.05 100.00%
105
5000
120
77 91 ‘ 10.40 10.60 10.80 11.00
39 51 65 ) . )
Ot Ul b 149 177 m/z 120.05  29.39%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9429: Benzene, 1-ethyl-4-methyl-
105
5000
10.40 10.60 10.80 11.00
77 o1 120 m/z 91.05 12.44%
| 15 27 86 T ..|
miz--> 20 40 60 80 100 120 140 160 180
Abundance
105
120
10.40 10.60 10.80 11.00
5000 m/z 77.10 10.80%
15 27 39 51 65 w9
mz-> 20 40 60 80 100 120 140 160 180
Abundance #9430: Benzene, 1-ethyl-4-methyl-
105 10.40 10.60 10.80 11.00
m/z 103.00 10.08%
5000
120
15 27 % 51 es TSt |
m/z--> 20 40 60 80 100 120 140 160 180 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV112519\
Data File : VV013763.D

Aca On : 25 Nov 2019 14:12

Operator : SY/MD

Sample : K5910-21DL2 400X

Misc : 25.0mL/MSVOA V/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR112219WMA_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 Benzene, 1,2,3-trimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.38 0.65 ug/L 142148 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
3 Mesitvlene 120 C9H12 000108-67-8 94
4 Mesitvlene 120 C9H12 000108-67-8 94
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
Abundance Scan 3200 (11.379 min): VV013763.D (-3188) (-) m/z 105.10 100.00%
5
5000 120
% o o s 200 o | 1001150 i a0
Obrrrprrrer b el b Ml ASTATS 207 266 1 Tns77120.10  46.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #9412: Benzene, 1,2,3-trimethyl-
105
5000 U L B UL
120 11.00 11.20 11.40 11.60
m/z 77.00 15.73%
77 o1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
105
120 11.00 11.20 11.40 11.60
5000 m/z 91.00 12.14%
oL15 38 51 791
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #9401: Mesitylene
105 11.00 11.20 11.40 11.60
m/z 119.10 10.61%
120
5000
77
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.00 11.20 11.40 11.60
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV112519\
VV013763.D

25 Nov 2019 14:12

SY/MD

K5910-21DL2 400X

25.0mL/MSVOA V/WATER

10 Sample Multiplier: 1

= Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR112219WMA .M

- TRACE VOA SOMO1.0

= 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 Indane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.57 0.54 ug/L 118209 1,4-Dichlorobenzene-d4 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Indane 118 C9H10 000496-11-7 93
3 Benzene. cvclopropvl- 118 C9H10 000873-49-4 70
4 Benzene. (3-chloro-1-propenvl)- 152 C9HOCI 002687-12-9 59
5 3-Bromo-1-phenyl-1-propene 196 C9H9Br 004392-24-9 59
Abundance Scan 3259 (11.569 min): VV013763.D (-3250) (-) m/z 117.10 100.00%
1
5000
11.20 11.40 11.60 11.80
o A e 2 222 m/z 118.05 52.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8951: Indane
117
5000
11.20 11.40 11.60 11.80
o1 m/z 115.10 43.45%
ol 15 27 39 51 63 77 7103
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
117
11.20 11.40 11.60 11.80
5000 m/z 115.95 16.18%
91
. 739 %8 47 Yagg
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8966: Benzene, cyclopropyl-
117 11.20 11.40 11.60 11.80
m/z 90.95 15.53%
5000 91
39 51 63
103
o182 | M\ M Y e | A
m/z--> 20 40 80 100 120 140 160 180 200 220 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\VV112519\
Data File : VV013763.D

Acq On : 25 Nov 2019 14:12

Operator : SY/MD

Sample : K5910-21DL2 400X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR112219WMA .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]
Sulfur dioxide 1.21 7.6 ug/L 1274590 1 5.66 842515 5.0
(DEL) Alkane: Str... 1.65 4.3 ug/L 721932 1 5.66 842515 5.0
(DEL) Alkane: Str... 1.82 1.2 ug/L 207879 1 5.66 842515 5.0
unknown-01 2.53 0.6 ug/L 94587 1 5.66 842515 5.0
(DEL) Alkane: Cyc... 2.60 0.6 ug/L 100699 1 5.66 842515 5.0
(DEL) Alkane: Str... 2.79 0.7 ug/L 110285 1 5.66 842515 5.0
(DEL) Alkane: Cyc... 3.80 1.2 ug/L 201286 1 5.66 842515 5.0
Benzene, propyl- 10.39 0.5 ug/L 110116 3 11.29 1097020 5.0
Benzene, l-ethyl-_.. 10.49 2.0 ug/L 440044 3 11.29 1097020 5.0
Benzene, l-ethyl-_... 10.78 0.7 ug/L 150376 3 11.29 1097020 5.0
Benzene, 1,2,3-tr... 11.38 0.7 ug/L 142148 3 11.29 1097020 5.0
Indane 11.57 0.5 ug/L 118209 3 11.29 1097020 5.0
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