LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11422\
Data File : VN@70637.D

Acqg On : 14 Jan 2022 21:10
Operator : JC/MD

Sample : N1160-01 10X

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 25 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\82N122721W.M

Title : SW846 8260

Signal : TIC: VN@70637.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.231 80 90 111 rBV3 165391 362103 1.63% 0.341%
2 2.440 159 168 188 rVB 186650 309750 1.39% 0.292%
3 3.132 411 426 452 rVB2 304067 707999 3.18% 0.666%
4 3,510 551 567 600 rVB3 101326 307750 1.38% 0.290%
5 3.693 616 635 673 rVB 377073 1080572 4.86% 1.017%
6 5.616 1324 1352 1389 rVB4 63662 233471 1.05% 0.220%
7 7.147 1904 1923 1957 rVB4 98835 307723 1.38% 0.290%
8 7.820 2145 2174 2200 rBV2 119569 352359 1.59% 0.332%
9 8.024 2227 2250 2260 rBV2 659388 1583084 7.12% 1.490%
10 8.086 2261 2273 2293 rVV 1155183 2733698 12.30% 2.573%
11  8.442 2385 2406 2434 rBV2 1022374 2973389 13.38% 2.799%
12 8.614 2453 2470 2495 rVB 491064 1221002 5.49% 1.149%
13 8.968 2582 2602 2634 rBV 1606420 3425096 15.41%  3.224%
14  9.456 2757 2784 2796 rBvV4 165177 398725 1.79% 0.375%
15 9.883 2925 2943 2963 rVB 292274 593131 2.67% ©.558%

16 10.014 2965 2992 3008 rBV2 451059 964342 4.34%  0.908%
17 10.441 3135 3151 3162 rBV 2890487 5390390 24.25% 5.074%
18 10.505 3162 3175 3206 rVB 11980873 22230095 100.00% 20.927%
19 11.744 3618 3637 3656 rBV 2174025 3919977 17.63%  3.690%
20 11.846 3659 3675 3696 rVV 3295622 5770444 25.96% 5.432%

21 11.950 3696 3714 3754 rVB 8825235 17135712 77.08% 16.131%
22 12.280 3814 3837 3858 rBV 4740015 8319242 37.42% 7.831%
23 12.578 3935 3948 3961 rBV 210629 364189 1.64% 0.343%
24 12.731 3990 4005 4028 rVB 2228921 3999191 17.99%  3.765%
0

25 12.919 4064 4075 4086 rBV 534031 829151 3.73% .781%
26 12.983 4086 4099 4107 rBV 2046483 3501855 15.75%  3.297%
27 13.055 4118 4126 4143 rVB2 1131920 2039222 9.17% 1.920%
28 13.222 4165 4188 4204 rBV 923221 1646938 7.41%  1.550%
29 13.369 4228 4243 4271 rVB 3703945 6174514 27.78% 5.812%
30 13.675 4343 4357 4364 rBV 1798040 3192807 14.36%  3.006%
31 13.876 4421 4432 4440 rBV2 561409 954354  4.29% ©.898%
32 13.994 4465 4476 4489 rBV 406252 611397 2.75% ©.576%
33 14.131 4517 4527 4532 rBV2 177909 275366 1.24% 0.259%
34 14.217 4548 4559 4571 rVB 309929 509739 2.29%  ©.480%
35 14.327 4589 4600 4612 rVB2 147414 241622 1.09% ©.227%

36 14.579 4687 4694 4703 rVB 244180 346009 1.56% ©.326%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11422\
Data File : VN@70637.D

Acqg On : 14 Jan 2022 21:10
Operator : JC/MD

Sample : N1160-01 10X

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 25 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\82N122721W.M
Title : SW846 8260

37 14.927 4808 4824 4836 rBV5 229930 560588 2.52% ©.528%
38 15.504 5016 5039 5055 rBV2 303414 662245 2.98% 0.623%

Sum of corrected areas: 106229241
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11422\
Data File : VN@70637.D

Acqg On : 14 Jan 2022 21:10
Operator : JC/MD

Sample : N1160-01 10X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

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

Abundance
W S5

TIC: VNO70637.D\data.ms

le+07
8000000
6000000

4000000

2000000

2.2312.440 3.132 3.5103-693 5 616
g‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\1\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> .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 6.80
AbquZaenfOe7 TIC: VN0O70637.D\data.ms

10.505

le+07

8000000

6000000

4000000
10.441 118

11.74
2000000 8.968

88-086 8.442
7.14 7.820 ﬂ /\8'614 /\ 9.456 9.888.014

T (. o —— —
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

Abu?,dzaenf& TIC: VNO70637.D\data.ms

le+07
1.950

8000000

6000000
12.280

4000000 13.369

12.731 12,983
2000000 13.675

0
12 015 38.222 13,

12.578 Dopt 1730714579 14.927 15.504
T T T T T T T ‘

T ‘ T T T ‘ i
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 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©11422\
Data File : VN@70637.D

Acqg On : 14 Jan 2022 21:10
Operator : JC/MD

Sample : N1160-01 10X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
. SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Butane, 2-methyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
3.132 12.95 ug/1 707999  Pentafluorobenzene 8.088
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 91
2 Pentane 72 C5H12 000109-66-0 38
3 2,5-Furandione, dihydro-3-methyl- 114 C5H603 004100-80-5 25
4 3-Buten-1-ol 72 C4H80 000627-27-0 12
5 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 12
Abundance Scan 426 (3.132 min): VN070637.D\data.ms (-411) (-) m/z 43.00 100.00%
43.0
5000 /\¥
EEEREEEEaL
‘ ‘72_1 2.80 3.00 3.20 3.40
e b 282 e 206 m/z 41,00 90.75%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #813: Butane, 2-methyl-
43.0
5000 u‘uu‘uu‘uuﬁk
2.80 3.00 3.20 3.40
15.0 m/z 42.00  88.92%
Ll 720
\‘\\\‘\‘\\\\ \H\‘\“\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #809: Pentane
A
ST
2.80 3.00 3.20 3.40
5000 m/z 57.00 63.71%
72.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8077: 2,5-Furandione, dihydro-3-methyl- A R A
42.0 2.80 3.00 3.20 3.40
m/z 38.95 27.25%
5000
70.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11422\
Data File : VN@70637.D

Acqg On : 14 Jan 2022 21:10
Operator : JC/MD

Sample : N1160-01 10X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Ethanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.693 19.76 ug/1 10805760  Pentafluorobenzene 8.088

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol 46 C2H60 000064-17-5 56
2 Dimethyl ether 46 C2H60 000115-10-6 9
3 Methane, nitroso- 45 CH3NO 000865-40-7 4
4 Methoxyacetyl chloride 108 C3H5C102 038870-89-2 4
5 Formic acid 46 CH202 000064-18-6 4

Abundance Scan 635 (3.693 min): VN070637.D\data.ms (-616) (-) m/z 45.00 100.00%

45.0
5000 j\¥
A RAREEE e e
69.9 3.40 3.60 3.80 4.00
e o e e e e m/z 46.00  38.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106: Ethano
31.0
5000 L L B L L LR
3.40 3.60 3.80 4.00
m/z 42.95 21.14%
\\\‘\“\“L‘\\“‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #110: Dimethyl ether
45.0
R o R
15.0 3.40 3.60 3.80 4.00
5000 m/z 42.00 9.50%
‘m“uw“u“H“m“HH“H“HHWHWHWHWH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #103: Methane, nitroso- R RAREE RS
30.0 3.40 3.60 3.80 4.00
m/z 55.00 4.44%
5000
/\/\w/\\
m/z--> 20 40 60 80 100 120 140 160 180 200 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11422\
Data File : VN@70637.D

Acqg On : 14 Jan 2022 21:10
Operator : JC/MD

Sample : N1160-01 10X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Butane, 2,2,3,3-tetramethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.614 17.82 ug/l 1221000 1,4-Difluorobenzene 8.968

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 78
2 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 78
3 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 78
4 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 64
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 50

Abundance Scan 2470 (8.614 min): VN070637.D\data.ms (-2453) (-) m/z 57.00 100.00%
57.0

5000
‘ 99.1 8.20 8.40 8.60 8.80 9.00
. C
et 2068 7 56.00 31.13%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8676: Butane, 2,2,3,3-tetramethyl-
57.0
5000
8.20 8.40 8.60 8.80 9.00
29.0 m/z 41.00 26.23%
oL e
L
\‘\\\\‘\\\\‘\\\ ’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8653: Hexane, 2,2-dimethyl-
57.0
R R RARSARE
8.20 8.40 8.60 8.80 9.00
5000 m/z 43.00 18.79%
29.0
RO
Wm_m‘m [ T T T T T
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8667: Pentane, 2,2,4-trimethyl-
57.0 8.20 8.40 8.60 8.80 9.00
m/z 39.00 8.36%
5000
29.0
‘ 99.0
Il
Wm_m‘m [T T e e e RN R  ARRREN
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11422\
Data File : VN@70637.D

Acqg On : 14 Jan 2022 21:10
Operator : JC/MD

Sample : N1160-01 10X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Pentane, 2,3,4-trimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.883 8.66 ug/1l 593131 1,4-Difluorobenzene 8.968

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 91
2 Heptane, 4-methyl- 114 C8H18 000589-53-7 83
3 Pentane, 3-ethyl- 100 C7H16 000617-78-7 83
4 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 78
5 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 64
Abundance Scan 2943 (9.883 min): VN070637.D\data.ms (-2925) (-) m/z 42.95 100.00%
43.0
71.0
5000
FUIP VAT
“ 9.50 10.00
b oo 2071 4, 71.00  70.68%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8658: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000 o A, i
9.50 10.00
m/z 70.00 53.39%
15.0 M M\ \M n 114.0
\‘\\\\‘\\\\‘1\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8630: Heptane, 4-methyl-
43.0
0.0 - A A
70. 9.50 10.00
5000 ITI/Z 40.95 29.39%
asol 4 L mee
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4472: Pentane, 3-ethyl- e =
43.0 9.50 10.00
m/z 55.00 23.90%
5000 70.0
15.0 H “‘\ ‘H n 100.0
A N B R - o
m/z--> 0 20 40 60 80 100 120 140 160 180 200 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11422\
Data File : VN@70637.D

Acqg On : 14 Jan 2022 21:10
Operator : JC/MD

Sample : N1160-01 10X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Pentane, 2,3,3-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.014 14.08 ug/l 964342  1,4-Difluorobenzene 8.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 90
2 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 64
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 64
4 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 64
5 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 59
Abundance Scan 2992 (10.014 min): VN0O70637.D\data.ms (-2965) (- m/z 43.00 100.00%
43.0
71.0
5000
[CNSAUAY ‘
10.00
99.1
EN— “H: ‘ u‘u il PR AL myz 71,00 54.02%
miz--> 0 20 40 60 80 100 120
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 710 Ula AN
10.00
270 m/z 70.00  48.14%
\2‘(\)\ T \ ’ T \ T T \“\ ‘ T \‘{ T ‘ }‘\ \9\9“.0\]\-]\.4\.(‘)\ T T
miz--> 0 20 60 80 100 120
Abundance #14566. Hexane, 2,3,4-trimethyl-
43.0
=
10.00
5000 m/z 56.95 40.75%
71.0
27.0
H I | 8#-0 113,0128.0
‘“‘“,“‘““““““““““‘
miz--> 0 40 60 80 100 120 \j\ j\
Abundance #8635: Heptane, 4-methyl-
43.0 10. 00
m/z 40.95 32.99%
71.0
5000
27.0
MH Ul
m/z--> 0 20 40 80 100 120 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11422\
Data File : VN@70637.D

Acqg On : 14 Jan 2022 21:10
Operator : JC/MD

Sample : N1160-01 10X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Benzene, 1l-ethyl-3-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.983 54.84 ug/l 3501860 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 94
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91

Abundance Scan 4099 (12.983 min): VN070637.D\data.ms (-4086) (-  m/z 105.00 100.00%

105.0
5000
120.1
77.0 13.00
39.0 :
57.
Ol P78l 1800 7 120,10 29.20%
miz--> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 13.00
m/z 77.00 12.08%
39.0 77.0
\\\‘\‘\ T \“‘\ \“1‘5\?"9‘\ T \““ T \‘1 T “1‘\ \‘\“‘\ L
miz--> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
A
13.00
5000 m/z 91.00 10.68%
120.0
77.0
39.0
L R R =N L S RO S—
m/z--> 20 40 60 80 100 120 140
Abundance #10727: Benzene, 1-ethyl-4-methyl- —
105.0 13.00
m/z 106.00 8.74%
5000
120.0
79.0
L 39‘.0 L 63\‘\0 H ‘ ‘ ‘
—
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_N\Data\VN©11422\
Data File : VN@70637.D

Acqg On : 14 Jan 2022 21:10
Operator : JC/MD

Sample : N1160-01 10X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Benzene, 1l-ethyl-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.222  25.79 ug/1 1646940 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Mesitylene 120 C9H12 000108-67-8 91
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91

Abundance Scan 4188 (13.222 min): VN070637.D\data.ms (-4165) (-  m/z 105.00 100.00%

105.0
5000
39.0 77.0 13.00 13.50
e WL 2070 4, 1%0.10 29.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
13.00 13.50
m/z 77.00 12.24%
77.0
;\5\'9\‘\\3\9“.(\)\‘\\“\‘H\M‘\\‘1\“1‘\\‘\”"\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10694: Mesitylene
105.0 /\
A ——
13.00 13.50
5000 m/z 91.00 12.19%
77.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10728: Benzene, 1-ethyl-4-methyl-
105.0 13.00 13.50
m/z 79.00 9.47%
5000
77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11422\
Data File : VN@70637.D

Acqg On : 14 Jan 2022 21:10
Operator : JC/MD

Sample : N1160-01 10X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 1Indane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.876  14.95 ug/1 954354  1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 64
3 1,4:5,8-Dimethanobiphenylene, 1,... 184 C1l4H1l6 001624-13-1 64
4 Benzene, l-ethenyl-4-methyl- 118 C9H10 000622-97-9 62
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 58
Abundance Scan 4432 (13.876 min): VN070637.D\data.ms (-4421) (- m/z 117.00 100.00%
117.0
5000
= o
57.8 91‘0‘ 13.50 14.00
O ekl L 1831 2069 4 918 00 56.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10179: Indane
117.0
5000 e S
13.50 14.00
39.0 91.0 m/z 115.00 34.12%
\\\\(‘)\‘\\\“\\\7“‘\‘\\\’\\“\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10206: Benzene, 1-ethenyl-2-methyl-
117.0 \
— r—
13.50 14.00
5000 m/z 105.00 23.39%
91.0
39.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59160: 1,4:5,8-Dimethanobiphenylene, 1,4,4a,4b,5,8,8a Ay
117.0 13.50 14.00
m/z 91.00 15.89%
5000
91.0
39.0 66.0
bbb bbb 2850 1080 Las UM
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11422\
Data File : VN@70637.D

Acqg On : 14 Jan 2022 21:10
Operator : JC/MD

Sample : N1160-01 10X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Undecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.994 9.57 ug/l 611397 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 94
2 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 87
3 Decane 142 C10H22 000124-18-5 86
4 Hexadecane 226 C1l6H34 000544-76-3 72
5 Ether, hexyl pentyl 172 C11H240 032357-83-8 64
Abundance Scan 4476 (13.994 min): VNO70637.D\data.ms (-4465) (- m/z 57.00 100.00%
57.0
5000
85.1
e
14.00
119.1 156.1
— mHu A, A e S m/z 43.00 92.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33077: Undecane
57.0
5000 1
14.00
0.0 8.0 m/z 41.60 49.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester
57.0
—
14.00
5000 m/z 71.00 47.22%
85.0
29.0
L h ‘h‘ M10 1540 1820 227c
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22068: Decane T
43.0 14.00
m/z 85.10  28.60%
5000
71.0
ol | | ) |0 w0 L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11422\
Data File : VN@70637.D

Acqg On : 14 Jan 2022 21:10
Operator : JC/MD

Sample : N1160-01 10X

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 3-Phenylbut-1-ene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.927 8.78 ug/1 560588 1,4-Dichlorobenzene-d4 13.675
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 89
2 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 86
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 70
4 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 70
5 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 70

Abundance Scan 4824 (14.927 min): VN0O70637.D\data.ms (-4808) (-  m/z 117.00 100.00%

117.0
5000
91.0
51.0 ‘ “ 1500
Oberr o bbb M gl 3980 2080 s 919,00 39.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16106: 3-Phenylbut-1-ene
117.0
5000 T
15.00
91.0 m/z 132.85  36.46%
390 g50 ‘ ‘
\\\‘\‘\\\“\\“\\‘\‘\\\h‘\\‘\\‘U\\!‘\i“f‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16113: 2,4-Dimethylstyrene
117.0 /\A
g
1500
5000 ITI/Z 115.0 30.72%
-
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0 1500
20.21%
5000
39.0 g5 910 ‘ ‘
S A P P N ——
m/z--> 20 40 60 80 100 120 140 160 180 200 1500
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11422\
Data File : VN@70637.D

Acqg On : 14 Jan 2022 21:10
Operator : JC/MD

Sample : N1160-01 10X

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.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|
Butane, 2-methyl- 3.132 12.9 ug/l 707999 1 8.088 2733700 50.0
Ethanol 3.693 19.8 wug/l 1080570 1 8.088 2733700 50.0
Butane, 2,2,3,3... 8.614  17.8 ug/l 1221000 2 8.968 3425100 50.0
Pentane, 2,3,4-... 9.883 8.7 ug/l 593131 2 8.968 3425100 50.0
Pentane, 2,3,3-... 10.014 14.1 ug/l 964342 2 8.968 3425100 50.0
Benzene, 1l-ethy... 12.983 54.8 ug/l 3501860 4 13.675 3192810 50.0
Benzene, 1l-ethy... 13.222 25.8 wug/l 1646940 4 13.675 3192810 50.0
Indane 13.876 14.9 ug/l 954354 4 13.675 3192810 50.0
Undecane 13.994 9.6 ug/l 611397 4 13.675 3192810 50.0
3-Phenylbut-1-ene 14.927 8.8 ug/l 560588 4 13.675 3192810 50.0
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