LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020824\
Data File : VV034066.D

Acqg On : 08 Feb 2024 18:08
Operator : SY/MD

Sample : P1400-15

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 24 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\SFAMVTRO12524WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@34066.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.192 40 47 52 rBV 44937 51405 16.25% 1.163%
2 1.278 69 74 83 rvB 10071 11647 3.68% 0.263%
3 1.478 132 136 139 rBv4 4398 4686 1.48% 0.106%
4 1.999 292 298 311 rVB 39594 56120 17.74% 1.269%
5 2.436 425 434 461 rVB 47333 104742 33.12%  2.369%
6 3.642 796 809 828 rBv4 7904 28990 9.17% 0.656%
7 3.908 876 892 896 rBvV2 3846 11769 3.72% 0.266%
8 4.240 981 995 1028 rVB3 34047 118681 37.52% 2.685%
9 4.941 1200 1213 1252 rBv2 96884 292970 92.63% 6.627%
10 5.449 1360 1371 1384 rBV3 4796 12992 4.11% 0.294%
11 5.526 1384 1395 1432 rVB2 87155 225109 71.17% 5.092%
12 5.989 1521 1539 1568 rBv2 49406 133563 42.23% 3.021%
13 6.561 1707 1717 1737 rBV4 8250 21666 6.85% 0.490%
14 6.687 1742 1756 1770 rVV3 25439 57109 18.06% 1.292%
15 6.754 1770 1777 1789 rVB6 2310 4906 1.55% 0.111%
16 6.918 1817 1828 1846 rBvV2 23561 56350 17.82% 1.275%
17 6.998 1847 1853 1868 rVB3 5404 10735 3.39% 0.243%
18 7.178 1898 1909 1919 rBvV2 12733 23725 7.50% 0.537%
19 7.240 1919 1928 1946 rBV 120504 242316 76.61% 5.481%
20 7.320 1947 1953 1962 rVB 6554 10277 3.25% 0.232%
21 7.371 1962 1969 1973 rBV2 8255 12564 3.97% 0.284%
22 7.506 1999 2011 2022 rBVS 23109 66471 21.02% 1.504%
23 7.564 2024 2029 2050 rVB2 23315 50017 15.81% 1.131%
24  7.651 2053 2056 2069 rVB6 3859 6783 2.14% 0.153%
25 7.731 2069 2081 2096 rBV7 8252 19652 6.21% 0.445%
26 7.876 2116 2126 2142 rVB 34616 67528 21.35% 1.528%
27 8.063 2174 2184 2217 rBV3 38972 186415 58.94% 4.217%
28 8.194 2218 2225 2244 rVB 29839 65650 20.76% 1.485%
29 8.500 2305 2320 2324 rBV9 3490 7879 2.49% 0.178%
30 8.545 2325 2334 2346 rvv2 8253 19366 6.12% 0.438%
31 8.699 2371 2382 2386 rBV5 3072 4930 1.56% 0.112%
32 8.786 2399 2409 2435 rBV 145550 295071 93.29% 6.675%
33 8.953 2452 2461 2467 rBV4 34227 57485 18.17% 1.300%
34 9.079 2491 2500 2512 rBV2 27322 48023 15.18% 1.086%
35 9.410 2597 2603 2612 rvB8 2643 4123 1.30% 0.093%
36 9.484 2617 2626 2646 rBv4 25133 78916 24.95% 1.785%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020824\
Data File : VV034066.D

Acqg On : 08 Feb 2024 18:08
Operator : SY/MD

Sample : P1400-15

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 24 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\SFAMVTRO12524WMA.M
Title : TRACE VOA SFAM1.0
37 9.574 2647 2654 2659 rBV4 4554 71106 2.25% 0.161%
38 9.731 2695 2703 2716 rBV4 3363 6102 1.93% 0.138%
39 9.838 2726 2736 2744 rBV2 24458 41873 13.24% 0.947%
40 10.066 2796 2807 2815 rBV2 11342 18498 5.85% 0.418%
41 10.117 2817 2823 2829 rVWV7 4286 6727 2.13% 0.152%
42 10.165 2829 2838 2856 rVB2 30941 66557 21.04% 1.506%
43 10.255 2856 2866 2873 rBV5 2682 5038 1.59% 0.114%
44 10.326 2873 2888 2901 rVV 183761 316290 100.00%  7.155%
45 10.394 2901 2909 2921 rVWV7 4558 10056 3.18% 0.227%
46 10.464 2923 2931 2935 rVV5 9513 16547 5.23% 0.374%
47 10.513 2937 2946 2968 rVB2 71619 125822 39.78%  2.846%
48 10.667 2985 2994 3004 rBvV4 6138 11542 3.65% 0.261%
49 10.773 3019 3027 3035 rVB3 4176 6119 1.93% 0.138%
50 10.857 3035 3053 3079 rVB5 23904 59156 18.70%  1.338%
51 10.976 3079 3090 3102 rBV 9641 19796 6.26% 0.448%
52 11.085 3114 3124 3131 rBV 34831 55587 17.57% 1.257%
53 11.130 3131 3138 3147 rVV 42869 67078 21.21% 1.517%
54 11.188 3147 3156 3173 rVV 169308 285410 90.24% 6.456%
55 11.265 3173 3180 3189 rvv4 10573 23997 7.59% 0.543%
56 11.326 3191 3199 3206 rVV3 24495 44938 14.21% 1.017%
57 11.368 3206 3212 3220 rVB 22846 33323 10.54% 0.754%
58 11.477 3239 3246 3251 rBV7 4810 7616 2.41% 0.172%
59 11.564 3262 3273 3299 rVB 129373 227037 71.78% 5.136%
60 11.670 3300 3306 3313 rVB6 2946 4324 1.37% 0.098%
61 11.728 3313 3324 3332 rBV9 6280 11454 3.62% 0.259%
62 11.783 3334 3341 3355 rVVeé 6478 12223 3.86% 0.276%
63 11.841 3355 3359 3371 rVBS8 3220 4775 1.51% 0.108%
64 12.037 3407 3420 3427 rBV9 1775 3827 1.21% 0.087%
65 12.198 3457 3470 3483 rBvV2 154978 255628 80.82% 5.782%
66 12.300 3493 3502 3514 rBV6 11707 22186 7.01% 0.502%
67 12.538 3567 3576 3585 rBV4 2499 4179 1.32% 0.095%
68 12.625 3595 3603 3614 rBV4 5398 9566 3.02% 0.216%
69 12.789 3646 3654 3661 rBV6 3298 4905 1.55% 0.111%
70 12.831 3661 3667 3676 rVB4 4905 7183  2.27% 0.162%
71 13.204 3773 3783 3793 rBV3 2506 5172 1.64% 0.117%
72 13.416 3840 3849 3856 rBV6 1877 3265 1.03% 0.074%
73 13.535 3877 3886 3895 rBV5 4318 6997 2.21% 0©.158%
74 13.667 3916 3927 3928 rBV5S 3034 3776 1.19% 0.085%
75 13.686 3928 3933 3951 rVB5S 6145 10975 3.47% 0.248%
76 13.834 3968 3979 3986 rBV6 2305 4918 1.55% 0.111%

SFAMVTRO12524WMA.M Fri Feb @9 15:55:42 2024 2



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020824\
Data File : VV034066.D

Acqg On : 08 Feb 2024 18:08
Operator : SY/MD

Sample : P1400-15

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 24 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\SFAMVTRO12524WMA.M
Title : TRACE VOA SFAM1.0

77 13.915 3996 4004 4013 rVB5 2779 4389 1.39% 0.099%
78 13.988 4013 4027 4042 rBV 24178 44708 14.14% 1.011%
79 14.091 4050 4059 4060 rBV6 2970 3761 1.19% 0.085%
80 14.127 4064 4070 4078 rVV2 10084 15451 4.89% 0.350%
81 14.169 4078 4083 4091 rVB5 3386 4314 1.36% 0.098%
82 14.220 4091 4099 4108 rBVS5 4494 7353 2.32% 0.166%
83 14.294 4109 4122 4135 rBVe 5570 12571 3.97% 0.284%
84 14.381 4146 4149 4156 rVB4 2885 3395 1.07% 0.9077%
85 14.786 4271 4275 4284 rVB6 2473 3620 1.14% 0.082%
86 15.586 4516 4524 4535 rVB2 5740 8823 2.79% 0.200%
87 16.072 4669 4675 4685 rBv4 2819 4213 1.33% 0.095%

Sum of corrected areas: 4420801
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve20824\

: VV034066.D

: 08 Feb 2024 18:08

: SY/MD

: P1400-15

: 25.0mL/MSVOA_V/WATER

: 24 Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA .M
: TRACE VOA SFAM1.0

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

Abundance TIC: VV034066.D\data.ms
150000
100000 4.941
5.526
1.999 2.436
500007 1.192 5.989
4.240
.2781.4
3.642 3,908 5.449 6?
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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: VV034066.D\data.ms
10.826 11.188
150000 8.786
11.564
7.240
100000
10.513
11.13
50000 8.953 10165 11.0
6.687 5 913 9.079 9484 9.838 10857
7.1 )
754 6,998 9.4 -5ﬁ&73
01— T T e T
Time--> 7.00 9.00 9.50 1000 1050 1100 11.50 12.00
Abundance TIC: VV034066.D\data.ms
P.198
150000
100000
50000
13.988
.300 4.1 86
. 121932527881 13,2023 43¢z é%l 14.786 155 16.072
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 ‘ 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\VVv020824\
Data File : VV@34066.D

Acqg On : 08 Feb 2024 18:08
Operator : SY/MD

Sample : P14e0-15

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.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: Cyclic2.436 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.436 2.33 ug/L 104742  1,4-Difluorobenzene 5.526

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane 70 C5H10 000287-92-3 86
2 Cyclopentane 70 C5H10 000287-92-3 78
3 1-Pentene 70 C5H10 000109-67-1 64
4 Cyclobutane, methyl- 70 C5H1e 000598-61-8 56
5 1-Pentene 70 C5H10 000109-67-1 50
Abundance Scan 434 (2.436 min): VV034066.D\data.ms (-425) (-) m/z 42.00 100.00%
42.0
5000 55.0 70.0 JL
A AAmm R S
‘ 2.20 2.40 2.60 2.80
Ol ettt e M/Z 55.00  46.30%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #635: Cyclopentane
42.0
5000 LA L B I IR AN L
%0 700 | poaa02s0280
27.0 m/z . . 0
0 1.0 14r0 \‘H \“\ .
\\\’\\\\‘\\H‘\H\‘H\\’\\\‘\\H‘\H\‘H\\’\\\\‘\\H‘\H\‘
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #634: Cyclopentane
42.0
R
2.20 2.40 2.60 2.80
5000 m/z 40.95 35.42%
55.0 70.0
27.0 ‘
0 H‘V“W‘ﬁ‘_‘ﬁuu‘w}MH‘H‘W‘H“H‘W‘H‘_‘H“H‘
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #631: 1-Pentene R mm A
42.0 2.20 2.40 2.60 2.80
m/z 38.90  28.05%
55.0
5000
27.0 70.0
RN, £ RN R W S ———
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020824\
Data File : VV@34066.D

Acqg On : 08 Feb 2024 18:08
Operator : SY/MD

Sample : P14e0-15

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.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 Butanal Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
3.642 0.64 ug/L 28990 1,4-Difluorobenzene 5.526

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal 72 C4H80 000123-72-8 91
2 Butanal 72 C4H80 000123-72-8 91
3 Butanal 72 C4H80 000123-72-8 64
4 Butanal 72 C4H80 000123-72-8 64
5 Propane 44 C3H8 000074-98-6 38
Abundance Scan 809 (3.642 min): VV034066.D\data.ms (-796) (-) m/z 42.90 100.00%
4219 71.9
5000
56.9
TR
H 3.40 3.60 3.80 4.00
0 ke e e e e M/z 43.85 0 99.93%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #737: Butanal
27.0 44.0
72.0
5000 L B L I LA B
3.40 3.60 3.80 4.00
15.0 57.0 m/z 71.90  94.27%
1
O \‘HH‘HH‘HH‘HH“\ T “\H‘\HH}H iHHiHHiHH‘HH‘HHM\}\‘HH‘\H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #739: Butanal
44.0
R AR
72.0 3.40 3.60 3.80 4.00
5000 29.0 m/z 41.00 84.36%
57.0
15.0 “ 37ﬂ\‘ | I |1
O trprrrrprrr e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 v/%
Abundance #740: Butanal R A
44.0 3.40 3.60 3.80 4.00
m/z 39.00 57.86%
27.0 72.0
5000
57.0
0 wwm‘mwm‘l‘!wm?mﬁ!‘ HHWHWHWHW‘P
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020824\
Data File : VV@34066.D

Acqg On : 08 Feb 2024 18:08
Operator : SY/MD

Sample : P14e0-15

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.M
Quant Title : TRACE VOA SFAM1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.686 1.27 ug/L 57109 1,4-Difluorobenzene 5.526

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 83

2 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 59

3 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 50

4 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 50

5 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 50

Abundance Scan 1756 (6.686 min): VV034066.D\data.ms (-1742) (-) m/z 42.95 100.00%

43.0
71.0
5000 57.0 85.0
“‘,
‘ ‘ I 98.9 6.40 6.60 6.80 7.00
0Ly e el e m/z 71.00  62.30%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0 \u‘uu‘uu‘uu,uu
57.0 6.40 6.60 6.80 7.00
270 85.0 m/z 69.95 47.35%
0...20 ] ‘ 99.0 1330
\H‘\H\‘HH‘\H\‘HH‘\H\‘H\\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8649: Hexane, 3,3-dimethyl-
43.0
“‘,
710 6.40 6.60 6.80 7.00
5000 57.0 ' 85.0 m/z 56.95 43.23%
29.0
99.0
0 ‘H_le“‘r’f%u““w““:m_“hwu‘:lemw‘wH_m_
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8658: Pentane, 2,3,4-trimethyl- AR
43.0 6.40 6.60 6.80 7.00
m/z 84.95 39.01%
71.0
5000
27.0 57.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020824\
Data File : VV@34066.D

Acqg On : 08 Feb 2024 18:08
Operator : SY/MD

Sample : P14e0-15

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.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 Propane, 1,1-dimethoxy-2-me... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.506 1.13 ug/L 66471  Chlorobenzene-d5 8.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,1-dimethoxy-2-methyl- 118 C6H1402 041632-89-7 53
2 Propane, 1,1-dimethoxy-2-methyl- 118 C6H1402 041632-89-7 53
3 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 38
4 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 9
5 1,1,3-Trimethoxypropane 134 C6H1403 014315-97-0 9

Abundance Scan 2011 (7.506 min): VV034066.D\data.ms (-1999) (-) m/z 74.90 100.00%

74.9
5000 44.9
87.0

56.9 7.20 7.40 7.60 7.80
112.0
"_"Wm“‘u“H‘mH:‘mu‘um‘m‘u_Mw‘;wm m/z 44.90  46.79%

m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #10082: Propane, 1,1-dimethoxy-2-methyl-
75.0

o

5000 \\‘\\\\‘\\\\’\\\\‘\\\\‘
87.0 7.20 7.40 7.60 7.80
m/z 87.00 30.47%
31.0 55.0
0 s ‘ 103.0 117.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #10088: Propane, 1,1-dimethoxy-2-methyl-
75.0
DRSS EEA N B
7.20 7.40 7.60 7.80
m/z 42.95 17.95%
5000 87.0
55.0
20.0 410, ‘
O RN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 K
Abundance #5400: Propane, 1,1-dimethoxy-  AAREEmas SEE
75.0 7.20 7.40 7.60 7.80

m/z 55.00 16.28%

29.0
5000 45.0
. M L5 g0 1030

m/z--> 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020824\
Data File : VV@34066.D

Acqg On : 08 Feb 2024 18:08
Operator : SY/MD

Sample : P14e0-15

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.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 Hexane, 1-methoxy- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.194 1.11 ug/L 65650 Chlorobenzene-d5 8.786

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 1-methoxy- 116 C7H160 004747-07-3 64
2 Hexane, 1-methoxy- 116 C7H160 004747-07-3 64
3 Hexane, 1-methoxy- 116 C7H160 004747-07-3 64
4 2-Nonanol 144 C9H200 000628-99-9 40
5 2-Ethylthiolane, S,S-dioxide 148 C6H1202S 010178-59-3 28

Abundance Scan 2225 (8.194 min): VV034066.D\data.ms (-2218) (-) m/z 44.95 100.00%

45.0
5000
84.0

NSRS S S
69.0 7.80 8.00 8.20 8.40 8.60

et b e m/z 55.95 59.60%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9459: Hexane, 1-methoxy-
45.0

5000 e CICAYES
7.80 8.00 8.20 8.40 8.60

m/z 41.00  25.82%

20.0 69.0 84.0
15.0 M“m \ | | 980 1150
\\‘\H\‘H\\’\\\\‘\\H‘\1\\‘H\\’\\\\‘\\H‘\H\‘H\\’\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9469: Hexane, 1-methoxy- /\ANﬂ
453.0

7.80 8.00 8.20 8.40 8.60

o

o

5000 ITI/Z 84.00 21.03%
84.0
29.0 69.0
Ol 980 1150
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 h
Abundance #9468: Hexane, 1-methoxy- ““JH““‘_‘M‘HHA‘Q‘
45.0 7.80 8.00 8.20 8.40 8.60

m/z 54.85 18.21%

5000
27.0 69.0 84.0
o L L Ll

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020824\
Data File : VV@34066.D

Acqg On : 08 Feb 2024 18:08
Operator : SY/MD

Sample : P14e0-15

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.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 Bicyclo[3.1.1]heptane, 6,6-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.513 2.20 ug/L 125822 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.1]heptane, 6,6-dimet... 136 C1@H16 018172-67-3 97
2 Bicyclo[3.1.1]heptane, 6,6-dimet... 136 C1@H16 018172-67-3 97
3 .beta.-Pinene 136 C10H16 000127-91-3 96
4 .beta.-Pinene 136 C10H16 000127-91-3 93
5 Cyclohexene, 4-methylene-1-(1-me... 136 C1@H16 000099-84-3 91
Abundance Scan 2946 (10.513 min): VV034066.D\data.ms (-2937) (- m/z 92.95 100.00%
93.0
5000
41.0 69.0 A
RN
| H 12‘1'0136.0 1050
Ol b W LT nyz se.os 46.84%
miz-> 20 40 60 80 100 120 140
Abundance #18259: Bicyclo[3.1.1]heptane, 6,6-dimethyl-2-methylene
93.0
5000 41.0 . I
69.0 10.50
m/z 68.95 33.91%
‘ “ ‘ 121.0136.0
0 \\\’\‘\‘\ T i“\ \H“\ T \“‘1 T \‘l‘\ T H‘\ T -l "\ T 1 T
miz-> 20 40 60 80 100 120 140
Abundance #18260: Bicyclo[3.1.1]heptane, 6,6-dimethyl-2-methylene
93.0
s\ e — FSEIN ‘
10.50
5000 410 m/z 90.90 29.87%
' 69.0
‘ H 121.0 136 o
o280 b gl ML LT
miz--> 20 40 60 80 100 120 140 jh
Abundance #18019: .beta.-Pinene AL ek //\ 4
93.0 10.50
m/z 78.95 27.75%
41.0
5000
69.0
obaso L bog gl e L L
m/z--> 20 40 60 80 100 120 140 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020824\
Data File : VV@34066.D

Acqg On : 08 Feb 2024 18:08
Operator : SY/MD

Sample : P14e0-15

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.M
Quant Title : TRACE VOA SFAM1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.085 0.97 ug/L 55587 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 72
2 Tridecane, 6-methyl- 198 C14H30 013287-21-3 64
3 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 59
4 Hexadecane 226 C1l6H34 000544-76-3 59
5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 53
Abundance Scan 3124 (11.085 min): VV034066.D\data.ms (-3114) (- m/z 57.00 100.00%
57.0
5000 85.0
| ‘ 127.0 1100 ‘
0“w“kuﬂh‘muﬂh‘ﬂ‘ﬂuwwu“u‘_‘u‘u‘w“u‘u“ m/z 70.95 61.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
5000 M//\“ - :
11.00
290 85.0 m/z 42.95  45.35%
0 ‘\ ““ L | M‘ ,113.0 141.0 169.0 197.0 226.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74019: Tridecane, 6-methyl-
57.0
T \
11.00
5000 m/z 41.00 37.99%
85.0
29.0 126.0
0 WL“ mH‘!wm‘uw_w“uH_15“‘-‘9‘%??’:9“””,”"
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33097: Nonane, 3,7-dimethyl- T ‘
57.0 11.00
m/z 84.95 37.83%
5000
29.0 85.0
127.0
0 s Y calsal
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020824\
Data File : VV@34066.D

Acqg On : 08 Feb 2024 18:08
Operator : SY/MD

Sample : P14e0-15

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.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 D-Limonene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.130 1.18 ug/L 67078 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 D-Limonene 136 C1OH1l6 005989-27-5 97
2 D-Limonene 136 C1OH16 005989-27-5 94
3 Limonene 136 C1OH16 000138-86-3 94
4 Limonene 136 C1eH16 000138-86-3 89
5 D-Limonene 136 C10H1l6 005989-27-5 81
Abundance Scan 3138 (11.130 min): VV034066.D\data.ms (-3131) (- m/z 68.00 100.00%
68.0
93.0
5000
39.0
136.0 R TS
4714 L; 11.00 11.50
0! R AR RARARRRERAE m/z 67.00 79.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18009: D-Limonene
68.0
93.0
5000 Aepapal, i,
1210 11.00 11.50
41.0 ' m/z 92.95 66.88%
0| “\MH 207.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18007: D-Limonene
68.0
‘A& f— A p ‘A ‘
93.0 11.00 11.500
5000 m/z 79.00 44 .967%
41.0 136.0
bl desp |
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #17996: Limonene n 1\ oy Ly
68.0 11.00 11.50
m/z 38.95 30.31%
39.0 93.0
5000
136.0
0! w“itl‘sﬁ‘b"!‘_m‘m‘_m_m /\“W}\” ‘ ﬁj\“
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020824\
Data File : VV@34066.D

Acqg On : 08 Feb 2024 18:08
Operator : SY/MD

Sample : P14e0-15

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.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 12
R.T. EstConc Area Relative to ISTD R.T.
11.326 0.79 ug/L 44938 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 72
2 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 59
3 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 56
4 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 53
5 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 53
Abundance Scan 3199 (11.326 min): VV034066.D\data.ms (-3191) (- m/z 57.00 100.00%
57.0
5000
43.0 71.0
P o
| 850 g9 113.0 11.00 11.50
O bt e e e m/z 56.00 50.03%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14580: Hexane, 2,2,4-trimethyl-
57.0
5000 /\ : L
11.00 11.50
41.0 m/z 43.00  32.91%
71.0
27)0
0 ‘ A 85.0 99.0 113.0 128.0
H‘HH‘\H\‘\H\‘\H\‘\H\‘HH‘HH’HH‘HH‘\\H‘\\H‘\H\‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14604: Pentane, 3-ethyl-2,2-dimethyl-
57.0
P e
11.00 11.50
m/z 71.00 28.85%
5000 410 /
27.0 71.0
0 I i 99.0 113.0
“““‘,““‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 /\\
Abundance #14571: Hexane, 2,2,3-trimethyl- r T
57.0 11.00 11.50
m/z 40.95 25.69%
5000
41.0
71.0
0 | 850 99,0 113.0128.0
“““‘,““‘ P e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020824\
Data File : VV@34066.D

Acqg On : 08 Feb 2024 18:08

Operator : SY/MD

Sample : P14e0-15

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.M
: TRACE VOA SFAM1.0

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 13 (DEL) Alkane: Straight-Chai... Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
11.368 0.58 ug/L 33323 1,4-Dichlorobenzene-d4 11.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 3-methyl- 198 C14H30 006418-41-3 64
2 Octane, 2,2,6-trimethyl- 156 C11H24 062016-28-8 64
3 Octane, 2,6-dimethyl- 142 C1leH22 002051-30-1 59
4 Octane, 2,5,6-trimethyl- 156 C1l1H24 062016-14-2 59
5 Hexadecane 226 C16H34 000544-76-3 43

Abundance Scan 3212 (11.368 min): VV034066.D\data.ms (-3206) (- m/z 57.00 100.00%
57.0
o ﬁbjk\pAﬂ&\/ﬂbvdVKA
113.0 11. 00 11. 50
149.9 296.!
0 e T m/z 40.90  31.64%
miz-> 50 100 150 200 250
Abundance #74014: Tridecane, 3-methyl-
57.0
5000 — e
11.00 11.50
m/z 55.90  31.64%
99.0 169.0
O 26\0 “\ \ ‘ \ T \ T ‘ T “\ T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #33105: Octane, 2,2,6-trimethyl-
M
0 —h
11.00 11.50
5000 m/z 43.00 27.25%
99.0
ol,280] 1419
miz--> 50 100 150 200 250
Abundance #22091: Octane, 2,6-dimethyl- \\‘ ‘ —
57.0 11.00 11.50
m/z 71.00 25.11%
5000
‘ 113.0
01‘5“““ L . “‘HWHH‘HH‘HH VA e
m/z--> 50 100 150 200 250 11.00 11.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv020824\
Data File : VV034066.D

Acqg On : 08 Feb 2024 18:08
Operator : SY/MD

Sample : P1400-15

Misc : 25.0mL/MSVOA_V/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTRO12524WMA.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: C... 2.436 2.3 ug/L 104742 1 5.526 225109 5.0
Butanal 3.642 0.6 ug/L 28990 1 5.526 225109 5.0
(DEL) Alkane: S... 6.686 1.3 ug/L 57109 1 5.526 225109 5.0
Propane, 1,1-di... 7.506 1.1 ug/L 66471 2 8.786 295071 5.0
Hexane, 1-methoxy- 8.194 1.1 ug/L 65650 2 8.786 295071 5.0
Bicyclo[3.1.1]h... 10.513 2.2 ug/L 125822 3 11.191 285410 5.0
(DEL) Alkane: S... 11.085 1.0 ug/L 55587 3 11.191 285410 5.0
D-Limonene 11.130 1.2 ug/L 67078 3 11.191 285410 5.0
(DEL) Alkane: S... 11.326 0.8 ug/L 44938 3 11.191 285410 5.0
(DEL) Alkane: S... 11.368 0.6 ug/L 33323 3 11.191 285410 5.0
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