LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100820\
Data File : VU040566.D

Aca On : 08 Oct 2020 17:10

Operator : SY/MD

Sample : L4240-08DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method > Z:\VOASRV\HPCHEM1\MSVOA U\METHOD\SOMUTR100820WMA .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 2.581 374 386 408 rBV 137977 242775 1.32% 0.503%
2 3.099 518 547 570 rBY 2525582 5781979 31.37% 11.969%
3 3.382 613 635 664 rBY 4109804 9067522 49.19% 18.770%
4 3.723 720 741 767 rBVY 8323819 18432395 100.00% 38.156%
5 4.317 909 926 947 rBV2 102152 289012 1.57% 0.598%

4_.552 981 999 1019 rVvV 3306396 7904624 42.88% 16.363%
4.661 1019 1033 1081 rVB 97464 363826 1.97% 0.753%
5.083 1149 1164 1179 rBV 112136 242667 1.32% 0.502%
5.407 1248 1265 1281 rVB 191090 422393 2.29% 0.874%
5.742 1348 1369 1392 rBV2 224727 588642 3.19% 1.219%

=
QO ~NO®

11 6.263 1514 1531 1549 rBvV 187997 357009 1.94% 0.739%
12 6.703 1653 1668 1683 rBV2 143273 279148 1.51% 0.578%
13 7.906 2025 2042 2055 rBvV 264056 449241 2.44% 0.930%
14 8.642 2257 2271 2304 rBV 412002 775460 4.21% 1.605%
15 9.420 2498 2513 2533 rBvV 270714 451570 2.45% 0.935%

16 10.902 2961 2974 2989 rVB 121217 187665 1.02% 0.388%
17 10.996 2989 3003 3009 rBvV 297387 522920 2.84% 1.082%
18 11.086 3021 3031 3048 rVB 221500 344980 1.87% 0.714%
19 11.465 3135 3149 3162 rBV 337640 520148 2.82% 1.077%
20 11.806 3242 3255 3271 rVB 297775 486898 2.64% 1.008%

21 12.185 3361 3373 3390 rVB2 351332 597182 3.24% 1.236%

Sum of corrected areas: 48308056
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100820\
Data File : VU040566.D

Aca On : 08 Oct 2020 17:10

Operator : SY/MD

Sample : L4240-08DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 15 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .M
TRACE VOA SOM01.0

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

Abundance TIC: VU040566.D
8000000 372

6000000

3.38

4000000
4.55

3.10

2000000

2\
T T T LI B S B B

2,58 432 | \4.66 508 541 574 6.26 6.7¢

e e Sl B U~ — -
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: VU040566.D
8000000

6000000
4000000

2000000

7.91 8.64 9.42 o9 1147 1181 12
) S Y | G .10;5}%4../\ A

T T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50
Abundance TIC: VU040566.D

8000000

T
10.50 11.00 11.50 12.00

T
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6000000

4000000

2000000

T
15.50

O ——r—=y=r
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— — — — T
14.50 15.00

L T T T
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100820\
Data File : VU040566.D

Aca On : 08 Oct 2020 17:10

Operator : SY/MD

Sample : L4240-08DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .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 4

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

3.10 80.98 ug/L 5781980 1,4-Difluorobenzene 6.26
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 49
4 Pentane 72 C5H12 000109-66-0 37
5 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 33

Abundance Scan 547 (3.099 min): VU040566.D (-518) (-) m/z 43.10 100.00%
43
5000 -
i 57 280 300 320 340
4953, 6367 77 8286 : ; : '
0““mvmvmvmvmvmvmvmvMP”vMPW“LPNPMLNPMPNHMPNP' m/z 42.10 53.83%
m/z--> 0 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1823: Pentane, 2-methyl-
43
5000 R AR R RSN LR
= 2.80 3.00 3.20 3.40
27 39 m/z 41.10 40.45%
57
oL 2 15 32 | 53 | 86
LARARRES SERRY LAELA KUY RAASA BAASA ARSA SRS MALLA AU KRS RURAL LALAA AL RARAE ARA RARAA AR LA MRS
m/z--> 0 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43
280 300 320 340
5000 m/z 71.20 36 .48%
27 71
15 ® 57
0 2 31 53 | 6367 86
AALALL) AL LA KLt WAL AL ALY IS ML) RLAL) WAL RS LAY RAAR) ALY KA LAY MR ARSI KA
m/z--> 0 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1828: Butane, 2,3-dimethyl- R R R Ry
43 2.80 3.00 3.20 3.40
m/z 39.10 18.82%
5000
71
27 39 55 86
15 | Al 51 6367
e Ean) kLA AR A AR ALY L) AL AR LA A LAY AR R M AA AR IR AR RN RSN LR
m/z--> 0 5 1015 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100820\
Data File : VU040566.D

Aca On : 08 Oct 2020 17:10

Operator : SY/MD

Sample : L4240-08DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .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 2

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

3.38 126.99 ug/L 9067520 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
2 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
3 Pentane. 3-methvl- 86 C6H14 000096-14-0 91
4 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 78
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 64

Abundance Scan 634 (3.379 min): VU040566.D (-613) (-) m/z 57.10 100.00%

g7
41
5000

3.00 320 340 360 380

g P—

37| |45 4953)||, 6367/ 77 8286
0 ,,,,,,,,',',,,' Hro ot || M/Z 56.10  85_34%
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1824: Pentane, 3-methyl-
57
41
5000 29 LI LI L L L L L LB L LB}
3.00 3.20 3.40 3.60 3.80
m/z 41.10 66.68%
15 |37 53 | 6367 't 86
O e R P T TS e [~ e
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
57
29 41 3.00 3.20 3.40 3.60 3.80
5000 m/z 43.10 25.15%
0 1 15 25 3337 454953 61 67/l 77 86
miz--> 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 3.00 3.20 3.40 3.60 3.80
m/z 39.05 18.20%
29 41
5000
2 15 ‘ 53, 1 86
e AN
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 3.00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100820\
Data File : VU040566.D

Aca On : 08 Oct 2020 17:10

Operator : SY/MD

Sample : L4240-08DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .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 1

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

3.72 258.15 ug/L 18432400 1,4-Difluorobenzene 6.26
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 91
3 n-Hexane 86 C6H14 000110-54-3 91
4 Pentane. 2.2.3.4-tetramethvl- 128 C9H20 001186-53-4 40
5 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 38

Abundance Scan 740 (3.719 min): VU040566.D (-720) (-) m/z 57.10 100.00%

57
41
5000 /\

86 LA L L L L L L LB LB |
3.40 3.60 3.80 4.00
37L 454953|| 6165 1 7781
(| SNSSERSSMMSISMMINSSHM———-U S| :.,....,....,.'...,....,....,.|...,....,... m/z 41.10 77.68%
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
43
29
5000 |||||||||||||||||||||||
39 3.40 3.60 3.80 4.00
15 86 m/z 43.10 68.22%
2 25 ‘ 53], I
s
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43 57
..,....,....,....,....,
29 3.40 3.60 3.80 4.00
5000 m/z 56.10 50.44%
39 86
. 9 15 53 71
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 R R REEREEEEEE S
57 340 360 380 4.00

m/z 42.05 35.16%

41
5000
29 86
15 || a7l 4953|6165 71 77
0 : | |

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\VU100820\
Data File : VU040566.D

Aca On : 08 Oct 2020 17:10

Operator : SY/MD

Sample : L4240-08DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .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 7

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

4.32 4_.05 ug/L 289012 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 83
2 Butane. 2.2.3-trimethvl- 100 C7H16 000464-06-2 83
3 Pentane. 2.2-dimethvl- 100 C7H16 000590-35-2 78
4 Butane. 2.2.3-trimethvl- 100 C7H16 000464-06-2 78
5 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 72

Abundance Scan 927 (4.321 min): VU040566.D (-909) (-) m/z 57.10 100.00%
g7
43
5000 85
BB NAREE SRR R S
69 4.00 4.20 4.40 4.60
0 ...,....,....,....,....|i.~...??-.'..',....-,....,.:.-.,...9.8,.... m/z 43.05 58.49%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #3996: Pentane, 2,2-dimethyl-
57
43
5000 85 IBENARBENURRE AR SRS
4.00 4.20 4.40 4.60
29 m/z 41.10 49.11%
0 37, 51 | 6369 77 | 100
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance
57
43 BB SRRE AR SRS
4.00 4.20 4.40 4.60
5000 m/z 56.05 44 .61%
o 2 b 37 51 6369 77 99
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3986: Pentane, 2,2-dimethyl- R B AR mamy
57 4.00 4.20 4.40 4.60
43 m/z 85.15 40.78%
5000
I I all
0 1 15 M 37| 51 6369 77 100
miz--> 0 10 20 30 40 50 60 70 8 90 100 400 420 440 460

SOMUTR100820WMA .M Fri Oct 09 17:58:32 2020 Page: 6



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100820\
Data File : VU040566.D

Aca On : 08 Oct 2020 17:10

Operator : SY/MD

Sample : L4240-08DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .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: Cyclic4.55 Concentration Rank 3

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

4.55 110.71 ug/L 7904620 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 94
2 Cvclopentane. methvl- 84 C6H12 000096-37-7 91
3 Cvclopentane. methvl- 84 C6H12 000096-37-7 78
4 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 72
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 72

Abundance Scan 998 (4.549 min): VU040566.D (-981) (-) m/z 56.10 100.00%
56
41
5000 69
rrrrTiryT T T T T T T T T T
84 420 4.40 4.60 4.80
37 51 || 6165 | 74 79
0 ........,....,....,....,....,....,....,....,..:.;.l.'.,....,:.::, ot etttk || mM/Z 41.05  55.58%
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- j\
56
41
5000 69 BN LA AN LR LR
420 4.40 4.60 4.80
28 o m/z 69.10 40.97%
1‘5 I 37 “ 5\1\\ ! 65\\ . 7 ‘
e LA Ly L) A A LAY LA AR ALY LA LA AR AR LA LA UL A LA I
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
2 420 4.40 460 480
5000 m/z 55.10 25.93%
69
21 84
o 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- e
56 420 4.40 4.60 4.80
m/z 39.05 24 _43%
5000 4l
69
27 ‘ ‘ 84
0 15 |31 37]]|| 51|, 6165 | 7377
BARARRERS KRRE) RELAE ARALY RARAY RSN RARS! SARLA ARE) SAALE BRI BARA KERE) SELS LA AAAAL AN ARSI AL SARM ISR SRR R
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
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100820\
Data File : VU040566.D

Aca On : 08 Oct 2020 17:10

Operator : SY/MD

Sample : L4240-08DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .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 Benzene, propyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.90 1.93 ug/L 187665 1,4-Dichlorobenzene-d4 11.81
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 78
4 Phenethvlamine. N-benzvl-p-chloro- 245 C15H16CIN 013622-43-0 72
5 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 72
Abundance Scan 2973 (10.899 min): VU040566.D (-2961) (-) m/z 91.10 100.00%
o
5000
120 RN SRR B
39 65 105 | 10.60 10.80 11.00 11.20
Obrrrprrrrkrrder ekt e e erees || M/z 120.20  21.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9407: Benzene, propyl-
91
5000
10.60 10.80 11.00 11.20
65 120 m/z 65.10 11.89%
39 105
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 11.21%
120
39 65 105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 A
Abundance #70356: N-Benzyl-2-phenethylamine A
91 10.60 10.80 11.00 11.20
120 m/z 78.10 6.67%
5000
65
ol 27 51 | | 105 | 134 165 209
m/z--> 20 45 60 80 160 120 140 160 180 200 220 240 260 280 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100820\
Data File : VU040566.D

Aca On : 08 Oct 2020 17:10

Operator : SY/MD

Sample : L4240-08DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .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 Benzene, l-ethyl-3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.00 5.37 ug/L 522920 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 97
2 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
3 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 94
4 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 3004 (10.999 min): VU040566.D (-2989) (-) m/z 105.20 100.00%
105
5000
120
77 91 AN SRR BN S B
39 &5 65 10.60 10.80 11.00 11.20 11.40
O el B8 98 L Tn/z 120.20  32.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105
5000
120 10.60 10.80 11.00 11.20 11.40
o1 m/z 91.10 13.97%
mz-> 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 77.10 12.88%
120
15 2 3 51665 o9l
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9426: Benzene, 1-ethyl-3-methyl-
105 10.60 10.80 11.00 11.20 11.40
m/z 106.20 8.79%
5000
0 R
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\VU100820\
Data File : VU040566.D

Aca On : 08 Oct 2020 17:10

Operator : SY/MD

Sample : L4240-08DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .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 Benzene, 1,2,3-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.09 3.54 ug/L 344980 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Mesitvlene 120 C9H12 000108-67-8 95
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
4 Mesitvlene 120 C9H12 000108-67-8 95
5 Mesitylene 120 C9H12 000108-67-8 94
Abundance Scan 3032 (11.089 min): VU040566.D (-3021) (-) m/z 105.15 100.00%
105
5000 120
B s % 10080 1100 1170 1140
Ol prr eyl s et e Bl Tmzz 120.20 49.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000
10.80 11.00 11.20 11.40
27 m/z 77.10 14.27%
o 15 27 3 Sleges T Slgg |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
120 10.80 11.00 11.20 11.40
5000 m/z 119.20 12.76%
27 39 Blgges 1 9
e R R A RS AR AR RARRA RRARS RARSS RS RAARS AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9419: Benzene, 1,2,4-trimethyl- R mE s AREEEEw
105 10.80 11.00 11.20 11.40
m/z 91.10 11.92%
120
5000
15 27 3? 5l 55 65 7( 91
OH'VHH|“JU'“‘W'“H“'H”M'V'J““'WMH'VWLl“*w““'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU100820\
Data File : VU040566.D

Aca On : 08 Oct 2020 17:10

Operator : SY/MD

Sample : L4240-08DL 20X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .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, 1,2,4-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.47 5.34 ug/L 520148 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
4 Mesitvlene 120 C9H12 000108-67-8 94
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
Abundance Scan 3151 (11.471 min): VU040566.D (-3135) (-) m/z 105.20 100.00%
105
5000 120
39 51 .5 65 17 N s 11.20 11.40 11.60 11.80
Obrrr e prerrr ety s gt e 28l Tm/Zz 120,20 45.83%
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 77.10 13.15%
o 15 27 3 Sleges T Slgg |
mz-> 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 119.20 12.11%
15 27 % sl s 65 | o
S R A N RS AR AR RARRA RRARR RARSS RS RAARSERRAE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9421: Benzene, 1,2,4-trimethyl-
105 11.20 11.40 11.60 11.80
m/z 91.10 11.73%
120
5000
o 15 27 39 Sleges Mg eg |
m/z--> 0 20 30 40 50 60 70 80 90 100 110 120 11.20 11.40 11.60 11.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU100820\
Data File : VU040566.D

Acq On : 08 Oct 2020 17:10

Operator : SY/MD

Sample : L4240-08DL 20X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 15 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR100820WMA .M
TRACE VOA SOMO1.0

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
(DEL) Alkane: Str... 3.10 81.0 ug/L 5781980 1 6.26 357009 5.0
(DEL) Alkane: Str... 3.38 127.0 ug/L 9067520 1 6.26 357009 5.0
(DEL) Alkane: Str... 3.72 258.1 ug/L 18432400 1 6.26 357009 5.0
(DEL) Alkane: Str... 4.32 4.0 ug/L 289012 1 6.26 357009 5.0
(DEL) Alkane: Cyc... 4.55 110.7 ug/L 7904620 1 6.26 357009 5.0
Benzene, propyl- 10.90 1.9 ug/L 187665 3 11.81 486898 5.0
Benzene, l-ethyl-_... 11.00 5.4 ug/L 522920 3 11.81 486898 5.0
Benzene, 1,2,3-tr... 11.09 3.5 ug/L 344980 3 11.81 486898 5.0
Benzene, 1,2,4-tr... 11.47 5.3 ug/L 520148 3 11.81 486898 5.0
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