LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110322\
Data File : VU@51735.D

Acqg On : 03 Nov 2022 15:50
Operator : JC/MD

Sample : N5407-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR102822WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@51735.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.359 3 6 22 rVB2 159728 156789 7.98% 0.738%
2 1.472 33 41 49 rBV 157104 301279 15.33% 1.419%
3  1.552 51 66 69 rVW 110195 310141 15.78%  1.460%
4 1.584 70 76 95 rVB3 327969 612319 31.15% 2.883%
5 1.729 117 121 131 rVB 104255 127523 6.49% 0.600%
6 1.787 132 139 151 rBV 724844 903402 45.96% 4.254%
7 2.244 276 281 293 rVB 58604 80724 4.11% 0.380%
8 2.469 344 351 369 rVB2 27812 46915 2.39% 0.221%
9 2.565 370 381 390 rBvV 122358 192987 9.82% 0.909%
10 2.629 390 401 409 rVV 394111 683085 34.75%  3.216%
11 2.684 409 418 434 rVW 718931 1230712 62.61% 5.795%
12 2.784 434 449 478 rVB2 436546 1211331 61.63% 5.704%
13 3.044 516 530 555 rBV 388277 740351 37.67%  3.486%
14 3.867 761 786 801 rBV 341419 816707 41.55%  3.846%
15 3.961 801 815 837 rVB2 112743 310477 15.80% 1.462%
16 4.623 1010 1021 1036 rBV 117467 290470 14.78% 1.368%
17 4.703 1036 1046 1071 rVB 142918 336685 17.13%  1.585%
18 4.986 1121 1134 1146 rBV 144354 357347 18.18% 1.683%
19 5.060 1148 1157 1183 rVB 147812 345815 17.59% 1.628%
20 5.726 1341 1364 1376 rBV2 274033 733439 37.31% 3.453%
21 5.835 1393 1398 1412 rVB3 14007 25702 1.31% 0.121%
22 6.153 1487 1497 1513 rBV2 25061 57671 2.93% 0.272%
23 6.247 1513 1526 1544 rBV 227971 444865 22.63% 2.095%
24  6.366 1554 1563 1577 rVB3 25363 52018 2.65% 0.245%
25 6.690 1651 1664 1675 rBV 166432 321424 16.35% 1.513%
26 6.768 1676 1688 1707 rVB2 57865 136237 6.93% 0.641%
27 7.115 1781 1796 1804 rBv4 34011 71318 3.63% 0.336%
28 7.163 1806 1811 1821 rVB2 20125 35801 1.82% 0.169%
29 7.565 1924 1936 1951 rBV 76938 140580 7.15% 0.662%
30 7.677 1960 1971 1992 rBV 26229 57236 2.91% 0.270%
31 7.793 1993 2007 2027 rBV3 360554 1041173 52.97% 4.903%
32 7.896 2028 2039 2052 rVvV 336773 610524 31.06% 2.875%
33 7.967 2052 2061 2073 rVV 139508 253966 12.92%  1.196%
34 8.028 2073 2080 2093 rVB 29510 53644 2.73% 0.253%
35 8.179 2114 2127 2133 rBV2 52484 89099 4.53% 0.420%

36 8.221 2133 2140 2162 rVB 121774 234753 11.94% 1.105%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110322\
Data File : VU@51735.D

Acqg On : 03 Nov 2022 15:50
Operator : JC/MD

Sample : N5407-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTR102822WMA .M
Title : TRACE VOA SFAM1.0
37 8.475 2208 2219 2232 rVB4 22071 45622 2.32% 0.215%
38 8.629 2256 2267 2279 rBV 415178 733974 37.34% 3.456%
39 8.893 2341 2349 2365 rVB3 16417 31241 1.59% 0.147%
40 9.041 2387 2395 2406 rVB4 12542 21129 1.07% 0.099%
41 9.414 2500 2511 2529 rvwV 352016 597447 30.39% 2.813%
42 9.568 2550 2559 2567 rBV3 22576 39892 2.03% 0.188%
43 9.690 2581 2597 2609 rVvVv 63175 109174 5.55% 0.514%
44 10.099 2715 2724 2729 rBV 24961 36506 1.86% ©0.172%
45 10.230 2756 2765 2777 rBV2 36132 59852 3.04% 0.282%
46 10.359 2792 2805 2813 rBvV2 26442 55440 2.82% 0.261%
47 10.751 2917 2927 2940 rVB2 186289 311731 15.86% 1.468%
48 10.890 2961 2970 2987 rVB 37257 67112 3.41% 0.316%
49 11.111 3027 3039 3046 rBV9 13576 33832 1.72% 0.159%
50 11.211 3062 3070 3085 rBv4 16356 30401 1.55% 0.143%
51 11.359 3107 3116 3129 rVB 26305 48300 2.46% ©0.227%
52 11.465 3138 3149 3162 rVB 23519 41049 2.09% 0.193%
53 11.568 3169 3181 3189 rBV5 16305 32063 1.63% ©0.151%
54 11.645 3190 3205 3214 rVV5 35777 78789 4.01% 0.371%
55 11.809 3243 3256 3274 rVV 428449 709968 36.12% 3.343%
56 11.893 3275 3282 3299 rVB3 12905 23857 1.21% 0.112%
57 12.053 3320 3332 3356 rBV 1097696 1965618 100.00%  9.255%
58 12.189 3365 3374 3395 rVB 371199 635542 32.33% 2.993%
59 12.304 3403 3410 3420 rBV 28843 46179 2.35% 0.217%
60 12.533 3471 3481 3511 rBV 572804 1016213 51.70% 4.785%
61 12.944 3600 3609 3624 rVB 96298 163408 8.31% ©.769%
62 13.288 3707 3716 3731 rVB4 54153 97495 4.96% 0.459%
63 13.446 3758 3765 3776 rVV5 15148 26081 1.33% ©0.123%
64 13.513 3777 3786 3802 rVB2 69026 116714 5.94% ©.550%
65 13.732 3845 3854 3864 rBV3 49129 83547 4.25% ©.393%
66 13.835 3879 3886 3899 rVB1e 26318 49932 2.54% 0.235%
67 13.934 3910 3917 3936 rVB5 25610 53254 2.71% 0.251%
68 14.031 3938 3947 3958 rBV3 90889 154449 7.86% ©.727%
69 14.278 4016 4024 4036 rVB3 14429 25643 1.30% 0.121%
70 14.420 4058 4068 4081 rBV 58392 93617 4.76% 0.441%
71 14.725 4157 4163 4177 rVB4 13000 21127 1.07% ©.099%
72 16.516 4709 4720 4732 rBV2 68439 122506 6.23% 0.577%
73 16.764 4788 4797 4811 rBV8 23527 44372 2.26% 0.209%
Sum of corrected areas: 21237585
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110322\
Data File : VU@51735.D

Acqg On : 03 Nov 2022 15:50
Operator : JC/MD

Sample : N5407-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VU051735.D\data.ms
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Abundance TIC: VU051735.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110322\
Data File : VU@51735.D

Acqg On : 03 Nov 2022 15:50
Operator : JC/MD

Sample : N5407-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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 1 unknown-01 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
1.359 1.76 ug/L 156789 1,4-Difluorobenzene 6.247
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Chloro(prop-2-yn-1-yloxy)methanone 118 C4H3C102 035718-08-2 9
2 Cyclopropane 42 C3H6 000075-19-4 9
3 Propene 42 C3H6 000115-07-1 9
4 Cyclopropane 42 C3He 000075-19-4 9
5 2-Oxetanone, 4-methyl- 86 C4H602 003068-88-0 9
Abundance Scan 6 (1.359 min): VU051735.D\data.ms (-3) (-) m/z 41.10 100.00%
41.1
5000
A
‘H o0 1.40 1.50 1.60 1.70 1.80
O b rrrprrrrprrrr e b e e e m/z 39.00  87.64%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #9827: Chloro(prop-2-yn-1-yloxy)methanone
39.0
5000 AR AR RN R
1.401.501.601.70 1.80
m/z 44.05 73.45%
63.0
O H\‘H\\‘HH‘\H\‘HH‘\}\}H‘\‘\‘H‘\‘\‘H‘HH‘HH‘HH‘\\\\‘?‘\]\-\8‘.9\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #63: Cyclopropane
42.0
R AR REma
1.401.501.601.70 1.80
5000 m/z 43.10 69.77%
27.0
ol 120
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #61: Propene e
41.0 1.401.501.601.70 1.80
m/z 42.10 57.89%
5000
26.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 1.40 1.501.60 1.70 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110322\
Data File : VU@51735.D

Acqg On : 03 Nov 2022 15:50
Operator : JC/MD

Sample : N5407-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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 Sulfur dioxide Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
1.472 3.39 ug/L 301279 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 74
3 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Sulfur dioxide 64 02S 007446-09-5 5
5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4

Abundance  Scan 41 (1.472 min): VU051735.D\data.ms (-33) (-) m/z 64.00 100.00%

64.0
5000 j\b/\
T
1.40 1.60 1.80
o - m/z 48.00  44.02%
m/z--> 20 40 60 80 100 120 140 160
Abundance #415: Sulfur dioxide
64.0
5000 L L L
1.40 1.60 1.80
m/z 66.00 4.85%
32.0
O\\\l‘\\!\‘\\‘\\"\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #6974: Aminomethanesulfonic acid
64.0
A
1.40 1.60 1.80
5000 m/z 50.00 2.08%
17.0
ool B0 o
m/z--> 20 40 60 80 100 120 140 160
Abundance #44547: L-Alanine, 3-sulfo- T
64.0 1.40 1.60 1.80
m/z 65.00 0.82%
5000
44,
16.0
ol ‘ ‘ 93.0 1150 143.0 169.0
R L e R e
m/z--> 20 40 60 80 100 120 140 160 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110322\
Data File : VU@51735.D

Acqg On : 03 Nov 2022 15:50
Operator : JC/MD

Sample : N5407-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 4 Methanethiol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
1.787 10.15 ug/L 903402  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methanethiol 48 CH4S 000074-93-1 90
2 Methanethiol 48 CH4S 000074-93-1 90
3 Hydroxylamine, O-methyl- 47 CH5NO 000067-62-9 7

4 Hydroxylamine, O-methyl- 47 CH5NO 000067-62-9 7
5 Methane, nitroso- 45 CH3NO 000865-40-7 5

Abundance Scan 139 (1.787 min): VU051735.D\data.ms (-132) (-) m/z 47.00 100.00%

47.0
5000

1.60 1.80 2.00 2.20
o e 7892980 /7 48,00 83.20%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #127: Methanethiol
47.0

5000 S S —
1.60 1.80 2.00 2.20

m/z 45.00 51.97%

YO
Al " I
\\\\‘\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #126: Methanethiol
47.0

1.60 1.80 2.00 2.20

o

5000 m/z 45.95 12.79%
15.0
0*”“*\””*\ T T T T T Jt
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #122: Hydroxylamine, O-methyl- T T T T
47.0 1.60 1.80 2.00 2.20

m/z 44.00 8.73%

I

L e A e
miz--> 20 40 60 80 100 120 140 160 180 200 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110322\
Data File : VU@51735.D

Acqg On : 03 Nov 2022 15:50
Operator : JC/MD

Sample : N5407-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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 1,2-Butadiene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
2.244 0.91 ug/L 80724  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Butadiene 54 C4He 000590-19-2 86
2 1,2-Butadiene 54 C4H6 000590-19-2 86
3 2-Butyne 54 C4He 000503-17-3 86
4 1,2-Butadiene 54 C4He 000590-19-2 78
5 2-Butyne 54 C4H6 000503-17-3 78
Abundance Scan 281 (2.244 min): VU051735.D\data.ms (-276) (-) m/z 54.10 100.00%
541
5000
EAmmanEEEE R
‘ \“m 2166 250. 2.00 2.20 2.40 2.60
ot e m/z 53.00 38.33%
m/z--> 0 20 40 60 80 100120140160180200220240
Abundance #164: 1,2-Butadiene
54.0
5000 \\\\‘\\\\‘\\\\‘\\\\’/\\\\
2.00 2.20 2.40 2.60
m/z 51.00 21.76%
26,0
O' \‘\H\‘\\H‘\\H’HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 0 20 40 60 80 100120140160180200220240
Abundance #160: 1,2-Butadiene
54.0
R R AERRE
2.00 2.20 2.40 2.60
5000 m/z 50.00 20.42%
26.0
o TP [T T T e
m/z--> 0 20 40 60 80 100120140160180200220240
Abundance #156: 2-Butyne e R ABARRERE Y
54.0 2.00 2.20 2.40 2.60
m/z 39.00 17.25%
5000
2 ‘.o Jm
O e e e e e N
m/z--> 0 20 40 60 80 100120140160180200220240 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110322\
Data File : VU@51735.D

Acqg On : 03 Nov 2022 15:50

Operator JC/MD

Sample : N5407-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.M
: TRACE VOA SFAM1.0

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Ethanethiol Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
2.469 0.53 ug/L 46915 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanethiol 62 C2H6S 000075-08-1 91
2 Ethanethiol 62 C2H6S 000075-08-1 91
3 Ethanethiol 62 C2H6S 000075-08-1 90
4 Ethanethiol 62 C2H6S 000075-08-1 83
5 Peroxide, dimethyl 62 C2H602 000690-02-8 64
Abundance Scan 351 (2.469 min): VU051735.D\data.ms (-344) (-) m/z 62.10 100.00%
62.1
47.0
5000

1220 2.40 2.60 2.80

40.0 55. 70.0 T
oH‘HwH_W‘Wwww,‘ml\”uw}:ﬁ\‘tmw,‘www m/z 47.00  54.80%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75

Abundance #387: Ethanethiol

29.0 62.0
47.0
5000 T [T T T T[T T[T [TTTT
2.20 2.40 2.60 2.80
m/z 45.00  16.79%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #385: Ethanethiol
29.0 62.0
T
41.0 2.20 2.40 2.60 2.80
5000 m/z 60.95 15.13%
T . 1 T
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75
Abundance #386: Ethanethiol
29.0 470 62.0 2.20 2.40 2.60 2.80
' m/z 58.00 10.35%
5000
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110322\
Data File : VU@51735.D

Acqg On : 03 Nov 2022 15:50
Operator : JC/MD

Sample : N5407-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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 Dimethyl sulfide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.684 13.83 ug/L 1230710 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dimethyl sulfide 62 C2H6S 000075-18-3 94
2 Dimethyl sulfide 62 C2H6S 000075-18-3 91
3 Dimethyl sulfide 62 C2H6S 000075-18-3 91
4 Dimethyl sulfide 62 C2H6S 000075-18-3 91
5 Dimethyl sulfide 62 C2H6S 000075-18-3 91
Abundance Scan 418 (2.684 min): VU051735.D\data.ms (-409) (-) m/z 62.00 100.00%

a70 540
5000

2.40 2.60 2.80 3.00

37.0 ‘ 78.0 9
O trrprrerprrerprerrprrrrprrrprrer e preek e e e m/z 47.00 82.88%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #390: Dimethyl sulfide
47.0 62.0
5000 \H‘HH‘HH‘HH‘M
350 2.40 2.60 2.80 3.00

27.0 m/z 45.00 47.08%

90 |
4 4 | H Lt 1
\\‘\H\‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘\ H‘HH‘HH‘\ H‘H\\‘HH‘HH‘HH‘H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #393: Dimethyl sulfide
47.0 62.0

2.40 2.60 2.80 3.00

o

5000 ITI z 61.00 35.08%
35.0
27.0
0 ‘ 11 540\ ! 1

T T T T e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #394: Dimethyl sulfide

47.0 62.0 2.40 2.60 2.80 3.00

m/z 46.00  32.95%

5000
35.0
27.0
15.0 ‘
0 | ‘ | A

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110322\
Data File : VU@51735.D

Acqg On : 03 Nov 2022 15:50
Operator : JC/MD

Sample : N5407-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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 2-Propanethiol, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.961 3.49 ug/L 310477 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanethiol, 2-methyl- 90 C4H1esS 000075-66-1 50
2 2-Propanethiol, 2-methyl- 90 C4H1esS 000075-66-1 49
3 Propanethial, S-oxide 90 C3H60S 032157-29-2 47
4 2-Butanethiol 90 C4H1es 000513-53-1 38
5 2-Propanethiol, 2-methyl- 90 C4H1esS 000075-66-1 35
Abundance Scan 815 (3.961 min): VU051735.D\data.ms (-801) (-) m/z 41.05 100.00%

41.0 57.0
90.0
5000
75.0

‘ ‘ 3.60 3.80 4.00 4.20
0 ‘HWH_HwMM1Muh“U‘W_MW_HW m/z 57.85 97.35%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2635: 2-Propanethiol, 2-methyl-
41.0 57.0
5000 29.0 90.0 SN B S M.
3.60 3.80 4.00 4.20
75.0 m/z 90.05 60.96%
O\\\‘]\-\5\(\)‘\\\‘\‘\\\\[\1‘\‘\‘\\‘1N‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2638: 2-Propanethiol, 2-methyl-
40 570
D
29.0 3.60 3.80 4.00 4.20
5000 90.0 m/z 39.05  39.24%
75.0
15.0 ‘
Y O | OO OO | O U PN
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2563: Propanethial, S-oxide P T TR R
41.0 3.60 3.80 4.00 4.20

m/z 75.00  22.25%

5000 90.0
27.0 ‘ 57.0 73.0
ob1s0 L L Pyl

m/z--> 10 20 30 40 50 60 70 80 90 100 3.60 3.80 4.00 4.20

SFAMUTR102822WMA.M Fri Nov 04 17:26:46 2022 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110322\
Data File : VU@51735.D

Acqg On : 03 Nov 2022 15:50
Operator : JC/MD

Sample : N5407-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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 2-Butanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.986 4.02 ug/L 357347 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanol 74 C4H100 000078-92-2 83
2 2-Butanol, (R)- 74 C4H100 014898-79-4 83
3 2-Butanol 74 C4H100 000078-92-2 78
4 2-Butanol 74 C4H100 000078-92-2 72
5 2-Butanol, (R)- 74 C4Hl1e0 014898-79-4 64

Abundance Scan 1134 (4.986 min): VU051735.D\data.ms (-1121) (-) m/z 45.00 100.00%

45.0
5000
59.1

B S ama
4.60 4.80 5.00 5.20 5.40
s0d ]| 520, 720

52.0 B
e R U e e e Mz 59,10 25.06%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #962: 2-Butano
48.0

5000 “‘H“H“‘H“H“_‘
4.60 4.80 5.00 5.20 5.40

31.0 59.0 m/z 43.00 21.01%

RTINSO N Y
HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HHHH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #975: 2-Butanol, (R)-
45.0

4.60 4.80 5.00 5.20 5.40

o

o

5000 ITI z 41.10 16.87%
31.0 59.0
ERMSSSERSSSUSSUSSSSSL {158 SUNSSSSNSS U UNSSSSUSTVES SSSUSERS L MM
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #960: 2-Butanol %‘ P R T
45.0 4.60 4.80 5.00 5.20 5.40

m/z 44.00 8.90%

5000
27.0 59.0
80 | m

0 mwm‘w‘m‘w‘m‘mw il e ERAREEEEEEEEEEEREERE R
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110322\
Data File : VU@51735.D

Acqg On : 03 Nov 2022 15:50
Operator : JC/MD

Sample : N5407-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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 2-Butanone, 3-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
6.153 0.65 ug/L 57671 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 59
2 2-Pentanone 86 C5H100 000107-87-9 53
3 2-Pentanone 86 C5H100 000107-87-9 53
4 Acetic acid ethenyl ester 86 C4H602 000108-05-4 42
5 2-Pentanone 86 C5H100 000107-87-9 42

Abundance Scan 1497 (6.153 min): VU051735.D\data.ms (-1487) (-) m/z 43.00 100.00%

43.0
5000

86.1 L s e
| ‘ 55.0 71.0 5.80 6.00 6.20 6.40
L a a1 L B m/z 86.10  18.82%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1988: 2-Butanone, 3-methyl-
43.0
5000 ”‘_“‘m“‘_“ﬂw“‘_

5.80 6.00 6.20 6.40

70 86.0 m/z 41.00 17.92%
150 | \ 71.0
O T ‘ T \‘\ T ‘ T T ‘ T T ‘ } \‘ T ‘ TT 1T ‘ TT 1T “\ TTT ‘ T T ‘ TTT
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1922: 2-Pentanone
43.0

5.80 6.00 6.20 6.40

5000 m/z 39.00 8.92%
86.0
15‘.0 27‘.0 | 58‘.0 71‘.0
Ottt e e e e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1918: 2-Pentanone “H“_H“H“_m
43.0 5.80 6.00 6.20 6.40

m/z 42.00 6.61%

5000
86.0
27.0 58.0 71.0
ob 120 | LU, \ \

m/z--> 10 20 30 40 50 60 70 80 90 5.80 6.00 6.20 6.40

SFAMUTR102822WMA.M Fri Nov 04 17:26:49 2022 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110322\
Data File : VU@51735.D

Acqg On : 03 Nov 2022 15:50
Operator : JC/MD

Sample : N5407-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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 unknown-02 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
6.366 0.58 ug/L 52018 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfide, allyl methyl 88 C4H8S 010152-76-8 49
2 Sulfide, allyl methyl 88 C4H8S 010152-76-8 43
3 Sulfide, allyl methyl 88 C4H8S 010152-76-8 38
4 Methyl-4-deoxy-2-0-methyl.beta.l... 204 C8H1206 1000312-10-0 38
5 2,2-Dimethylthiirane 88 C4H8S 003772-13-2 37

Abundance Scan 1563 (6.366 min): VU051735.D\data.ms (-1554) (-) m/z 55.05 100.00%

55.0 88.0
39.0
5000
gl P
o‘WHWHW‘HH1‘1‘\‘!”‘!‘}”H‘;M“H‘HwH‘WW‘1‘}:259“ m/z 88.00 87.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2336: Sulfide, allyl methyl
88.0
73.0
5000 LI L N L LA B R
41.0 6.00 6.20 6.40 6.60
61.0 m/z 39.00 54.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2338: Sulfide, allyl methyl
88.0
R R EEREE
41.0 730 6.00 6.20 6.40 6.60
5000 m/z 54.00 31.59%
610
27.0 H
0“‘H‘w“h‘mMH‘:ﬂ‘muw“uﬂwa“ﬂwu‘w“u‘u“
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2337: Sulfide, allyl methyl T A T
45.0 730 88.0 6.00 6.20 6.40 6.60
' ' m/z 53.05 27.61%
5000
610
15.0
o‘whwWMH:HMWHm“huww_m‘www S A8 | A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110322\
Data File : VU@51735.D

Acqg On : 03 Nov 2022 15:50
Operator : JC/MD

Sample : N5407-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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 2-Pentanone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.768 1.53 ug/L 136237 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone 86 C5H100 000107-87-9 87
2 2-Pentanone 86 C5H100 000107-87-9 83
3 2-Pentanone 86 C5H100 000107-87-9 80
4 2-Pentanone 86 C5H100 000107-87-9 64
5 2-Pentanone 86 C5H100 000107-87-9 64
Abundance Scan 1688 (6.768 min): VU051735.D\data.ms (-1676) (-) m/z 43.00 100.00%
43.0
5000
86.1 T T
‘ 58.1 71.0 6.40 6.60 6.80 7.00
Ob bl L 9T 7 g6.10 21.55%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1922: 2-Pentanone
43.0
5000 LI L L L L L BN I
6.40 6.60 6.80 7.00
86.0 m/z 41.00 14.09%
15.0 27‘.0 “ 58.0 7]‘..0
O\\‘\\‘\\‘\\\\“\\\\‘}{\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1918: 2-Pentanone
43.0
A BERERREEEE TS
6.40 6.60 6.80 7.00
5000 m/z 71.00 10.34%
86.0
27.0 58.0 71.0
obr 20 e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1923: 2-Pentanone ! r}‘u““““ué“‘ﬁﬁ‘
43.0 6.40 6.60 6.80 7.00
m/z 58.10 9.10%
5000
86.0
27.0 58.0 71.0
0 H“‘H"‘ﬁ‘“HHhiH“‘ﬂ“‘u‘h‘u“‘u“‘u““ OM‘MWM‘H“H“H“‘
m/z--> 10 20 30 40 50 60 70 80 90 100 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110322\
Data File : VU@51735.D

Acqg On : 03 Nov 2022 15:50

Operator : JC/MD

Sample : N5407-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.M
: 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 2-Propanol, 1-(1-methyletho... Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
7.115 0.80 ug/L 71318 1,4-Difluorobenzene 6.247
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 50
2 2-Pentanol 88 C5H120 006032-29-7 45
3 (+-)-5-Methyl-2-hexanol 116 C7H160 111768-09-3 40
4 4-Penten-2-o0l 86 C5H100 000625-31-0 38
5 Formic acid, 3-methylbut-2-yl ester 116 C6H1202 1010367-95-2 36
Abundance Scan 1796 (7.115 min): VU051735.D\data.ms (-1781) ()| m/z 45.00 100.00%
5.0
5000
59.1
G T e e
| ‘ 73.0 85.0 6.80 7.00 7.20 7.40
oH_‘H,H‘w‘m;1m_‘MH‘u“u“u_Mw,www m/z 55.10  38.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10076: 2-Propanol, 1-(1-methylethoxy)-
45.0
i} f/\‘f\/uv\ﬂ L
5000 LB L IR B I L B
59.0 6.80 7.00 7.20 7.40
310 730 m/z 59.10  37.55%
o H \‘m i || 870 1030
\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2347: 2-Pentano
458.0
R e
6.80 7.00 7.20 7.40
5000 ITI/Z 43.10 27.97%
27.0 ‘ $ 73.0
ol 140 L Ll sso T sso
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9503: (+-)-5-Methyl-2-hexanol T
45.0 6.80 7.00 7.20 7.40
m/z 41.10 21.68%
5000
29.0 70.0 830
oH‘m‘,"H‘HHM‘_‘1\‘,”";um_\WH%P,%P&H?H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40

SFAMUTR102822WMA.M Fri Nov 04 17:27:03 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110322\
Data File : VU@51735.D

Acqg On : 03 Nov 2022 15:50
Operator : JC/MD

Sample : N5407-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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 Disulfide, dimethyl Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
7.677 0.64 ug/L 57236 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Disulfide, dimethyl 94 C2H6S2 000624-92-0 97
2 Disulfide, dimethyl 94 C2H6S2 000624-92-0 94
3 Disulfide, dimethyl 94 C2H6S2 000624-92-0 91
4 Disulfide, dimethyl 94 C2H6S2 000624-92-0 91
5 Disulfide, dimethyl 94 C2H6S2 000624-92-0 91

Abundance Scan 1971 (7.677 min): VU051735.D\data.ms (-1960) (-) m/z 94.00 100.00%

94.0
5000 45.0

- 7.40 7.60 7.80 8.00
] R ‘WHwml_H‘_Hwwwwwm m/z 79.00 48.66%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2845: Disulfide, dimethyl
94.0
45.0

5000 P e
7.40 7.60 7.80 8.00

m/z 44.95 41.47%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2847: Disulfide, dimethyl
94.0

o

45.0 7.40 7.60 7.80 8.00
5000 m/z 47.00 28.10%
15.0
Oty ?VO‘\“‘\\\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2848: Disulfide, dimethyl m_m_m,uu_m
45.0 94.0 7.40 7.60 7.80 8.00

m/z 46.00  24.58%

5000 /\
0 | (%}7 0, \‘ A |

m/z--> 20 40 60 80 100 120 140 160 180 200 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110322\
Data File : VU@51735.D

Acqg On : 03 Nov 2022 15:50
Operator : JC/MD

Sample : N5407-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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 2-Heptanone Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
10.230 0.50 ug/L 59852 Chlorobenzene-d5 9.414
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone 114 C7H140 000110-43-0 87
2 2-Hexanone, 4-methyl- 114 C7H140 000105-42-0 72
3 2-Heptanone 114 C7H140 000110-43-0 72
4 2-Heptanone 114 C7H140 000110-43-0 72
5 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 64
Abundance Scan 2765 (10.230 min): VU051735.D\data.ms (-2756) (- | m/z 43.00 100.00%
43.0
58.1
5000
71.1
1000 1050
ol Lm0 90 maa o
0 H‘_H‘_‘H‘H‘wH‘wMH‘_‘HH‘HWH‘W‘HW‘H‘_‘H‘H m/z 58.10 71.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8424: 2-Heptanone
43.0
58.0
5000 =
1000 1050
m/z 71.10 23.11%
27.0 71.0
T L eso seo 1140
H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘\\H‘\H\‘\H\‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8505: 2-Hexanone, 4-methyl-
43.0 /\
ot L has \fqﬂf fdh
58.0 10.00 10.50
5000 m/z 59.10 14.41%
270 85.0
“W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8418: 2-Heptanone ‘ “"ﬂ'
43.0 1000 1050
m/z 41.00 13.36%
58.0
5000
21.0 71.0
ol 140 | Ul | " s50 900 1140
“W‘H‘_‘H‘H‘w‘u‘_‘u‘u‘w‘u‘_‘H‘H‘W‘H‘_‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.00 10.50

SFAMUTR102822WMA.M Fri Nov 04 17:27:06 2022 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110322\
Data File : VU@51735.D

Acqg On : 03 Nov 2022 15:50
Operator : JC/MD

Sample : N5407-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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 2-Hexanol, 3,4-dimethyl- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
11.645 0.55 ug/L 78789  1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexanol, 3,4-dimethyl- 130 C8H180 019550-05-1 58
2 Methoxyacetic acid, hexyl ester 174 C9H1803 145747-16-6 53
3 6,10-Dimethyl-2-undecanol 200 C13H280 1000432-19-5 53
4 2-Heptanol, 6-methyl- 130 C8H180 004730-22-7 50
5 2-Heptanol, 5-methyl- 130 C8H180 054630-50-1 50
Abundance Scan 3205 (11.645 min): VU051735.D\data.ms (-3190) (- | m/z 44.95 100.00%
45.0
5000 69.1
115.0 e e
95}0 ‘ 11.50 12.00 )
0! W b m/z 55.00 71.79%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15736: 2-Hexanol, 3,4-dimethyl-
45.0
5000 4.0 T 7
11.50 12.00
m/z 43.10 56.01%
0 150 M \ \h \ | 1120
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 80 100 120 140 160 180
Abundance #49728.Meﬂmmyaceﬂcacm,hexyleﬁer
45.0
—5 —
11.50 12.00
5000 m/z 41.00 45.93%
84.0
ol ekl Mt Ly amo
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #76043: 6,10-Dimethyl-2-undecanol — —
45.0 11.50 12.00
m/z 69.10 43.11%
5000 69.0
111.0
o b L 100 1m0 PN
m/z--> 20 40 60 80 100 120 140 160 180 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110322\
Data File : VU@51735.D

Acqg On : 03 Nov 2022 15:50
Operator : JC/MD

Sample : N5407-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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 1-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.054 13.84 ug/L 1965620 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 59
Abundance Scan 3332 (12.053 min): VU051735.D\data.ms (-3320) (- | m/z 57.10 100.00%
57.1
5000
41.0
83.1 — yA
08.1 12.00
112.1
o,1261 m/z 41.05 35.48%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0 J\
5000 — :
43.0 12.00
29.0 83.0 m/z 55.05  33.20%
L L o
0H‘\H\‘\H‘\“HH“1\\\‘HH‘HH“H\\‘\1\\‘\\\\‘HH’}\H‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
1 \
12.00
m/z 43.10 28.67%
5000 41.0 /
27,0
R L O Y
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15685: 1-Hexanol, 2-ethyl- —
57.0 12.00
m/z 70.10 26.51%
5000
41.0
83.0
9801120
0 L | 130.0
‘wH‘w‘Hw‘uw‘H‘_H‘_‘HM‘HM‘H‘HH‘HH,H‘WH‘W‘H‘ —
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110322\
Data File : VU@51735.D

Acqg On : 03 Nov 2022 15:50
Operator : JC/MD

Sample : N5407-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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: Cyclic12.533 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.533 7.16 ug/L 1016210 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclooctane 112 C8H16 000292-64-8 90
2 Formic acid, octyl ester 158 C9H1802 000112-32-3 90
3 1-Octanol 130 C8H180 000111-87-5 90
4 1-Octanol 130 C8H180 000111-87-5 90
5 1-Octanol 130 C8H180 000111-87-5 90
Abundance Scan 3481 (12.533 min): VU051735.D\data.ms (-3471) (- | m/z 56.10 100.00%
56.1
411 70.1
5000 84.1
| | 1250 |
112.1 :
owwaw;‘m‘!cw‘w‘mu““m,?ﬁ"l‘”wam,‘l‘?‘?:?’u m/z 55.85 92.73%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7499: Cyclooctane
410 %80
70.0
5000 — :
840 112.0 12'50
270 m/z 41.18 75.84%
0 T ‘\‘H\‘!“H\\‘1\‘H’\\gﬁl‘(\)\\\‘\‘\H’HH‘\\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #35336: Formic acid, octyl ester
41.0 56.0
70.0 1 1 \
84.0 12.50
5000 m/z 70.10 69.73%
27.
‘ ‘ ‘ ‘ 112.0
O e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15650: 1-Octanol ——
41.0 56.0 12.50
m/z 69.05 66.83%
27.0 70.0
5000 84.0
Obr et 980 T2 1290 A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110322\
Data File : VU@51735.D

Acqg On : 03 Nov 2022 15:50
Operator : JC/MD

Sample : N5407-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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 Fenchone Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.944 1.15 ug/L 163408 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fenchone 152 C10H160 001195-79-5 91
2 Fenchone 152 C10H160 001195-79-5 91
3 D-Fenchone 152 C1eH160 004695-62-9 90
4 L-Fenchone 152 C10H160 007787-20-4 90
5 Fenchone 152 C10H160 001195-79-5 90
Abundance Scan 3609 (12.944 min): VU051735.D\data.ms (-3600) (- | m/z 81.05 100.00%
81.0
5000 /L
41.0 i 7
109.1 152.1 13 00
SRR NV Y PRt 50.63%
m/z--> 20 40 60 80 100 120 140
Abundance #29056: Fenchone
81.0
5000
13 00
41.0 1520 19.45%
O\1\5\.(‘)\‘\‘\\‘H‘\\\\‘\\\\J‘H\\‘\\‘1\0\‘9\.(\)‘\\\\“\\\\‘
miz--> 20 60 80 100 120 140
Abundance #29062: Fenchone
81.0
13 00
5000 m/z 80.05 13.28%
41.0
152.0
‘ 109.0
o""m“pu‘M"m‘Jﬂ‘m_mwm_mw
miz--> 20 60 80 100 120 140
Abundance #29070: D-Fenchone Dy =
81.0 13.00
m/z 152.05 11.80%
5000
41.0
152.0
ol b 890y 1990 1a30 | I .
m/z--> 20 40 60 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110322\
Data File : VU@51735.D

Acqg On : 03 Nov 2022 15:50
Operator : JC/MD

Sample : N5407-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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 Fenchol Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.288 0.69 ug/L 97495  1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fenchol 154 C10H180 001632-73-1 64
2 Bicyclo[2.2.1]heptan-2-01, 1,3,3... 154 C10H180 002217-02-9 59
3 Fenchol 154 C10H180 001632-73-1 59
4 Fenchol 154 C10H180 001632-73-1 59
5 Fenchol 154 C10H180 001632-73-1 53

Abundance Scan 3716 (13.288 min): VU051735.D\data.ms (-3707) (- | m/z 81.05 100.00%
8

5000
A w
13.00 13.50
0! m/z 43.00 73.98%
m/z--> 20 40 60 80 100 120 140 160
Abundance #30901: Fenchol
81.0
5000 41.0 — ——
13.00 13.50
m/z 80.05 65.57%
111.0
[ T \ A ’ T \ \ ‘MM “M‘ T ‘1“‘}”‘ \‘i”‘i T “‘\ \1\316‘0\]\_5\4\‘?\
m/z--> 20 80 100 120 140 160
Abundance #31307: Blcycl0[2.2.1]heptan—2—0|, 1,3,3-trimethyl-, (1R-e
430 81.0
T —
13.00 13.50
5000 m/z 69.10 57.16%
‘ ‘ 111.0
ol ‘Lk sol gy [ | w0
m/z--> 20 80 100 120 140 160
Abundance #30900: Fenchol — T
81.0 13.00 13.50
m/z 55.10 55.42%
5000
43.0
H 111.
ol i 1L ‘w\b e T
m/z--> 20 0 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110322\
Data File : VU@51735.D

Acqg On : 03 Nov 2022 15:50
Operator : JC/MD

Sample : N5407-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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 unknown-03 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.513 0.82 ug/L 116714 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Azidoacetic acid, methyl ester 115 C3H5N302 1000316-94-5 35
2 Butanedioic acid, methyl-, dimet... 160 C7H1204 001604-11-1 32
3 Butanedioic acid, methyl-, dimet... 160 C7H1204 001604-11-1 23
4 Cyclohexanemethanol, .alpha.,.al... 156 C10H200 000498-81-7 22
5 Cyclohexanemethanol, .alpha.,.al... 156 C10H200 005114-00-1 22
Abundance Scan 3786 (13.513 min): VU051735.D\data.ms (-3777) (- | m/z 59.05 100.00%
9.0
5000 130.1
81.0 o
41.1 T =
bbbz Lol
Ob J‘ | ‘M‘”u‘w“‘;‘mw“w e pblll m/z 130.05  43.86%
miz--> 20 80 100 120 140
Abundance #8693. A2|doacetic acid, methyl ester
59.0
5000 115.0 ARG
13.50
42.0 m/z 129.05 42.55%
m 88.0
0\\\‘\\\\“ }\\\\‘\H\‘f‘[\\\f“\\\\‘\\\
miz--> 20 60 80 100 120 140
Abundance  #36521: Butaned|oic acid, methyl-, dimethyl ester
59.0
SN A .U 1PN
13.50
5000 m/z 115.05 41.44%
15.0 129.0
41.0 101.0
0 \\\‘\‘\‘\\“M‘\H‘;‘{H‘\‘\‘\‘\H‘HHH‘\!‘H‘\H
miz--> 20 40 60 80 100 120 140
Abundance #36518: Butanedioic acid, methyl-, dimethyl ester I ’VM
59.0 13 50
m/z 81.05 27.38%
5000 129.0
41.0 101.0
oL 20 m‘\w Al ] eslo \ e 1450 SN
m/z--> 20 60 80 100 120 140 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110322\
Data File : VU@51735.D

Acqg On : 03 Nov 2022 15:50
Operator : JC/MD

Sample : N5407-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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 Camphor Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
13.732 0.59 ug/L 83547 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Camphor 152 C1eH160 000076-22-2 95
2 Camphor 152 C10H160 000076-22-2 95
3 (+)-2-Bornanone 152 C10eH160 000464-49-3 95
4 (+)-2-Bornanone 152 C1eH160 000464-49-3 95
5 Camphor 152 C1eH160 000076-22-2 94
Abundance Scan 3854 (13.732 min): VU051735.D\data.ms (-3845) (- | m/z 95.05 100.00%
95.0
5000
41.0 69.1
152.1
= —
13.50 14.00
19.1 ‘
0 Llyzom m/z 81.05 62.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29051: Camphor
95.0
5000 41.0 o o
69.0 152.0 13.50 14.00
m/z 41.00 42.04%
O' }\‘\“!“\‘\“\]-\2’\3.\0\\“\\f‘\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29050: Camphor
41.0 95.0
—— —
13.50 14.00
m/z 108.10 41.71%
5000 69.0 /
152.0
0 ‘H‘“;““;“HM“;_“‘M 121.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29108: (+)-2-Bornanone I o Mn\ﬂ”MA
95.0 13.50 14.00
m/z 69.10 36.68%
5000 41.0
69.0 152.0
0l15.0 1240
i e AR R P e
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_U\Data\VU110322\
Data File : VU@51735.D

Acqg On : 03 Nov 2022 15:50
Operator : JC/MD

Sample : N5407-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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 unknown-04 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.031 1.09 ug/L 154449 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,2,4-Trithiolane, 3,5-dimethyl- 152 C4H8S3 023654-92-4 38
2 1,2,5-Trithiepane 152 C4H8S3 006576-93-8 38
3 1,2,5-Trithiepane 152 C4H8S3 006576-93-8 25
4 Ethane, isothiocyanato- 87 C3H5NS 000542-85-8 18
5 Thiocyanic acid, ethyl ester 87 C3H5NS 000542-90-5 12

Abundance Scan 3947 (14.031 min): VU051735.D\data.ms (-3938) (- | m/z 151.95 100.00%

151.9
551 87.0
5000 390

‘ 1211 1400
—_— ‘\H\‘ Hm\‘muuhum MH i \‘\‘h M' il m“‘ —L m/z 55.10 77.98%

miz--> 20 40 60 80 100 120 140 160
Abundance #29622: 1,2,4-Trithiolane, 3,5-dimethyl-
152.0
59.0

5000
92.0 1400
41.00 76.60%

O ‘\\\\4"\\\‘\“‘\‘\761 \‘\‘\H\‘\\\\‘\\\\‘\\ ‘\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #29615: 1,2,5-Trithiepane
152.0

o

1400

60.0 m/z 87.080  72.39%
5000 870
124.0
27.0 106.0 ‘
m/z--> 20 40 60 80 100 120 140 160

Abundance #29614: 1,2,5-Trithiepane R A ‘

152.0 14.00

56.10  49.70%

59.0
5000 87.0
124.0
106.0
xo I A
0 L “\ | o | :

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110322\
Data File : VU@51735.D

Acqg On : 03 Nov 2022 15:50
Operator : JC/MD

Sample : N5407-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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 Phenol, 2-(1-methylethyl)- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.420 0.66 ug/L 93617 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 94
2 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 91
3 Phenol, 3-(1-methylethyl)- 136 C9H120 000618-45-1 90
4 p-Cumenol 136 C9H120 000099-89-8 90
5 Phenol, 2-(1-methylethyl)- 136 C9H120 000088-69-7 90
Abundance Scan 4068 (14.420 min): VU051735.D\data.ms (-4058) (- | m/z 121.05 100.00%
121.1
5000
136.1
77.0 103.1
390 ‘ 14 50
o 320 “:m el myz 136,05 30.07%
miz--> 20 40 60 80 100 120 140
Abundance #18900: Phenol, 2-(1-methylethyl)-
121.0
5000 ‘ :
14.50
70 1030 136.0 m/z 163.10  20.62%
51.0 ‘ ‘ ‘
O\\\‘\\\\“\\‘\‘\‘\‘\\\‘\\\‘\‘\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140
Abundance #18904: Phenol, 2-(1-methylethyl)-
121.0
14 50
5000 m/z 77.05 19.12%
136.0
390 77.0 103.0
ol 260 ®Osso L
m/iz--> 20 40 60 80 100 120 140
Abundance #18901: Phenol, 3-(1-methylethyl)-
121.0 14 50
m/z 91.05 17.71%
5000
136.0
39.0 .0 ‘ 103.0
0 \H‘HH‘;\?S\O‘MH‘\H‘H“\MHHHH‘\
m/z--> 20 40 60 80 100 120 140 14 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110322\
Data File : VU@51735.D

Acqg On : 03 Nov 2022 15:50
Operator : JC/MD

Sample : N5407-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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 unknown-05 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.516 0.86 ug/L 122506 1,4-Dichlorobenzene-d4 11.809
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyl Chloride 64 C2H5C1 000075-00-3 35
2 Sulforaphane nitrile 145 C6H11NOS 061121-66-2 32
3 Sulforaphane nitrile 145 C6H11NOS 061121-66-2 23
4 3H-1,2-Benzodithiole-3-thione 184 C7H4S3 003354-42-5 10
5 3H-1,2-Benzodithiole-3-thione 184 C7HAS3 003354-42-5 10
Abundance Scan 4720 (16.516 min): VU051735.D\data.ms (-4709) (- | m/z 55.05 100.00%
55.0
183.9
5000 120.0
‘ 87.0 iéSd
152.0 :
o‘Hw‘q“w““‘;MMJ‘wamqulmH!u_m_“m‘wwﬁ??f m/z 183.90  59.46%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #408: Ethyl Chloride
28.0
64.0
5000 e :
16.50
m/z 120.00 47.22%
O\H‘H\H"\‘M\‘}“Hi”‘\“\\\‘H\\‘\\\\‘\\H‘\H\‘H\\‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #24690: Sulforaphane nitrile
55.0
T \
16.50
5000 m/z 41.00 42.15%
82.0
145.0
o 2O e
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #24691: Sulforaphane nitrile — :
55.0 16.50
m/z 56.10 41.44%
5000
82.0
‘ H ‘ 145.0
Obrrprrel e bbb e ey o Mol
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110322\
Data File : VU@51735.D

Acqg On : 03 Nov 2022 15:50
Operator : JC/MD

Sample : N5407-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTR102822WMA.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|
unknown-01 1.359 .8 ug/L 156789 1 6.247 444865 5.0
Sulfur dioxide 1.472 3.4 ug/L 301279 1 6.247 444865 5.0
Methanethiol 1.787 10.2 ug/L 903402 1 6.247 444865 5.0
1,2-Butadiene 2.244 0.9 ug/L 80724 1 6.247 444865 5.0
Ethanethiol 2.469 0.5 ug/L 46915 1 6.247 444865 5.0
Dimethyl sulfide 2.684 13.8 wug/L 1230710 1 6.247 444865 5.0
2-Propanethiol,... 3.961 3.5 ug/L 310477 1 6.247 444865 5.0
2-Butanol 4.986 4.0 ug/L 357347 1 6.247 444865 5.0
2-Butanone, 3-m... 6.153 0.7 ug/L 57671 1 6.247 444865 5.0
unknown-02 6.366 0.6 ug/L 52018 1 6.247 444865 5.0
2-Pentanone 6.768 1.5 ug/L 136237 1 6.247 444865 5.0
2-Propanol, 1-(... 7.115 0.8 ug/L 71318 1 6.247 444865 5.0
Disulfide, dime... 7.677 0.6 ug/L 57236 1 6.247 444865 5.0
2-Heptanone 10.230 0.5 ug/L 59852 2 9.414 597447 5.0
2-Hexanol, 3,4-... 11.645 0.6 ug/L 78789 3 11.809 709968 5.0
1-Hexanol, 2-et... 12.054 13.8 wug/L 1965620 3 11.809 709968 5.0
(DEL) Alkane: C... 12.533 7.2 ug/L 1016210 3 11.809 709968 5.0
Fenchone 12.944 1.1 ug/L 163408 3 11.809 709968 5.0
Fenchol 13.288 0.7 ug/L 97495 3 11.809 709968 5.0
unknown-03 13.513 0.8 wug/L 116714 3 11.809 709968 5.0
Camphor 13.732 0.6 ug/L 83547 3 11.809 709968 5.0
unknown-04 14.031 1.1 ug/L 154449 3 11.809 709968 5.0
Phenol, 2-(1-me... 14.420 0.7 ug/L 93617 3 11.809 709968 5.0
unknown-05 16.516 0.9 wug/L 122566 3 11.809 709968 5.0
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