LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve40722\
Data File : VV025382.D

Acqg On : 07 Apr 2022 13:41
Operator : SY/MD

Sample : N2261-07

Misc : 25mL/MSVOA_V/WATER

ALS vial : 7 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@25382.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.1e5 14 20 35 rvB 110608 101738 4.45% 0.458%
2 1.298 70 80 93 rBvV2 223289 321292 14.05% 1.448%
3 1.404 103 113 134 rBV2 41597 86526 3.78% 0.390%
4 1.568 154 164 179 rVB 130716 152601 6.67% ©0.688%
5 1.777 221 229 235 rBV 17987 23743 1.04% 0.107%
6 1.818 236 242 259 rVB3 25670 41805 1.83% 0.188%
7 1.995 287 297 307 rVB4 21066 34644 1.51% 0.156%
8 2.130 322 339 364 rBvV3 360458 635135 27.77% 2.862%
9 3.198 658 671 686 rVB 199680 399327 17.46% 1.799%
106 3.732 828 837 853 rVB4 12036 29649 1.30% 0.134%
11  3.989 903 917 958 rVB2 72940 339980 14.87% 1.532%
12 4.359 1011 1032 1060 rBV 119635 310524 13.58% 1.399%
13 4.616 1094 1112 1129 rVB3 14332 36801 1.61% 0.166%
14 5.059 1234 1250 1287 rBV2 269497 672191 29.39% 3.029%
15 5.658 1423 1436 1462 rBV 222325 442425 19.35%  1.994%
16 5.950 1515 1527 1547 rVB3 89157 179954 7.87% 0.811%
17 6.104 1559 1575 1597 rBV 146493 298852 13.07% 1.347%
18 6.326 1634 1644 1671 rBV 51956 113040 4.94% 0.509%
19 7.011 1843 1857 1882 rBV 66774 126277 5.52% 0.569%
20 7.333 1946 1957 1973 rBV 302908 533818 23.34%  2.405%
21 7.410 1973 1981 2001 rVB 46604 86924 3.80% 0.392%
22 7.641 2043 2053 2071 rBV 35741 64758 2.83% 0.292%
23 7.992 2153 2162 2175 rVB2 20339 35487 1.55% 0.160%
24  8.111 2186 2199 2229 rBV 237864 517940 22.65% 2.334%
25  8.252 2232 2243 2271 rVWW 663026 1107209 48.42% 4.989%

26 8.860 2420 2432 2453 rBV 331726 536229 23.45%
27 9.812 2717 2728 2748 rBV2 191400 314320 13.74%
28 10.220 2845 2855 2873 rBV 104202 164517 7.19%

OO0 RrRN
N
N
=
R

29 10.718 3001 3010 3018 rBV 83136 122995 5.38% 5547%
30 10.760 3018 3023 3036 rVB4 21654 37690 1.65% 170%
31 10.915 3065 3071 3091 rVB2 26441 51575 2.26% 232%

32 11.149 3132 3144 3164 rBV 379014 583785 25.53%
33 11.249 3164 3175 3192 rVB 354463 556725 24.34%

OO NNO
il
[
o
B

34 11.390 3209 3219 3224 rBV3 23052 36481 1.60% 164%
35 11.426 3224 3230 3240 rVB2 25009 39412 1.72% 178%
36 11.567 3257 3274 3280 rBV2 9435 24450 1.07% 0.110%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve40722\
Data File : VV025382.D

Acqg On : 07 Apr 2022 13:41
Operator : SY/MD

Sample : N2261-07

Misc : 25mL/MSVOA_V/WATER

ALS vial : 7 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
37 11.625 3280 3292 3313 rVB 321298 525838 22.99% 2.369%
38 12.008 3398 3411 3423 rBV4 26007 53572 2.34% 0.241%
39 12.255 3475 3488 3500 rBVS8 24739 58765 2.57% 0.265%
40 12.342 3504 3515 3530 rBV 788095 1164964 50.94% 5.249%
41 12.468 3546 3554 3560 rBV6 26999 42293 1.85% ©0.191%
42 12.503 3560 3565 3573 rVB3 20705 27199 1.19% 0.123%
43 12.590 3585 3592 3600 rVB2 20084 27677 1.21%  0.125%
44 12.725 3627 3634 3644 rVB7 17877 30100 1.32% 0.136%
45 12.799 3650 3657 3668 rVBlo 18700 30123 1.32% 0.136%
46 12.886 3672 3684 3701 rBV2 280154 506261 22.14%  2.281%
47 13.037 3719 3731 3749 rBV2 262303 568513 24.86% 2.562%
48 13.136 3757 3762 3778 rVB9 59038 127649 5.58% 0.575%
49 13.262 3795 3801 3810 rBvVv7 35320 62114 2.72% 0.280%
50 13.429 3847 3853 3857 rBV3 83191 123271 5.39% ©.555%
51 13.477 3864 3868 3880 rVvB5 129369 230022 10.06% 1.037%
52 13.541 3881 3888 3905 rVvB4 221787 403753 17.66% 1.819%
53 13.638 3907 3918 3929 rBV2 451816 876300 38.32%  3.949%
54 13.898 3990 3999 4013 rBV 1263813 1853690 81.06% 8.353%
55 14.091 4052 4059 4068 rVB4 237098 360238 15.75% 1.623%
56 14.371 4139 4146 4156 rBV6 169057 347898 15.21% 1.568%
57 14.506 4183 4188 4199 rVvB3 376161 549841 24.04% 2.478%
58 14.586 4208 4213 4223 rVB 216891 312251 13.65% 1.407%
59 14.651 4225 4233 4243 rBV 589077 831073 36.34% 3.745%

60 14.844 4284 4293 4302 rBV 1698300 2286856 100.00% 10.305%

61 14.895 4303 4309 4316 rVB3 158364 202341  8.85% .912%
62 15.416 4463 4471 4479 rBV2 478320 642574 28.10% .896%
63 15.731 4560 4569 4579 rVB 576020 786108 34.38%  3.542%

N O

Sum of corrected areas: 22192103

SFAMVTRO32622WMA.M Fri Apr 08 14:18:42 2022 2



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

7

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve40722\

: VVe25382.D

: 07 Apr 2022 13:41

: SY/MD

: N2261-07

: 25mL/MSVOA_V/WATER
Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO32622WMA.M
: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VV025382.D\data.ms
1500000
1000000
500000
2.130
1298 3.198 5.059 5.658 100
.105 L 4.359 ]
, fh-404 || 1msra.e 3732 320 R 466 SRV 6326
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 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 TIC: VV025382.D\data.ms
1500000
1000000
8.252
500000
7333 8.860 1146949 11 625
8.111 9.812
10.220
o 7.011 4107.641 7.99 fk 1997‘}&&15 7 12.00¢
: ) g — — e i B R =it 1
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VV025382.D\data.ms
14.844
1500000 13.898
1000000
12.342 14.651
15.416 15.731
500000
O T T \ ‘ T \ T ‘ T T T T T T T T T T T T T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 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\VVv040722\
Data File : VV025382.D

Acqg On : 07 Apr 2022 13:41
Operator : SY/MD

Sample : N2261-07

Misc : 25mL/MSVOA_V/WATER

ALS vial : 7 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 1 (DEL) Alkane: Straight-Chai... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
1.105 1.15 ug/L 101738 1,4-Difluorobenzene 5.658

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propene 42 C3H6 000115-07-1 90
2 Propene 42 C3H6 000115-07-1 42
3 Cyclopropane 42 C3H6 000075-19-4 40
4 2-Oxetanone, 4-methyl- 86 C4H602 003068-88-0 9
5 Cyclopropane 42 C3H6 000075-19-4 9

Abundance  Scan 20 (1.105 min): VV025382.D\data.ms (-14) (-) m/z 41.10 100.00%

41.1
5000
36@ H 1.101.201.301.401.50
O v e m/z 39.10 78.95%
m/z--> 0O 5 10 15 20 25 30 35 40 45 50
Abundance #61: Propene
41.0
5000 [TT T[T rirry
27.0 1.101.201.301.401.50
m/z 42.10 59.34%
1.0 120210 |
0\\HHH‘HH‘HH‘H\}‘HH‘\\H‘HH‘HH‘HH‘ \M‘HH‘HH‘
miz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #62: Propene
41.0
BARRSRRREESSSEEES ey
1.101.201.301.401.50
5000 27.0 m/z 43.10 26.48%
20 190
Ot e
miz--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #63: Cyclopropane ‘H‘W“H‘H“_‘H‘H“
42.0 1.101.201.301.401.50
m/z 40.05 25.58%
5000
27.0
[ S 41 RESY N+ SN PR %411 P [ S SR

m/z--> 0 5 10 15 20 25 30 35 40 45 50 1.101.201.301.401.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025382.D

Acqg On : 07 Apr 2022 13:41
Operator : SY/MD

Sample : N2261-07

Misc : 25mL/MSVOA_V/WATER

ALS vial : 7 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 unknown-01 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
1.404 0.98 ug/L 86526  1,4-Difluorobenzene 5.658

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethylene oxide 44 C2H40 000075-21-8 9
2 Acetaldehyde 44 C2H40 000075-07-0 9
3 Acetaldehyde 44 C2H40 000075-07-0 9
4 Propane, 1l-chloro-2-methyl- 92 C4HoCl 000513-36-0 9
5 Alanine 89 C3H7NO2 000056-41-7 9
Abundance Scan 113 (1.404 min): VV025382.D\data.ms (-103) (-) m/z 44.00 100.00%
44.0
o tAqJK\
s
H 56.0 202 1.20 1.40 1.60 1.80
Ol it 792, 910 105 0 43,05 59.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #84: Ethylene oxide
29.0
44.0
15.0 ﬂ
5000 LN L L B B B B
1.20 1.40 1.60 1.80
‘ m/z 41.05 22.02%
O\\\‘i‘!‘\\‘\\‘1‘1"\\\\‘!\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #81: Acetaldehyde
29.0
44'0 \\‘\\\\‘\\\\‘\\\\‘\\
1.20 1.40 1.60 1.80
5000 m/z 42.00 18.04%
15.0
1 S
miz--> 10 20 30 40 50 60 70 80 90 100 110 M
Abundance #80: Acetaldehyde e e
[e
29.0 44.0 1.20 1.40 1.60 1.80
m/z 56.05 11.20%
5000
15.0 jLA
0"‘MWM‘HWH"Hﬂkuw“H‘H‘W“H‘H‘W“H‘H‘W“ R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025382.D

Acqg On : 07 Apr 2022 13:41
Operator : SY/MD

Sample : N2261-07

Misc : 25mL/MSVOA_V/WATER

ALS vial : 7 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 Pentanal Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
6.326 1.28 ug/L 113040 1,4-Difluorobenzene 5.658

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanal 86 C5H100 000110-62-3 74
2 Pentanal 86 C5H100 000110-62-3 64
3 Pentanal 86 C5H100 000110-62-3 64
4 Pentanal 86 C5H100 000110-62-3 50
5 Butanal, 3-methyl- 86 C5H100 000590-86-3 43

Abundance Scan 1644 (6.326 min): VV025382.D\data.ms (-1634) (-) m/z 44.00 100.00%

44.0
5000 58.0

‘ ‘ 110 81 6.00 6.20 6.40 6.60
et bl D 8L sgles  44.21%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1917: Pentanal
44.0

5000 29.0 s
58.0 6.00 6.20 6.40 6.60

m/z 41.05 40.81%

15.0 W\ L 710  86.0
\\\‘\\\\‘\\\\’\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1914: Pentanal
44.0

600620640660

o

o

58.0
‘\ \\‘\ 740 8.0
o+ttt
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1915: Pentanal e R
44.0 6.00 6.20 6.40 6.60
29.0 m/z 39.00 22.87%
5000
58.0
LI N Y
“w“u“u‘,‘u““‘_“ R o
m/z--> 10 20 30 40 50 60 70 80 90 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025382.D

Acqg On : 07 Apr 2022 13:41
Operator : SY/MD

Sample : N2261-07

Misc : 25mL/MSVOA_V/WATER

ALS vial : 7 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 5 Hexanal Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
8.252 10.32 ug/L 1107210 Chlorobenzene-d5 8.860
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 90
2 Hexanal 100 C6H120 000066-25-1 83
3 Hexanal 100 C6H120 000066-25-1 83
4 Hexanal 100 C6H120 000066-25-1 83
5 Hexanal 100 C6H120 000066-25-1 83

Abundance Scan 2243 (8.252 min): VV025382.D\data.ms (-2232) (-) m/z 56.10 100.00%

44.0 56.1
5000
72.1
SRS f N
H ‘ | g} 8.00 8.20 8.40 8.60
Ol Ll 850 991y ase5  94.72%
miz—-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4250: Hexanal
44.0
56.0
27.0
5000 LI B I L BRI B
8.00 8.20 8.40 8.60
- m/z 41.05 80.26%
O\\‘\\\\‘\\{\‘\\\\“\‘\\‘\‘}\1‘\\\‘\“!\\\‘!‘\\\‘\\\\‘\\\\‘\\
miz—-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4244: Hexanal
44,
0 560
SN S
8.00 8.20 8.40 8.60
5000 ITI/Z 57.10 69.53%
27.0
72.0
ol 150 M L1 Js70 1000
et el Ll (8701000
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4248: Hexanal B o A
44.0 8.00 8.20 8.40 8.60
56.0 m/z 43.10  60.02%
27.0
5000
72.0
IS O YO - Y B SRV | G
miz--> 10 20 30 40 50 60 70 80 90 100 110 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025382.D

Acqg On : 07 Apr 2022 13:41
Operator : SY/MD

Sample : N2261-07

Misc : 25mL/MSVOA_V/WATER

ALS vial : 7 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 Heptanal Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.812 2.93 ug/L 314320 Chlorobenzene-d5 8.860

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptanal 114 C7H140 000111-71-7 98
2 Heptanal 114 C7H140 000111-71-7 95
3 Heptanal 114 C7H140 000111-71-7 93
4 Heptanal 114 C7H140 000111-71-7 58
5 Heptanal 114 C7H140 000111-71-7 46

Abundance Scan 2728 (9.812 min): VV025382.D\data.ms (-2717) (-) m/z 70.10 100.00%

70.1
41.1
55.1
5000
86.1 — e
‘ “ ‘ ‘ 400 1120 9.50 10.00
Obrrrrrerprrrepreetfe gl el 390 2120 sz 41,10 74.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8412: Heptanal
41.0 70.0
55.0
5000 —~ ——
27. 9.50 10.00
86.0 m/z 44.05 73.41%
O\\‘H-\\’\\}l‘\\\{}\‘\\i‘\wll’\\\“\‘!\H‘i\‘!\‘\\#\g[(\)\\\]-‘]\-é\.(\)‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8413: Heptanal
44.0
70.0 T T
29.0 9.50 10.00
5000 57.0 m/z 43.10 67.37%
AL, g
ob 280 b MLl Ll A 1140
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8414: Heptanal - .
44.0 9.50 10.00
0.0 m/z 55.10 61.56%
27.0 :
5000 57.0
‘ ‘ 86.0
Oberprrrepretbrrretle sl L 990 1140 N —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025382.D

Acqg On : 07 Apr 2022 13:41
Operator : SY/MD

Sample : N2261-07

Misc : 25mL/MSVOA_V/WATER

ALS vial : 7 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 Furan, 2-pentyl- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
10.718 1.10 ug/L 122995 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan, 2-pentyl- 138 C9H140 003777-69-3 91
2 Furan, 2-pentyl- 138 C9H140 ©03777-69-3 90
3 2,4-Nonadienal, (E,E)- 138 C9H140 005910-87-2 45
4 2-n-Butyl furan 124 C8H120 004466-24-4 42
5 Cyclohexene, 4-bromo- 160 C6H9Br 003540-84-9 40
Abundance Scan 3010 (10.718 min): VV025382.D\data.ms (-3001) (-  m/z 81.05 100.00%
81.0
5000 A A
—— ——
i 53‘-1 ‘ 1001 1832 10.50 11.00
ob B0l O L myz s2.10 22.15%
miz-> 20 40 60 80 100 120 140
Abundance #20157: Furan, 2-pentyl-
81.0 [\
5000 —r ——
10.50 11.00
m/z 138.20 16.31%
o 530 138.0 /
0\\\‘\‘\.‘\\“‘\\‘\‘\‘\W\\“\\\H\‘]TO\‘Q;()\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #20160: Furan, 2-pentyl-
81.0
—— —
10.50 11.00
5000 m/z 53.10 14.24%
27.0 53.0
138.0
0 \‘1‘\ “\“ w‘\ et “w —r ‘170\9?0\ R \“ —
miz--> 20 40 60 80 100 120 140
Abundance #20177: 2,4-Nonadienal, (E,E)- N i e
81.0 10.50 11.00
m/z 39.10 6.32%
5000
41.0
‘ 0 138.0
0 H“2‘6‘19‘“i‘uﬁﬂ"““1“H“HH“;‘1‘0“9:0“””“” = R
m/z--> 20 40 60 80 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025382.D

Acqg On : 07 Apr 2022 13:41
Operator : SY/MD

Sample : N2261-07

Misc : 25mL/MSVOA_V/WATER

ALS vial : 7 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 Octanal Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.149 5.24 ug/L 583785 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanal 128 C8H160 000124-13-0 97
2 Octanal 128 C8H160 000124-13-0 95
3 Octanal 128 C8H160 000124-13-0 83
4 Octanal 128 C8H160 000124-13-0 81
5 Acetic acid, 1-methylcyclopentyl... 142 C8H1402 026600-59-9 43

Abundance Scan 3144 (11.149 m|n) VV025382.D\data.ms (-3132) (- m/z 57.05 100.00%
57

41/0 ' '
84.1
5000
- =
‘ 10‘01 1272 11.00 11.50
owH_wm;“wu‘luHMHJ_m,uH“WJW,WW m/z 41.05 97.14%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14267: Octanal
43.0 84.0
57.0
5000 29.0 T T
11.00 11.50
100.0 m/z 43.05 96.70%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14266: Octanal
43.0
29.0
570 11.00 11.50 .
5000 m/z 55.05 72.26%
84.0
100.0
PIR  1
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14264: Octanal = T
41.0 11.00 11.50
57.0 -
m/z 56.10 71.47%
84.0
5000
270
100.0
oH_m‘m‘wmlmN!H‘W‘HHWm,uwaw,w‘w rafon ——
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00 11.50

SFAMVTRO32622WMA.M Fri Apr 08 14:19:05 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025382.D

Acqg On : 07 Apr 2022 13:41
Operator : SY/MD

Sample : N2261-07

Misc : 25mL/MSVOA_V/WATER

ALS vial : 7 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 trans-Decalin, 2-methyl- Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
12.255 0.53 ug/L 58765 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 97
2 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 90
3 Bicyclo[4.1.0]heptan-3-one, 4,7,... 152 C10H160 004176-04-9 46
4 2-Decalone, c&t 152 C10H160 004832-17-1 46
5 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 45
Abundance Scan 3488 (12.255 min): VV025382.D\data.ms (-3475) (- m/z 73.00 100.00%
73.0
2410 152.2
5000 267.C A
09.1 o
H 192.9 12.00 12.50
0’ Al w8110 e9.82%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #29490: trans-Decalin, 2-methyl-
81.0
41.0 152.0
5000 N L
12.00 12.50
Fogo m/z 152.20 63.64%
O' H‘W}\‘\H\“HH‘H“}H\“H‘\‘HH‘H\\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220 240260
Abundance #29507: Naphthalene, decahydro-2-methyl-
410 810 1520 /k
/\ \n ‘ T T ‘ T M\
12.00 12.50
5000 m/z 55.05 57.76%
FOQ.O
0 Y 0
m/z--> 20 40 60 80 100120140160180200220 240260
Abundance #29431: Bicyclo[4.1.0]heptan-3-one, 4,7,7-trimethyl-, [1R- — AR
81.0 152.0 12.00 12.50
m/z 41.05 57.51%
41.0
5000 110.0
m/z--> 20 40 60 80 100120140160180200220240260 12.00 12.50

SFAMVTRO32622WMA.M Fri Apr 08 14:19:08 2022 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025382.D

Acqg On : 07 Apr 2022 13:41
Operator : SY/MD

Sample : N2261-07

Misc : 25mL/MSVOA_V/WATER

ALS vial : 7 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 Nonanal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.342 10.46 ug/L 1164960 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanal 142 C9H180 000124-19-6 91
2 Nonanal 142 CS9H180 000124-19-6 91
3 Nonanal 142 C9H180 000124-19-6 91
4 Nonanal 142 C9H180 000124-19-6 83
5 Carbonic acid, heptyl vinyl ester 186 C10H1803 1010383-25-4 35

Abundance Scan 3515 (12.342 min): VV025382.D\data.ms (-3504) (-  m/z 57.05 100.00%

57.0 ‘
41.0
5000
821 &

‘ H 12.00 12:50
Obrrr el j“hu‘ — :“?§%3‘ m/z 41.65 77.34%

miz--> 20 40 60 100 120 140
Abundance #22961: Nonanal
41.0 57.0

5000
82.0 98.0 12,00 12.50
m/z 56.10 58.51%

| |, o
O\\\\‘Z\S‘\‘\\}\\‘\“ ‘\“\H\\‘\\\\‘}\\\‘\\\
m/z--> 20 40 6 80 100 120 140
Abundance #22963: Nonanal
57.0
41.0

1200 1250
5000 m/z 43.10 58.39%
82.0
1140
LA 1410
0l il ““““““
m/z--> 20 40 6 80 100 120 140
Abundance #22962: Nonanal
57.0 1200 1250
41.0 m/z 55.10 53.10%
5000
82.0 0
oL 130 | ‘\ H 1420
e e I ‘ — “““‘
m/z--> 20 40 0 100 120 140 1200 1250

SFAMVTRO32622WMA.M Fri Apr 08 14:19:09 2022 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\

Data File : VV@25382.D

Acqg On : 07 Apr 2022 13:41
Operator : SY/MD

Sample : N2261-07

Misc : 25mL/MSVOA_V/WATER

ALS vial : 7 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 12

R.T. EstConc Area Relative to ISTD R.T.
12.886 4.55 ug/L 506261 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 Hexadecane 226 C16H34 000544-76-3 80
4 Undecane 156 C1l1H24 001120-21-4 80

5 Carbonic acid, nonyl vinyl ester 214 C12H2203

Abundance Scan 3684 (12.886 min): VV025382.D\data.ms (-3672) (-
57.1

1000383-25-6 64

m/z 57.10 100.00%

5000
85.0
= T
12.50 13.00
170.2
0‘14”“ m/z 43.05 78.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45478: Dodecane
57.0
5000 e — T
85.0 12.50 13.00
m/z 71.05 59.80%
290
L 120 510 1700
O\\\‘\\\\‘\\\\“\\‘\\“\\\\H‘\\“\‘\‘\\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45480: Dodecane
57.0
= —
12.50 13.00
5000 m/z 41.10 47 .45%
85.0
29.0 170.0
112.0
bbb b A A AR par0 2700
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107220: Hexadecane — —
57.0 12.50 13.00
m/z 85.05 37.24%
5000 85.0
29.0
0 h‘ Tl HH\ H‘ 11 141 0.169.0 197.0 226 0
“w“u‘u‘ M‘H“H‘_“W‘H“H‘w“u‘u“w‘u“u‘ = —5
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50 13.00

SFAMVTRO32622WMA.M Fri Apr 08 14:19:11 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025382.D

Acqg On : 07 Apr 2022 13:41
Operator : SY/MD

Sample : N2261-07

Misc : 25mL/MSVOA_V/WATER

ALS vial : 7 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 10
R.T. EstConc Area Relative to ISTD R.T.
13.037 5.11 ug/L 568513 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 95
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 76
3 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 70
4 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 64
5 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 58

Abundance Scan 3731 (13.037 min): VV025382.D\data.ms (-3719) (- m/z 57.10 100.00%
57.1

‘ %8l 166.1 iéOd
oHH_?Q",m!w‘; A ‘H“Hﬂ?‘l“l‘lﬁl“z‘w“”wm m/z 71.10  42.14%
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 41.09%
20.0 H 98.0
O\\\\‘\H‘\\"\\\\‘\\H\\“H\\\“‘\\U\‘\\}\4.‘1\\0\\‘\\\]\-‘8\4.\0\
m/z--> 20 60 80 100 120 140 160 180
Abundance #59075.Undecane,2£—dkneﬂwh
57.0
T T
13.00
5000 ITI/Z 41.10 33.37%
29.0
98.0
0 ‘ . 770 | | 1410 169.0
““_“‘,‘H““‘w“‘“H““‘H““‘_““‘H
miz--> 60 80 100 120 140 160 180
Abundance #59066:Undecane,25—dkneﬂwh —
57.0 13.00
m/z 55.10 23.07%
- M
29.0 112.0
e 880 T a0 1690 .
m/z--> 20 40 60 80 100 120 140 160 180 13.00

SFAMVTRO32622WMA.M Fri Apr 08 14:19:12 2022 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025382.D

Acqg On : 07 Apr 2022 13:41
Operator : SY/MD

Sample : N2261-07

Misc : 25mL/MSVOA_V/WATER

ALS vial : 7 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 unknown-02 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
13.136 1.15 ug/L 127649 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentafluoropropionic acid, decyl... 304 C13H21F502 959000-65-8 43
2 Cyclohexene, 1-methyl- 96 C7H12 000591-49-1 20
3 Cyclopropane, trimethylmethylene- 96 C7H12 034462-28-7 18
4 2-Butenenitrile, 2-amino-3-methyl- 96 C5H8N2 1010196-28-0 18
5 Octyl heptafluorobutyrate 326 C12H17F702 001650-36-8 18

Abundance Scan 3762 (13.136 min): VV025382.D\data.ms (-3757) (- m/z 41.10 100.00%

441 81.1
5000
127.2 166.2 L — L
H | ‘ 206.9 13.00 13.50
(— A e T wyz ss.le 92.59%
miz--> 50 100 150 200 250
Abundance #203805: Pentafluoropropionic acid, decyl ester
55.0
5000 97.0 — —
13.00 13.50
140.0 m/z 81.10 82.10%
185.0
0 \H‘\ ‘\‘ \“W T !‘ “‘ T \‘\‘\ [ \2\86\(
m/z--> 50 100 150 200 250
Abundance #3238: Cyclohexene, 1-methyl-
81.0
— —
13.00 13.50
5000 390 m/z 83.10 63.29%
m/z--> 50 100 150 200 250
Abundance #3284: Cyclopropane, trimethylmethylene- — ——
81.0 13.00 13.50
m/z 85.10 63.25%
m/z--> 50 100 150 200 250 13.00 13.50

SFAMVTRO32622WMA.M Fri Apr 08 14:19:13 2022 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025382.D

Acqg On : 07 Apr 2022 13:41
Operator : SY/MD

Sample : N2261-07

Misc : 25mL/MSVOA_V/WATER

ALS vial : 7 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 trans,trans-1,6-Dimethylspi... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
13.262 0.56 ug/L 62114 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans,trans-1,6-Dimethylspiro[4.... 166 C12H22 1000111-72-1 91
2 cis,cis-1,6-Dimethylspiro[4.5]de... 166 C12H22 1000111-72-4 91
3 Iridomyrmecin 168 C10H1602 000485-43-8 90
4 2(1H)-Naphthalenone, octahydro-8... 166 C11H180 002530-17-8 81
5 Spiro[5.6]dodecane 166 C12H22 000181-15-7 70
Abundance Scan 3801 (13.262 min): VV025382.D\data.ms (-3795) (- m/z 95.10 100.00%
95.1
67.1
41.0 166.2
5000
— —
1231 ! 45&” 13.00 13.50
0 el e m/z 81.10 76.62%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #41583: trans,trans-1,6-Dimethylspiro[4.5]decane
95.0
67.0 166.0
5000 —r— ——
13.00 13.50
m/z 67.10 75.49%
‘ 123.0
O‘\\\\’\\\\‘\\\\‘\\\ ‘\\\\‘}\\\“\\‘\\‘\‘\\\‘\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #41567: cis,cis-1,6-Dimethylspiro[4.5]decane
95.0
55.0 —— —
166.0 13.00 13.50
5000 m/z 55.10 75.35%
123.0
(SNBSS NS | B _Hw‘:m‘_“"_‘m_”
miz--> 20 40 60 80 100 120 140 160 180
Abundance #42975: Iridomyrmecin T —
67.0 95.0 13.00 13.50
41.0 m/z 41.05 67.44%
5000
0 1230 1500170
! L R e o —
m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50

SFAMVTRO32622WMA.M Fri Apr 08 14:19:14 2022 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025382.D

Acqg On : 07 Apr 2022 13:41
Operator : SY/MD

Sample : N2261-07

Misc : 25mL/MSVOA_V/WATER

ALS vial : 7 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 24
R.T. EstConc Area Relative to ISTD R.T.

13.429 1.11 ug/L 123271 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 58
2 2-Undecene, 5-methyl- 168 C12H24 056851-34-4 53
3 Oxalic acid, isobutyl octyl ester 258 C14H2604 1000309-37-3 47
4 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 47
5 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 43

Abundance Scan 3853 (13.429 min): VV025382.D\data.ms (-3847) (- m/z 57.10 100.00%
57.1

I
-

5000
g83.1 1122
13.50
153.1 1822
o‘m_m‘,‘m!‘HH‘m”wm‘h_uwm‘_m‘m m/z 43.10 51.62%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59066: Undecane, 2,5-dimethyl-
57.0
5000 I

13.50
m/z 71.10 47.89%

29.0 112.0
O\\\\‘\‘\‘\\"\\\‘!‘1\“\\8“5\‘\0\\“‘\\\‘\‘\\}\4.‘1\\0\\‘]_\6\9\\0‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43519: 2-Undecene, 5-methyl-
57.0
| SN, ¥
13.50
5000 ITI/Z 41.10 37.16%
29.0
83.0 1120
““_“‘,‘H““‘w““‘u““‘H““‘_““‘H
miz--> 60 80 100 120 140 160 180
Abundance #145465.0xahcadd,Bobuwlocwleﬁer ——
57.0 13.50
m/z 69.10 30.25%
5000 29.0 MM
o Ll ‘ H‘ 840 1120 157.0
H““‘H,““_‘““H““‘w““‘u““‘u““ —
m/z--> 40 60 80 100 120 140 160 180 13.50

SFAMVTRO32622WMA.M Fri Apr 08 14:19:15 2022 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\

Data File : VV@25382.D

Acqg On : 07 Apr 2022 13:41
Operator : SY/MD

Sample : N2261-07

Misc : 25mL/MSVOA_V/WATER

ALS vial : 7 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: Cyclic13.477

Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
13.477  2.07 ug/L 230022 1,4-Dichlorobenzene-d4  11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cyclohexane, hexyl- 168 Cla2a 004292-75-5 64

2 Cyclohexane, 1,1'-(1,5-pentanedi... 236 C17H32
3 Cyclohexane, 1,1'-(1,4-butanediy... 222 C16H30
4 Cyclohexane, 2-propenyl- 124 C9H16
5 Cyclohexane, 2-propenyl- 124 C9H16

Abundance Scan 3868 (13.477 min): VV025382.D\data.ms (-3864) (-

054833-31-7 64
006165-44-2 64
002114-42-3 64
002114-42-3 64

m/z 83.10 100.00%

83.1
55.1
5000
168.3 R
‘ ‘ \1231 | 206.9 269.: 1350
owww_w\"l‘w‘tH‘mwW_WWm_m_m' m/z 82.10  76.02%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #43498: Cyclohexane, hexyl-
55.0 83.0
5000 U
13.50
m/z 55.10 64.35%
.0 ‘ 168.0
0\H\‘\\‘\\““\\\M“\‘l“\\“"\\\]‘-\J-\]\-\.R\\\‘\\\\‘\!\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance  #118888: Cyclohexane, 1,1'-(1,5-pentanediyl)bis-
83.0
—r
55.0 13.50
5000 ITI/Z 67.10 23.87%
b 120 18301810 2380
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #102197: Cyclohexane, 1,1'-(1,4-butanediyl)bis- o
83.0 13.50
550 m/z 81.10 22.74%
- W
139.0
27.0 ‘
o b d L atio | 10402220 -
m/z--> 20 40 60 80 100120140160180200220240260 13.50

SFAMVTRO32622WMA.M Fri Apr 08 14:19:16 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025382.D

Acqg On : 07 Apr 2022 13:41
Operator : SY/MD

Sample : N2261-07

Misc : 25mL/MSVOA_V/WATER

ALS vial : 7 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 13
R.T. EstConc Area Relative to ISTD R.T.
13.541 3.63 ug/L 403753  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 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 58
3 Undecane, 2,10-dimethyl- 184 C13H28 017301-27-8 58
4 10-Methylnonadecane 282 C20H42 056862-62-5 52
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 50

Abundance Scan 3888 (13.541 min): VV025382.D\data.ms (-3881) (- m/z 57.10 100.00%
57.1

5000 85.1

-

137.2
RN “H‘_u‘u‘u‘_‘u‘u“_‘u‘u“ m/z 43.10 92.30%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59048: Dodecane, 2-methyl-
57.0
85.0
T \

o

5000
13.50
29.0 141.0 m/z 71.10 58.83%
‘ ‘ | 113.0 ‘ 169.0
O\\\‘\‘\\\‘}\\ ‘\\H}\‘l‘\\\‘\\w‘\‘\‘\\\l\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
[SN.\¥ ‘
13.50
5000 85.0 m/z 41.05 54.67%
140.0
T A T e =
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59078: Undecane, 2,10-dimethyl- —
43.0 13.50
m/z 85.10 46.88%
5000 71.0
99.0 141.0
0 N Y-S oy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025382.D

Acqg On : 07 Apr 2022 13:41
Operator : SY/MD

Sample : N2261-07

Misc : 25mL/MSVOA_V/WATER

ALS vial : 7 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 5
R.T. EstConc Area Relative to ISTD R.T.
13.638 7.87 ug/L 876300 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 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 80
3 Tridecane, 7-methyl- 198 C14H30 026730-14-3 74
4 Decane, 5-propyl- 184 C13H28 017312-62-8 64

5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S

Abundance Scan 3918 (13.638 min): VV025382.D\data.ms (-3907) (-
A

1000309-20-2 59

m/z 57.10 100.00%

57
5000
113.2 T L
85‘-1 | 1ss521832 13.50 14.00
Ot g L 21882 m/z 71.10  87.38%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000 L e
13.50 14.00
m/z 43.10 56.69%
29.0
‘ ‘ g5.0 1130
O\H‘\‘\H“MH“‘HH}\‘{‘\H‘Hl‘\‘\\\\‘\;\\‘\\H‘\H\‘HH‘\H\‘\H\‘\H\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158620: Pentadecane, 2,6,10,14-tetramethyl-
57.0
o -
13.50 14.00
5000 ITI/Z 41.05 34.99%
85.0
113.0
29.0 183.0
et bk L 40 aps02530
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74015: Tridecane, 7-methyl- T 7
57.0 13.50 14.00
m/z 56.10 23.43%
5000
112.0
o‘wHU_ehwww“‘_m&?5‘-9%3‘3;9_”w_m_m [ s
m/z--> 20 40 60 80 100120140160180200220240260 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025382.D

Acqg On : 07 Apr 2022 13:41
Operator : SY/MD

Sample : N2261-07

Misc : 25mL/MSVOA_V/WATER

ALS vial : 7 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 2
R.T. EstConc Area Relative to ISTD R.T.

13.898 16.65 ug/L 1853690 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 91
4 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 90
5 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 90

Abundance Scan 3999 (13.898 min): VV025382.D\data.ms (-3990) (-  m/z 57.10 100.00%
57.1

=

5000 85.1
1350  14.00
184.3 : :
0 ‘H‘H‘J“mmH‘_“‘w!mu”_l‘lwzﬁuu Wiz AT m/z 43.10 74.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59028: Tridecane
57.0
5000 85.0 T LA
13.50 14.00
20.0 m/z 71.10 62.75%
‘ ‘ H ‘ ‘112.0 141.0 184.0
0\\\‘\‘\\\“}\\H\“\\M\“l‘\\\“‘\\“\‘\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 41.26%
29.0 85.0
I H | 112.0 141.0 184.0
0 b et bl e e 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 41.03%

5000
29.0 85.0
\“ Ll ‘ 113.0 141.0 184.0

0 b el

T
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025382.D

Acqg On : 07 Apr 2022 13:41
Operator : SY/MD

Sample : N2261-07

Misc : 25mL/MSVOA_V/WATER

ALS vial : 7 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 14
R.T. EstConc Area Relative to ISTD R.T.

14.091 3.24 ug/L 360238 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 6-methyl- 198 C14H30 013287-21-3 70
2 Dodecane, 2,5-dimethyl- 198 C14H30 056292-65-0 62
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 50
4 1-Decanol, 2-ethyl- 186 C12H260 021078-65-9 47
5 Decane, 3-methyl- 156 C11H24 013151-34-3 43

Abundance Scan 4059 (14.091 min): VV025382.D\data.ms (-4052) (-  m/z 57.10 100.00%
57.1

w JLW
97.1
T \
‘ MH 151.2 14.00
ol b bl g 82, 7110 46.25%
miz--> 50 100 150 200 250 300
Abundance #74019: Tridecane, 6-methyl-
57.0
5000 —— :
14.00
98.0 m/z 41.10  35.34%
o 154 ‘ 14 || ta00 1830
LI \ L ‘ T T T ’ T T T ‘ L ’ T T T ‘ LI
miz--> 50 100 150 200 250 300
Abundance #74022: Dodecane, 2,5-dimethyl-
57.0
T \
14.00
5000 ITI/Z 55.10 33.47%
99.0
ots0 | 1 1moeso
miz--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester P
57.0 14.00
m/z 43.10 31.60%
) /\Lﬂm
0 “‘\k‘ M }410 1820 . ‘2529“‘ ‘§?§J = :
miz--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025382.D

Acqg On : 07 Apr 2022 13:41
Operator : SY/MD

Sample : N2261-07

Misc : 25mL/MSVOA_V/WATER

ALS vial : 7 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 1,1'-Bicyclohexyl Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.371 3.12 ug/L 347898 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1'-Bicyclohexyl 166 C12H22 000092-51-3 68
2 1,1'-Bicyclohexyl 166 C12H22 000092-51-3 58
3 1,1'-Bicyclohexyl 166 C12H22 000092-51-3 58
4 1,1'-Bicyclohexyl 166 C12H22 000092-51-3 50
5 Succinic acid, trans-hex-3-enyl ... 354 C21H3804 1010353-43-4 50

Abundance Scan 4146 (14.371 min): VV025382.D\data.ms (-4139) (- m/z 82.10 100.00%

82.1
5000 57.1
166.2 — ——
112.1 14.00 14.50
137.2 ‘
Okl el 1993 s 8310 56.35%
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 57.10 49.23%
b 220 L L1090 1380
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41529: 1,1'-Bicyclohexyl
82.0
— T
14.00 14.50
5000 41.0 m/z 55.10 49.10%
166.0
0 150H ‘ \\ ulll u‘\ 1090 1380
e T e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41528: 1,1'-Bicyclohexyl “ T
82.0 14.00 14.50
m/z 67.10 46.44%
55.0
5000
166.0
1
o 22 A b ) 80 L
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025382.D

Acqg On : 07 Apr 2022 13:41
Operator : SY/MD

Sample : N2261-07

Misc : 25mL/MSVOA_V/WATER

ALS vial : 7 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 22 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.506 4.94 ug/L 549841 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 2-methyl- 198 C14H30 001560-96-9 90
2 Tridecane, 2-methyl- 198 C14H30 001560-96-9 50
3 Heptylcyclohexane 182 C13H26 005617-41-4 43
4 Cyclohexane, pentyl- 154 C11H22 004292-92-6 43
5 1-Iodoundecane 282 C11H23I 004282-44-4 38

Abundance Scan 4188 (14.506 min): VV025382.D\data.ms (-4183) (- m/z 57.10 100.00%
57.1

83.1
5000
T 7 [
| | ‘1131 155.2 41823 14.50
bbbl bl T 2104 s 4316 91.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74013: Tridecane, 2-methyl-
57.0
5000 ‘ ‘
85.0 14.50
29.0 m/z 83.10 74.53%
\‘ \‘ H 1 | 130 15\50 183.0
0‘\\\\‘1\\\’\\‘1\‘\\\\’\\\\‘\!\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74017: Tridecane, 2-methyl-
43.0
T T \
14.50
5000 ITI/Z 82.10 59.51%
71.0
1
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56962: Heptylcyclohexane T
83.0 14.50
m/z 71.10 56.18%
5000 55.0
182.0
A B [0 TN T~ - S N
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\

Data File : VV@25382.D

Acqg On : 07 Apr 2022 13:41
Operator : SY/MD

Sample : N2261-07

Misc : 25mL/MSVOA_V/WATER

ALS vial : 7 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 23 (DEL) Alkane: Straight-Chai...

Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
14.586 2.80 ug/L 312251 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 3-methyl- 198 C14H30 006418-41-3 80
2 Tridecane, 2-methyl- 198 C14H30 001560-96-9 70
3 Tridecane, 5-propyl- 226 C16H34 055045-11-9 59
4 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 59
5 Dodecane, 3-methyl- 184 C13H28 017312-57-1 59

Abundance Scan 4213 (14.586 min): VV025382.D\data.ms (-4208) (-
57.1

5000

m/z 57.10 100.00%

%

85.1
169.2 14.50
1111 :
140.2
o_Hmu‘_“MmHH_MW‘W_H“_l“:"e‘?‘H,w m/z 71.10  54.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74014: Tridecane, 3-methyl-
57.0
5000 AR
14.50
29.0 85.0 m/z 43.10 45.85%
o “‘ “‘ L] 11801400 109 4ogg
‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74013: Tridecane, 2-methyl-
57.0
T
14.50
5000 ITI/Z 85.10 37.37%
85.0
29.0
] 1130 1550 4143
ot el e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107223: Tridecane, 5-propyl- T
57.0 14.50
m/z 41.10 36.52%
5000
85.0
0 of | i ‘ MO 1m0 1830 gp60 -

m/z--> 20 40 60 80 100 120 140 160 180 200 220
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\
Data File : VV025382.D

Acqg On : 07 Apr 2022 13:41
Operator : SY/MD

Sample : N2261-07

Misc : 25mL/MSVOA_V/WATER

ALS vial : 7 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 24 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.651 7.46 ug/L 831073 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 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 86
3 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 83
4 Octane, 2-methyl- 128 C9H20 003221-61-2 81
5 1-Undecene, 4-methyl- 168 C12H24 074630-39-0 80

Abundance Scan 4233 (14.651 min): VV025382.D\data.ms (-4225) (- m/z 57.10 100.00%
57.1

- . M\/L/\M
T 5
127.2 14.50 15.00
Obrrrr el N Aol Lol 1852 1838 2124 o o1 10 9p.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90207: Dodecane, 2,6,10-trimethyl-
57.0
5000 At Ve
85.0 14.50 15.00
m/z 43.10 52.70%
29.0 127.0
0\‘\‘”1\“‘1\\‘ “\‘1‘1\“1‘\\M\\U\‘\“H\|\l\5\\5.‘0\\\]\_8|§-\9\‘\\\\|
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90205: Dodecane, 2,6,11-trimethyl-
43.
0 71.0
— 5
14.50 15.00
5000 ITI/Z 85.10 39.47%
113.0
0 “‘:‘WJ:‘J“wﬁx‘p«“w"uU"N‘?f};P“%§?;9,‘?97g9“‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33097: Nonane, 3,7-dimethyl- T ]
57.0 14.50 15.00
m/z 41.05 35.99%
5000
29.0 85.0
‘ 127.0
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\VVv040722\
Data File : VV025382.D

Acqg On : 07 Apr 2022 13:41
Operator : SY/MD

Sample : N2261-07

Misc : 25mL/MSVOA_V/WATER

ALS vial : 7 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 25 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.844  20.54 ug/L 2286860 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 91
4 Tetradecane 198 C14H30 000629-59-4 91
5 Tridecane 184 C13H28 000629-50-5 87

Abundance Scan 4293 (14.844 min): VV025382.D\data.ms (-4284) (- m/z 57.10 100.00%
57.1

5000 85.1 /MﬂAfJ\\AAAAANJW
‘ 1450 1500
11212 198.3 : :
om_H‘Wm!“u“”p‘lu‘:H‘_mu_mww}??%wwww m/z 43.10  72.84%
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 66.74%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74006: Tetradecane
57.0
= T
14.50 15.00
5000 ITI/Z 85.10 43.90%
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 R i
57.0 14.50 15.00
m/z 41.10 41.20%
5000 85.0
29.0
0 h‘ Tl HH\ H‘ll 1410 169.0 197.0 2260
H‘_“W‘H ‘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\VVv040722\
Data File : VV025382.D

Acqg On : 07 Apr 2022 13:41
Operator : SY/MD

Sample : N2261-07

Misc : 25mL/MSVOA_V/WATER

ALS vial : 7 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 26 (DEL) Alkane: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.895 1.82 ug/L 202341 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3-methyl- 170 C12H26 001002-43-3 46
2 Dodecane, 2-methyl- 184 C13H28 001560-97-0 35
3 Tridecane, 4,8-dimethyl- 212 C15H32 055030-62-1 30
4 Tetradecane 198 C14H30 000629-59-4 27
5 Undecane 156 C11H24 001120-21-4 27

Abundance Scan 4309 (14.895 min): VV025382.D\data.ms (-4303) (-~ m/z 57.10 100.00%

57.1
5000 85.1
109.1 T 1
1412 ‘ gy 1450 15.00
0 ‘,mwH_m}mxww m/z 55.10 67.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45490: Undecane, 3-methyl-
57.0
5000 — ——
85.0 14.50 15.00
29.0 m/z 43.10 62.84%
‘ 141.0
O\\\‘\‘\\\“i\\“\\“}\‘w‘\\\“]\-]\.\2\(’)\\\\}‘\\\\‘1\7\0\\0‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59038: Dodecane, 2-methyl-
43.0
— T
14.50 15.00
5000 71.0 ITI/Z 41.10 53.27%
99.0 141.0
P e P .
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90200: Tridecane, 4,8-dimethyl- — —
57.0 14.50 15.00
m/z 71.10 47.64%
5000 20.0
85.0
b UL L s 149 0 1
H“H“_‘H,‘H“H‘w"H,‘H‘_“w“u‘u“_“w i ==
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\VVv040722\

Data File : VV@25382.D

Acqg On : 07 Apr 2022 13:41
Operator : SY/MD

Sample : N2261-07

Misc : 25mL/MSVOA_V/WATER

ALS vial : 7 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 27 (DEL) Alkane: Straight-Chai...

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.416 5.77 ug/L 642574  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 96
2 Nonadecane 268 C19H40 000629-92-5 87
3 3-Ethyl-2,6,10-trimethylundecane 226 C16H34 1000432-25-9 87
4 Heneicosane 296 C21H44 000629-94-7 86

5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44

Abundance Scan 4471 (15.416 min): VV025382.D\data.ms (-4463) (-
57.1

054833-48-6 86

m/z 57.10 100.00%

- M
99.1 1550
141.2 15.50
183.3 .
Ol i 22842810 s 71,10 90.14%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107237: 2,6,10-Trimethyltridecane
57.0
5000 T
15.50
113.0 m/z 43.10 83.58%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158598: Nonadecane
57.0
e
15.50
5000 ITI/Z 85.10 47 .87%
99.0
ol IO L L o amo a0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107247: 3-Ethyl-2,6,10-trimethylundecane —
57.0 15.50
m/z 41.10 38.93%
5000
113.0
2710 ‘ H ” \‘ M | J 1830 216.0
owm_mw"m"‘H"‘H","‘w"H"Hwwwwwww —r—
m/z--> 20 40 60 80 100120140160180200220240260280 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040722\

Data File : VV@25382.D

Acqg On : 07 Apr 2022 13:41
Operator : SY/MD

Sample : N2261-07

Misc : 25mL/MSVOA_V/WATER

ALS vial : 7 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 28 (DEL) Alkane: Straight-Chai...

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.731 7.06 ug/L 786108 1,4-Dichlorobenzene-d4 11.249
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 96
2 Pentadecane 212 C15H32 000629-62-9 93
3 Pentadecane 212 C15H32 000629-62-9 91
4 Tetradecane 198 C14H30 000629-59-4 91
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 4569 (15.731 min): VV025382.D\data.ms (-4560) (-
57.1

m/z 57.10 100.00%

- M
‘ 1550  16.00
141.2 212.3 : : '
om_m_ml‘,‘“‘m,k‘ww_wwH_}ﬁ%?,”H_Ww_%?ﬂlm m/z 43.10 71.12%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90192: Pentadecane
57.0
5000 —T =
15.50 16.00
99.0 m/z 71.10 68.85%
L2001 | ], 1410 18302120
\H‘HH‘HH’HH’HH‘HH‘HH‘HH‘HH’HH’\\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90189: Pentadecane
57.0
— =
15.50 16.00
5000 ITI/Z 85.10 46.23%
99.0
ol A h 4410 18302120
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90190: Pentadecane —7 ==
57.0 15.50 16.00
m/z 41.05 38.66%
5000
99.0
0 27‘ H\ H\ Il d‘ | 1410 18202120
HWH‘WH‘WHH,HH‘HH_‘HM‘HMH‘MHW‘HW‘HWH‘WH‘WH —— ——
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\VVv@40722\
Data File : VV025382.D

Acqg On : 07 Apr 2022 13:41
Operator : SY/MD

Sample : N2261-07

Misc : 25mL/MSVOA_V/WATER

ALS vial : 7 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... 1.105 1.1 ug/L 101738 1 5.658 442425 5.0
unknown-01 1.404 1.0 ug/L 86526 1 5.658 442425 5.0
Pentanal 6.326 1.3 ug/L 113040 1 5.658 442425 5.0
Hexanal 8.252 10.3 ug/L 1107210 2 8.860 536229 5.0
Heptanal 9.812 2.9 ug/L 314320 2 8.860 536229 5.0
Furan, 2-pentyl- 10.718 1.1 ug/L 122995 3 11.249 556725 5.0
Octanal 11.149 5.2 ug/L 583785 3 11.249 556725 5.0
trans-Decalin, ... 12.255 0.5 ug/L 58765 3 11.249 556725 5.0
Nonanal 12.342 10.5 ug/L 1164960 3 11.249 556725 5.0
(DEL) Alkane: S... 12.886 4.5 ug/L 506261 3 11.249 556725 5.0
(DEL) Alkane: S... 13.037 5.1 ug/L 568513 3 11.249 556725 5.0
unknown-02 13.136 1.1 ug/L 127649 3 11.249 556725 5.0
trans,trans-1,6... 13.262 0.6 ug/L 62114 3 11.249 556725 5.0
(DEL) Alkane: S... 13.429 1.1 ug/L 123271 3 11.249 556725 5.0
(DEL) Alkane: C... 13.477 2.1 ug/L 230022 3 11.249 556725 5.0
(DEL) Alkane: S 13.541 3.6 ug/L 403753 3 11.249 556725 5.0
(DEL) Alkane: S 13.638 7.9 ug/L 876300 3 11.249 556725 5.0
(DEL) Alkane: S... 13.898 16.6 ug/L 1853690 3 11.249 556725 5.0
(DEL) Alkane: S... 14.091 3.2 ug/L 360238 3 11.249 556725 5.0
1,1'-Bicyclohexy 14.371 3.1 ug/L 347898 3 11.249 556725 5.0
(DEL) Alkane: S... 14.506 4.9 ug/L 549841 3 11.249 556725 5.0
(DEL) Alkane: S.. 14.586 2.8 ug/L 312251 3 11.249 556725 5.0
(DEL) Alkane: S.. 14.651 7.5 ug/L 831073 3 11.249 556725 5.0
(DEL) Alkane: S.. 14.844 20.5 ug/L 2286860 3 11.249 556725 5.0
(DEL) Alkane: S.. 14.895 1.8 ug/L 202341 3 11.249 556725 5.0
(DEL) Alkane: S.. 15.416 5.8 ug/L 642574 3 11.249 556725 5.0
(DEL) Alkane: S.. 15.731 7.1 ug/L 786108 3 11.249 556725 5.0
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