LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122921\
Data File : VN©70381.D

Acqg On : 30 Dec 2021 6:43
Operator : JC/MD

Sample : M5007-02

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 47 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@70381.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.443 160 169 190 rVB 341319 575529 5.62% 0.924%
2 3.140 417 429 451 rVB2 124869 287450 2.81% 0.462%
3 5.079 1126 1152 1174 rBV4 111960 428210 4.18% 0.688%
4 5.621 1326 1354 1384 rBV3 213969 748997  7.32%  1.203%
5 7.045 1858 1885 1913 rBV2 696881 2134575 20.85% 3.428%
6 7.327 1969 1990 2016 rVB4 59131 175477 1.71% 0.282%
7 7.844 2168 2183 2202 rVB4 57911 155035 1.51% 0.249%
8 8.024 2229 2250 2260 rBV2 636137 1517070 14.82% 2.437%
9 8.086 2261 2273 2289 rVV2 1168132 2675119 26.13% 4.296%
10 8.174 2289 2306 2334 rVB2 1590850 4000420 39.07% 6.425%
11 8.440 2386 2405 2431 rVB 789477 1822303 17.80% 2.927%
12 8.617 2438 2471 2494 rBV 4214650 10238789 100.00% 16.444%
13  8.968 2582 2602 2628 rBV 1813539 3789110 37.01% 6.086%
14  9.459 2756 2785 2796 rBV5 299792 889655 8.69% 1.429%
15 9.512 2797 2805 2819 rVV2 153398 292800 2.86% 0.470%
16 9.593 2819 2835 2861 rwv 335484 712929 6.96% 145%
17 9.732 2864 2887 2903 rVW6 99980 274686  2.68% 441%
18 9.883 2925 2943 2968 rBV 2767711 5467384 53.40%

19 10.014 2970 2992 3021 rBV 3971458 8165719 79.75% 13.
20 10.199 3043 3061 3076 rBV3 116385 255179 2.49%
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21 10.371 3101 3125 3137 rBV2 463902 897041 8
22 10.440 3137 3151 3182 rVB 2752676 5201996 50.
23 10.636 3205 3224 3240 rVB 82572 252330  2.46%
24 10.867 3296 3310 3313 rBV3 128367 226084 2
25 11.130 3396 3408 3435 rVB 89022 218272 2
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26 11.258 3441 3456 3470 rBVS5 54982 109696 1.07%
27 11.744 3620 3637 3656 rBV 2395268 4352851 42.51%
28 11.993 3713 3730 3754 rVB6 65888 165601 1.62%
29 12.731 3987 4005 4028 rBV2 1746067 3198237 31.24%
30 13.675 4341 4357 4378 rBV 1647699 2879844 28.13%

~PUUOOO®
N
o))
(o))
R

31 14.150 4519 4534 4547 rBV2 86176 155699 1.52% ©.250%

Sum of corrected areas: 62264087
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122921\
Data File : VN@70381.D

Acqg On : 30 Dec 2021 6:43

Operator JC/MD

Sample : M5007-02

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 47 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

Abundance
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122921\
Data File : VN@©70381.D

Acqg On : 30 Dec 2021 6:43
Operator : JC/MD

Sample : M5007-02

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 47 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 1 Butane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
2.443 10.76 ug/l 575529  Pentafluorobenzene 8.088
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane 58 C4H10 000106-97-8 50
2 Formic acid, chloro-, (3,4,4-tri... 194 C7H11Cl04 107323-92-2 38
3 Diazene, dimethyl- 58 C2H6N2 000503-28-6 4
4 Allyl acetate 100 C5H802 000591-87-7 4
5 Isopropylsulfonyl chloride 142 C3H7C102S 010147-37-2 4
Abundance Scan 169 (2.443 min): VN070381.D\data.ms (-160) (-) m/z 43.00 100.00%
43.0
5000 A_J\
R ARARREEEEEs s
? 2.20 2.40 2.60 2.80
o‘_m_m_m“‘m‘8‘1‘9‘”,””_‘”_ m/z 41.00  34.82%

miz--> 0 20 80 100 120 140
Abundance #265. Butane
43.0

5000 e e
2.20 2.40 2.60 2.80

m/z 38.95 15.30%

59.0

O T ‘ T \ ‘ T \ T \ } \‘\ \§‘ L ‘ T T ’ L ‘ T T ‘ T

m/z--> 0 60 80 100 120 140

Abundance #69588. Formic acid, chloro-, (3,4,4-trimethyl-1,2-dioxetal
43.0

T T T T T T T

2.20 2.40 2.60 2.80
5000 m/z 42.00 13.45%

1

0 Ll ‘??\)0 1090 136.0

il

m/z--> 0 20 40 60 80 100 120 140

Abundance #235: Diazene, dimethyl-  EEEEENEE SNy
15.0 2.20 2.40 2.60 2.80

m/z 58.00 11.74%

m/z-->

5000 A
43.0
o | 590

0 20 40 60 80 100 120 140
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122921\
Data File : VN@70381.D

Acqg On : 30 Dec 2021 6:43

Operator : JC/MD

Sample : M5007-02

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 47 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 2 Butane, 2,3-dimethyl- Concentration Rank 10

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

5.079 8.00 ug/1 428210  Pentafluorobenzene 8.088
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 86
2 Pentane 72 C5H12 000109-66-0 40
3 Trichloroacetic acid, pentyl ester 232 C7H11C1302 033972-81-5 23
4 Pentane, 2-methyl- 86 C6H14 000107-83-5 17
5 Butanal, 2-ethyl- 100 C6H120 000097-96-1 9

Abundance Scan 1152 (5.079 min): VN070381.D\data.ms (-1126) (-) m/z 42.95 100.00%

43.0
5000
71.0

\\\‘\\\\‘\\\\‘\\V\‘\\\\

‘ . 4.80 5.00 5.20 5.40
s e 2088 m/z 42,00 94.80%

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

5000 LS L EREL SO
4.80 5.00 5.20 5.40

m/z 40.95 47.68%

71.0
15"“‘\ | —
P | | L
\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #808: Pentane
43.0

4.80 5.00 5.20 5.40

o

o

5000 m/z 71.05 21.66%
72.0
0 W‘%§9w‘w1”J\”!W‘”‘\”‘W‘”‘\”‘W‘”‘\”‘W‘”‘
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #114180: Trichloroacetic acid, pentyl ester AR
43.0 4.80 5.00 5.20 5.40
m/z 38.95 19.22%

m/z-->

0 20 40 60 80 100 120 140 160 180 200
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122921\
Data File : VN@©70381.D

Acqg On : 30 Dec 2021 6:43
Operator : JC/MD

Sample : M5007-02

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 47 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 Pentane, 2,4-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.045 39.90 ug/l 2134580  Pentafluorobenzene 8.088

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 91
2 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 64
3 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 59
4 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 50
5 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 50

Abundance Scan 1885 (7.045 min): VN070381.D\data.ms (-1858) (-) m/z 43.00 100.00%

43.0
5000
85.0 A R e
6.80 7.00 7.20 7.40
ol 2070 sz 56,95 78.91%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4474 Pentane, 2,4-dimethyl-
43.0
5000
6.80 7.00 7.20 7.40
85.0 m/z 41.00 55.72%
150H
0 \‘\\\\‘\\\\“\\\“’\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4489: Butane, 2,2,3-trimethyl-
57.0
6.80 7.00 7.20 7.40
5000 ITI/Z 55.95 47.22%
0 X
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14593: Pentane, 2,2,3,4-tetramethyl-
57.0 6.80 7.00 7.20 7.40
m/z 42.00 26.60%
5000
29.0
85.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122921\
Data File : VN@©70381.D

Acqg On : 30 Dec 2021 6:43
Operator : JC/MD

Sample : M5007-02

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 47 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-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.174 74.77 ug/1 4000420 Pentafluorobenzene 8.088

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 Hexane, 3,4-dimethyl- 114 C8H18 000583-48-2 40
3 Propane, 1-isocyanato- 85 C4H7NO 000110-78-1 40
4 Aziridine, 2-methyl- 57 C3H7N 000075-55-8 38
5 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 37

Abundance Scan 2306 (8.174 min): VN070381.D\data.ms (-2289) (-) m/z 56.00 100.00%

56.0
410
5000
71.0
7.80 8.00 8.20 8.40
| \‘ \‘ 85\0 100.1 9
O rrrprrrrprerr e e e e e m/z 43.00 83.71%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4478: Pentane, 2,3-dimethyl-
56.0
41.0
5000 L L BN BN B B
270 71.0 7.80 8.00 8.20 8.40
m/z 41.00 71.92%
0 T HHH‘li\\\‘8\?\.\0‘\\1\0\8.9\‘\\\\‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8650: Hexane, 3,4-dimethyl-
56.0
41.0 \‘\\\\‘\\\\‘\\\\’\\\\‘\
7.80 8.00 8.20 8.40
5000 85.0 ITI/Z 57 .00 65.93%
270
0 I ‘\ \“\ 7.0 ‘\ 11\4.0
P e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #1749: Propane, 1-isocyanato- T T T
56.0 7.80 8.00 8.20 8.40
m/z 71.05 37.34%
5000
29.
9.0 84.0
ol 280 L L T00
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122921\
Data File : VN@©70381.D

Acqg On : 30 Dec 2021 6:43
Operator : JC/MD

Sample : M5007-02

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 47 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 Butane, 2,2,3,3-tetramethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.617 135.11 ug/l 10238800  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 83
2 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 83
3 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 78
4 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 78
5 Heptane, 2,2,4-trimethyl- 142 C10H22 014720-74-2 56
Abundance Scan 2471 (8.617 min): VN070381.D\data.ms (-2438) (-) m/z 56.95 100.00%
57.0
5000
‘ 99.0 8.20 8.40 8.60 8.80 9.00
0l e e e 2888 2078 /7 se.00  31.64%
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 40.95 28.98%
‘ 99.0
O\‘\\\‘\‘\\\\‘\\\’\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8660: Pentane, 2,2,4-trimethyl-
57.0
RERRE R
8.20 8.40 8.60 8.80 9.00
5000 m/z 43.00 19.73%
29‘.0 H 99.0
0l e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #14600: Pentane, 2,2,4,4-tetramethyl- R R R RRAR
57.0 8.20 8.40 8.60 8.80 9.00
m/z 38.95 9.59%
5000
29.0
o | e0 130
W‘H“H‘W‘H [ T T T T T R
m/z--> 0 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\VN122921\
Data File : VN@©70381.D

Acqg On : 30 Dec 2021 6:43
Operator : JC/MD

Sample : M5007-02

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 47 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 Hexane, 2,5-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.459 11.74 ug/l 889655 1,4-Difluorobenzene 8.968

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 76
2 Heptane, 2-methyl- 114 C8H18 000592-27-8 59
3 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 47
4 4-Bromoheptane 178 C7H15Br 000998-93-6 47
5 1-Pyrrolidinecarboxaldehyde 99 C5HONO 003760-54-1 43

Abundance Scan 2785 (9.459 min): VN070381.D\data.ms (-2756) (-) m/z 57.00 100.00%
57.0

5000
99.1
“ ‘k ‘ 9.20 9.40 9.60 9.80
ol o2 b W9 m/z 42.95  96.71%
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #8643: Hexane, 2,5-dimethyl-
43.0
5000 LB L L B I LA L
9.20 9.40 9.60 9.80
71.0 990 m/z 41.00 55.88%
so | ]
0 \‘\\\‘\‘\}\\i}\\‘\“\\\\‘\\\\‘\\H\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #8632: Heptane, 2-methyl-
43.0
e AAEERAR R
9.20 9.40 9.60 9.80
5000 m/z 42.00 34.69%
70.0 99.0
15\.0 I ‘ | M\ ‘ \‘ ‘
[ e e A e L BARENEEE S e e
m/z--> 0O 20 40 60 80 100 120 140 160 180
Abundance #59087: Decane, 2,6,8-trimethyl- R AR o
57.0 9.20 9.40 9.60 9.80
m/z 54.95 26.06%
5000
85.0
0 “‘ | 1130 1550 1840
R A AR b e e e e R
m/z--> 0O 20 40 60 80 100 120 140 160 180 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122921\
Data File : VN@©70381.D

Acqg On : 30 Dec 2021 6:43
Operator : JC/MD

Sample : M5007-02

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 47 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 Pentane, 2,2,3-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.593 9.41 ug/l 712929 1,4-Difluorobenzene 8.968

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,2,3-trimethyl- 114 C8H18 000564-02-3 72
2 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 64
3 Heptane, 2,2,4-trimethyl- 142 C1leH22 014720-74-2 64
4 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 59
5 Pentane, 3-methyl- 86 C6H14 000096-14-0 59
Abundance Scan 2835 (9.593 min): VN070381.D\data.ms (-2819) (-) m/z 57.00 100.00%
57.0
5000
‘9‘0‘ — ‘
N 83.0 99.1 > .
ot m/z 56.00 56.99%
miz--> 0 20 40 60 80 100 120
Abundance #8666: Pentane, 2,2,3-trimethyl-
57.0
5000 — ‘
41.0 9.50
m/z 41.00 37.23%
0 15.0 \“ \“ I 83,0 99.0114.0
\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120
Abundance #8642: Hexane, 2,2-dimethyl-
57.0
T
9.50
5000 41.0 m/z 43.00 19.59%
99.0
0 15.0 \“ L 770 114.0
e e
miz--> 0 20 40 60 80 100 120
Abundance #22119: Heptane, 2,2,4-trimethyl- el ‘
57.0 9.50
m/z 39.00 11.09%
5000
41.0
m/z--> 0 20 60 80 100 120 9.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122921\
Data File : VN@70381.D

Acqg On : 30 Dec 2021 6:43

Operator : JC/MD

Sample : M5007-02

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 47 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 8 Pentane, 2,3,4-trimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
9.883 72.15 ug/l 5467380 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 Pentane, 3-ethyl- 100 C7H16 000617-78-7 83
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 83
4 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 64
5 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 64

Abundance Scan 2943 (9.883 min): VN070381.D\data.ms (-2925) (-) m/z 43.00 100.00%

43.0
71.0
5000

57.0
‘ ‘ 970 112, 950 1000
0l el 2O 2L s 71,00 69.92%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8664: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000
950 1000
27.0 57.0 m/z 70.00 49.37%
o Tl H 97.0 114.0
H\‘HH‘HH’HH’HH’HH’HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4472: Pentane, 3-ethyl-
43.0
950 1000
5000 70.0 m/z 40.95 31.68%

0
43.0
70.0
5000
27.0
o ss0ggit0
m/z--> 0O 10 20 30 40 50 60 70 80 90 100110120

82N122721W.M Thu Dec 30 09:

59:47 2021

29.0
1.0 150 H M‘ ‘ 85.0 100.0
‘H‘H‘W‘H‘V‘H,HH,H‘W‘H‘_‘H‘HH‘H‘W‘H‘_‘H‘H‘W‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8630: Heptane, 4-methyl-

9.50 10.00
m/z 55.00  23.09%

AL

10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122921\
Data File : VN@©70381.D

Acqg On : 30 Dec 2021 6:43
Operator : JC/MD

Sample : M5007-02

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 47 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 Pentane, 2,3,3-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.014 107.75 ug/l 8165720 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 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 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 59

Abundance Scan 2992 (10.014 min): VN070381.D\data.ms (-2970) (- m/z 43.00 100.00%

43.0
71.0
5000

10 00

99.1
0 w“u‘H‘wM‘A‘HMW“H‘H‘w“u‘u‘w“u‘u‘%9§ﬁ m/z 70.95 52.96%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0 i

10 00
m/z 70.00 43.97%

150 | | | o0
T ‘ TTTT ‘ TTTT ‘ T \‘\ ‘ T H T ‘ } T \“ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #8635: Heptane, 4-methyl-
A

o

71.0 10 00
5000 57.00 43.02%
oL 250l | Lo meo ﬁ
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4465: Hexane, 3-methyl-
43.0 10.00

40.95  34.57%

710
5000
oL so | | | w00
S5 T S

m/z--> 0 20 40 60 80 100 120 140 160 180 200 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122921\
Data File : VN@©70381.D

Acqg On : 30 Dec 2021 6:43
Operator : JC/MD

Sample : M5007-02

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 47 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 Hexane, 2,2,4-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.371 10.30 ug/l 897041 Chlorobenzene-d5 11.746
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 78
2 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 72
3 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 64
4 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 56
5 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 50

Abundance Scan 3125 (10.371 min): VN070381.D\data.ms (-3101) (- m/z 56.95 100.00%
57.0

w M
10.00 10.50
o‘Hww‘p“‘u“_ﬁ‘“?ﬁ'?‘w‘l‘lﬁ"o“H_HWH_H‘%Q?:? m/z 56.00  36.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14580: Hexane, 2,2,4-trimethyl-
57.0
5000
10.00 10.50
29.0 m/z 41.00 32.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14582: Hexane, 2,2,5-trimethyl-
57.0
— ——
10.00 10.50
5000 ITI/Z 71.10 20.51%
29.0
S T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14547: Heptane, 2,2-dimethyl- - —
57.0 10.00 10.50
m/z 42.95 18.15%
5000
29.0
113.0
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122921\
Data File : VN©70381.D

Acqg On : 30 Dec 2021 6:43
Operator : JC/MD

Sample : M5007-02

Misc : 5.00mL/MSVOA_N/WATER

ALS Vvial : 47 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 2.443 10.8 ug/l 575529 1 8.088 2675120 50.0
Butane, 2,3-dim... 5.079 8.0 ug/l 428210 1 8.088 2675120 50.0
Pentane, 2,4-di... 7.045 39.9 ug/l 2134580 1 8.088 2675120 50.0
Pentane, 2,3-di... 8.174 74.8 ug/l 4000420 1 8.088 2675120 50.0
Butane, 2,2,3,3... 8.617 135.1 ug/l 10238800 2 8.968 3789110 50.0
Hexane, 2,5-dim... 9.459 11.7 ug/l 889655 2 8.968 3789110 50.0
Pentane, 2,2,3-... 9.593 9.4 ug/l 712929 2 8.968 3789110 50.0
Pentane, 2,3,4-... 9.883 72.2 ug/l 5467380 2 8.968 3789110 50.0
Pentane, 2,3,3-... 10.014 107.8 ug/l 8165720 2 8.968 3789110 50.0
Hexane, 2,2,4-t... 10.371 10.3 ug/l 897041 3 11.746 4352850 50.0
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