LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@92921\
Data File : VU@45007.D

Acqg On : 29 Sep 2021 20:47

Operator : SY/MD

Sample : M3926-04DL 10X

Misc : 5.emL/MSVOA_U/WATER EP-1-MW-4-0921DL

ALS Vvial : 24 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA U\Method\82U092821W.M

Title : SW846 8260

Signal : TIC: VU@45007.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.475 34 42 55 rBvV 163127 162478 7.50% 1.243%
2 5.295 1214 1230 1242 rBV 177760 374607 17.29% 2.865%
3 5.379 1242 1256 1278 rVB 310526 639442 29.51% 4.891%
4 5.707 1343 1358 1381 rBV 214393 438772 20.25% 3.356%
5 6.253 1511 1528 1546 rBV 470004 879463 40.59% 6.727%
6 7.903 2022 2041 2062 rBvV 724813 1233699 56.94% 9.436%
7 9.420 2498 2513 2529 rBV 655501 1068848 49.33% 8.175%
8 9.575 2550 2561 2576 rVB 30745 48559 2.24% 0.371%
9 9.697 2584 2599 2615 rBV2 24462 47104 2.17% 0.360%
10 10.488 2826 2845 2855 rBV 120454 186520 8.61% 1.427%
11 10.636 2877 2891 2904 rBV 523294 814514 37.59% 6.230%
12 10.816 2939 2947 2957 rVB6 12245 21730 1.00% 0.166%
13 10.909 2964 2976 2994 rBV 187631 289664 13.37% 2.216%
14 11.002 2995 3005 3010 rBV 38908 64873  2.99%  0.496%
15 11.092 3022 3033 3043 rVB 33408 51841 2.39% 0.397%
16 11.295 3085 3096 3114 rBV 55618 98337 4.54% 0.752%
17 11.420 3127 3135 3140 rBV3 24624 35978 1.66% 0.275%
18 11.472 3140 3151 3173 rVB 1408321 2166780 100.00% 16.573%
19 11.613 3185 3195 3199 rBV2 33972 52242 2.41% 0.400%

20 11.645 3199 3205 3218 rVB 71767 112068 5.17% 0.857%

21 11.748 3229 3237 3245 rVB 16727 24152 1.11%
22 11.816 3245 3258 3271 rBV 656515 1048915 48.41%
23 11.899 3272 3284 3305 rVB 517057 800892 36.96%
24 12.012 3308 3319 3331 rVB 38051 61451 2.84%

w o oo
=
N
o))
B

25 12.099 3333 3346 3363 rBv2 268829 441823 20.39% 379%
26 12.189 3363 3374 3394 rVB3 50128 108538 5.01% ©.830%
27 12.304 3396 3410 3425 rBV 39852 65878 3.04% 0.504%
28 12.381 3425 3434 3445 rVB 21058 33491 1.55% ©.256%
29 12.468 3449 3461 3466 rBV 79369 126377 5.83% 0.967%
30 12.497 3466 3470 3481 rVV 80168 114028 5.26% ©.872%
31 12.574 3484 3494 3501 rVV 139621 214800 9.91% 1.643%
32 12.616 3501 3507 3518 rVB 54276 84808 3.91% 0.649%
33 12.687 3518 3529 3548 rBV3 137199 298912 13.80%  2.286%
34 12.877 3577 3588 3599 rVB4 52325 97323  4.49% 0.744%
35 12.976 3601 3619 3627 rVV 79821 139086 6.42% 1.064%

36 13.028 3627 3635 3652 rVB 102067 159644  7.37%  1.221%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@92921\
Data File : VU@45007.D

Acqg On : 29 Sep 2021 20:47

Operator : SY/MD

Sample : M3926-04DL 10X

Misc : 5.emL/MSVOA_U/WATER EP-1-MW-4-0921DL

ALS Vvial : 24 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA U\Method\82U092821W.M

Title : SW846 8260

37 13.115 3652 3662 3676 rBV3 15457 27261 1.26% 0.209%
38 13.455 3757 3768 3784 rVB3 123836 219087 10.11% 1.676%
39 13.626 3809 3821 3831 rVB 55996 89509 4.13% 0.685%
40 13.844 3879 3889 3899 rBV6 14163 23999 1.11% 0.184%

41 14.089 3948 3965 3984 rBV 62458 106817 4.93% 0.817%

Sum of corrected areas: 13074310
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU©92921\
Data File : VU@45007.D

Acqg On : 29 Sep 2021 20:47

Operator : SY/MD

Sample : M3926-04DL 10X

Misc : 5.0mL/MSVOA_U/WATER EP-1-MW-4-0921DL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance : ' '
1400000 TIC: VU045007.D\data.ms

1200000
1000000
800000

600000
6.253

400000
5.379

5.707
2000007 1.475 5.29

0\‘\\\\‘\H\‘\\\\‘\\\\‘\\\\‘\\\\‘\\H|\\\\‘H\\‘\\\\‘\\\\‘\\\\‘\\\\‘\H\‘\\\\‘H\\‘\\\\‘\\\\‘\\H‘W—r\‘\H\‘\‘v—v—r‘HH‘HH,—V—FH‘HH’HH

Time--> 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60

Abundance TIC: VU045007.D\data.
1400000 ala.ms 11.k72

1200000
1000000

800000 7.903

9.420 11.816

600000 10.636 .899

400000
12.099

10.909
200000 10.488

: 1000931 395470 6% 4g12.082.1
o . L | | 9.58%97 | k 10.8#& ‘ Hﬁi ‘ﬁ%,7‘ ‘ A

‘ — e B e —
Time--> 7.00 7.50 8.00 8.50 9.00 9.50

T
10.00 10.50 11.00 11.50 12.00
Abundance : ' '

1400000 TIC: VU045007.D\data.ms

1200000
1000000
800000
600000

400000

200000 12.524687 13.455

g8
. 2@%&12%}%&15 | 13:6245 gggt4-089
T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T ‘ T T ‘ T T ‘ T T ‘ T T T T ‘ T T ‘ T
Time--> 12.50 13.00 1350 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU©92921\
Data File : VU@45007.D

Acqg On : 29 Sep 2021 20:47

Operator : SY/MD

Sample : M3926-04DL 10X

Misc : 5.0mL/MSVOA_U/WATER EP-1-MW-4-0921DL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Methyl nitrite Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
1.475 12.70 ug/l 162478  Pentafluorobenzene 5.379

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl nitrite 61 CH3NO2 000624-91-9 5
2 o-Ethylhydroxylamine 61 C2H7NO 000624-86-2 4
3 Cyanogen chloride 61 CCIN 000506-77-4 4
4 Thiirane 60 C2H4S 000420-12-2 3
5 Pentaborane(11) 66 BS5H11 018433-84-6 3
Abundance  Scan 42 (1.475 min): VU045007.D\data.ms (-34) (-) m/z 61.00 100.00%
61.0
5000
45.9
T
140 160 1.80
39.9 o
O e e e e e e m/z 59.90 61.88%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #367: Methyl nitrite
30.0
5000 | LA L L LA
140 160 1.80
m/z 45.90  29.98%
e Ml a0 610
O ‘HH‘HH‘HH‘HH’\H \H\‘H\\‘HH‘\\H‘\H\‘\\Hi\\\\‘\\\\‘\\\\‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #358: 0-Ethylhydroxylamine
27.033.0
T
61.0 140 160 1.80
5000 m/z 63.90 3.54%
43.0
o LT
0 WHWH}HHWH,! ‘ H Mm“ll‘H‘m_m‘mw N RARRIRAREY
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #365: Cyanogen chloride e
61.0 140 160 1.80
m/z 62.00 2.09%
5000
26.0 350
0 ‘uu‘uu‘\\u‘\u\,1u\‘\u\lwu‘\m‘\m‘\m‘uu‘ T T LA BN T
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 140 160 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU©92921\
Data File : VU@45007.D

Acqg On : 29 Sep 2021 20:47

Operator : SY/MD

Sample : M3926-04DL 10X

Misc : 5.0mL/MSVOA_U/WATER EP-1-MW-4-0921DL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Mesitylene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.899 38.18 ug/l 800892 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 C9H12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
4 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
5 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 87
Abundance Scan 3284 (11.899 min): VU045007.D\data.ms (-3272) (-  m/z 104.95 100.00%
105.0
5000 120.0 /\
— L
3900  ggo (10 910 11.50 12.00
0 ",‘m,‘H‘,m“,mH;MummwHH‘HH“‘HH“M!wuu“uw m/z 120.00  41.42%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10692: Mesitylene
105.0
5000 120.0 — ]\ ‘
11.50 12.00
770 m/z 76.95 13.21%
51.0 " 91.0
O \\’\H\’\2\\7\.?\\\\"H\\"‘\‘\\\“6\4\"‘10\‘\\\‘1“\\H“HH‘\‘}1\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0 /\
— ALt
11.50 12.00
m/z 91.00 10.72%
5000 1200 /
39.0 77.0 91,0
0 ",lﬂr)((‘),‘H‘\,m“,Mm‘,‘\u"6‘?;‘9‘,”“1‘,‘m,‘uH,“‘!‘,HMH‘,‘HH,
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 ﬂ\ A j\
Abundance #10705: Benzene, 1,2,4-trimethyl- I
105.0 11.50 12.00
m/z 119.00 9.48%
5000 120.0
28.0 770 910 /\ /\
P G - ROV S 1§ ¥ [ 611,07
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU©92921\
Data File : VU@45007.D

Acqg On : 29 Sep 2021 20:47

Operator : SY/MD

Sample : M3926-04DL 10X

Misc : 5.0mL/MSVOA_U/WATER EP-1-MW-4-0921DL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Benzene, cyclopropyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.099 21.06 ug/l 441823 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, cyclopropyl- 118 C9H10 000873-49-4 91
2 Bicyclo[4.2.0]octa-1,3,5-triene,... 118 C9H10 055337-80-9 83
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 64
4 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 64
5 Benzene, 1-ethenyl-2-methyl- 118 C9H10 000611-15-4 64
Abundance Scan 3346 (12.099 min): VU045007.D\data.ms (-3333) (-  m/z 117.00 100.00%
11v.0
5000
910 ‘ AA NP~
389 629 77.0 ‘ 134.0 12.00 12.50
Obeerrrepreebereeli kbl el e ML myz 118,00 53.77%
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #10195: Benzene, cyclopropyl-
117.0
5000 bt :
91.0 12.00 12.50
' m/z 115.00 36.38%
51.0 65.0 ‘ ‘
0 H‘\2\\7\.‘0\\\\“\\HHHMH‘\‘H‘H\”‘\\H‘i}\HH‘\H‘H1\“\\\\‘\\\\‘\\
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance  #10215: Bicyclo[4.2.0]octa-1,3,5-triene, 7-methyl-
117.0 JL
R 5
12.00 12.50
5000 m/z 119.00 35.26%
91.0
39.0 63.0 770
0 ‘“2‘4"‘9‘”‘:‘p‘H}‘:uul‘1‘;‘”‘m‘!WH‘i:"":“HW!JWWHW
m/z--> 20 30 40 50 60 70 80 90 100110120130140 A /\A
Abundance #10192: Benzene, 2-propenyl- Lo, ‘ ‘/\ A ‘
117.0 12.00 12.50
m/z 105.00 32.70%
5000 91.0
39.0 65.0
0 H"m‘H‘1““‘H}‘ml‘1‘1‘”“1“1“”“i1u“1“u‘H“‘mwuu‘u
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU©92921\
Data File : VU@45007.D

Acqg On : 29 Sep 2021 20:47

Operator : SY/MD

Sample : M3926-04DL 10X

Misc : 5.0mL/MSVOA_U/WATER EP-1-MW-4-0921DL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.468 6.02 ug/l 126377 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 97
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 95
4 o-Cymene 134 C10H14 000527-84-4 94
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94

Abundance Scan 3461 (12.468 min): VU045007.D\data.ms (-3449) (-  m/z 119.00 100.00%
119.0
5000
134.0
91.0
38.9 649 | ‘ | 12.50
ot el MLl myz 134,00 30.79%
miz--> 20 40 60 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 /\ T A\/\\/\\ T T j\ f }\\
134.0 12.50
91.0 m/z 91.00 18.71%
15.0 39.0 65.0 ‘- ‘
O\\\‘\ T \‘\ T \““\ \“”\ ‘H‘\ T \‘H‘ T T “1‘\ \N ——ih T
miz--> 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0 /\ J
MVLL VWL
12.50
5000 m/z 105.00 15.88%
91.0 134.0
39.0 65.0 ‘
ob 280 0w Al bl L
miz--> 20 40 60 80 100 120 140 j\ /\
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- e ‘A}Aﬁ4\4“@ﬁ
119.0 12.50
m/z 77.00 11.16%
5000
91.0 134.0
v w0 | MWLy
o180 . 380 S b el L AWV L
m/z--> 20 40 60 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU©92921\
Data File : VU@45007.D

Acqg On : 29 Sep 2021 20:47

Operator : SY/MD

Sample : M3926-04DL 10X

Misc : 5.0mL/MSVOA_U/WATER EP-1-MW-4-0921DL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 p-Cymene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.497 5.44 ug/1 114028 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C10H14 000099-87-6 94
2 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 91
3 o-Cymene 134 C10H14 000527-84-4 91
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 91
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 91

Abundance Scan 3470 (12.497 min): VU045007.D\data.ms (-3466) (-  m/z 119.00 100.00%

119.0
5000 A jk
134.0
910 /\\/\\/\\\ T J\\
50.9 77‘0 12.50
O b prer et e et e m/z 134,00 25.08%
m/z--> 20 30 40 50 60 70 80 90 100 110120130 140
Abundance #16995: p-Cymene
119.0
12.50
91.0 134.0 m/z 91.00 17.56%
ol 270 410 e30 77O | 1050 | |
\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘H
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0 /\ AA /}\
e A
134.0 12.50
5000 ' ITI/Z 120.00 11.67%
91.0
270 40 630 710 1050 ||
O Frprrrrprrer e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130 140 &J\ j\ A
Abundance #16997: 0-Cymene ‘ A A e
119.0 12.50
m/z 77.00 9.35%
5000
134.0
91.0
270 40 630 770 1050 || ‘ /\/\A
0 [T L, m H

m/z--> 20 30 40 50 60 70 80 90 100110120130 140 12. 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU©92921\
Data File : VU@45007.D

Acqg On : 29 Sep 2021 20:47

Operator : SY/MD

Sample : M3926-04DL 10X

Misc : 5.0mL/MSVOA_U/WATER EP-1-MW-4-0921DL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 o0-Cymene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.574 10.24 ug/l 214800 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C10H14 000527-84-4 97
2 p-Cymene 134 C10H14 000099-87-6 97
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 95
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95
Abundance Scan 3494 (12.574 min): VU045007.D\data.ms (-3484) (-  m/z 119.00 100.00%
119.0
5000
134.0
91.0
B S ‘ .00
O rrprrrrprrrrprrrprre e e m/z 134.00  28.34%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16997: 0-Cymene
119.0 AJ\
5000 T /\\/\\ T T J\/\
12.50
91.0 134.0 m/z 90.95  16.38%
41.0 65.0
OH‘H\\‘HH‘\H\“‘HH‘\Hw‘\‘\‘\\‘\\\‘uHH‘HH‘\WH‘\\‘\‘\l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16995: p-Cymene
119.0
1250
5000 m/z 120.00 10.31%
91.0 134.0
41.0 65.0
o) . W O Y PR |
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A /\ A
Abundance #17103: Benzene, 1-methyl-3-(1-methylethyl)- A A e
119.0 12.50
m/z 76.95 9.57%
5000
134.0
My
oL1s0 410 690 A A |

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 1250
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU©92921\
Data File : VU@45007.D

Acqg On : 29 Sep 2021 20:47

Operator : SY/MD

Sample : M3926-04DL 10X

Misc : 5.0mL/MSVOA_U/WATER EP-1-MW-4-0921DL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Indan, 1-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.687 14.25 ug/l 298912 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C10H12 000767-58-8 93
2 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 86
3 Benzene, 1l-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 83
4 Benzene, (2-methyl-1-propenyl)- 132 C1OH12 000768-49-0 83
5 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 83
Abundance Scan 3529 (12.687 min): VU045007.D\data.ms (-3518) (-  m/z 117.00 100.00%
117.0
5000
132.0
91.0 ‘ 12:50 13.00
50.9 . .
o‘wmwmwwuHH\‘HJ‘_‘Hf‘ﬁmu“m‘ww‘\1‘_”‘1‘1“‘:”‘” m/z 115.00  34.23%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16104: Indan, 1-methyl-
117.0
5000 1&1\)/\ 1J3\/(§0
132.0 - :
91.0 m/z 132.00 27.13%
39.0 65.0 " ‘
O\\‘HH‘H\‘\‘HH“H\\i‘\‘\\}‘\‘HH‘\H‘\‘HH“\H\‘HH‘HH‘\HH‘\‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16139: Benzene, (2-methyl-2-propenyl)-
117.0
1320 1250 13.00
5000 m/z 90.95 17.49%
91.0
39.0 650 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)-
117.0 1250 1300
m/z 119.00 16.81%
132.0
5000
91.0
390 650 ‘ “
o"‘H"‘H"‘H‘“‘H"“H"‘“1“"‘H‘w"H"‘H‘_‘:le_www

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU©92921\
Data File : VU@45007.D

Acqg On : 29 Sep 2021 20:47

Operator : SY/MD

Sample : M3926-04DL 10X

Misc : 5.0mL/MSVOA_U/WATER EP-1-MW-4-0921DL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 1,3-Cyclopentadiene, 1,2,3,... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.976 6.63 ug/l 139086 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 076089-59-3 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 97
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 96
4 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 96
5 o-Cymene 134 C1eH14 000527-84-4 95

Abundance Scan 3619 (12.976 min): VU045007.D\data.ms (-3601) (-  m/z 119.00 100.00%
119.

9.0
5000
91.0
Ol bl e LTI myz 134,00 42.62%
m/z--> 20 40 60 80 100 120 140
Abundance #17138: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-meth
119.0
5000 T ]\ \/\\ T T
13.00
91.0 m/z 90.95 17.63%
41.0
65.0 1%5.0
O \\\’\‘\ T \"‘\ \“‘1‘\ “1‘\ T \““ T i‘\ ‘W\ \w‘l T \‘\ ‘ L
m/z--> 20 40 60 80 100 120 140
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
IAIVIV:
13.00
5000 ITI/Z 120.00 9.87%
91.0
41.0 63.0 | ‘ | 135.0
o RO S o OSSR SRS 1 N |
m/z--> 20 40 60 80 100 120 140 /\ /\
Abundance #17064: Benzene, 1,2,3,4-tetramethyl- AR R S A ‘
119.0 13.00
m/z 133.00 9.54%
5000
41.0 910 135.0 Jmm ﬂx A
X P M) e - R Y LA LVARY
m/z--> 20 40 60 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU©92921\
Data File : VU@45007.D

Acqg On : 29 Sep 2021 20:47

Operator : SY/MD

Sample : M3926-04DL 10X

Misc : 5.0mL/MSVOA_U/WATER EP-1-MW-4-0921DL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

13.028 7.61 ug/l 159644  1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96
4 o-Cymene 134 C10H14 000527-84-4 94
5 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C10H14 076089-59-3 94

Abundance Scan 3635 (13.028 min): VU045007.D\data.ms (-3627) (-  m/z 119.00 100.00%

119.0
5000
91.0
39.0 649 ‘ 135.0 13.00
L Lt Ll fin
OF it e A T myz 134,00 44.30%
m/z--> 20 40 60 80 100 120 140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 j\ ‘/\‘ T 1
13.00
m/z 91.00 17.40%
91.0
150 390 650 | 135.0
O ‘“‘“"““““\“““‘“‘““‘M“H“““““
m/z--> 20 40 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
A
1300
5000 ITI/Z 133.00 10.35%
91.0
150 0 680 | T
Ol AL
m/z--> 20 40 60 80 100 120 140 W\ M I\
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- . /\
119.0 1300
m/z 120.00 10.06%
5000
91.0
410 430 | 135.0 A
0 H"“"“‘Hw““mH““HH“:‘HM‘H“‘HH Al e
m/z--> 20 40 60 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU©92921\
Data File : VU@45007.D

Acqg On : 29 Sep 2021 20:47

Operator : SY/MD

Sample : M3926-04DL 10X

Misc : 5.0mL/MSVOA_U/WATER EP-1-MW-4-0921DL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Benzene, (1-methyl-1-propen... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.455 10.44 ug/l 219087 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000767-99-7 64
2 o-Cymene 134 C1oH14 000527-84-4 55
3 Benzene, 1-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 50
4 p-Cymene 134 C10H14 000099-87-6 50
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 50

Abundance Scan 3768 (13.455 min): VU045007.D\data.ms (-3757) (- m/z 119.00 100.00%

119.0
5000 134.0
91.0
e
389 650 | ‘ | 13.50
0“_ku‘wHHM‘Hmhuﬂww‘mmuuymuuwuwﬂu‘mMMMwu m/z 117.00  87.06%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16171: Benzene, (1-methyl-1-propenyl)-, (2)-
117.0
132.0 M J\ A
5000 T T T T T T T
91.0 13.50
51.0 :
270 m/z 134.00  40.25%
0 \’1’7640”
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16991: o-Cymene
119.0
=
13.50
m/z 114.95 29.84%
5000 910 /
134.0
39.0 65.0 ‘
0“%%ﬂ‘ww‘HLh‘ﬂm‘MMM‘HMUHHMMHHW‘““M‘HW‘MW‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\/\ A/\A\
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl- AVANAR N o/
119.0 13.50
m/z 132.00  28.41%
5000
91.0 134.0
39.0 65.0 ‘ ‘ J\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@92921\
Data File : VU@45007.D

Acqg On : 29 Sep 2021 20:47
Operator : SY/MD

Sample : M3926-04DL 10X

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Methyl nitrite 1.475 12.7 ug/l 162478 1 5.379 639442 50.0
Mesitylene 11.899 38.2 ug/l 800892 4 11.816 1048920 50.0
Benzene, cyclop... 12.099 21.1 ug/l 441823 4 11.816 1048920 50.0
Benzene, 2-ethy... 12.468 6.0 ug/l 126377 4 11.816 1048920 50.0
p-Cymene 12.497 5.4 ug/l 114028 4 11.816 1048920 50.0
o-Cymene 12.574 10.2 ug/l 214800 4 11.816 1048920 50.0
Indan, 1-methyl- 12.687 14.2 ug/l 298912 4 11.816 1048920 50.0
1,3-Cyclopentad... 12.976 6.6 ug/l 139086 4 11.816 1048920 50.0
Benzene, 1,2,3,... 13.028 7.6 ug/l 159644 4 11.816 1048920 50.0
Benzene, (1-met... 13.455 10.4 wug/l 219087 4 11.816 1048920 50.0
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