LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@82522\
Data File : VV027509.D

Acqg On : 25 Aug 2022 21:31
Operator : SY/MD

Sample : N4367-01

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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_ V\Method\SFAMVTRO81922WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@27509.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.304 74 82 92 rBV 54643 60693 6.04% 0.855%
2 1.564 155 163 173 rBV 49159 56658 5.64% 0.798%
3 1.632 177 184 193 rVWv2 16867 21060 2.10% 0.297%
4 2.105 319 331 349 rvB 111504 189436 18.87% 2.668%
5 2.494 434 452 467 rBV 130950 255427 25.44% 3.597%
6 2.767 522 537 549 rBV6 11510 26426 2.63% 0.372%
7 3.539 761 777 788 rBV8 4003 10655 1.06% 0.150%
8 3.664 796 816 832 rBv2 115998 303966 30.27% 4.280%
9 3.899 871 889 915 rBV2 21108 76491 7.62% 1.077%
10 4.346 1012 1028 1061 rBV 67782 192663 19.19% 2.713%
11  4.674 1117 1130 1140 rBV7 9157 22383  2.23% 0.315%
12 4.760 1140 1157 1197 rVB 371627 977698 97.37% 13.768%
13 4.944 1204 1214 1229 rVB7 9023 20812 2.07% 0.293%
14 5.047 1229 1246 1273 rBV2 147023 378804 37.73%  5.334%
15 5.227 1280 1302 1323 rBV 396723 1004119 100.00% 14.140%
16 5.616 1412 1423 1459 rBV 147217 326764 32.54% 4.602%
17 6.066 1551 1563 1592 rBV2 80894 238347 23.74%  3.356%
18 6.194 1592 1603 1613 rVV2 29944 60879 6.06% ©.857%
19 6.252 1613 1621 1630 rVV3 31617 65624 6.54% 0.924%
20  6.307 1631 1638 1649 rVB3 13131 26862 2.68% 0.378%
21 6.461 1670 1686 1699 rBV5 15907 34275 3.41% 0.483%
22 6.651 1726 1745 1765 rBV 187220 401534 39.99% 5.654%
23 6.773 1769 1783 1806 rBV 185288 390580 38.90% 5.500%
24  6.989 1841 1850 1859 rBV2 37143 68341 6.81% 0.962%
25 7.182 1895 1910 1920 rVB7 7008 17709 1.76% 0.249%
26 7.262 1920 1935 1943 rBV3 41567 85923 8.56% 1.210%
27  7.317 1943 1952 1970 rVB 159138 296185 29.50% 4.171%
28 7.628 2042 2049 2067 rVB2 17163 48756 4.86% 0.687%
29 7.786 2079 2098 2107 rBV3 15891 34821 3.47% 0.490%
30 7.841 2107 2115 2123 rBV2 14719 26059 2.60% 0.367%
31 8.091 2180 2193 2222 rBV 105855 289546 28.84% 4.977%
32 8.230 2230 2236 2246 rVB8 9365 16826 1.68% 0.237%
33 8.506 2311 2322 2333 rBV8 6652 13103 1.30% ©0.185%
34 8.850 2419 2429 2450 rBV 215703 371162 36.96% 5.227%
35 8.934 2450 2455 2467 rVB1o 6059 10364 1.03% 0.146%
36 10.217 2839 2854 2871 rBV 55314 95420 9.50% 1.344%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@82522\
Data File : VV027509.D

Acqg On : 25 Aug 2022 21:31
Operator : SY/MD

Sample : N4367-01

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 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_V\Method\SFAMVTRO81922WMA .M
Title : TRACE VOA SFAM1.0

37 11.249 3164 3175 3198 rBV 204062 323202 32.19% 4.551%
38 11.622 3281 3291 3311 rBV 138461 228602 22.77%  3.219%

39 15.512 4491 4501 4509 rBVS5 11022 16725 1.67% 0.236%
40 16.702 4864 4871 4881 rVBS 12103 16328 1.63% 0.230%
Sum of corrected areas: 7101228
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

. 18

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82522\

: VWe27509.D

: 25 Aug 2022 21:31

: SY/MD

: N4367-01

: 25.0mL/MSVOA_V/WATER
Sample Multiplier:

: TRACE VOA SFAM1.0

: C:\Database\NIST20.
LSCINT.

1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81922WMA.M

L
P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082522\
Data File : VV027509.D

Acqg On : 25 Aug 2022 21:31
Operator : SY/MD

Sample : N4367-01

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81922WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
2.494 3.91 ug/L 255427 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 86
2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 80
3 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 72

4 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 64
5 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 43

Abundance Scan 452 (2.494 min): VV027509.D\data.ms (-434) (-) m/z 43.10 100.00%

43.1
5000
71.1 A
o EAREE R mE
55‘.1 ‘ 86.1 2.20 2.40 2.60 2.80
e m/z 42.10 85.61%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2055: Butane, 2,3-dimethyl-
43.0
5000 LU L B I B A BN
2.20 2.40 2.60 2.80
71.0 m/z 41.10  47.52%
l

27.0 ’
o 150 || 55.0 86.0
\\\‘\\\\‘\\\\‘\\\i‘\\\\‘\\\‘\\\‘\‘\\\\‘\\\\‘\\}\‘\\\
mi/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2053: Butane, 2,3-dimethyl-
42.0

2.20 2.40 2.60 2.80

5000 m/z 71.10 26.36%
71.0
27.0
55.0 86.0
0 150 ‘ | \‘ ‘
R B e e R R
m/z--> 0 10 20 30 40 50 60 70 80 90 /\
Abundance #2054: Butane, 2,3-dimethyl- A BAAENRaRE AR
43.0 2.20 2.40 2.60 2.80

m/z 39.10 22.79%

5000
27.0
150 71.0
ol 10 | 55.0 86.0 A

m/z--> 0O 10 20 30 40 50 60 70 80 90 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82522\
Data File : VV@27509.D

Acqg On : 25 Aug 2022 21:31

Operator : SY/MD

Sample : N4367-01

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

: C:\Database\NIST20.L

LSCINT.P

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81922WMA.M
: TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
3.664 4.65 ug/L 303966 1,4-Difluorobenzene 5.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 91
2 Hexane, 2-methyl- 100 C7H16 000591-76-4 78
3 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 64
4 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 64
5 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 64
Abundance Scan 816 (3.664 min): VV027509.D\data.ms (-796) (-) m/z 43.10 100.00%

431 57.1
5000
85.1

3.40 3.60 3.80 4.00

70.1
0 ‘H‘H‘W‘H‘,H‘w‘H;Ml‘ww»‘_‘m?‘u‘wuu“EQRPH, m/z 57.10  88.43%
miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4479: Pentane, 2,4-dimethyl-
43.0 57.0
5000 850 L L R B L LA L

3.40 3.60 3.80 4.00
29.0 m/z 41.10 62.86%

‘ ‘ ‘ gl 710 100.0
\\\‘\\H‘\\\\’H\\‘\\H‘\\\\’H\\‘\\H‘\\\\’\\\\‘\\H‘\\\\’
mi/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4467: Hexane, 2-methyl-
43.0

3.40 3.60 3.80 4.00
5000 m/z 56.10 62.79%

85.0
57.0
29.0
50 L mo | w00
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4489: Butane, 2,2,3-trimethyl-
57.0

3.40 3.60 3.80 4.00

o

o

43.0 m/z 42.10  29.12%
5000
29.0 85.0
150
ol 10 .. 700 100.0
"""H""‘,H""‘H‘H",H"_Ww,mwm‘w, s
miz--> 0 10 20 30 40 50 60 70 80 90 100 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082522\
Data File : VV027509.D

Acqg On : 25 Aug 2022 21:31
Operator : SY/MD

Sample : N4367-01

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81922WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.760  14.96 ug/L 977698  1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 83
4 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 72
5 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 53
Abundance Scan 1157 (4.760 min): VV027509.D\data.ms (-1140) (-) m/z 56.05 100.00%
56.0
43.0
5000
71.1
4.40 4.60 4.80 5.00
1 s G :
O e e e e m/z 43.05 70.83%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4483: Pentane, 2,3-dimethyl-
430 580
5000
29.0 710 4.40 4.60 4.80 5.00
m/z 41.05 66.51%
Lm0 | [l w0 w00
\\\’\\\\‘\\\\‘\\\\‘\\\\“\\ }‘\\\\“\\\\‘\\\\‘\\\\i\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4476: Pentane, 2,3-dimethyl-
43.0 56.0
R RN REEEE R
4.40 4.60 4.80 5.00
m/z 57.10 62.99%
5000 71.0
29.0
SIS Y LT3
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4484: Pentane, 2,3-dimethyl-
43.0 56.0 4.40 4.60 4.80 5.00
m/z 71.10 37.36%
5000
29.0 71.0
NS OV .. S R A G
m/z--> 10 20 30 40 50 60 70 80 90 100 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082522\
Data File : VV027509.D

Acqg On : 25 Aug 2022 21:31
Operator : SY/MD

Sample : N4367-01

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81922WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.227 15.36 ug/L 1004120 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 72
2 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 72
3 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 72
4 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 72
5 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 64
Abundance Scan 1302 (5.227 min): VV027509.D\data.ms (-1280) (-) m/z 57.10 100.00%
57.1
5000
41.0
‘ 830 99.2 5.00 5.20 5.40 5.60

bbbl s e RS m/z 56.@5  35.18%

m/z--> 0 10 20 30 40 50 60 70 80 90 100110120

Abundance #8654: Hexane, 2,2-dimethyl-

57.0
5000
41.0 5.00 5.20 5.40 5.60
m/z 41.05 28.14%
27.0 99.0
O \H‘\.H\‘H‘H‘\H‘}“HH‘H‘H\‘\‘\‘\}‘HH‘\.H\‘HH‘HH‘HH]-‘]\_%.R\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8653: Hexane, 2,2-dimethyl-
57.0
e R ARRRARE
5.00 5.20 5.40 5.60
5000 m/z 43.10 16.83%
41.0
27,0
ol,20 | \ 71.0 850 229 1140
T e e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8677: Butane, 2,2,3,3-tetramethyl-
57.0 5.00 5.20 5.40 5.60
m/z 39.05 9.78%
5000
41.0 Jk
27.0 99.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082522\
Data File : VV027509.D

Acqg On : 25 Aug 2022 21:31
Operator : SY/MD

Sample : N4367-01

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81922WMA.M
Quant Title : TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.194 0.93 ug/L 60879 1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 81
2 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 64
3 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 47
4 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 47
5 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 43
Abundance Scan 1603 (6.194 min): VV027509.D\data.ms (-1592) (-) m/z 57.10 100.00%
57.1
5000 410
99.1
AR s
114.0 5.80 6.00 6.20 6.40 6.60
|90 " ;
ol el et e m/z 43.10 82.50%
miz--> 20 40 60 80 100 120 140
Abundance #8652: Hexane, 2,5-dimethyl-
57.0
41,0
5000 \““\“‘M‘\HH,H
5.80 6.00 6.20 6.40 6.60
99.0 m/z 41.00  51.25%
14.0 ‘ ‘ ‘ ‘ 114.0
0 \\H‘\‘\‘i‘\\}\\‘\!“\‘\“\\‘\\\\‘i\\]“\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #8641: Hexane, 2,5-dimethyl-
57.0
RERREE e e e
5.80 6.00 6.20 6.40 6.60
5000 m/z 99.10 27.11%
41l0 99.0
o150 | L 720 140
et
m/iz--> 20 40 60 80 100 120 140 |
Abundance #59086: Decane, 2,6,7-trimethy!- IRRERES NN h, et
57.0 5.80 6.00 6.20 6.40 6.60
m/z 42.10 25.08%
5000
41.0
85.0 112.0
S ‘”w ‘ J‘: SRR W . - 1 SUDMVEL LASISW
m/z--> 20 40 60 80 100 120 140 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82522\
Data File : VV@27509.D

Acqg On : 25 Aug 2022 21:31

Operator : SY/MD

Sample : N4367-01

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81922WMA.M
: TRACE VOA SFAM1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
6.252 1.00 ug/L 65624  1,4-Difluorobenzene 5.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 81
2 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 72
3 Hexane, 1-(hexyloxy)-2-methyl- 200 C13H280 074421-17-3 64
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 59
5 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 59
Abundance Scan 1621 (6.252 min): VV027509.D\data.ms (-1613) (-) m/z 43.10 100.00%
43.1 57.1 85.2
5000
| e S hr ok e a0
9.4 112.1 . : :
0"w‘H‘_‘H‘Huq!uﬂwwu‘mﬂm‘waduﬂm?w‘u‘w‘u,‘u m/z 57.10 99.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8646: Hexane, 2,4-dimethyl-
43.0 57.0
85.0
5000 L B B I DR B
6.00 6.20 6.40 6.60
20.0 71.0 m/z 85.20 85.76%
\H‘HH‘HH‘HH‘HH‘\H\‘\H\‘\H\‘\\H‘HH‘HH’HH’\H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8637: Hexane, 2,4-dimethyl-
2
43.0 57.0
“H‘H‘w“u‘u‘w‘u
6.00 6.20 6.40 6.60
5000 850 m/z 56.05 66.27%
29.0
710
0 15'0 “\ ‘\‘\ ‘ ‘\ 99.0 114.0
H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H,H‘w“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #76048: Hexane, 1-(hexyloxy)-2-methyl-
43.0 6.00 6.20 6.40 6.60
m/z 41.10 64.30%
57.0 85.0
5000
29.0 70.0
NI vt N ol RPN [ AN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82522\
Data File : VV@27509.D

Acqg On : 25 Aug 2022 21:31

Operator : SY/MD

Sample : N4367-01

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81922WMA.M
: TRACE VOA SFAM1.0

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 7 (DEL) Alkane: Cyclic6.461 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
6.461 0.52 ug/L 34275 1,4-Difluorobenzene 5.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 90
2 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 016883-48-0 87
3 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 83
4 Hexane, 2-methyl-4-methylene- 112 C8H16 003404-80-6 72
5 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 72
Abundance Scan 1686 (6.461 min): VV027509.D\data.ms (-1670) (-) m/z 70.10 100.00%
70.1
55.1
5000
41.1
O a  ARRNEERAE
‘ | ‘ | 840 97.0 1121 6.20 6.40 6.60 6.80
Ot bl il L njz ss.16 se.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7661: Cyclopentane, 1,2,4-trimethyl-
70.0
55.0
5000 L B L I L B
6.20 6.40 6.60 6.80
m/z 41.10 34.41%
7o 1 || oo une
O\\\‘H\\’\\\\“\\H‘\H\‘\\\\‘\\\\ \\\\‘\H\\\‘H\\’\\\\‘\\H‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7701: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4
70.0
55.0 A B
6.20 6.40 6.60 6.80
5000 m/z 69.00 26.63%
41.0
2r.0 ‘ 112.0
97.0
obta0 Il M A B8
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7658: Cyclopentane, 1,2,4-trimethyl- H“‘H“_“W“H“‘
70.0 6.20 6.40 6.60 6.80
m/z 42.10 23.62%
55.0
5000
41.0
27p dh | _ 830 970 1120
o‘u‘u‘w‘u‘_‘uw‘u‘uww‘u‘“H‘MH‘H‘W‘H‘M‘H“ “H“H“H‘w“u“u
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82522\
Data File : VV@27509.D

Acqg On : 25 Aug 2022 21:31

Operator : SY/MD

Sample : N4367-01

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81922WMA.M
: TRACE VOA SFAM1.0

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
6.651 6.14 ug/L 401534  1,4-Difluorobenzene 5.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 90
2 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 90
3 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 81
4 Pentane, 3-ethyl- 100 C7H16 000617-78-7 78
5 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 78

Abundance Scan 1745 (6.651 min): VV027509.D\data.ms (-1726) (-) m/z 43.10 100.00%

43.1 711
5000
57.

1
F o 971 1192 6.40 6.60 6.80 7.00
Obrrrrereprrrrrell el tlh (842 ST 1122y, 7110 83.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8664: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000 LA B B IR B

6.40 6.60 6.80 7.00
27.0 57.0 m/z 70.10  71.64%

H L, H 840 97.0 114.0
\\‘H\\’\\\\‘\\H‘\H\‘H\\’\\\\‘\\H‘\1\\‘\\\\’\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8663: Pentane, 2,3,4-trimethyl-
43.0
71.0

6.40 6.60 6.80 7.00
38.28%

o

6.40 6.60 6.80 7.00

m/z 55.05 33.55%

ol

5000 m/z 41.05
27.0 57.0
0 I \‘\‘ H | 84.0 970 114.0
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 /\/M
Abundance #8658: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000
27.0 57.0
ol 140 L “ 114.0
R R a
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082522\
Data File : VV027509.D

Acqg On : 25 Aug 2022 21:31
Operator : SY/MD

Sample : N4367-01

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81922WMA.M
Quant Title : TRACE VOA SFAM1.0

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 9 (DEL) Alkane: Straight-Chai... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
6.773 5.98 ug/L 390580 1,4-Difluorobenzene 5.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 83
2 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 59
3 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 59
4 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 50
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 50
Abundance Scan 1783 (6.773 min): VV027509.D\data.ms (-1769) (-) m/z 43.05 100.00%
71.0
57.0
5000 85.1
R ERRREEEEES L
‘ 992 6.40 6.60 6.80 7.00
0 ‘H_HwHH_HwHH‘M‘wmHm‘_Hwwauwww m/z 71.85 62.22%
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 T T T T T T T
57.0 6.40 6.60 6.80 7.00
270 85.0 m/z 70.05 58.27%
o ] ‘ 99.0 1330
\H‘\H\‘HH‘\H\‘HH‘\H\‘H\\‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8638: Hexane, 3,3-dimethyl-
43.0
57.0 71.0 6.40 6.60 6.80 7.00
5000 85.0 m/z 57.85 48.39%
29.0
obretso L LB
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8649: Hexane, 3,3-dimethyl-
43.0 6.40 6.60 6.80 7.00
m/z 41.10 41.55%
71.0
5000 57.0 85.0
29.0
99.0
0 H‘_H‘%ﬁq‘Hw‘HMLMW‘MH‘Hw1HW‘MW‘Hﬁ‘HW‘HW‘ ‘_‘H“H“H‘w“u‘[
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 6.40 6.60 6.80 7.00

SFAMVTRO81922WMA.M Sun Aug

28 01:27:05 2022

Page:

12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082522\
Data File : VV027509.D

Acqg On : 25 Aug 2022 21:31
Operator : SY/MD

Sample : N4367-01

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81922WMA.M
Quant Title : TRACE VOA SFAM1.0

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 11 unknown-01 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.262 1.16 ug/L 85923  Chlorobenzene-d5 8.850

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, bis(2-ethylhexyl)... 286 C17H3403 014858-73-2 43
2 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 43
3 Pentadecafluorooctanoic acid, 2-... 526 C16H17F1502 1000406-80-9 43
4 2,4,4-Trimethyl-1-pentanol 130 C8H180 016325-63-6 43
5 1-Heptene, 2-methyl- 112 C8H16 015870-10-7 38

Abundance Scan 1935 (7.262 min): VV027509.D\data.ms (-1920) (-) m/z 57.10 100.00%
57.1

5000

97.1 A e
7.00 7.20 7.40 7.60

e M/z 56.10  51.14%
miz--> 50 100 150 200 250 300 350

Abundance #181684: Carbonic acid, bis(2-ethylhexyl) ester

57.0
112.0 \w W”Auwa AN A

5000 GUABRL VAV el W
7.00 7.20 7.40 7.60

m/z 41.10 42.95%

A (-
L \ ‘ L ‘ T ‘ T ‘ T TT ‘ L ‘ T ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #14565: Heptane, 2,2-dimethyl-
1° Mo

7.00 7.20 7.40 7.60

o

o

5000 m/z 55.05 40.51%
113.0
O*H\*‘H‘\“HwHH\HH\HH\HH\*H
m/z--> 50 100 150 200 250 300 350 M
Abundance #341435: Pentadecafluorooctanoic acid, 2-ethylhexy! est TR T T
57.0 7.00 7.20 7.40 7.60

m/z 70.05 27.57%

5000
1120
o 169.0 219.0 369.

m/z--> 50 100 150 200 250 300 350 7.00 7.20 7.40 7.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@82522\
Data File : VV027509.D

Acqg On : 25 Aug 2022 21:31
Operator : SY/MD

Sample : N4367-01

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO81922WMA.M
Quant Title : TRACE VOA SFAM1.0

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: S 2.494 3.9 ug/L 255427 1 5.616 326764 5.0
(DEL) Alkane: S 3.664 4.7 ug/L 303966 1 5.616 326764 5.0
(DEL) Alkane: S 4.760 15.0 ug/L 977698 1 5.616 326764 5.0
(DEL) Alkane: S... 5.227 15.4 ug/L 1004120 1 5.616 326764 5.0
(DEL) Alkane: S... 6.194 0.9 ug/L 60879 1 5.616 326764 5.0
(DEL) Alkane: S 6.252 1.0 ug/L 65624 1 5.616 326764 5.0
(DEL) Alkane: C 6.461 0.5 ug/L 34275 1 5.616 326764 5.0
(DEL) Alkane: S 6.651 6.1 ug/L 401534 1 5.616 326764 5.0
(DEL) Alkane: S 6.773 6.0 ug/L 390580 1 5.616 326764 5.0
unknown-01 7.262 1.2 ug/L 85923 2 8.850 371162 5.0
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