LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@41323\
Data File : VV@30551.D

Acqg On : 13 Apr 2023 17:34
Operator : SY/MD

Sample : 02250-04DL 2X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 21  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\SFAMVTRO32323WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@30551.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.282 67 75 90 rVB 47781 54101 4.33% 0.487%
2 1.536 147 154 164 rVB 52682 60729 4.86% 0.546%
3 1.719 203 211 219 rBvV2 10182 13569 1.09% 0.122%
4 2.066 309 319 335 rBV4 143969 240130 19.23% 2.160%
5 2.455 428 440 457 rBV2 16809 31009 2.48% 0.279%
6 3.121 633 647 668 rBV 53169 116323 9.31% 1.047%
7 3.825 852 866 891 rBV3 120430 357916 28.66%  3.220%
8 4.262 984 1002 1028 rBvV2 86961 242787 19.44%  2.184%
9 4.970 1202 1222 1241 rBV3 171342 439795 35.21% 3.957%
10 5.545 1389 1401 1419 rBV 146581 306996 24.58% 2.762%
11 5.841 1480 1493 1513 rBV 346038 684652 54.82% 6.159%
12 5.998 1529 1542 1564 rVB2 107529 220560 17.66% 1.984%
13 6.924 1816 1830 1844 rBV 45925 89559 7.17% 0.806%
14  7.252 1920 1932 1952 rBV 192032 349275 27.96%  3.142%
15 7.564 2018 2029 2043 rBV2 29065 55695 4.46% 0.501%
16 7.915 2126 2138 2158 rBV 296788 504271 40.37% 4.537%
17 8.037 2165 2176 2201 rBV 203480 399717 32.00%  3.596%
18 8.792 2398 2411 2433 rBV 227318 389521 31.19% 3.504%
19 10.072 2799 2809 2817 rBV4 8524 14256 1.14% 0.128%
20 10.162 2825 2837 2848 rBV 78894 130662 10.46% 1.176%
21 10.863 3044 3055 3063 rBV2 19144 29003 2.32% 0.261%
22 10.982 3084 3092 3101 rVB3 8544 14583 1.17% 0.131%
23 11.095 3117 3127 3135 rBV2 27451 44434 3.56% 0.400%
24 11.194 3148 3158 3174 rBV 231589 365201 29.24%  3.286%
25 11.336 3192 3202 3208 rBV3 17752 30668 2.46% 0.276%
26 11.378 3209 3215 3224 rVB 21002 32506 2.60% 0.292%
27 11.571 3263 3275 3295 rVB 211499 353181 28.28% 3.177%
28 11.735 3317 3326 3335 rBV 7562 12737 1.02% 0.115%
29 12.207 3463 3473 3484 rVB 15598 25193 2.02% 0.227%
30 12.313 3498 3506 3514 rBV 8266 15989 1.28% 0.144%
31 12.416 3530 3538 3545 rBV7 25388 39590 3.17% 0.356%
32 12.542 3571 3577 3584 rBv4 10615 13054 1.05% 0.117%
33 12.673 3611 3618 3627 rVBle 13854 20327 1.63% 0.183%
34 12.751 3632 3642 3651 rBV1e 14456 27710  2.22%  0.249%

35 12.837 3655 3669 3686 rBv3 122332 257124 20.59% 2.313%
36 12.992 3706 3717 3740 rVB3 123155 264427 21.17%  2.379%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@41323\
Data File : VV@30551.D

Acqg On : 13 Apr 2023 17:34
Operator : SY/MD

Sample : 02250-04DL 2X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 21  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\SFAMVTR032323WMA.M
Title : TRACE VOA SFAM1.0

37 13.214 3779 3786 3794 rBV3 22153 41911 3.36% ©.377%
38 13.384 3832 3839 3845 rBV5 41055 77044  6.17%  0.693%
39 13.496 3867 3874 3891 rVB5 110335 216322 17.32%  1.946%
40 13.593 3892 3904 3915 rBV3 258871 509060 40.76% 4.580%
41 13.853 3976 3985 3999 rBV 638354 933339 74.73% 8.397%
42 14.046 4039 4045 4055 rVB4 117684 175566 14.06%  1.579%
43 14.320 4125 4130 4134 rBV3 55131 76091 6.09%  0.685%
44 14.461 4169 4174 4185 rVB3 189291 279691 22.39%  2.516%
45 14.545 4195 4200 4210 rVB2 113626 158273 12.67% 1.424%

46 14.606 4211 4219 4228 rBV 352048 492824 39.46% 4.434%
47 14.799 4270 4279 4288 rBV 901181 1248997 100.00% 11.237%
48 15.371 4450 4457 4465 rBV2 245136 335172 26.84% 3.015%
49 15.689 4547 4556 4574 rVB 221517 323880 25.93% 2.914%

Sum of corrected areas: 11115420
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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\VVve41323\

: VVe30551.D

: 13 Apr 2023 17:34

: SY/MD

¢ 02250-04DL 2X

: 25.0mL/MSVOA_V/WATER

: 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32323WMA.M

Quant Title

TIC Library

: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
1000000

800000

600000

400000

200000

o

Time-->

TIC: VV030551.D\data.ms

5.841

4.970
2.066 3.825 5.545 5098

1.282 1.536 3.121 4.262
1.719 2.455

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

Abundance
1000000

800000

600000

400000

200000

TIC: VV030551.D\data.ms

7.915
- 8.037 8.792 11194 13571

0
Time-->

6.924 10.162
N 730 10072 10.g63BP9NIZI8 | 11,735
‘ A AN | W— 0078 o AIRSRTENT LTSS

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

Abundance
1000000

800000

600000

400000

200000

TIC: VV030551.D\data.ms
14.799

13.853

14.606
15.371

14.461 15.689
14.046
/\ il M

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\VVv041323\
Data File : VV@30551.D

Acqg On : 13 Apr 2023 17:34
Operator : SY/MD

Sample : 02250-04DL 2X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32323WMA.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 16
R.T. EstConc Area Relative to ISTD R.T.
11.095 0.61 ug/L 44434  1,4-Dichlorobenzene-d4 11.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 6-methyl- 198 C14H30 013287-21-3 64
2 Octane, 3,4,5,6-tetramethyl- 170 C12H26 062185-21-1 50
3 3-Ethyl-3-methylheptane 142 C1eH22 017302-01-1 50
4 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 50
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 50

Abundance Scan 3127 (11.095 min): VV030551.D\data.ms (-3117) (- m/z 57.10 100.00%
57.1

5000 851 ﬁhj\JwAﬂ&M/Jh

VAvA
‘ H 127.1 11.00
e Bl iz 71.e5  57.34%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74019: Tridecane, 6-methyl-
57.0
Ann A/J\\ /\A

o

5000 AT ‘
11.00
85.0 . .19%
29.0 ‘ ‘ 126.0 m/z 43.05 42.19
O \\\‘\‘\‘\ \“‘\ T \H“ T \‘M T ﬂ TT \““ TTTT ‘ \“\ T ‘ \1\5\4\-‘0\ T \]\-8‘\3-\0\\ ‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45518: Octane, 3,4,5,6-tetramethyl-
57.0
M 0 ‘
11.00
m/z 85.10 40.71%
5000 29.0 85.0
113.0
by bbb i 21390 1680
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #22110: 3-Ethyl-3-methylheptane o pucds NW‘\ : ‘
57.0 11.00
m/z 41.05 40.12%
85.0
5000
113.0
290‘ ‘
0H‘_‘“H“wm‘:‘_“‘m‘!m“H!u_m_uwm_m_ - :
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041323\
Data File : VV@30551.D

Acqg On : 13 Apr 2023 17:34
Operator : SY/MD

Sample : 02250-04DL 2X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32323WMA.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 3-Heptyne Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.416 0.54 ug/L 39590 1,4-Dichlorobenzene-d4 11.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Heptyne 96 C7H12 002586-89-2 86
2 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 64
3 Bicyclo[4.3.1]decan-10-one 152 C10H160 020440-21-5 64
4 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 60
5 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 60
Abundance Scan 3538 (12.416 min): VV030551.D\data.ms (-3530) (- m/z 67.10 100.00%
41.0 67.1 152.2
95.1
5000
A ——
I i
0l L, m/z 152.15  96.77%
miz--> 20 40 60 80 100 120 140
Abundance #3182: 3-Heptyne
41.0 61.0
96.0 A A
5000 | M\ \A T /‘\A\ \j\\ T
12.50
m/z 41.05 95.12%
15.0 ‘ il I
O' ‘\\‘\\\\‘\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #29490: trans-Decalin, 2-methyl-
81.0
——
55.0 152.0 12.50
5000 m/z 81.05 93.73%
29.0 109.0 J
NN 0 ' O =T
m/iz--> 20 40 60 80 100 120 140
Abundance #29170: Bicyclo[4.3.1]decan-10-one a ——
67.0 98.0 152.0 12.50
m/z 82.10 93.73%
41.0
5000
| e M
S S A e
m/z--> 20 40 60 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041323\
Data File : VV@30551.D

Acqg On : 13 Apr 2023 17:34
Operator : SY/MD

Sample : 02250-04DL 2X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32323WMA.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 9
R.T. EstConc Area Relative to ISTD R.T.
12.837 3.52 ug/L 257124  1,4-Dichlorobenzene-d4 11.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 95
2 Dodecane 170 C12H26 000112-40-3 81
3 Undecane 156 C1l1H24 001120-21-4 80
4 Dodecane 170 C12H26 000112-40-3 76
5 Tridecane 184 C13H28 000629-50-5 72
Abundance Scan 3669 (12.837 min): VV030551.D\data.ms (-3655) (- m/z 57.10 100.00%
57.1
5000
85.1
B 1
12.50 13.00
170.2
0 J112.1141_10218_6 m/z 43.10  89.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45478: Dodecane
57.0
5000 L o
85.0 12.50 13.00
m/z 41.05 58.27%
290 170.0
Ot T \‘\‘\ \“‘1 T \“H“ T \“1 T “1‘\ T \“‘];}}‘2\.(‘)\“\:1\-\‘1‘]-\.\()\ T \‘\'\ EARRARERERES
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45479: Dodecane
43.0
— ——
710 12.50 13.00
5000 m/z 71.10 54.52%
‘ ‘ H 98.0 1270 170.0
0“w‘h‘HMwﬁ‘M‘M‘HWHUWNJ‘M‘H‘HMW‘H‘_‘H‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33080: Undecane . ——
57.0 12.50 13.00
m/z 85.10 33.10%
5000
85.0
29.0
) uso 1560
Ol =t v e e e e T .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041323\
Data File : VV@30551.D

Acqg On : 13 Apr 2023 17:34
Operator : SY/MD

Sample : 02250-04DL 2X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32323WMA.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 8
R.T. EstConc Area Relative to ISTD R.T.
12.992 3.62 ug/L 264427 1,4-Dichlorobenzene-d4 11.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 93
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 93
3 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 64
4 Nonane, 3-methyl- 142 C1OH22 005911-04-6 64
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 64
Abundance Scan 3717 (12.992 min): VV030551.D\data.ms (-3706) (- m/z 57.10 100.00%
57.1
T
L 98\2 1280 %52 2070 280.¢ 13.90
0 byt bl R0 2D 280 m/z 43.18 45.94%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59075: Undecane, 2,6-dimethyl-
57.0
5000 T
13.00
290 m/z 71.20  42.12%
98.0
L a0
\’\\\\‘H\\‘HH[!H\‘HH‘HH[HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
C
13.00
5000 m/z 41.10 37.07%
29.0 ‘ 98.0
o lbd g a0 1840
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59061: Undecane, 3,6-dimethyl- ——
57.0 13.00
m/z 55.10 25.59%
5000
29.0 85.0
b T M0 15501640 v
m/z--> 20 40 60 80 100120140160180200220240260280 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041323\
Data File : VV@30551.D

Acqg On : 13 Apr 2023 17:34
Operator : SY/MD

Sample : 02250-04DL 2X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32323WMA.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 trans,trans-1,6-Dimethylspi... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.214 0.57 ug/L 41911 1,4-Dichlorobenzene-d4 11.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans,trans-1,6-Dimethylspiro[4.... 166 C12H22 1000111-72-1 89
2 Naphthalene, decahydro-2,6-dimet... 166 C12H22 001618-22-0 86
3 Naphthalene, decahydro-1,2-dimet... 166 C12H22 003604-14-6 72
4 cis,cis-1,6-Dimethylspiro[4.5]de... 166 C12H22 1000111-72-4 70
5 cis,trans-1,6-Dimethylspiro[4.5]... 166 C12H22 1000111-72-3 62

Abundance Scan 3786 (13.214 min): VV030551.D\data.ms (-3779) (- m/z 81.10 100.00%
41.1 81.1

5000

0

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41583: trans,trans-1,6-Dimethylspiro[4.5]decane
95.0
67.0 166.0

5000

m/z 41.10 97.75%

‘ 123.0
ARRRUARERRARRRRARRN W“WM‘”W‘ﬂ‘\ﬂ“W“W“”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41563: Naphthalene, decahydro-2,6-dimethyl-
81.0
166.0

5000 ' m/z 55.10 89.09%

109.0
29.0 137.0
o} :m‘“"\““‘m‘“‘WM“HWHH,HH
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #41568: Naphthalene, decahydro-1,2-dimethyl-

o

-

95.0 166.0 13.00 13.50
67.0 m/z 67.10 80.10%

41.0
5000
137.0
d aoase Loy Lo NYTE
miz--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve41323\
: VVe30551.D

: 13 Apr 2023 17:34

: SY/MD

¢ 02250-04DL 2X

: 25.0mL/MSVOA_V/WATER

: 21 Sample Multiplier: 1

: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32323WMA.M

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 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.384 1.05 ug/L 77044  1,4-Dichlorobenzene-d4 11.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracontane, 3,5,24-trimethyl- 605 C43H88 055162-61-3 59
2 Nonane, 3-methyl- 142 C10H22 005911-04-6 47
3 1-Decene, 3,4-dimethyl- 168 C12H24 050871-03-9 47
4 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 47
5 1-Pentene, 2,4,4-trimethyl- 112 C8H16 000107-39-1 38
Abundance Scan 3839 (13.384 min): VV030551.D\data.ms (-3832) (| | m/z 57.10 100.00%
57.1
- NJLJ
I:&B 1350
2 . .
| \lm\FFS 184.3 9
Ol e m/z 43.10 51.91%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #346742: Tetracontane, 3,5,24-trimethyl-
57.0
5000 = ek
13.00 13.50
m/z 41.10 46.32%
oL | J’ b250 20 505.0
\\\\‘\\\\‘f\\\‘\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #22081: Nonane, 3-methyl-
57.0
= —
13.00 13.50
5000 m/z 71.15 40.56%
0 \“ Jdl |142'0
el e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #43531: 1-Decene, 3,4-dimethyl- -A¥ﬁ T
57.0 13.00 13.50
m/z 55.10 38.72%
5000
1L, g0
ot P P
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041323\
Data File : VV@30551.D

Acqg On : 13 Apr 2023 17:34
Operator : SY/MD

Sample : 02250-04DL 2X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32323WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.496 2.96 ug/L 216322 1,4-Dichlorobenzene-d4 11.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl- 184 C13H28 001560-97-0 89
2 Tridecane, 7-propyl- 226 C1l6H34 055045-09-5 72
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 64
4 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 64
5 Hexadecane 226 C16H34 000544-76-3 64
Abundance Scan 3874 (13.496 min): VV030551.D\data.ms (-3867) (- m/z 57.10 100.00%
57.1
: B
99.1 141.2 5 13.50
ol ‘wu “‘U‘ u‘”u‘”m‘ i, !“‘ 180 e m/z 43.106  98.59%
miz--> 50 100 150 200 250
Abundance #59048: Dodecane, 2-methyl-
57.0
5000 1
13.50
99.0 141.0 m/z 41.10 65.13%
O \2\6\\0‘\‘ “ ‘\ ‘U‘ \““\ H“ \“‘ T ‘\ !“ ‘ T ‘\1-8\4\.0‘ T T T T ’ T T T T
m/z--> 50 100 150 200 250
Abundance #107221: Tridecane, 7-propyl-
43.0
—
13.50
5000 85.0 m/z 71.15 59.15%
140.0
ol bbb LTI 220
m/iz--> 50 100 150 200 250
Abundance #194595: Eicosane, 10-methyl- \vﬁ =
57.0 13.50
m/z 85.15 40.62%
5000
‘ 99.0 0
ol b bl d T 2970 2390 2810 v
m/z--> 50 100 150 200 250 13.50

SFAMVTRO32323WMA.M Fri Apr 14 16:03:57 2023 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041323\
Data File : VV@30551.D

Acqg On : 13 Apr 2023 17:34
Operator : SY/MD

Sample : 02250-04DL 2X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32323WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.593 6.97 ug/L 509060 1,4-Dichlorobenzene-d4 11.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 7-methyl- 198 C14H30 026730-14-3 87
2 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 86
3 1-Decene, 4-methyl- 154 C11H22 013151-29-6 76
4 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 72
5 Nonane, 4-methyl-5-propyl- 184 C13H28 062185-55-1 72
Abundance Scan 3904 (13.593 min): VV030551.D\data.ms (-3892) (| | m/z 57.10 100.00%
57.1
85.1 113.2 ‘13‘50‘ ‘
155.2 :
Y — MHMHM_‘H‘_WwH_l‘??”z”ww‘_m m/z 71.10  79.70%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74015: Tridecane, 7-methyl-
57.0
5000 A :
112.0 13.50
m/z 43.10 69.36%
0 “M b 155.0183.0
\H‘HH‘HH‘\\H‘\\H‘\H\‘\H\‘HH‘HH‘HH‘HH‘H\\‘H\\‘\H\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #176402: Hexadecane, 2,6,11,15-tetramethyl-
57.0
R \
13.50
5000 m/z 41.10 44 ,38%
85.0
113.0 169.0
o A L] peo [ aemo  gerg
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #31422: 1-Decene, 4-methyl- T
57.0 13.50
m/z 56.10 27.12%
5000
29.0
112.0
ol L L s N
m/z--> 20 40 60 80 100120140160180200220240260 13.50

SFAMVTRO32323WMA.M Fri Apr 14 16:03:58 2023 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041323\
Data File : VV@30551.D

Acqg On : 13 Apr 2023 17:34
Operator : SY/MD

Sample : 02250-04DL 2X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32323WMA.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 2
R.T. EstConc Area Relative to ISTD R.T.
13.853 12.78 ug/L 933339 1,4-Dichlorobenzene-d4 11.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 97
2 Tridecane 184 C13H28 000629-50-5 96
3 Tridecane 184 C13H28 000629-50-5 94
4 Tridecane 184 C13H28 000629-50-5 90
5 Tetradecane 198 C14H30 000629-59-4 90
Abundance Scan 3985 (13.853 min): VV030551.D\data.ms (-3976) (| | m/z 57.10 100.00%
57.1
5000
882 N\JJQ
= B
13.50 14.00
112.2 184.3
ol g gM22 1ar2  H8a070 T3 10 8s.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59028: Tridecane
57.0
5000 85.0 \‘ T
13.50 14.00
29.0 m/z 71.20 56.16%
“ ‘ “ | ‘1120 141.0 184.0
O\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59026: Tridecane
57.0
= e
13.50 14.00
5000 m/z 41.10 49.01%
20.0 85.0
‘ “ ‘1120 141.0 184.0
o"“‘H‘_"w":‘_"w‘H‘_mWww_ww
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59029: Tridecane . —
57.0 13.50 14.00
m/z 85.20 35.79%
5000
85.0
29.0
L Lm0 0 o
e e e e e e e = s
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00

SFAMVTRO32323WMA.M Fri Apr 14 16:03:59 2023 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041323\
Data File : VV@30551.D

Acqg On : 13 Apr 2023 17:34
Operator : SY/MD

Sample : 02250-04DL 2X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32323WMA.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 11
R.T. EstConc Area Relative to ISTD R.T.
14.046 2.40 ug/L 175566  1,4-Dichlorobenzene-d4 11.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,5-dimethyl- 198 C14H30 056292-65-0 74
2 Tridecane, 6-methyl- 198 C14H30 013287-21-3 64
3 Undecane 156 C1l1H24 001120-21-4 53
4 Undecane, 5,5-dimethyl- 184 C13H28 017312-73-1 53
5 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 52
Abundance Scan 4045 (14.046 min): VV030551.D\data.ms (-4039) (- m/z 57.10 100.00%
57.1
5000
97.1
N \
127.1 14.00
183.1
Ol el il bl 2982 m/z 71.15  49.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74022: Dodecane, 2,5-dimethyl-
57.0
5000 s :
14.00
85.0 m/z 43.10 41.66%
29.0 126.0
O\\\\‘\‘\‘\\“‘\\\‘!“\\“i\“1\\\‘H‘\\\\‘\“\\\‘\]\_5\\5.‘9\\]\-8‘:\3.\9\‘”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74019: Tridecane, 6-methyl-
57.0
T \
14.00
5000 m/z 41.10 36.45%
85.0
29.0 ‘ 126.0
o Ll L ase0 a0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33080: Undecane T
57.0 14.00
m/z 55.10 32.36%
5000
85.0
29.0
o o
0"H‘w"H‘Nu‘W‘ph‘ww‘w‘wu‘_“h“u‘u“_‘ —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00

SFAMVTRO32323WMA.M Fri Apr 14 16:04:01 2023 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041323\
Data File : VV@30551.D

Acqg On : 13 Apr 2023 17:34
Operator : SY/MD

Sample : 02250-04DL 2X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32323WMA.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 1,1'-Bicyclohexyl Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.320 1.04 ug/L 76091  1,4-Dichlorobenzene-d4 11.198
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 72
4 Succinic acid, di(trans-hex-3-en... 282 C16H2604 1000353-43-7 53
5 1,1'-Bicyclohexyl 166 C12H22 000092-51-3 53
Abundance Scan 4130 (14.320 min): VV030551.D\data.ms (-4125) (- m/z 82.10 100.00%
82.1
20 o MNWJM
166.2 — e
14.00 14.50
125.2 195.3
0’ b i 0 280 s 10 52.93%
miz-> 50 100 150 200 250
Abundance #41527: 1,1'-Bicyclohexyl
82.0
5000 — ——
41.0 14.00 14.50
166.0 m/z 83.10 49.36%
0 \H\ ‘1” ““\‘h\ “\“\“‘ ‘\12\3\0\ T L — LA A B S
miz--> 50 100 150 200 250
Abundance #41526: 1,1'-Bicyclohexyl
82.0
— ——
14.00 14.50
5000 m/z 67.10 48.43%
41.0 166.0
ol b 3200 1
miz--> 50 100 150 200 250
Abundance #41529: 1,1'-Bicyclohexyl — T
82.0 14.00 14.50
m/z 41.10 46.35%
5000 41.0
166.0
m/z--> 50 100 150 200 250 14.00 14.50

SFAMVTRO32323WMA.M Fri Apr 14 16:04:02 2023 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041323\
Data File : VV@30551.D

Acqg On : 13 Apr 2023 17:34
Operator : SY/MD

Sample : 02250-04DL 2X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32323WMA.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 7
R.T. EstConc Area Relative to ISTD R.T.
14.461 3.83 ug/L 279691 1,4-Dichlorobenzene-d4 11.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 2-methyl- 198 C14H30 001560-96-9 89
2 Tridecane, 2-methyl- 198 C14H30 001560-96-9 64
3 Tridecane, 2-methyl- 198 C14H30 001560-96-9 62
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 52
5 1-Iodoundecane 282 C11H23I 004282-44-4 52
Abundance Scan 4174 (14.461 min): VV030551.D\data.ms (-4169) (- m/z 43.10 100.00%
43.1
5000 71.1 M\M/\\‘A/\
—
99.2 155.2
I 127.2 1" 182.3 2082 14.50
Ol bbby e ST m/z 57.10 89.56%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #74017: Tridecane, 2-methyl-
43.0
5000 1
71.0 14.50
m/z 41.10 61.28%
155.0
O T \‘i‘} T \”H“ T \Hi T 99.0 \‘\1‘2\?\'(\)‘ TT \“\ ‘ TT \]-\8‘§;9\ ‘ TTTT ‘\
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #74020: Tridecane, 2-methyl-
57.0
—
14.50
5000 m/z 71.10 43,25%
85.0
29.0 1130 155.0
: 183.0
0 %'9"‘“1“““MH‘WH:W‘MH““m“‘“wau‘uuw“m‘mw
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #74013: Tridecane, 2-methyl- —
57.0 14.50
m/z 55.10 41.63%
5000
85.0
280 155.0
113.0 .
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 14.50

SFAMVTRO32323WMA.M Fri Apr 14 16:04:03 2023 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041323\
Data File : VV@30551.D

Acqg On : 13 Apr 2023 17:34
Operator : SY/MD

Sample : 02250-04DL 2X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32323WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.545 2.17 ug/L 158273  1,4-Dichlorobenzene-d4 11.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 74
2 Dodecane, 2-methyl- 184 C13H28 001560-97-0 64
3 Dodecane, 2,5-dimethyl- 198 C14H30 056292-65-0 58
4 Undecane, 5-ethyl-5-propyl- 226 Cl6H34 002755-07-9 52
5 Eicosane 282 C20H42 000112-95-8 52
Abundance Scan 4200 (14.545 min): VV030551.D\data.ms (-4195) (- m/z 57.10 100.00%
57.1
- wz\d\m
97.2 UL \
nEN h 127.2 wﬁs 208.0 281.( 14-50
0 e Ml S ST S5 m/z 41,18 57.16%
miz--> 50 100 150 200 250
Abundance #141066: Heptadecane, 2-methyl-
43.0
5000 — ‘
14.50
85.0 m/z 43.10 53.94%
0 | h | |, 1270 1600 2110 2540
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #59048: Dodecane, 2-methyl-
57.0
N \
14.50
5000 m/z 71.10 49,58%
99.0 141.0
27.0‘ ‘ ‘
I 0 O O T
m/iz--> 50 100 150 200 250
Abundance #74022: Dodecane, 2,5-dimethyl- — 5
57.0 14.50
m/z 56.10 37.77%
5000
99.0
27.0‘ ‘
ol 2O L] aaL0 1830 at
m/z--> 50 100 150 200 250 14.50

SFAMVTRO32323WMA.M Fri Apr 14 16:04:04 2023 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041323\
Data File : VV@30551.D

Acqg On : 13 Apr 2023 17:34
Operator : SY/MD

Sample : 02250-04DL 2X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32323WMA.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 4
R.T. EstConc Area Relative to ISTD R.T.

14.606  6.75 ug/l 492824 1,4-Dichlorobenzene-da  11.198

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 87

2,6
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 86
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 86
4 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 86
5 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 68

Abundance Scan 4219 (14.606 min): VV030551.D\data.ms (-4211) (- m/z 57.10 100.00%
1

57
5000

7 T
97.2 127.2 14.50 15.00

183.3
_ M“‘m”m“M I | >°2132 2693 .7 71.15  79.57%

m/z--> 50 100 150 200 250
Abundance #90207: Dodecane, 2,6,10-trimethyl-
57.0

5000 2 Moy
14.50 15.00

m/z 43.10 59.66%

97.0 127.0
0 O T X
T T “\‘ ‘\‘ ‘um\ “ \“‘\ H“ \‘ T ‘\ T ‘ T T \‘ T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #90203: Dodecane, 2,6,11-trimethyl-
57.0

7 T
14.50 15.00

o

o

5000 m/z 41.10 45.12%
99.0
27.0
ol ALl [ 290 220
miz--> 50 100 150 200 250
Abundance #90205: Dodecane, 2,6,11-trimethyl- —— ——
43.0 14.50 15.00

m/z 85.15 33.58%

5000
85.0
127.0
oL Al d [~ 1690 2120

miz--> 50 100 150 200 250 14.50 15.00

SFAMVTRO32323WMA.M Fri Apr 14 16:04:05 2023 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041323\
Data File : VV@30551.D

Acqg On : 13 Apr 2023 17:34
Operator : SY/MD

Sample : 02250-04DL 2X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32323WMA.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 1
R.T. EstConc Area Relative to ISTD R.T.
14.799 17.10 ug/L 1249000 1,4-Dichlorobenzene-d4 11.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 98
2 Tetradecane 198 C14H30 000629-59-4 97
3 Tetradecane 198 C14H30 000629-59-4 95
4 Hexadecane 226 Cl6H34 000544-76-3 91
5 Tridecane 184 C13H28 000629-50-5 90
Abundance Scan 4279 (14.799 min): VV030551.D\data.ms (-4270) (- m/z 57.10 100.00%
57.1
— 5
14.50 15.00
113.2141.2 198.3
Obrrrrrrre bl SR 2109 8 T 2895 m/z 43.10 84.81%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74006: Tetradecane
57.0
5000 2 o
85.0 14.50 15.00
29.0 m/z 71.10 60.23%
\H‘HH‘H\ ‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74005: Tetradecane
57.0
— e
14.50 15.00
5000 85.0 m/z 41.10  49.34%
29.0
oL L eomosgsoisso
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74004: Tetradecane 1 —
57.0 14.50 15.00
m/z 85.15 39.34%
5000 85.0
29. 0‘
113.0 198.0
ol b ) 5041010001900 il e
m/z--> 20 40 60 80 100120140160180200220240260 14.50 15.00

SFAMVTRO32323WMA.M Fri Apr 14 16:04:06 2023 Page: 18



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041323\
Data File : VV@30551.D

Acqg On : 13 Apr 2023 17:34
Operator : SY/MD

Sample : 02250-04DL 2X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR@O32323WMA.M
: TRACE VOA SFAM1.0

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 5
R.T. EstConc Area Relative to ISTD R.T.

15371 450 ug/l 335172 1,4-Dichlorobenzene-d4  11.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 3-Ethyl-2,6,10-trimethylundecane 226 Cl16H34 1000432-25-9 95

2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Undecane 156 C11H24 001120-21-4 90
4 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 90
5 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 87
Abundance Scan 4457 (15.371 min): VV030551.D\data.ms (-4450) (| | m/z 57.10 100.00%
57.1
e MM
99.1 15.00 15.50
: 141.2 183.3 - -
ol b g T B8PS 2242 2601 o 4316 98.63%
miz--> 50 100 150 200 250
Abundance #107247: 3-Ethyl-2,6,10-trimethylundecane
57.0
5000 — —
15.00 15.50
113.0 m/z 71.10 83.34%
20 | ||| | 18950
0\\‘\‘\“‘\\‘\”\“\\‘\\‘“\\\\‘\‘\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #107220: Hexadecane
57.0
— —
15.00 15.50
5000 m/z 41.10 49.,48%
99.0
oL, 2410 g0 2260
m/iz--> 50 100 150 200 250
Abundance #33080: Undecane “ ——
57.0 15.00 15.50
m/z 85.10 42.86%
5000
27‘-0“ | 980 156.0
o 0 ] TN
miz--> 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv041323\
Data File : VV@30551.D

Acqg On : 13 Apr 2023 17:34
Operator : SY/MD

Sample : 02250-04DL 2X

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32323WMA.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 6
R.T. EstConc Area Relative to ISTD R.T.
15.689 4.43 ug/L 323880 1,4-Dichlorobenzene-d4 11.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 95
2 Pentadecane 212 C15H32 000629-62-9 92
3 Hexadecane 226 C16H34 000544-76-3 91
4 Pentadecane 212 C15H32 000629-62-9 90
5 Pentadecane 212 C15H32 000629-62-9 90

Abundance Scan 4556 (15.689 min): VV030551.D\data.ms (-4547) (- m/z 57.10 100.00%

57.1
5000
—

‘ \ 1411 183.12122 268.9 15.50 16.00
A ‘H‘ ”‘ “”‘ S A83leTRe 2689 0 ny; 43.10 82.65%

m/z--> 50 100 150 200 250
Abundance #90190: Pentadecane
57.0

5000 — —
15.50 16.00

m/z 71.10 62.86%

T T \ \ \ T T \ \ ‘ T T T T ’ \ T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #90192: Pentadecane
57.0
—

o

o

15.50 16.00
5000 m/z 41.10 50.07%
99.0
oL 2O L L L 1410 1ep02120
miz--> 50 100 150 200 250
Abundance #107220: Hexadecane e o
57.0 15.50 16.00

m/z 85.15 40.40%

) M
2710 99.0
I “\ il u”\ H\ H‘ 141 0 183.0 226 0 — D

miz--> 50 100 150 200 250 15.50 16.00

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@41323\
Data File : VV@30551.D

Acqg On : 13 Apr 2023 17:34
Operator : SY/MD

Sample : 02250-04DL 2X

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32323WMA.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... 11.095 0.6 ug/L 44434 3 11.198 365201 5.0
3-Heptyne 12.416 0.5 ug/L 39590 3 11.198 365201 5.0
(DEL) Alkane: S... 12.837 3.5 ug/L 257124 3 11.198 365201 5.0
(DEL) Alkane: S... 12.992 3.6 ug/L 264427 3 11.198 365201 5.0
trans,trans-1,6... 13.214 0.6 ug/L 41911 3 11.198 365201 5.0
(DEL) Alkane: S... 13.384 1.1 ug/L 77044 3 11.198 365201 5.0
(DEL) Alkane: S.. 13.496 3.0 ug/L 216322 3 11.198 365201 5.0
(DEL) Alkane: S.. 13.593 7.0 ug/L 509060 3 11.198 365201 5.0
(DEL) Alkane: S... 13.853 12.8 ug/L 933339 3 11.198 365201 5.0
(DEL) Alkane: S... 14.046 2.4 ug/L 175566 3 11.198 365201 5.0
1,1'-Bicyclohexy 14.320 1.0 ug/L 76091 3 11.198 365201 5.0
(DEL) Alkane: S... 14.461 3.8 ug/L 279691 3 11.198 365201 5.0
(DEL) Alkane: S 14.545 2.2 ug/L 158273 3 11.198 365201 5.0
(DEL) Alkane: S 14.606 6.8 ug/L 492824 3 11.198 365201 5.0
(DEL) Alkane: S 14.799 17.1 ug/L 1249000 3 11.198 365201 5.0
(DEL) Alkane: S 15.371 4.6 ug/L 335172 3 11.198 365201 5.0
(DEL) Alkane: S 15.689 4.4 ug/L 323880 3 11.198 365201 5.0
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