LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101723\
Data File : VV032440.D

Acqg On : 17 Oct 2023 13:04
Operator : SY/MD

Sample : 04903-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 6 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\SFAMVTRO92923WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VV@32440.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.095 10 17 34 rvB2 211376 258807 71.10% 4.626%
2 1.169 35 40 46 rVB 7939 6894 1.89% 0.123%
3 1.204 46 51 56 rBV 15069 13787 3.79%  0.246%
4 1.298 71 80 94 rBV2 112439 169617 46.60%  3.032%
5 1.417 107 117 131 rBV4 33065 67629 18.58% 1.209%
6 1.587 162 170 186 rVB 46650 67307 18.49% 1.203%
7 1.661 187 193 200 rVB4 7430 9340 2.57% 0.167%
8 1.796 220 235 236 rBV6 27747 42549 11.69% 0.761%
9 1.822 237 243 256 rVB6 456748 359591 98.78% 6.427%
10 2.140 334 342 356 rBvV 83602 127234 34.95% 2.274%
11  2.330 396 401 414 rVB 21796 33048 9.08% 0.591%
12 3.725 822 835 851 rVB5 14776 46559 12.79% 0.832%
13  4.346 1015 1028 1056 rVB 64403 167614 46.05%  2.996%
14  4.593 1092 1105 1119 rBV3 6971 17382 4.77% 0.311%
15 4.741 1143 1151 1165 rVB5 3200 7055 1.94% 0.126%
16 5.047 1228 1246 1268 rBV2 139123 343257 94.30% 6.135%
17 5.246 1292 1308 1326 rVB5 10465 29630 8.14% 0.530%
18 5.612 1410 1422 1440 rBV 129578 263443 72.37% 4.709%
19 5.767 1460 1470 1482 rVB4 6021 13120 3.60% 0.235%
20 5.895 1500 1510 1525 rVB4 8183 20845 5.73% 0.373%
21 6.059 1546 1561 1584 rVB2 78807 164494 45.19%  2.940%
22 6.185 1590 1600 1609 rBVS5 7238 14228 3.91% 0.254%
23 6.297 1625 1635 1654 rBv4 12133 30973 8.51% 0.554%
24  6.963 1832 1842 1858 rBV 36310 68538 18.83% 1.225%
25 7.056 1863 1871 1881 rVB 2909 5888 1.62% 0.105%
26 7.236 1914 1927 1931 rBV6 4593 9416 2.59% 0.168%
27 7.284 1931 1942 1958 rVV 152040 274680 75.46% 4.910%
28 7.365 1958 1967 1977 rVB3 8433 17787 4.89% 0.318%
29 7.593 2029 2038 2053 rBV 20518 39820 10.94% 0.712%
30 7.902 2123 2134 2138 rBV2 20030 32584 8.95% 0.582%
31 7.934 2140 2144 2156 rVB3 25791 40953 11.25% ©0.732%
32 8.063 2173 2184 2196 rBV 182414 364022 100.00% 6.507%
33 8.207 2219 2229 2254 rVB2 68192 132249 36.33% 2.364%
34 8.805 2404 2415 2441 rBV 199977 356397 97.91% 6.370%
35 9.095 2496 2505 2517 rBV2 12351 21721 5.97% 0.388%
36 9.188 2522 2534 2552 rBv4 11503 27342 7.51% 0.489%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101723\
Data File : VV032440.D

Acqg On : 17 Oct 2023 13:04
Operator : SY/MD

Sample : 04903-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 6 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\SFAMVTRO92923WMA.M
Title : TRACE VOA SFAM1.0

37 9.345 2576 2583 2604 rVB5 6822 15548 4.27% 0.278%
38 9.497 2620 2630 2637 rBv4 6925 11551 3.17% ©0.206%
39 9.673 2676 2685 2697 rBv4 8507 15963 4.39% 0.285%
40 9.763 2703 2713 2736 rBV2 54368 104577 28.73% 1.869%
41 10.165 2828 2838 2853 rVB 58639 99598 27.36% 1.780%
42 10.333 2877 2890 2902 rVB2 72573 125330 34.43% 2.240%
43 10.458 2921 2929 2947 rVB4 26028 53033 14.57% 0.948%
44 10.554 2950 2959 2973 rVB4 6556 16753 4.60% ©.299%
45 10.670 2983 2995 3004 rBv4 4998 11899 3.27% 0.213%
46 10.860 3047 3054 3064 rBV2 12666 20414 5.61% ©.365%
47 10.995 3087 3096 3104 rBV3 7304 12470 3.43% 0.223%
48 11.101 3119 3129 3148 rBV2 53765 94641 26.00% 1.692%
49 11.194 3148 3158 3173 rW 226823 356208 97.85% 6.367%
50 11.490 3233 3250 3265 rBV2 71115 173750 47.73%  3.106%
51 11.567 3265 3274 3303 rVB 182771 343288 94.30% 6.136%
52 11.776 3333 3339 3349 rVB3 16704 28847 7.92% 0.516%
53 11.860 3358 3365 3368 rBV6 5889 8408 2.31% 0.150%
54 11.963 3390 3397 3403 rBV 9511 12891 3.54% 0.230%
55 12.197 3459 3470 3482 rBV2 76371 130313 35.80% 2.329%
56 12.291 3490 3499 3514 rBV 64840 102973 28.29% 1.841%
57 12.358 3514 3520 3529 rVwV 8779 14630 4.02% 0.262%
58 12.410 3529 3536 3547 rVB2 13463 22426 6.16% 0.401%
59 12.673 3611 3618 3622 rBV7 7948 11309 3.11% 0.202%
60 12.795 3646 3656 3659 rBV9 7224 10641 2.92% 0.190%
61 12.828 3659 3666 3677 rVB4 10121 18611 5.11% ©.333%
62 13.088 3739 3747 3762 rBV9 11698 24938 6.85% 0.446%
63 13.213 3778 3786 3794 rBV9 7375 11372 3.12% 0.203%
64 13.384 3832 3839 3846 rBV8 7659 12038 3.31% 0.215%
65 13.448 3853 3859 3868 rBV 6493 8654 2.38% ©.155%
66 13.988 4014 4027 4037 rBV 24613 41916 11.51% 0.749%
67 15.586 4515 4524 4529 rBvV4 3844 6503 1.79% 0.116%
68 17.046 4972 4978 4987 rVB2 5721 7318 2.91% 0.131%

Sum of corrected areas: 5594611
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101723\
Data File : VV@32440.D

Acqg On : 17 Oct 2023 13:04
Operator : SY/MD

Sample : 04903-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VV032440.D\data.ms
1.822

400000

300000

.095
200000

5.047 5.612

1.298 2.140
100000 6. 059
1.413%871 706 2.330 4
: , : 3.725
X 20 f\,j\ 4598741 5.246 5.767895 6. 1@ 97

0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

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: VV032440.D\data.ms

400000

300000

11.194
8.805

200000 8.063 11567
7.284
100000
8.207 333 11.
6.963 9.763 10. lég 11.1
. 7 o 458
fz.gse 657 B .59 345499 078 Q. 5545716) g@f% 7-@6 63

0
Time--> 7.00 9. OO 9 50 10 00 10 50 11. 00 11. 50 12 00

Abundance TIC: VV032440.D\data.ms

400000
300000
200000

100000

13.988 15.586 17.046

T ‘ T
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\VVv101723\
Data File : VV@32440.D

Acqg On : 17 Oct 2023 13:04
Operator : SY/MD

Sample : 04903-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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 2
R.T. EstConc Area Relative to ISTD R.T.
1.095 4.91 ug/L 258807 1,4-Difluorobenzene 5.612

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 Cyclopropane 42 C3He 000075-19-4 9
5 Cyclopropene 40 C3H4 002781-85-3 9

Abundance  Scan 17 (1.095 min): VV032440.D\data.ms (-10) (-) m/z 41.00 100.00%

41.0
5000 \
M 9.9 1.101.201.301.401.50
O e e e m/z 39.00 82.28%
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #61: Propene
41.0
5000
27.0 1.101.201.301.401.50
m/z 42.00 60.17%
1.0 15.0 “
0 HHHHH\H‘HH‘\H}}\H”HH“HH‘HHH\H‘ \M‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #62: Propene
41.0
RRRAT R
1.101.201.301.401.50
5000 270 m/z 43.00 33.87%
20 130
O e e T e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #63: Cyclopropane e
42.0 1.101.201.301.401.50
m/z 43.95 29.13%
5000
27.0
14.0
O‘Hmughwuwuﬂhmpuwmwuwww‘MMHWHWHHMMMHW‘ R R R RRREEREEN RNy
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 1.101.201.301.401.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101723\
Data File : VV@32440.D

Acqg On : 17 Oct 2023 13:04
Operator : SY/MD

Sample : 04903-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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 11
R.T. EstConc Area Relative to ISTD R.T.
1.417 1.28 ug/L 67629 1,4-Difluorobenzene 5.612

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetaldehyde 44 C2H40 000075-07-0 9
2 0-Methylisourea 74 C2H6N20 002440-60-0 9
3 Acetaldehyde 44 C2H40 000075-07-0 7
4 Ethylene oxide 44 C2H40 000075-21-8 5
5 1,2-Propanediamine 74 C3H10N2 000078-90-0 5
Abundance Scan 117 (1.417 min): VV032440.D\data.ms (-107) (-) m/z 43.95 100.00%
44.0
77'0 \\’\\\\‘\\\\‘\\\\’\\
H 56.0 ‘ oLo 1.20 1.40 1.60 1.80
O bt el PSP m/z 42,95 60.21%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #80: Acetaldehyde
Qg
290 44.0
5000 LN LI L B L A L
15.0 1.20 1.40 1.60 1.80
m/z 40.95 24.90%
O\\\‘\‘\‘1\‘\\‘\“}‘\\\\“\‘\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\
miz-> 10 20 30 40 50 60 70 80 90
Abundance #886: O-Methylisourea
43|10
1.20 1.40 1.60 1.80
5000 m/z 77.00 24 .06%
74.0
60.0
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #81: Acetaldehyde
29.0 1.20 1.40 1.60 1.80
44.0 m/z 41.90  20.25%
5000
15.0
o Y Y |
m/z--> 10 20 30 40 50 60 70 80 90 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101723\
Data File : VV@32440.D

Acqg On : 17 Oct 2023 13:04
Operator : SY/MD

Sample : 04903-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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 13
R.T. EstConc Area Relative to ISTD R.T.
1.796 0.81 ug/L 42549  1,4-Difluorobenzene 5.612

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyl-1-butene 70 C5H10 000563-46-2 38
2 2-Pentene, (Z)- 70 C5H10 000627-20-3 38
3 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H1e 000930-18-7 38
4 Pentane, 1-chloro- 106 C5H11C1l 000543-59-9 35
5 3-Ethyltetrahydrofuran 100 C6H120 093716-28-0 35
Abundance Scan 235 (1.796 min): VV032440.D\data.ms (-220) (-) m/z 41.95 100.00%
42.0
5000
60 R AR RRRE
91208 1639 2275 297 ~ 1401.601.802.002.20
0 bl m/z 54.95 82.74%
m/z--> 0 50 100 150 200 250
Abundance #645: 2-Methyl-1-butene
55.0
5000 W‘A/\“,
1.40 1.60 1.80 2.00 2.20
m/z 38.90 66.17%
5
O ‘ \‘\ H\ 1‘ ’L‘\ ‘\ T ’ L L ‘ L L ‘ L L ‘ L L
miz--> 0 50 100 150 200 250
Abundance #639: 2-Pentene, (Z)-
55.0
R ARRmaE SRR
1.40 1.60 1.80 2.00 2.20
5000 m/z 69.90 64.81%
15#\‘ I
ol e
m/iz--> 0 50 100 150 200 250
Abundance #662: Cyclopropane, 1,2-dimethyl-, cis- ‘HJW‘H‘ﬂ‘H“,H“‘H
55.0 1.40 1.60 1.80 2.00 2.20
m/z 40.90 64.32%
5000
154 |
oA udy R A
m/z--> 0 50 100 150 200 250 1.40 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101723\
Data File : VV@32440.D

Acqg On : 17 Oct 2023 13:04
Operator : SY/MD

Sample : 04903-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.M
Quant Title : TRACE VOA SFAM1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 unknown-02 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.822 6.82 ug/L 359591 1,4-Difluorobenzene 5.612

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenylmethyl cyanide, 2-methoxy-... 192 C9H8N203 020876-27-1 48
2 1-Methoxy-2,5-dinitrobenzene 198 C7H6N205 1000362-87-5 38
3 2H-Isoindole-1,3(1H,3H)-dione, 5... 268 C15H12N203 313515-42-3 35
4 1,2-Benzisoxazole 119 C7H5NO 000271-95-4 35
5 4-(2-Hydroxyethylamino)-3-nitroc... 250 C11H1@N205 088353-20-2 30

Abundance Scan 243 (1.822 min): VV032440.D\data.ms (-237) (-) m/z 35.00 100.00%

35.0
5000 pa.1 95.1
24.9

154.4 187.1 246.0 296.5

i il

1.60 1.80 2.00 2.20
m/z 39.50 69.27%

|

miz--> 100 150 200 250 300
Abundance #67475 Phenylmethyl cyanide, 2-methoxy-6-nitro-

76.0
116.0
5000 192.0 L B I B B LN R
1.60 1.80 2.00 2.20
149.0 m/z 36.30 66.65%
O' ‘H‘ ‘H‘ \ \‘\ \‘ ‘ T T T T ‘ T T T T ‘
miz--> 150 200 250 300
Abundance #74224. 1-Methoxy-2,5-dinitrobenzene
63.0
198.0 1.60 1.80 2.00 2.20
5000 m/z 37.35 66.50%
93.0 168.0
o
0 ‘\\ \;H\\\‘M“‘\“‘\“ — —
m/z--> 50 100 150 200 250 300
Abundance #157886: 2H—Isoindole 1,3(1H,3H)-dione, 5-amino-2-(2-n ST M
91.0 1.60 1.80 2.00 2.20

m/z 38.50 65.59%

5000
120.0
268.0
o I N ‘4610 }94 92230 |

m/z--> 100 200 250 300 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101723\
Data File : VV@32440.D

Acqg On : 17 Oct 2023 13:04
Operator : SY/MD

Sample : 04903-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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 unknown-03 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
3.725 0.88 ug/L 46559 1,4-Difluorobenzene 5.612

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal 72 C4H80 000123-72-8 46
2 Butanal 72 C4H80 000123-72-8 43
3 Butanal 72 C4H80 000123-72-8 43
4 Ethene, ethoxy- 72 C4H80 000109-92-2 32
5 Propanamide, 2-methyl- 87 C4HSNO 000563-83-7 28
Abundance Scan 835 (3.725 min): VV032440.D\data.ms (-822) (-) m/z 41.00 100.00%
41.0
57.0
5000
72.0
R
‘ | ‘ 104.1 1279 3.40 3.60 3.80 4.00
O rrrprrrr e gt el b e e m/z 43.95 79.36%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #739: Butanal
44.0
72.0
29.0
5000 L B LR B B
3.40 3.60 3.80 4.00
m/z 43.00 66.60%
O\H%?\.S)‘HM‘\H‘H!‘Hi\?\\“(\)\\\“\‘\H’HH‘HH‘HH’HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #738: Butanal
27.0 440
R A RaaaEEE
72.0 3.40 3.60 3.80 4.00
5000 m/z 57.00 60.22%
Olrrrrerprelllilll 280
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #737: Butanal e han
27.0 44.0 3.40 3.60 3.80 4.00
m/z 38.95 43.34%
72.0
5000
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101723\
Data File : VV@32440.D

Acqg On : 17 Oct 2023 13:04
Operator : SY/MD

Sample : 04903-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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 Pentanal Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
6.297 0.59 ug/L 30973 1,4-Difluorobenzene 5.612

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanal 86 C5H100 000110-62-3 72
2 Pentanal 86 C5H100 000110-62-3 64
3 1-Octadecanamine, N-methyl- 283 C19H41N 002439-55-6 9
4 Cyclopropyl carbinol 72 C4H80 002516-33-8 9
5 Cyclopropyl carbinol 72 C4H80 002516-33-8 9

Abundance Scan 1635 (6.297 min): VV032440.D\data.ms (-1625) (-) m/z 43.95 100.00%

44.0
Eam e ARRRES
‘H 84.0 6.00 6.20 6.40 6.60
0 e L m/z 40.95 47.79%
miz-> 50 100 150 200 250
Abundance #1915: Pentanal
44.0
5000 LA L L L B LA R
6.00 6.20 6.40 6.60
m/z 57.95 37.05%
Jsol | ano
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 #1917: Pentanal
44.0
I B A 1
6.00 6.20 6.40 6.60
5000 m/z 57.00 34.85%
e
ol
miz--> 50 100 150 200 250
Abundance #177594: 1-Octadecanamine, N-methyl-
44.0 6.00 6.20 6.40 6.60
m/z 38.90 24.64%
5000
ol40, | |, 1000 1420 1840 2260 283
e e e S A RmaaRE T
m/z--> 50 100 150 200 250 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101723\
Data File : VV@32440.D

Acqg On : 17 Oct 2023 13:04
Operator : SY/MD

Sample : 04903-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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 Hexanal Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.207 1.86 ug/L 132249  Chlorobenzene-d5 8.805

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 91
2 Hexanal 100 C6H120 000066-25-1 90
3 Hexanal 100 C6H120 000066-25-1 90
4 Hexanal 100 C6H120 000066-25-1 83
5 Hexanal 100 C6H120 000066-25-1 78

Abundance Scan 2229 (8.207 min): VV032440.D\data.ms (-2219) (-) m/z 43.95 100.00%

44.0
5000
72.0 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
7.80 8.00 8.20 8.40 8.60
980 128.7
(I 2069 /7 se.e0  95.74%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #4249: Hexanal
44.0

5000 PR T e
7.80 8.00 8.20 8.40 8.60
72.0 m/z 40.95 86.66%
‘ 100.0
O' \\H‘\“\‘1‘\\“\\\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
20 40

miz--> 60 80 100 120 140 160 180 200

Abundance #4248: Hexanal
.0

44
R e SRR o
7.80 8.00 8.20 8.40 8.60
5000 m/z 57.00 67.93%
72.0
15.0
o 1| 1000
s
20 40

N

%

m/z--> 60 80 100 120 140 160 180 200
Abundance #4251: Hexanal R S o
56.0 7.80 8.00 8.20 8.40 8.60

m/z 42.95 59.11%
5000
29.0
82.0

ouw‘lm uu““““H“‘mwm‘_m_m_m_m_m e
m/z--> 20 40 60 80 100 120 140 160 180 200 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\VVv101723\
Data File : VV@32440.D

Acqg On : 17 Oct 2023 13:04
Operator : SY/MD

Sample : 04903-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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 Heptanal Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.763 1.47 ug/L 104577  Chlorobenzene-d5 8.805

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptanal 114 C7H140 000111-71-7 90
2 Heptanal 114 C7H140 000111-71-7 72
3 Heptanal 114 C7H140 000111-71-7 64
4 Heptanal 114 C7H140 000111-71-7 64
5 Heptanal 114 C7H140 000111-71-7 64
Abundance Scan 2713 (9.763 min): VV032440.D\data.ms (-2703) (-) m/z 70.00 100.00%
41.0 70.0
55.0
5000
36.0 L 2 t=Cy
‘ ‘ ‘ ‘ ‘ 111.9 9.50 10.00
0 H‘H‘W‘H‘_‘m}‘\wwuwuuu‘umumhw‘u‘w‘u‘u‘w“ m/z 41.60 90.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8412: Heptanal
41.0 70.0
55.0
5000 s e
27. 9.50 10.00
86.0 m/z 43.95 87.90%
0 H%ﬂ-\q’\\}l‘uﬂ}\ ‘\\i‘\‘l“,\u“\‘ !\\\‘\\‘!\‘\#\9’(\)\\%%\4.\(\)‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8415: Heptanal
44.0
70.0 S -
290 - 9.50 10.00 .
5000 . m/z 42.95 84.16%
86.0
0 H‘H‘WH:MuH‘y‘H‘Nlu‘uwl‘umuw‘ug%Quﬁ?ﬁp_‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8416: Heptanal T .
44.0 70.0 9.50 10.00
m/z 55.00  72.95%
5000 29.0 57.0
86 0
0 H&?;?,m\_ﬂ‘ ,5?9,01140 i) P
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\VVv101723\
Data File : VV@32440.D

Acqg On : 17 Oct 2023 13:04
Operator : SY/MD

Sample : 04903-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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 1,3-Propanediol, 2-(hydroxy... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.458 0.74 ug/L 53033 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Propanediol, 2-(hydroxymethy... 120 C5H1203 000077-85-0 72
2 1,3-Propanediol, 2-(hydroxymethy... 120 C5H1203 000077-85-0 72
3 Hexanal, 2-ethyl- 128 C8H160 000123-05-7 64
4 Hexanal, 2-ethyl- 128 C8H160 000123-05-7 64
5 2-Propanone, hydrazone 72 C3H8N2 005281-20-9 64
Abundance Scan 2929 (10.458 min): VV032440.D\data.ms (-2921) (- m/z 57.00 100.00%
57.0 72.0
5000 41.0
—
551 o .
0“_H‘_H‘_H‘_H‘_M\_Hw‘HWMWW‘HW‘HW‘HW‘HW‘H m/z 72.00 92.67%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10535: 1,3-Propanediol, 2-(hydroxymethyl)-2-methyl-
57.0 72.0
5000 41.0 et
10.50
m/z 41.00 47.89%
0 T ‘ TTTT ‘ T \H‘ TTT \“ ‘ \‘M H‘ TTT \‘i‘ ‘\ TT ’ T 1\92.\0\\\]_‘0\ﬁ.\()‘\ \]\-\2‘]\"\(\)\ ‘ TTT
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10533: 1,3-Propanediol, 2—(hydroxymethyl)—2—methyl—
57.0 72.
410 1050
5000 m/z 42.95 45.78%
0 w!‘!:‘_mu‘m,ﬁ?’"? 1030 1190
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14300: Hexanal, 2-ethyl- T
57.0 720 10.50
m/z 55.00 24.04%
5000 43.0
29.0
0 ‘ ‘ i \‘\ | il - 100.0 128.0
HMH‘_H‘_H‘_H“HW‘HW A RaassnamadEEE e S e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101723\
Data File : VV@32440.D

Acqg On : 17 Oct 2023 13:04
Operator : SY/MD

Sample : 04903-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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 Octanal Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.101 1.33 ug/L 94641 1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanal 128 C8H160 000124-13-0 91
2 Octanal 128 C8H160 000124-13-0 91
3 Octanal 128 C8H160 000124-13-0 90
4 Octanal 128 C8H160 000124-13-0 90
5 Octanal 128 C8H160 000124-13-0 53
Abundance Scan 3129 (11.101 min): VV032440.D\data.ms (-3119) (- | m/z 40.95 100.00%
41.0
57.0
84.1
5000
= =
‘ I 100.1 11.00 11.50
0“_H‘_H‘_HN‘H¢JH"Mﬂuuh‘mwwhﬁ‘uﬂu‘wu‘wuu m/z 43.00 89.67%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14264: Octanal
41.0
57.0
84.0
5000 e i
270 11.00 11.50
m/z 56.95 76.36%
‘ 100.0
O H‘HH‘HH“HHlHH“\”H‘HH‘HH\‘\H\’HH‘\H\}HH’HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14265: Octanal
43.0
\T—TJ\\Jﬁ I
57.0 11.00 11.50
29.0 84.0 o
5000 m/z 43.95 71.49%
1000
0 H_‘H_m_m;w_‘lu w“!m Mol reebrrer 228:0.
m/z--> 10 20 30 40 50 60 70 80 90 100110120 130
Abundance #14262: Octanal T —
43.0 11.00 11.50
m/z 55.00 70.24%
84.0
5000 200 | 0
100.
obaso | L L 1L 00 o DU
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\VVv101723\
Data File : VV@32440.D

Acqg On : 17 Oct 2023 13:04
Operator : SY/MD

Sample : 04903-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 14 1-Hexanol, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.490 2.44 ug/L 173750  1,4-Dichlorobenzene-d4 11.194
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 86
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 86
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 86
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
Abundance Scan 3250 (11.490 min): VV032440.D\data.ms (-3233) (- m/z 57.00 100.00%
57.0
5000 //L/‘
83.0 L -
‘ ‘ ‘ 98.0 119, 0134.0 11.50
oHWWwHwH_wH_Hw“wmm!H_H!_m_wwww m/z 40.95 37.04%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000 LI
41.0 11.50
83.0 m/z 42.95 32.97%
[
0\H‘HH‘H\H‘H\\“1\\\‘\\\\‘\\\\“\\\\‘\1\\‘\\\1‘\\\\‘\\\\‘\\\\‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
——
11.50
5000 m/z 55.00 29.93%
83.0
98.0
0l 159, )
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #15691: 1-Hexanol, 2-ethyl- T
57.0 11.50
m/z 56.00  23.20%
5000 41.0
83.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101723\
Data File : VV@32440.D

Acqg On : 17 Oct 2023 13:04
Operator : SY/MD

Sample : 04903-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR092923WMA.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 Nonanal Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.291 1.45 ug/L 102973  1,4-Dichlorobenzene-d4 11.194
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 90
4 Nonanal 142 C9H180 000124-19-6 80
5 Bromoacetic acid, 1@0-undecenyl e... 2906 C13H23Br02 195373-65-0 25
Abundance Scan 3499 (12.291 min): VV032440.D\data.ms (-3490) (- m/z 57.00 100.00%
41.0 57.0
5000
81.0
— =
L H
0 m,wm\”w‘ : w : ‘Juw_‘wsm_‘ m/z 40.95 93.78%
m/z--> 20 40 100 120 140
Abundance #22961.N0nana
41.0 57.0
5000 e St
82.0 98.0 12.00 12.50
m/z 56.00 70.25%
1140
0 \\\’2\6‘{‘\ T “ \“\M T \H ‘ T \ \ T ‘ } 1T ‘ T
miz-> 20 40 60 80 100 120 140
Abundance #22960: Nonana
41.0 57.0
T ™
12.00 12.50
5000 98.0 m/z 55.00 68.18%
82.0
114.0
EEJ0 N e S EP"Y:
miz--> 20 40 60 80 100 120 140
Abundance #22963: Nonanal — —
57.0 12.00 12.50
41.0 m/z 42.95 64.58%
98.0
5000
82.0
o |
ST 00 O OO O O ¥ - Aot LS
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv101723\
Data File : VV@32440.D

Acqg On : 17 Oct 2023 13:04
Operator : SY/MD

Sample : 04903-04

Misc : 25.0mL/MSVOA_V/WATER

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVTR992923WMA.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... 1.095 4.9 ug/L 258807 1 5.612 263443 5.0
unknown-01 1.417 1.3 ug/L 67629 1 5.612 263443 5.0
(DEL) Alkane: S... 1.796 0.8 ug/L 42549 1 5.612 263443 5.0
unknown-02 1.822 6.8 ug/L 359591 1 5.612 263443 5.0
unknown-03 3.725 0.9 ug/L 46559 1 5.612 263443 5.0
Pentanal 6.297 0.6 ug/L 30973 1 5.612 263443 5.0
Hexanal 8.207 1.9 ug/L 132249 2 8.805 356397 5.0
Heptanal 9.763 1.5 ug/L 104577 2 8.805 356397 5.0
1,3-Propanediol... 10.458 0.7 ug/L 53033 3 11.194 356208 5.0
Octanal 11.101 1.3 ug/L 94641 3 11.194 356208 5.0
1-Hexanol, 2-et... 11.490 2.4 wug/L 173756 3 11.194 356208 5.0
Nonanal 12.291 1.5 ug/L 102973 3 11.194 356208 5.0
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