LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121321\
Data File : VN@70051.D

Acqg On : 14 Dec 2021 00:33
Operator : JC/MD

Sample : M5007-05

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 31 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\82N120221W.M

Title : SW846 8260

Signal : TIC: VN@70051.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.443 160 169 191 rVB 291651 485032 6.23% 1.063%
2 4,588 951 969 990 rVB3 27284 81456 1.05% 0.178%
3 5.079 1121 1152 1175 rBV3 82264 320039 4.11% 0.701%
4 5.618 1327 1353 1381 rBV2 121813 441914 5.68% ©0.968%
5 7.045 1860 1885 1908 rBV5 92164 288783 3.71% 0.633%
6 7.321 1968 1988 2015 rBV5 31997 93586 1.20% 0.205%
7 8.021 2222 2249 2260 rBV2 864285 2053529 26.39% 4.499%
8 8.086 2261 2273 2295 rVB 1410895 3157959 40.59% 6.919%
9 8.437 2383 2404 2436 rBV 967421 2270475 29.18% 4.974%
10 8.614 2451 2470 2495 rBV 558960 1343860 17.27% 2.944%
11 8.968 2582 2602 2631 rBV 2443790 5059975 65.04% 11.086%
12 9.593 2822 2835 2855 rVB2 51705 113746 1.46% 0.249%
13 9.883 2923 2943 2965 rBv2 299820 613899 7.89% 1.345%
14 10.014 2972 2992 3014 rBV 642645 1333086 17.13% @ 2.921%
15 10.371 3110 3125 3135 rBV3 59048 110859 1.42% 0.243%

16 10.441 3135 3151 3183 rVV 3937319 7404347 95.17% 16.223%
17 11.744 3618 3637 3676 rBV 4266747 7780112 100.00% 17.046%
18 12.731 3987 4005 4030 rBV 3336170 5992601 77.02% 13.129%
19 13.039 4102 4120 4138 rBV 25340 84894 1.09% 0.186%
20 13.675 4340 4357 4393 rBV 3791117 6612272 84.99% 14.487%

Sum of corrected areas: 45642424
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

: M5007-05
: 5.00mL/MSVOA_N/WATER
: 31 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121321\

: VNO@70051.D
: 14 Dec 2021 ©00:33

JC/MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000
3500000
3000000
2500000
2000000
1500000
1000000
500000
0
Time--> 2
Abundance

4000000
3500000
3000000
2500000
2000000
1500000
1000000

500000

TIC: VNO70051.D\data.ms

2.443
4588 5.079 5618

.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

TIC: VNO70051.D\data.ms

8.968

8.086

8.437
8.614 10.014
9.883

0
Time-->
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4000000
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2500000

2000000
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0
Time-->

82N120221W.M
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TIC: VNO70051.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121321\
Data File : VN@70051.D

Acqg On : 14 Dec 2021 00:33
Operator : JC/MD

Sample : M5007-05

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.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 1 Butane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.443 7.68 ug/1l 485032  Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane 58 C4H1e 000106-97-8 53
2 Formic acid, chloro-, (3,4,4-tri... 194 C7H11Cl04 107323-92-2 38
3 Isopropylsulfonyl chloride 142 C3H7C102S 010147-37-2 9
4 Acetone 58 C3H60 000067-64-1 4
5 Diazene, dimethyl- 58 C2H6N2 000503-28-6 4

Abundance Scan 169 (2.443 min): VN070051.D\data.ms (-160) (-) m/z 43.00 100.00%

3.0
5000 J
“ ‘ 2.20 2.40 2.60 2.80
Ol 80228 m/z 41,00 35.50%
m/z--> 0 20 40 60 80 100120140160 180200220240
Abundance #263: Butane
43.0
5000 LA L L L B B B B
2.20 2.40 2.60 2.80
m/z 39.00 17.74%
15.0‘ “‘
O \‘H\‘\‘HH‘}H\“\H\‘\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘H\\
m/z--> 0 20 40 60 80 100120140160180 200220240
Abundance #69588: Formic acid, chloro-, (3,4,4-trimethyl-1,2-dioxetal
43.0
R N ERAREREEEN
2.20 2.40 2.60 2.80
5000 m/z 42.00 13.53%
0 A 100.0 136.0
A A RARAENRaaaaEas e R e
m/z--> 0 20 40 60 80 100120140160180 200220240
Abundance #22192: Isopropylsulfonyl chloride N NRNEEREN e
43.0 2.20 2.40 2.60 2.80
m/z 58.00 12.24%
5000
e e A R N R EERE
m/z--> 0 20 40 60 80 100120140160 180200220240 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121321\
Data File : VN@70051.D

Acqg On : 14 Dec 2021 00:33
Operator : JC/MD

Sample : M5007-05

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.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 Butane, 2,3-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.079 5.07 ug/l 320039 Pentafluorobenzene 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 72
2 Pentane 72 C5H12 000109-66-0 33
3 Pentane, 2-methyl- 86 C6H14 000107-83-5 28
4 Propenal dimethylhydrazone 98 C5H10N2 025368-52-9 9
5 Butanal, 2-ethyl- 100 C6H120 000097-96-1 9

Abundance Scan 1152 (5.079 min): VN070051.D\data.ms (-1121) (-) m/z 43.00 100.00%

43.0
5000
71.1

‘ 4.80 5.00 5.20 5.40
el b 20868y 42,00 83.21%

m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2054: Butane, 2,3-dimethyl-
43.0

5000 S n A REUEL PSS
4.80 5.00 5.20 5.40

m/z 41.00 47.86%

71.0
sso| || 1]
P | | L
\‘\\\1‘\\\\‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #809: Pentane
43.0
.

\\\‘\\\\‘\\\\‘\\\\‘\V\\

480500520540

o

o

72.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2044: Pentane, 2-methyl-
43.0 4.80 5.00 5.20 5.40

m/z 71.10  21.55%

5000
71.0
150‘ ‘ ‘
0 | | h‘ l

m/z--> 0 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121321\
Data File : VN@70051.D

Acqg On : 14 Dec 2021 00:33
Operator : JC/MD

Sample : M5007-05

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.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 1
R.T. EstConc Area Relative to ISTD R.T.
8.614 13.28 ug/l 1343860 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 72
2 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 72
3 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 59
4 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 59
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 50
Abundance Scan 2470 (8.614 min): VNO70051.D\data.ms (-2451) (-) m/z 57.00 100.00%
57.0
5000
41.0
R A
8.20 8.40 8.60 8.80 9.00
\ 831 990
ol vy v e prenbihe e SR m/z 56.00  32.77%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8677: Butane, 2,2,3,3-tetramethyl-
57.0
5000
41.0 8.20 8.40 8.60 8.80 9.00
m/z 41.00 32.54%
27.0 99.0
O \H‘\H\‘H‘H‘\HM“HH‘“‘H\‘\‘\‘\}‘HH“\\\3\3\.9‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8667: Pentane, 2,2,4-trimethyl-
57.0
R R
8.20 8.40 8.60 8.80 9.00
5000 m/z 43.00 19.81%
41.0
27.0
0 o | \H 71.0 850 990 1140
T e e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8654: Hexane, 2,2-dimethyl- R e ARRRRA
57.0 8.20 8.40 8.60 8.80 9.00
m/z 38.95 11.90%
5000
41.0
27.0
ol 40 R ) 999 1140
T e e e e e e e e P T TR
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 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\VN121321\
Data File : VN@70051.D

Acqg On : 14 Dec 2021 00:33
Operator : JC/MD

Sample : M5007-05

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.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 4
R.T. EstConc Area Relative to ISTD R.T.
9.883 6.07 ug/1l 613899 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 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 72
3 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 72
4 Pentane, 3-ethyl- 100 C7H16 000617-78-7 72
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 64

Abundance Scan 2943 (9.883 min): VN070051.D\data.ms (-2923) (-) m/z 43.00 100.00%
3.0

71.1
5000
~— e
‘ M 970 9.50 10.00
ob el PP AL m/z 71.10 70.57%
m/z--> 20 40 60 80 100 120 140 160
Abundance #8664: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000 — 4
9.50 10.00
27.0 m/z 70.00 54.35%
oL i H . 97.0 1140
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #59101: Decane, 3,3,4-trimethyl-
43.0 71.0
— .
9.50 10.00
5000 m/z 41.00 36.94%
27,0
0 H \‘\ ‘\ b 990 129.0 155.0
14—l 1
m/z--> 20 40 60 80 100 120 140 160
Abundance #14575: Hexane, 3,3,4-trimethyl- P = £
43.0 71.0 9.50 10.00
m/z 55.00 26.17%
5000
27,0
‘ 99.0
0“‘} M\ il ill] 128.0 AN

=4 I
m/z--> 20 40 60 80 100 120 140 160 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121321\
Data File : VN@70051.D

Acqg On : 14 Dec 2021 00:33
Operator : JC/MD

Sample : M5007-05

Misc : 5.00mL/MSVOA_N/WATER

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.M
Quant Title : SW846 8260

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 5 Pentane, 2,3,3-trimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
10.014 13.17 ug/1 1333090 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 78
2 Heptane, 4-methyl- 114 C8H18 000589-53-7 64
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 64
4 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 59
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 53

Abundance Scan 2992 (10.014 min): VNO70051.D\data.ms (-2972) (- m/z 43.00 100.00%
3.0

43.
71.0
5000 57.1
85.1
T T
‘ 99.1 10.00
0 el e m/z 71005 54.03%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0 UL
57.0 10.00
270 85.0 m/z 69.95  45.20%
0 2.0 I H \‘ in \‘ 99\0 113.0
\H’HH’HH’HH‘HH‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8635: Heptane, 4-methyl-
43.0
71.0 10.00
5000 ITI/Z 40.95 42.05%
57.0
29.0
85.0
obrrt50 Ll L 250 s90 1140,
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4471: Hexane, 3-methyl- = ‘4W”ﬁ
43.0 10.00
m/z 57.10 41.64%
5000 29.0 57.0 71.0 j\
. 85.0 100.0 J\ j\«
ol 52,159 Vi
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 10.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121321\
Data File : VN©70051.D

Acqg On : 14 Dec 2021 00:33
Operator : JC/MD

Sample : M5007-05

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 31 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N120221W.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 2.443 7.7 ug/l 485032 1 8.086 3157960 50.0
Butane, 2,3-dim... 5.079 5.1 wug/l 320039 1 8.086 3157960 50.0
Butane, 2,2,3,3... 8.614  13.3 ug/l 1343860 2 8.968 5059980 50.0
Pentane, 2,3,4-... 9.883 6.1 ug/l 613899 2 8.968 5059980 50.0
Pentane, 2,3,3-... 10.014 13.2 ug/l 1333090 2 8.968 5059980 50.0
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