LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040622\
Data File : VV025367.D

Acqg On : 06 Apr 2022 16:35
Operator : SY/MD

Sample : VIBLK241

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 14 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\SFAMVTRO32622WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@25367.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  1.307 76 83 98 rVB 93551 97641 1.55% 0.336%
2 1.568 157 164 177 rBV 93283 104826 1.67% 0.361%
3 2.108 322 332 343 rBV 179242 255191 4.06% 0.878%
4 3,899 879 889 924 rBV 50137 166408 2.65% 0.573%
5 4.349 1010 1029 1058 rBV 95026 241606 3.84% 0.831%
6 5.050 1231 1247 1274 rBV2 208934 522123 8.31% 1.797%
7 5.619 1412 1424 1456 rBV 193107 401975 6.39% 1.383%
8 6.072 1551 1565 1596 rBv2 121218 251730 4.00% 0.866%
9 6.989 1839 1850 1867 rBV2 50030 94459 1.50% 0.325%
10 7.317 1940 1952 1970 rBV 245677 425547 6.77% 1.464%
11 8.088 2182 2192 2210 rBV 216723 400045 6.36% 1.377%
12 8.854 2417 2430 2453 rBV 293541 487739 7.76% 1.679%
13 10.217 2840 2854 2866 rBV 85273 136629 2.17% 0.470%
14 11.146 3132 3143 3153 rBV2 39743 63452 1.01% 0.218%
15 11.249 3164 3175 3190 rBV 295138 465998 7.41% 1.604%
16 11.622 3280 3291 3312 rVB 265165 427600 6.80% 1.472%
17 12.259 3477 3489 3499 rBV5 34703 64259 1.02% 0.221%
18 12.468 3544 3554 3560 rBVS5 48387 84458 1.34% 0.291%
19 12.886 3671 3684 3701 rBV2 496957 911491 14.50% 3.137%
20 13.040 3718 3732 3750 rBV3 446352 1054830 16.78% 3.630%

21 13.262 3795 3801 3810 rBV6 69910 123468 1
22 13.429 3847 3853 3857 rBvV2 144182 206231 3
23 13.477 3864 3868 3880 rVB4 266575 423774  6.74%
24 13.541 3881 3888 3906 rVB3 417205 763945 2
25 13.641 3907 3919 3929 rBV3 781092 1592119 25
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R

26 13.898 3991 3999 4014 rBV 2455633 3536804 56.26% 1
27 14.091 4052 4059 4067 rVB4 486760 724707 11.53%
28 14.371 4138 4146 4156 rBV3 467729 975081 15.51%
29 14.506 4183 4188 4199 rVB3 863588 1278266 20.33%
30 14.590 4208 4214 4223 rVB 492132 719459 11.44%
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31 14.651 4225 4233 4242 rBV 1372146 1940042 30.86%
32 14.844 4284 4293 4302 rBV 4602585 6286308 100.00% 21.
33 14.895 4303 4309 4316 rVV3 406874 543300 8.64%
34 15.416 4464 4471 4479 rBV2 1208645 1633116 25.98%
35 15.731 4561 4569 4580 rVB 1232931 1653362 26.30%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040622\
Data File : VV025367.D

Acqg On : 06 Apr 2022 16:35
Operator : SY/MD

Sample ¢ VIBLK241

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 14 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\SFAMVTRO32622WMA .M
Title : TRACE VOA SFAM1.0
Sum of corrected areas: 29057989
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve40622\

: VWV0e25367.D

: 06 Apr 2022 16:35

: SY/MD

: VIBLK241

: 25mL/MSVOA_V/WATER

: 14  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.M

Quant Title

TIC Library

: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
5000000

4000000

3000000

2000000

1000000

0

TIC: VV025367.D\data.ms

1307 1.568 2.108 3.899 4.349 5.050 5.619 6.072

Time-->
Abundance
5000000

4000000

3000000

2000000

1000000

1.20 1.40 1.60 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
TIC: VV025367.D\data.ms

7.317 8.088 8.854 11.249 11.622

Time-->
Abundance
5000000

4000000

3000000

2000000

1000000

Time-->

0 12.2592.468

6.989 A N /k 10.217 ‘11‘_14‘%\ /\

— —— —— —
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

TIC: VV025367.D\data.ms
14.844

13.898

‘ T T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040622\
Data File : VV025367.D

Acqg On : 06 Apr 2022 16:35
Operator : SY/MD

Sample ¢ VIBLK241

Misc : 25mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.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 2 (DEL) Alkane: Straight-Chai... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.

11.146 0.68 ug/L 63452 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,3,5,8-tetramethyl- 198 C14H30 192823-15-7 72
2 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 64
3 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 59
4 Decane, 2,3,8-trimethyl- 184 C13H28 062238-14-6 59
5 Dodecane, 3-methyl- 184 C13H28 017312-57-1 53

Abundance Scan 3143 (11.146 min): VV025367.D\data.ms (-3132) (- m/z 57.10 100.00%

57.1 ‘
5000 85.2 A
< —
‘ H ‘ 127.2 155.0 11.00 11.50
bl bl 1880 7110 61.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74025: Decane, 2,3,5,8-tetramethyl-
57.0
5000 A “w/\fw/\“‘/\ T L——
85.0 11.00 11.50
29 0 m/z 43.05 40.03%
‘ “ 113.0 155.0
O\‘\\\\‘\\\\‘\\}\“1\\\“\\}‘\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\
m/z--> 60 80 100 120 140 160 180 200
Abundance #152677.Sumﬂ0usadd,buwlnonyleﬁer
57.0
2 ape b NS e
11.00 11.50
m/z 85.15 38.87%
5000 85.0
29 0
““H“‘“_““‘H“‘“w““‘u““‘u““‘_
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #59107: Nonane, 2-methyl-5-propyl- ——hg ‘“‘ 4
57.0 11.00 11.50
m/z 41.05 31.92%
5000
85.0
290 1120 1400 /k
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040622\
Data File : VV025367.D

Acqg On : 06 Apr 2022 16:35
Operator : SY/MD

Sample ¢ VIBLK241

Misc : 25mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.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 Naphthalene, decahydro-2-me... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.259 0.69 ug/L 64259 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 99
2 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 97
3 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160 015932-80-6 93
4 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 81
5 Pulegone 152 C10H160 000089-82-7 76
Abundance Scan 3489 (12.259 min): VV025367.D\data.ms (-3477) (- m/z 81.10 100.00%
81.1 152.2
5000{ 411
267.1
109.2 e —
| H ‘ 193.0 12.00 12.50
—" b bW ke m/z 152,20 90.30%
m/z--> 20 40 60 80 100 120140 160 180 200 220 240 260
Abundance #29507 Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
5000 V- ‘ |- ‘/‘A‘ ‘A!\‘K/\‘
12.00 12.50
09.0 m/z 67.10 69.06%
O
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #29490: trans-Decalin, 2-methyl-
81.0
e ——
41.0 152.0 12.00 12.50
5000 m/z 73.05 69.06%

rogo
0 - | u\

m/z--> 20 40 60 80 100120 140160 180 200 220 240 260

Abundance #29331: Cyclohexanone, 5-methyl-2-(1-methylethylidene) T L
81.0 152.0 12.00 12.50

m/z 95.10 62.75%

109.0

5000{ 41.0

ol ‘w”h“!“wm‘mw“ N P s e
miz—> 20 40 60 80 100120140 160 180 200 220 240 260 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040622\
Data File : VV025367.D

Acqg On : 06 Apr 2022 16:35
Operator : SY/MD

Sample ¢ VIBLK241

Misc : 25mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.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 4 1-Methyldecahydronaphthalene Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
12.468 0.91 ug/L 84458 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 91
2 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 89
3 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 89
4 Ethylidenecycloheptane 124 C9H16 010494-87-8 83
5 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 76

Abundance Scan 3554 (12.468 min): VV025367 D\data. ms ( 3544) (- m/z 67.00 100.00%
67.0
41.0
5000
, R
1241 12.50
L R— el myz 152,20 93.89%
m/z--> 20 40 60 100 120 140 160
Abundance #29507:Naphthmene decahydro-2-methyl-
41.0 152.0
5000 o 1L ,\A‘ ‘/\A‘ Laf
12.50
109.0 m/z 95.10 90.25%
0 T ‘\\“\\“‘%“\3\‘0\\‘\‘\‘\\\\
miz--> 20 40 60 100 120 140 160
Abundance #29506:Naphthdene,decahydn»24neﬂwk
41.0 67.0
152.0 T
12.50
5000 m/z 81.10 88.12%
123.0
o J WHmwm‘_”“_m
miz--> 20 40 60 100 120 140 160
Abundance #29497: 1—Methyldecahydronaphthalene .
41.0 67.0 12.50
9.0 152.0 m/z 41.05  75.42%
‘ 123.0
o 1 1 e T | Il I
ot ‘H"m_“H_me“_m Sas)
m/z--> 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040622\
Data File : VV025367.D

Acqg On : 06 Apr 2022 16:35
Operator : SY/MD

Sample ¢ VIBLK241

Misc : 25mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.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.
12.886 9.78 ug/L 911491 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 95
2 Dodecane 170 C12H26 000112-40-3 87
3 Undecane 156 C11H24 001120-21-4 80
4 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 72
5 Nonadecane 268 C19H40 000629-92-5 72

Abundance Scan 3684 (12.886 min): VV025367.D\data.ms (-3671) (- m/z 57.10 100.00%

57.1
5000 85.0
= T
39 12.50 13.00
112.1 166.2
— “ﬂ A el ST LS T gz 43,10 75.83%
m/z--> 20 40 60 80 100 120 140 160
Abundance #45478: Dodecane
57.0
5000 = ——
85.0 12.50 13.00
m/z 71.10 58.62%
29.0
O T ‘ \‘\‘\ T ‘ \ T \UU‘ T \“} T “1‘\ T \H‘ \:L\llz‘-\o‘ \“\ \1\4‘1\.(\)\ T ‘]\.7\?'9‘
m/z--> 60 80 100 120 140 160
Abundance #45480: Dodecane
57.0
= T
12.50 13.00
5000 m/z 41.10 45.75%
85.0
290 170.0
112.0 .
0 ‘\Uumu o 100
m/z--> 40 60 80 100 120 140 160
Abundance #33080: Undecane o ——
57.0 12.50 13.00
m/z 85.05 37.58%
5000
85.0
29.0
Ll L jueo 1960
0 H““‘W“‘ e O = .
m/z--> 60 80 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040622\
Data File : VV025367.D

Acqg On : 06 Apr 2022 16:35
Operator : SY/MD

Sample ¢ VIBLK241

Misc : 25mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.040 11.32 ug/L 1054830 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 96
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 81
3 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 64
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 50
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 50

Abundance Scan 3732 (13.040 min): VV025367.D\data.ms (-3718) (- m/z 57.10 100.00%
57.1

98.1 IR I
H 0 121 166.2 13.00
ob 28k L lret1aza 1852 nsy 7110 44.17%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
5000 = :
13.00
m/z 43.10 42.92%
29.0 98.0
0\‘\”\‘\\“‘\\\‘ ‘\\“7\9‘.9\\\\““\\U\‘\\\1\4‘1\.0\\\‘\\\\]-‘8\4.;()\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59075: Undecane, 2,6-dimethyl-
57.0
T T
13.00
5000 ITI/Z 41.05 33.38%
29.0
98.0
0 ‘ Hﬂ 1799 | 141.0 169.0
“‘H“‘H o R R
miz--> 60 80 100 120 140 160 180
Abundance #59061: Undecane, 3,6-dimethyl- ——
57.0 13.00
m/z 55.10 23.82%
- M
29.0
85.0
113.0
o“‘u\"M‘Hm_\H»‘Huw”_%??f’m%‘sw o
m/z--> 20 60 80 100 120 140 160 180 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040622\
Data File : VV025367.D

Acqg On : 06 Apr 2022 16:35
Operator : SY/MD

Sample ¢ VIBLK241

Misc : 25mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.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 7 Naphthalene, decahydro-2,6-... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

13.262 1.32 ug/L 123468 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2,6-dimet... 166 C12H22 001618-22-0 93
2 Bicyclo[2.2.2]octane, 2-methyl- 124 C9H16 000766-53-0 90
3 trans,trans-1,6-Dimethylspiro[4.... 166 C12H22 1000111-72-1 86
4 Naphthalene, decahydro-1,5-dimet... 166 C12H22 066552-62-3 58
5 cis,trans-1,6-Dimethylspiro[4.5]... 166 C12H22 1000111-72-3 58

Abundance Scan 3801 (13.262 min): VV025367.D\data.ms (-3795) (- m/z 81.10 100.00%

81.1
41.1 166.2
5000 109.2
— —
2 137.1 13.00 13.50
01 m/z 95.10 99.07%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41563: Naphthalene, decahydro-2,6-dimethyl-
81.0
166.0
55.0
5000 — ——
109.0 13.00 13.50
29.0 137.0 m/z 41.10 78.30%
O' ‘\}‘H“}H\“‘\\1\‘\‘\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #12215: Bicyclo[2.2.2]octane, 2-methyl-
670 950
124.0 . —
13.00 13.50
5000 41.0 m/z 166.20  77.76%
0! e
m/z--> 20 40 60 80 100 120 140 160 180

Abundance  #41583: trans,trans-1,6-Dimethylspiro[4.5]decane —

‘ T
13.00 13.50

95.0
m/z 55.10  73.69%
67.0 166.0
5000
‘ 123.0
1IN A SN M [ N U N e e
miz--> 20 40 60 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040622\
Data File : VV025367.D

Acqg On : 06 Apr 2022 16:35
Operator : SY/MD

Sample ¢ VIBLK241

Misc : 25mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.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 8 Carbonic acid, dodecyl viny... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

13.429 2.21 ug/L 206231 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, dodecyl vinyl ester 256 C15H2803 1000382-54-8 50
2 Hexatriacontane 507 C36H74 000630-06-8 47
3 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 43
4 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 43
5 1-Decene, 2,4-dimethyl- 168 C12H24 055170-80-4 43

Abundance Scan 3853 (13.429 min): VV025367.D\data.ms (-3847) (- m/z 57.10 100.00%
57.1

112.1 JL ‘ ‘13\50‘
} A || 1823 :
ob bbbl e e m/z 71.10 42.74%
mlz--> 50 100 150 200 250 300 350 400 450 500
Abundance #143304: Carbonic acid, dodecyl! vinyl ester
57.0
5000 —/\f T T T
13.50
m/z 69.10 38.19%
} ‘ }111.0 168.0
O \d\l\‘\‘\‘\“\"‘\‘I\l\\l‘\‘\'\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #339056: Hexatriacontane
57.0
e
13.50
5000 ITI/Z 43.10 37.85%
0 ‘[ ‘ .‘ ‘\‘31‘1%”-‘0‘1‘69.0 225.0 295.0 365.0 435.0 506.(
R e L T T B R e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #93821: Oxalic acid, isobutyl pentyl ester - T
57.0 13.50
m/z 41.10 35.43%
5000
oLl ] 1150
A e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 13.50

SFAMVTRO32622WMA.M Thu Apr 07 17:06:13 2022 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040622\
Data File : VV025367.D

Acqg On : 06 Apr 2022 16:35
Operator : SY/MD

Sample ¢ VIBLK241

Misc : 25mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.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 9 Cyclohexane, 2-propenyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.477 4.55 ug/L 423774  1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 59
2 Cyclohexane, hexyl- 168 C12H24 004292-75-5 53
3 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 53
4 Cyclohexane, undecyl- 238 C17H34 054105-66-7 50
5 Cyclohexane, hexyl- 168 C12H24 004292-75-5 45

Abundance Scan 3868 (13.477 min): VV025367.D\data.ms (-3864) (-  m/z 83.10 100.00%

83.1
55.1
5000
109.1 166.2 1350
13.50
b gl L 41882 L2072, g5.16 78.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12168: Cyclohexane, 2-propenyl-
55.0 83.0
5000 L
13.50
m/z 55.10 59.14%
27-0‘ ‘ 124.0
O\\\‘\‘\‘\\i“\\‘\Hl‘\‘}\\‘i‘l\\‘l‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43497: Cyclohexane, hexyl-
83.0
——
13.50
5000 55.0 m/z 67.10 28.34%
29. 168.0
oL L2110 1a00 7T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13260: Cyclohexane, (1-methylethyl)- ——
83.0 13.50
55.0 m/z 81.18  25.35%
5000
270 ‘ 126.0
o"w‘U‘M‘J‘Mm“‘MH"H‘wwwwu_ww —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50

SFAMVTRO32622WMA.M Thu Apr 07 17:06:16 2022 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040622\
Data File : VV025367.D

Acqg On : 06 Apr 2022 16:35
Operator : SY/MD

Sample ¢ VIBLK241

Misc : 25mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.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 10 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.541 8.20 ug/L 763945 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl- 184 C13H28 001560-97-0 83
2 Tridecane, 7-propyl- 226 C1l6H34 055045-09-5 52
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 52
4 Decane, 3-bromo- 220 C1OH21Br 030571-71-2 49
5 Decane, 1l-iodo- 268 C1OH21I 002050-77-3 49
Abundance Scan 3888 (13.541 min): VV025367.D\data.ms (-3881) (- m/z 57.10 100.00%
57.1
L
137.2 166.2 T 1 7 1
Ol Pt et m/z 43.10 93.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59048: Dodecane, 2-methyl-
57.0
85.0
5000 S :
13.50
29.0 141.0 m/z 71.106 57.65%
‘ ‘ | 113.0 ‘ 169.0
0 \\\‘\‘\\\“}\\H ‘\\H}\‘l‘\\\‘\\w‘\‘\‘\\\l\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107221: Tridecane, 7-propyl-
43.0
L\ T T ‘ T ‘
71.0 13.50
5000 m/z 41.10 54.76%
99.0 183.0
bbb b b 2260
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107244: Dodecane, 2-methyl-6-propyl- —
57.0 13.50
m/z 85.10 48.87%
- | J
140.0
oWW_HH_mmﬁlﬁﬁmwwfﬁf?wz‘%ﬁp gwe
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50

SFAMVTRO32622WMA.M Thu Apr 07 17:06:18 2022 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040622\
Data File : VV025367.D

Acqg On : 06 Apr 2022 16:35
Operator : SY/MD

Sample ¢ VIBLK241

Misc : 25mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

13.641 17.08 ug/L 1592120 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 86
2 Sulfurous acid, 2-ethylhexyl tri... 376 C21H4403S 1000309-19-6 80
3 Tridecane, 7-methyl- 198 C14H30 026730-14-3 72
4 Nonane, 4-methyl-5-propyl- 184 C13H28 062185-55-1 64
5 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 59

Abundance Scan 3919 (13.641 min): VV025367.D\data.ms (-3907) (- m/z 57.10 100.00%
57.1

- N\/&L
1132 . =
35‘1 H 1372 1662 1083 13.50 14.00
ol 38 ol gl 1372 1002 1983 .. 7116 90.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000 I\ =
13.50 14.00
m/z 43.10 55.84%
29.0
85.0 113.0
O\\\‘\‘\‘\\‘\\\‘\\H}\‘\‘\\\‘\\f“\‘\\\]-\4‘2\\0\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #284592: Sulfurous acid, 2-ethylhexy! tridecyl ester
57.0
—— -
13.50 14.00
5000 m/z 41.10 35.81%
85.0 113.0
29 0 '
N L A Y S L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74015: Tridecane, 7-methyl- T 7
57.0 13.50 14.00
m/z 56.10 23.81%
5000
112.0
0 M | &0 133.0155.0 183.0
H‘_‘H‘H"_‘H‘H“_‘H‘H“_‘H‘H“_‘H‘H — —r—
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00

SFAMVTRO32622WMA.M Thu Apr 07 17:06:21 2022 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040622\
Data File : VV025367.D

Acqg On : 06 Apr 2022 16:35
Operator : SY/MD

Sample ¢ VIBLK241

Misc : 25mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.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 12 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.898 37.95 ug/L 3536800 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 96
2 Tridecane 184 C13H28 000629-50-5 94
3 Tridecane 184 C13H28 000629-50-5 87
4 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 86
5 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 86

Abundance Scan 3999 (13.898 min): VV025367.D\data.ms (-3991) (-  m/z 57.10 100.00%
57.1

1350  14.00
112.2 184.3 : :
0m‘m““mH‘H‘_“‘M“lmw”"H‘M‘Hn?’fl‘;‘?"zu“uw‘uw m/z 43.10  73.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59028: Tridecane
57.0
5000 85.0 I LA
13.50 14.00
29.0 m/z 71.10 63.76%
‘ ‘ H ‘ ‘ 112.0 141.0 184.0
O\\\‘\‘\\\“}\\H\“\\M\“1‘\\\“‘\\“\‘\H\\\“\.\\\‘\\\\‘1\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59026: Tridecane
57.0
= —
13.50 14.00
5000 ITI/Z 85.10 41.43%
29.0 85.0
|l a0 o ssmo
0 b et bl e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59025: Tridecane T T
57.0 13.50 14.00
m/z 41.10 40.14%
5000
29.0 85.0
ol b o 1130 1410 1840 7 i
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00

SFAMVTRO32622WMA.M Thu Apr 07 17:06:24 2022 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040622\
Data File : VV025367.D

Acqg On : 06 Apr 2022 16:35
Operator : SY/MD

Sample ¢ VIBLK241

Misc : 25mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.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 13 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.091 7.78 ug/L 724707 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 6-methyl- 198 C14H30 013287-21-3 64
2 Undecane, 5-ethyl- 184 C13H28 017453-94-0 43
3 Decane 142 C1eH22 000124-18-5 43
4 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 43
5 Pentadecane, 6-methyl- 226 Cl6H34 010105-38-1 43

Abundance Scan 4059 (14.091 min): VV025367.D\data.ms (-4052) (-  m/z 57.10 100.00%
57.1

85.1
T \
‘ H ‘ 12721512 1805 14.00
(B w“‘“ e L2070 7110 47.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74019: Tridecane, 6-methyl-
57.0
5000 —
14.00
85.0 . .22%
29.0 ‘ 126.0 m/z 41.10 37.22%
O\\\‘\‘\‘\\“‘\\\H“\\‘M\‘w\\\““\\\\’\“\\\‘;‘\5\4\..‘()\\\]-\8‘:\3.\0\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59035: Undecane, 5-ethyl-
57.0
T \
14.00
5000 ITI/Z 55.10 36.16%
29.0 85.0
L o e
0 H“m“WH‘MMJM‘H“N“‘W‘u‘w“m“‘u“u“‘u‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22066: Decane — ‘
57.0 14.00
m/z 43.10 33.50%
5000
290.0 85.0
| Jd || us0 20
0"wmw1”“‘_‘“;w‘!m”‘m“,‘H“‘HH‘HHWHWH T ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00

SFAMVTRO32622WMA.M Thu Apr 07 17:06:25 2022 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040622\
Data File : VV025367.D

Acqg On : 06 Apr 2022 16:35
Operator : SY/MD

Sample ¢ VIBLK241

Misc : 25mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.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 14 1,1'-Bicyclohexyl Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.371 10.46 ug/L 975081  1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1'-Bicyclohexyl 166 C12H22 000092-51-3 81
2 1,1'-Bicyclohexyl 166 C12H22 000092-51-3 74
3 1,1'-Bicyclohexyl 166 C12H22 000092-51-3 74
4 1,1'-Bicyclohexyl 166 C12H22 000092-51-3 72
5 Succinic acid, trans-hex-3-enyl ... 382 C23H4204 1000353-43-6 53

Abundance Scan 4146 (14.371 min): VV025367.D\data.ms (-4138) (- m/z 82.10 100.00%

82.1
5000 55.1
166.2 — ——
14.00 14.50
112.2
137.2
N btz L1982 h; 83,10 50.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41526: 1,1'-Bicyclohexyl
82.0
5000 — ——
55.0 14.00 14.50
166.0 m/z 55.10 47.28%
OH\‘2\‘9\‘-\0\“‘\H“i‘\}‘H"H\\‘}:’]-9\9\.\0‘\\1\3\8‘.\0\\\‘\‘H\‘HH‘HH’
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41527: 1,1'-Bicyclohexyl
82.0
— ——
55.0 14.00 14.50
5000 m/z 67.10  45.80%
166.0
29.0
obrrrpr bbb bl 3920 2380 |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41528: 1,1'-Bicyclohexyl “ —
82.0 14.00 14.50
m/z 41.10 37.45%
55.0
5000
166.0
109.
ol 220 b R0 e | DU
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50

SFAMVTRO32622WMA.M Thu Apr 07 17:06:26 2022 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040622\
Data File : VV025367.D

Acqg On : 06 Apr 2022 16:35
Operator : SY/MD

Sample ¢ VIBLK241

Misc : 25mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.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 15 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.506  13.72 ug/L 12782760  1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 2-methyl- 198 C14H30 001560-96-9 64
2 3-Methyl-1-[(1H)-1,2,4-triazol-1... 153 C7H11N30 064922-02-7 43
3 Heptylcyclohexane 182 C13H26 005617-41-4 43
4 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 38
5 Tridecane, 2-methyl- 198 C14H30 001560-96-9 38

Abundance Scan 4188 (14.506 min): VV025367.D\data.ms (-4183) (-~ m/z 57.10 100.00%

71 831
5000
L \
‘ 1131 1552 1823 14.50
T — o lasas L2081 4319 95.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74013: Tridecane, 2-methyl-
57.0
5000 L :
85.0 14.50
29.0 m/z 83.10 85.93%
113.0 155.0
O‘\‘\‘\\“‘1\\“\‘\\”‘1\‘1\\\“\\\\‘\!\\[\\\“\‘\\\]\-8‘:\3\0\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30566: 3-Methyl-1-[(1H)-1,2,4-triazol-1-yl]butan-2-one
43.0
83.0 — ‘
14.50
5000 ITI/Z 82.10 70.41%
\ 154.0
Ot e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56962: Heptylcyclohexane T ‘
83.0 14.50
m/z 41.1@ 57.92%
h | w
182.0
1t O T . U
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50

SFAMVTRO32622WMA.M Thu Apr 07 17:06:27 2022 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040622\
Data File : VV025367.D

Acqg On : 06 Apr 2022 16:35
Operator : SY/MD

Sample ¢ VIBLK241

Misc : 25mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.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 16 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.590 7.72 ug/L 719459 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 3-methyl- 198 C14H30 006418-41-3 86
2 Tetradecane, 4-methyl- 212 C15H32 025117-24-2 64
3 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 64
4 Undecane, 3-methyl- 170 C12H26 001002-43-3 59
5 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 59
Abundance Scan 4214 (14.590 min): VV025367.D\data.ms (-4208) (- m/z 57.10 100.00%
57.1
5000
T I
169.3
113.1 14.50
I Lo JIm 1402 | 1082 5
O el el e e e S e m/z 71.18 51.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74014: Tridecane, 3-methyl-
57.0
5000 i :
14.50
29.0 85.0 m/z 43.10  50.43%
o \“ “‘ L] 11301400 1900 4950
‘\1\\’\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90196: Tetradecane, 4-methyl-
43.0 71.0
T \
14.50
5000 m/z 41.10 37.42%
99.0
o,,127°,1970
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #206617: Sulfurous acid, butyl dodecyl ester —— ‘
57.0 14.50
m/z 85.10 36.29%
5000
85.0
0290‘ L 301590 1690 gm0
e e A e e P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50

SFAMVTRO32622WMA.M Thu Apr 07 17:06:28 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040622\
Data File : VV025367.D

Acqg On : 06 Apr 2022 16:35
Operator : SY/MD

Sample ¢ VIBLK241

Misc : 25mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.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 17 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.651 20.82 ug/L 1940040 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 91
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 90
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 80
4 1-Undecene, 4-methyl- 168 C12H24 074630-39-0 80
5 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 80

Abundance Scan 4233 (14.651 min): VV025367.D\data.ms (-4225) (- m/z 57.10 100.00%

57.1
5000 851
P U
127.2 14.50 15.00
o,‘HAMuuJhphJMuH_m‘ﬁﬁﬁ%%ﬁﬁgﬁ%aﬁu‘_uw‘uwH m/z 71.10 89.83%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90207: Dodecane, 2,6,10-trimethyl-
57.0
5000 S Mo
85.0 14.50 15.00
m/z 43.10 53.27%
29.0 27.0
O ’\‘1‘“““\‘ “HM\“J‘H}M‘\\U\‘\“\\\‘]\_5\5‘9%?\3\9‘\\\\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
C P
14.50 15.00
5000 ITI/Z 85.10 39.97%
85.0
29 0
. L a0 1830110 ass0see
,‘Ww_m,mmewm_mwwmWWWWW
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90206: Dodecane, 2,6,10-trimethyl- = ==
57.0 14.50 15.00
m/z 41.10 37.16%
5000
29.0 85.0
ood L | 1139 sssareao
e et e e e e e e e — e
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040622\
Data File : VV025367.D

Acqg On : 06 Apr 2022 16:35
Operator : SY/MD

Sample ¢ VIBLK241

Misc : 25mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.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 18 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.844  67.45 ug/L 6286310 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 98
2 Tetradecane 198 C14H30 000629-59-4 96
3 Hexadecane 226 C16H34 000544-76-3 86
4 Tridecane 184 C13H28 000629-50-5 83
5 9-methylheptadecane 254 C18H38 026741-18-4 80

Abundance Scan 4293 (14.844 min): VV025367.D\data.ms (-4284) (- m/z 57.10 100.00%
57.1

5000 85.1 /kﬁKﬁJKNA«AANNJK
‘ 14‘5(5 5.5‘06
112.2 141.2 198.3 ' :
om_H‘Ww!w”mNlum”‘_m_m‘_m}???‘wwww m/z 43.10  73.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane
57.0
5000 85.0 o T
14.50 15.00
29.0 m/z 71.10 65.98%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74006: Tetradecane
57.0
= TS
14.50 15.00
5000 ITI/Z 85.10 43.89%
85.0
29.0
0 m_‘:“““mw,u“‘ml"u“ﬁlﬁ?ﬁf“l‘?‘}??ﬂ“1‘9‘?9”_m
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107220: Hexadecane T o
57.0 14.50 15.00
m/z 41.10 41.64%
5000 85.0
29.0
0 h‘ Tl HH\ H‘ 11 141 0 169.0 197.0 226 0
H‘_“w‘u ‘H‘w“u‘u“_‘u“u‘w“W‘H“H‘w“u — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040622\
Data File : VV025367.D

Acqg On : 06 Apr 2022 16:35
Operator : SY/MD

Sample ¢ VIBLK241

Misc : 25mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.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 19 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.895 5.83 ug/L 543300 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,10-dimethyl- 184 C13H28 017301-27-8 46
2 Undecane, 3-methyl- 170 C12H26 001002-43-3 41
3 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 38
4 Cyclopentane, 1-methyl-3-(2-meth... 140 C10H20 029053-04-1 35
5 Pentadecane 212 C15H32 000629-62-9 30

Abundance Scan 4309 (14.895 min): VV025367.D\data.ms (-4303) (- m/z 57.10 100.00%
£

1
5000 97.1
179.2 ™ 1
141.2 ‘ 14.50 15.00
R L 222 nyz 55.10 65.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59078: Undecane, 2,10-dimethyl-
43.0
5000 71.0 — ——
14.50 15.00
m/z 43.10 64.30%
99.0 141.0
[ 1690
O \\\‘\\\\’\\\ “\\}\“}‘\\\’\\\‘\‘\\\\i\\\\‘\\‘\\‘\\\\’\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45490: Undecane, 3-methyl-
57.0
= o
14.50 15.00
m/z 71.10 53.02%
5000 85.0
29.0
‘ 141.0
0 H“JH‘MM‘M_NH‘ﬂu‘ﬂ%}%?‘H‘”H“%qu_“W“u‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45512: Decane, 3,8-dimethyl- = M
57.0 14.50 15.00
m/z 41.10 51.93%
85.0
5000
113.0 141.0
Y T NP N T S SN = -
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040622\
Data File : VV025367.D

Acqg On : 06 Apr 2022 16:35
Operator : SY/MD

Sample ¢ VIBLK241

Misc : 25mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.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 20 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.416  17.52 ug/L 1633120 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 93
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
3 Hexadecane 226 C16H34 000544-76-3 86
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 86
5 Heneicosane 296 C21H44 000629-94-7 86

Abundance Scan 4471 (15.416 min): VV025367.D\data.ms (-4464) (- m/z 57.10 100.00%
57.1

- MM
99.2 PN
1412 15.50
1833
Y | i “ o Lo 2268 2810 n/z 71.10  88.46%
miz--> 50 100 150 200 250
Abundance #107237: 2,6,10-Trimethyltridecane
57.0
5000 T
15.50
m/z 43.10 83.58%
113.0
O ]\.8\q\ \ ‘ ‘\ ‘ T ‘\ “ \H T \ } ‘\ \]-8\3\0‘ \2\26\0\ ‘ T T T T
miz--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
—r
15.50
5000 m/z 85.10 47.81%
99.0
0 ‘\\ \“‘\ Il \‘ | 1410 1830 239.0 296.(
el e e
miz--> 50 100 150 200 250
Abundance #107220: Hexadecane —
57.0 15.50
m/z 41.10 41.43%
5000
99.0
0]-4 “‘ ‘ u nH\ “\ H‘ 1410 183.0 2260
Cele e e —
miz--> 50 100 150 200 250 15.50

SFAMVTRO32622WMA.M Thu Apr 07 17:06:32 2022 Page: 22



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040622\
Data File : VV025367.D

Acqg On : 06 Apr 2022 16:35
Operator : SY/MD

Sample ¢ VIBLK241

Misc : 25mL/MSVOA_V/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.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 21 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.731 17.74 ug/L 1653360 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 97
2 Pentadecane 212 C15H32 000629-62-9 93
3 Pentadecane 212 C15H32 000629-62-9 91
4 Tetradecane 198 C14H30 000629-59-4 90
5 Heptadecane 240 C17H36 000629-78-7 90

Abundance Scan 4569 (15.731 min): VV025367.D\data.ms (-4561) (-  m/z 57.10 100.00%
57.1

w0 AAA/\/L
‘ 1550  16.00
141.2 212.3 : '
om_m_ml‘,“”m“luHH“H:muwm,ﬁﬁ?“%wHw,w,‘%?‘?f m/z 43.10 71.43%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90192: Pentadecane
57.0
5000 T ==
15.50 16.00
990 m/z 71.10 68.47%
L ZTOp | L] 1410 18302120
\\\‘\H\‘HH’\\H‘HH‘H\\‘\H\‘\H\’HH‘HH‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90189: Pentadecane
57.0
—7 =
15.50 16.00
5000 ITI/Z 85.10 45.50%
99.0
ol h L L, 1410 amso2120
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90190: Pentadecane —y —
57.0 15.50 16.00
m/z 41.10 39.38%
5000
99.0
0 27‘ H\ H\ i d‘ | 1410 18202120
HWHH‘HHWH‘_HwH‘WHHMH‘MHWH‘WHHM‘HWHW‘HWH —— ——
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040622\
Data File : VV025367.D

Acqg On : 06 Apr 2022 16:35
Operator : SY/MD

Sample : VIBLK241

Misc : 25mL/MSVOA_V/WATER

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.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... 11.146 0.7 ug/L 63452 3 11.249 465998 5.0
Naphthalene, de... 12.259 0.7 ug/L 64259 3 11.249 465998 5.0
1-Methyldecahyd... 12.468 0.9 ug/L 84458 3 11.249 465998 5.0
(DEL) Alkane: S... 12.886 9.8 ug/L 911491 3 11.249 465998 5.0
(DEL) Alkane: S... 13.040 11.3 ug/L 1054830 3 11.249 465998 5.0
Naphthalene, de... 13.262 1.3 wug/L 123468 3 11.249 465998 5.0
Carbonic acid, ... 13.429 2.2 ug/L 206231 3 11.249 465998 5.0
Cyclohexane, 2-... 13.477 4.5 ug/L 423774 3 11.249 465998 5.0
(DEL) Alkane: S... 13.541 8.2 ug/L 763945 3 11.249 465998 5.0
(DEL) Alkane: S... 13.641 17.1 ug/L 1592120 3 11.249 465998 5.0
(DEL) Alkane: S... 13.898 38.0 ug/L 3536800 3 11.249 465998 5.0
(DEL) Alkane: S... 14.091 7.8 ug/L 724707 3 11.249 465998 5.0
1,1'-Bicyclohexy 14.371 10.5 ug/L 975081 3 11.249 465998 5.0
(DEL) Alkane: S... 14.506 13.7 ug/L 1278270 3 11.249 465998 5.0
(DEL) Alkane: S.. 14.590 7.7 ug/L 719459 3 11.249 465998 5.0
(DEL) Alkane: S.. 14.651 20.8 ug/L 1940040 3 11.249 465998 5.0
(DEL) Alkane: S.. 14.844 67.5 ug/L 6286310 3 11.249 465998 5.0
(DEL) Alkane: S.. 14.895 5.8 ug/L 543300 3 11.249 465998 5.0
(DEL) Alkane: S.. 15.416 17.5 ug/L 1633120 3 11.249 465998 5.0
(DEL) Alkane: S.. 15.731 17.7 ug/L 1653360 3 11.249 465998 5.0
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