LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65627.D

Acqg On : 27 Jan 2021 14:10
Operator : JC/MD

Sample : M1190-06

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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_N\methods\82N©12521W.M

Title : SW846 8260

Signal : TIC: VN@65627.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.296 165 173 184 rVB 14214 22705 1.20% 0.130%
2 3.258 455 472 497 rBV 256545 716003 37.70% 4.091%
3 3.782 621 635 657 rVB 46148 118148 6.22% 0.675%
4 6.798 1556 1573 1596 rBV4 8522 26899 1.42% 0.154%
5 7.550 1789 1807 1818 rBV 128197 323383 17.03% 1.848%

7.624 1818 1830 1854 rVB 257698 616889 32.48% 3
7.987 1926 1943 1970 rBV 165347 392331 20.66% 2
8.547 2099 2117 2136 rBV 393782 827440 43.56% 4.728%
10.058 2570 2587 2599 rBV = 626928 1163307 61.25% 6
10 10.122 2599 2607 2620 rVB 109253 196410 10.34% 1

11 11.376 2979 2997 3018 rBV 526512 936845 49.32% 5.353%
12 11.479 3018 3029 3046 rVB 107017 183530 9.66%  1.049%
13 11.589 3047 3063 3088 rVV 1008763 1899409 100.00% 10.853%
14 11.917 3148 3165 3185 rBV 957955 1617536 85.16% 9.242%
15 12.373 3290 3307 3329 rBV 389585 672887 35.43%  3.845%

16 12.627 3374 3386 3393 rBV 355503 607466 31.98%
17 12.701 3402 3409 3422 rVB 212039 343219 18.07%
18 12.862 3443 3459 3474 rBV 227420 371867 19.58%
19 13.010 3491 3505 3530 rVB 713155 1133055 59.65%
20 13.203 3557 3565 3575 rBV2 15086 23001 1.21%

OO NRL W
=
N
U1
S

21 13.315 3587 3600 3604 rBV 462344 762799 40.16%
22 13.425 3625 3634 3643 rBV2 17614 30325 1.60%
23 13.511 3643 3661 3669 rVV 353851 642638 33.83%
24 13.553 3670 3674 3691 rVB2 107705 154825  8.15%
25 13.711 3711 3723 3732 rBV 30232 49318  2.60%

OO WO
o))
~N
N
R

26 13.772 3732 3742 3747 rBV 77425 125734  6.62%
27 13.801 3747 3751 3760 rWV 70961 100474  5.29%
28 13.859 3760 3769 3779 rVV 139456 209983 11.06%
29 13.916 3779 3787 3793 rVWV2 27520 42853 2.26%
30 13.965 3793 3802 3813 rVB2 117928 192948 10.16%

RPORPROO®
N
[
(]
R

31 14.097 3833 3843 3854 rBV 55527 86773  4.57%
32 14.180 3858 3869 3874 rVV 114084 177962  9.37%
33 14.219 3874 3881 3890 rVWW 173576 273139 14.38%
34 14.264 3890 3895 3902 rwv2 19478 27913 1.47%
35 14.402 3923 3938 3942 rBv4 12302 22548 1.19%

OO0ORrRrLrOe
w1
a
=
S

36 14.444 3942 3951 3961 rVVW 144263 229164 12.07% 1.309%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65627.D

Acqg On : 27 Jan 2021 14:10
Operator : JC/MD

Sample : M1190-06

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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_N\methods\82N©12521W.M
Title : SW846 8260
37 14.495 3961 3967 3974 rVB2 19269 25757 1.36% ©.147%
38 14.563 3974 3988 3999 rBV3 319253 627801 33.05% 3.587%
39 14.621 3999 4006 4018 rVB4 24302 42524 2.24% 0.243%
40 14.711 4022 4034 4043 rBV 80601 133955 7.05% 0.765%
41 14.820 4050 4068 4074 rBV3 67417 153287 8.97% ©0.876%
42 14.926 4089 4101 4115 rVB3 67245 144414 7.60% 0.825%
43 15.100 4135 4155 4166 rBV 217507 398580 20.98% 2.277%
44 15.154 4166 4172 4179 rVWW2 14673 24021 1.26% 0.137%
45 15.209 4180 4189 4196 rvv4 25452 49654 2.61% 0.284%
46 15.254 4198 4203 4214 rVB2 22940 37760 1.99% 0.216%
47 15.379 4232 4242 4260 rBV 45791 81586 4.30% 0.466%
48 15.540 4274 4292 4297 rBv4 36064 82442 4.34% 0.471%
49 15.659 4320 4329 4339 rVWv2 19638 32132 1.69% 0.184%
50 15.730 4340 4351 4373 rVB3 28398 66154 3.48% ©.378%
51 15.868 4383 4394 4407 rBv4 24359 50756 2.67% 0.290%
52 16.058 4438 4453 4461 rBV6 13920 29768 1.57% 0.170%
53 16.116 4461 4471 4486 rVB 49543 97295 5.12% 0.556%
54 16.305 4513 4530 4543 rBV 45268 102210 5.38% 0.584%
Sum of corrected areas: 17501822
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

Abundance
1000000

800000

600000

400000

200000

0
Time-->

Abundance
1000000

800000

600000

400000

200000

: M1190-06
: 5.00mL/MSVOA_N/WATER
. 10

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe12721\

: VNO65627.D
: 27 Jan 2021 14:10

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@12521W.M
: SW846 8260

¢ C:\DATABASE\NIST11.L
LSCINT.P

TIC: VN065627.D\data.ms

3.258

2206 3.782

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

TIC: VN065627.D\data.ms

11.589

10.058
11.376

8.547

7.987

122 1.47

Time-->
Abundance
1000000

800000

600000

400000

200000

9.00 9.50 10.00
TIC: VN065627.D\data.ms

—— —T— e
10.50 11.00 11.50

13.010

13.315

12.373 12.627 13.511

14.563

.782.862

15.100
1 5531

21914 44
1411@2@26

Time-->

82N012521W.M

12.00 12.50 13.00 13. 50 14 00 l4.50 15 00 15 50 16 00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65627.D

Acqg On : 27 Jan 2021 14:10
Operator : JC/MD

Sample : M1190-06

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Ethanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.258 58.03 ug/l 716003  Pentafluorobenzene 7.624

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol 46 C2H60 000064-17-5 83
2 Dimethyl ether 46 C2H60 000115-10-6 9
3 Methane, nitroso- 45 CH3NO 000865-40-7 4
4 Oxalic acid 90 C2H204 000144-62-7 4
5 L-Lactic acid 90 C3H603 000079-33-4 4
Abundance Scan 472 (3.258 min): VN065627.D\data.ms (-455) (-) m/z 45.00 100.00%
45.0
5000 Jk
AR R
3.00 3.20 3.40 3.60
obr e el 989 7L 909 nmyz 46.00  39.23%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #95: Ethano
31.0
5000 450 L B I L I LN B
3.00 3.20 3.40 3.60
m/z 43.00 19.15%
mo ||
O\\\‘\\“\\“\\\‘1‘\\\\‘}\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #98: Dimethyl ether
43.0
29.0
e
15.0 3.00 3.20 3.40 3.60
5000 m/z 42.00 6.93%
0 H‘M‘;"mw‘m""H‘HH,‘H‘,mwmwm‘
miz--> 10 20 30 40 50 60 70 80 90
Abundance #92: Methane, nitroso- e e ABAR
30.0 3.00 3.20 3.40 3.60
45.0 ITI/Z 44.00 2.32%
5000
15.0
0 m_mw\l‘ el e S
m/z--> 10 20 30 40 50 60 70 80 90 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65627.D

Acqg On : 27 Jan 2021 14:10
Operator : JC/MD

Sample : M1190-06

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Benzene, 1-ethyl-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.627 39.82 ug/l 607466 1,4-Dichlorobenzene-d4 13.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 3386 (12.627 min): VN065627.D\data.ms (-3374) (-  m/z 105.05 100.00%
105.1
5000
390 57 77.0 l 12.50 13.00
O 208 Ml 3320 1850 17 170,05  30.76%
miz--> 20 40 60 80 100 120 140 160
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
5000 ‘ ’#AJ\/\ \
12.50 13.00
m/z 77.00 12.01%
39.0 77.0
Ot T \‘\ T \"‘\ \“1‘5\?‘.9\ T \““ T \‘1 T ‘H‘\ \;]\-“2\.\0\ L LA
miz--> 20 40 60 80 100 120 140 160
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105.0 A
— =
12.50 13.00
5000 m/z 91.00 11.58%
77.0
39.0
Y L R - I ) N N—
miz--> 20 40 60 80 100 120 140 160 j\
Abundance #9399: Mesitylene P =
105.0 12.50 13.00
m/z 79.00 8.61%
5000
77.0
olso 0 se0 | o - j\ L
m/z--> 20 40 60 80 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65627.D

Acqg On : 27 Jan 2021 14:10
Operator : JC/MD

Sample : M1190-06

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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, 1-ethyl-3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.862 24.38 ug/l 371867 1,4-Dichlorobenzene-d4 13.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Mesitylene 120 C9H12 000108-67-8 91

Abundance Scan 3459 (12.862 min): VN065627.D\data.ms (-3443) (-  m/z 105.00 100.00%

105.0
5000
120.1 K
— A
77.0 91.0
30.0 63.0 H ‘ A 12.50 13.00 .
Ol et e e e m/z 120.10 30.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
5000 M A ‘
1200 1250 1300
m/z 77.00 12.46%
39.0 77.0 91.0
OH‘\\\\‘\2\6\\?\H\“HHH\\\\G‘%\‘\O\‘H\‘H‘HH“HH‘\‘\l\‘\\‘\\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105.0 A
1250 1300
5000 m/z 91.00 11.17%
120.0
77.0 91.0
39.0
Oy B e b e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9418: Benzene, 1,2,3-trimethyl-
105.0 1250 1300
m/z 79.00 9.75%
120.0
5000
77.0
1 90 s M0 j\
Ottt e e e R
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65627.D

Acqg On : 27 Jan 2021 14:10
Operator : JC/MD

Sample : M1190-06

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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, cyclopropyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.511 42.12 ug/1 642638 1,4-Dichlorobenzene-d4 13.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, cyclopropyl- 118 C9H10 000873-49-4 93
2 Indane 118 C9H10 000496-11-7 90
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 81
4 Deltacyclene 118 C9H1e0 007785-10-6 68
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 68
Abundance Scan 3661 (13.511 min): VN065627.D\data.ms (-3643) (- m/z 117.10 100.00%
117.1
5000
91.0
39.0 578 . ‘ ‘ 134.1 13.50
Ol L ARl TN myz 118,10 55.59%
miz-> 20 40 60 80 100 120 140
Abundance #8966: Benzene, cyclopropyl-
117.0
5000 S
91.0 13.50
51.0 m/z 115.00  32.95%
O\\\\‘Z\Z}.O\\"\\“ “H m‘\\”\“\\\\“\\\\’\
miz--> 20 40 80 100 120 140
Abundance #8949.Indane
117.0
13.50
5000 m/z 105.00 18.76%
39.0 g0 910 ‘
oL 130 e
mfz--> 20 40 60 100 120 140
Abundance #8961:Benzene,21wopenyh —
117.0 13.50
m/z 91.00 16.51%
5000 91.0
NN AN ) VT AN A AR
m/z--> 20 40 60 80 100 120 140 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65627.D

Acqg On : 27 Jan 2021 14:10
Operator : JC/MD

Sample : M1190-06

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.859 13.76 ug/l 209983 1,4-Dichlorobenzene-d4 13.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 95
4 Benzene, l-ethyl-2,3-dimethyl- 134 C1eH14 000933-98-2 95
5 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94

Abundance Scan 3769 (13.859 min): VN065627.D\data.ms (-3760) (-  m/z 119.10 100.00%
119.1
910 \ ‘ T T ‘ T
39.0 65.0 | ‘ | | 135.1 13.50 14.00
L S m/z 134.00  29.03%
m/z--> 0 20 40 60 80 100 120 140
Abundance #14876: Benzene, 2-ethyl-1,4-dimethyl-
119.0 A/\/\J\
5000 /,A/\ i A :
13.50 14.00
m/z 91.00 16.42%
91.0
O 150 L 39\\0 L 65\0 L ‘ h‘\ \\“ 13\‘\50
\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
miz--> 0 20 40 60 80 100 120 140
Abundance #14875: Benzene, 4-ethyl-1,2-dimethyl-
119.0 L
— —=
13.50 14.00
5000 m/z 120.05 10.06%
91.0
150 , 39\.\0 | 65\"0 TR P T s
L 5 e B
miz--> 0 20 40 60 80 100 120 140 N\
Abundance #14873: Benzene, 2-ethyl-1,3-dimethyl- qj\‘ e TAGRERY
119.0 13.50 14.00
m/z 105.00 9.02%
5000
91.0
ol 280 0 S0 Lk B0 L
m/z--> 0 20 40 60 80 100 120 140 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65627.D

Acqg On : 27 Jan 2021 14:10
Operator : JC/MD

Sample : M1190-06

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Benzene, (2-methyl-1-propen... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

13.965 12.65 ug/l 192948 1,4-Dichlorobenzene-d4 13.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 81
2 Benzene, (2-methylcyclopropyl)- 132 C10H12 1000327-39-0 76
3 Indan, 1-methyl- 132 C1eH12 000767-58-8 76
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 76
5 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 74

Abundance Scan 3802 (13.965 min): VN065627.D\data.ms (-3793) (-  m/z 117.00 100.00%

117.0
5000
91.0
39.0 57.5 | u ‘ 148.1 168.1 1400
0t Ml ST SPPS m/z 115.00 30.07%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14069: Benzene, (2-methyl-1-propenyl)-
117.0
5000
91.0 14.00
m/z 132.05 26.27%
39.0 65.0 ‘
O\1\5\.(’)\‘\\\“‘\\“\h\“u‘\\\H‘\\“}\“U\\ ‘\\‘\‘\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #14065: Benzene, (2-methylcyclopropyl)-
117.0
——
14.00
5000 ITI/Z 119.05 20.75%
91.0
ol 200, %0 g | L
miz--> 20 40 60 80 100 120 140 160
Abundance #14031: Indan, 1-methyl- Rt
117.0 14.00
m/z 91.00 15.97%
5000
39.0 65.0 91"0 M 4}
] o R AR | MR S AL
m/z--> 20 40 60 80 100 120 140 160 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65627.D

Acqg On : 27 Jan 2021 14:10
Operator : JC/MD

Sample : M1190-06

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.180 11.67 ug/l 177962  1,4-Dichlorobenzene-d4 13.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 94
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 93

Abundance Scan 3869 (14.180 min): VN065627.D\data.ms (-3858) (-  m/z 119.05 100.00%

119.1
5000 134.1
39.0 65.0 91.0 14.00 14.50
O bbb bt bty il i m/z 134,05 46.28%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119.0
134.0 M
5000 it A SN EY
14.00 14.50
390 m/z 91.00 15.69%
65.0 91.0
O \\‘H\\‘\H‘\‘H\\"‘\\Hi‘“\\\’\\‘\\‘\HM“H\\"\\H‘HH’\\‘\‘\l\\\\‘\‘\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119.0
e
134.0 14 00 14.50
5000 ITI/Z 120.10 10.55%
91.0
39.0 650
miz--> 10 20 30 40 50 60 70 80 90 100110120130140 /\
Abundance #14864: Benzene, 1,2,3,4-tetramethyl- ‘A‘ ‘ ‘ Q A
119.0 14.00 14.50
m/z 133.05 9.70%
5000 134.0
91.0
39.0 65.0
iR AR N N Y 24 19 AW
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65627.D

Acqg On : 27 Jan 2021 14:10
Operator : JC/MD

Sample : M1190-06

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.219 17.90 ug/l 273139 1,4-Dichlorobenzene-d4 13.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 95
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
4 Benzene, l-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 94
5 o-Cymene 134 C1eH14 000527-84-4 94
Abundance Scan 3881 (14.219 min): VN065627.D\data.ms (-3874) (-  m/z 119.10 100.00%
119.1
5000
91.0 14.00 14.50
39.0 65.0 ‘ ‘ 207.0
Ol bt by M 2070 7 134,05 43.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119.0 ﬂj\
5000 A A It
14.00 14.50
m/z 91.00 15.65%
41.0 91.0
O \1\5\.(‘)\‘\\\“.\ \‘\‘\6‘?.\0\\““\\‘\\‘m\\‘\“l\\\“\ ‘ \\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14871: Benzene, 1,2,4,5-tetramethyl-
119.0
—= —
14.00 14.50
5000 m/z 120.00 9.24%
39.0 g5g 910
0 \\\‘\‘H\“‘\\‘1‘\“1“”\““\\‘\w‘;“ﬂi“l\\M‘\m‘\m‘\m_m
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #14865: Benzene, 1,2,3,5-tetramethyl- ‘A‘ ; ; Q [la
119.0 14.00 14.50
m/z 77.00 8.64%
5000
91.0
0150 0 650, | | JW f\ f

m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50

82N©12521W.M Mon Feb 01 14:49:21 2021 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65627.D

Acqg On : 27 Jan 2021 14:10

Operator JC/MD

Sample : M1190-06

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@12521W.M
: SW846 8260

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
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 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.444 15.02 ug/l 229164 1,4-Dichlorobenzene-d4 13.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 95
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 94
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 93
4 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1OH12 002039-89-6 92
5 Indan, 1-methyl- 132 C10H12 000767-58-8 87

Abundance Scan 3951 (14.444 min): VN065627.D\data.ms (-3942) (-
1

m/z 117.10 100.00%

1r.1
5000
510 . 91‘-0 133.1 1450
ol bt ARl myz 132,00 38.54%
miz--> 20 80 100 120 140
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
11y.0
5000 A‘ T Z\‘
14.50
m/z 115.00 25.97%
TR R R | 10
O\\\‘\‘\\\“‘\\H‘\"\\\\‘\\\\‘\\\ ‘\‘H‘\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117.0 Nkﬂ
el
14.50
5000 m/z 131.00 21.59%
39.0 L
0L | o
ol ‘V“““w“w“ﬂ ““ TR W S
\ \ v \ r \
m/z--> 20 80 100 120 140
Abundance #14055: Benzene, 1-ethenyl-4-ethyl- /\A ‘ i
117.0 14.50
m/z 91.00 13.54%
5000
91.0
270 | 210 740 | | 1330 M
0Lyt e e e P
miz--> 20 80 100 120 140 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65627.D

Acqg On : 27 Jan 2021 14:10
Operator : JC/MD

Sample : M1190-06

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.563 41.15 ug/l 627801 1,4-Dichlorobenzene-d4 13.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 94
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 93
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 92
4 Benzene, 1l-ethenyl-4-ethyl- 132 C1OH12 003454-07-7 90
5 1H-Indene, 2,3-dihydro-2-methyl- 132 C10H12 000824-63-5 83

Abundance Scan 3988 (14.563 min): VN065627.D\data.ms (-3974) (-  m/z 117.05 100.00%

117.1
5000
91.0

39.0 65.0 ‘ m ‘ 14.50
bbb bt Ml 398 207.0 7 132,05 36.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000 AL A :

14.50
m/z 115.00  28.56%

390 g5 910 ‘
"““"“"‘\‘}\“‘UH“"H“\‘w“h"‘\“\‘\"HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
JL

o

14.50
5000 m/z 131.05 19.29%
NS Y O Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl- —r ‘
117.0 14.50
m/z 119.05 19.02%
5000
91.0
51.0
270 ‘
0 ‘H‘m“H‘M‘mwu"Hw“m“,“W‘_m‘uu‘mwm i
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@12721\
Data File : VN@65627.D

Acqg On : 27 Jan 2021 14:10
Operator : JC/MD

Sample : M1190-06

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12521W.M
Quant Title : SW846 8260

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Ethanol 3.258 58.0 ug/l 716003 1 7.624 616889 50.0
Benzene, 1l-ethy... 12.627 39.8 wug/l 607466 4 13.312 762799 50.0
Benzene, 1l-ethy... 12.862 24.4 ug/l 371867 4 13.312 762799 50.0
Benzene, cyclop... 13.511 42.1 ug/l 642638 4 13.312 762799 50.0
Benzene, 2-ethy... 13.859 13.8 ug/l 209983 4 13.312 762799 50.0
Benzene, (2-met... 13.965 12.7 wug/l 192948 4 13.312 762799 50.0
Benzene, 1,2,3,... 14.180 11.7 ug/l 177962 4 13.312 762799 50.0
Benzene, 1,2,3,... 14.219 17.9 ug/l 273139 4 13.312 762799 50.0
1H-Indene, 2,3-... 14.444 15.0 ug/l 229164 4 13.312 762799 50.0
1H-Indene, 2,3-... 14.563 41.2 ug/l 627801 4 13.312 762799 50.0
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