LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111022\
Data File : VU@51807.D

Acqg On : 10 Nov 2022 17:51
Operator : JC/MD

Sample : N5571-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12 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@51807.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.411 15 22 26 rBV 25912 28632 3.43% 0.364%
2 1.437 26 30 45 rVB 22764 32830 3.93% 0.417%
3  1.658 88 99 110 rBV2 89784 138678 16.61% 1.763%
4 1.765 125 132 138 rBV 11752 20358 2.44% 0.259%
5 1.970 189 196 212 rVB 79311 103084 12.35% 1.310%
6 2.636 393 403 419 rVB 151559 259176 31.04% 3.294%
7 4.572 994 1005 1024 rBV4 30652 81099 9.71% 1.031%
8 4.768 1049 1066 1068 rBv4 50689 109180 13.08%  1.388%
9 5.131 1166 1179 1201 rVB 152818 364938 43.70% 4.638%
10 5.832 1374 1397 1424 rBV2 272838 769739 92.18% 9.783%
11 6.353 1545 1559 1578 rBV 243434 456970 54.73% 5.808%
12 6.716 1661 1672 1679 rBV8 4758 10606 1.27% 0.135%
13 6.780 1679 1692 1716 rVB 194035 376024 45.03% 4.779%
14  7.626 1942 1955 1974 rBV 76715 140389 16.81% 1.784%
15 7.948 2041 2055 2089 rBV 305935 559362 66.99% 7.109%
16 8.224 2130 2141 2153 rBV 46092 79470 9.52% 1.010%
17 8.674 2262 2281 2321 rBV 351391 835024 100.00% 10.613%
18 8.822 2321 2327 2345 rVB7 12751 25415 3.04% 0.323%
19 9.086 2398 2409 2416 rBV6 6770 12628 1.51% 0.160%
20 9.440 2508 2519 2543 rBvV 318130 567445 67.96% 7.212%
21  9.539 2545 2550 2561 rVBS8 8168 12475 1.49% 0.159%
22 10.108 2718 2727 2735 rBV4 13903 25524 3.06% 0.324%
23 10.401 2809 2818 2833 rVB3 7962 19160 2.29% 0.244%
24 10.764 2920 2931 2954 rVB 162552 278049 33.30% 3.534%
25 10.896 2961 2972 2986 rBV9 8439 16191 1.94% 0.206%
26 11.057 3010 3022 3032 rBV3 19904 35604 4.26%  0.453%
27 11.237 3065 3078 3089 rBV3 9193 16815 2.01% 0.214%
28 11.562 3164 3179 3186 rBVS8 6377 12744 1.53% 0.162%
29 11.610 3186 3194 3206 rVvV3 25157 39831 4.77% 0.506%
30 11.674 3206 3214 3229 rVBS 6799 17728 2.12% 0.225%
31 11.761 3229 3241 3247 rBV9 7246 13972 1.67% 0.178%
32 11.816 3247 3258 3273 rVB 323176 535759 64.16% 6.809%
33 11.935 3286 3295 3301 rBV6 5623 10002 1.20% 0.127%
34 11.980 3305 3309 3322 rvB9 9148 13019 1.56% ©0.165%
35 12.060 3323 3334 3347 rBV3 29563 57672 6.91% 0.733%

36 12.195 3365 3376 3395 rVB 353873 576217 69.01% 7.323%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111022\
Data File : VU@51807.D

Acqg On : 10 Nov 2022 17:51
Operator : JC/MD

Sample : N5571-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12 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 12.478 3459 3464 3472 rVV5 4688 8424 1.91% 0©.107%
38 12.767 3546 3554 3564 rVB2 19286 27829 3.33% ©.354%
39 12.890 3582 3592 3603 rVB2 11735 21393 2.56% 0.272%
40 13.034 3629 3637 3648 rvVB2 9197 16708 2.00% ©0.212%
41 13.224 3692 3696 3704 rVB9 8305 9858 1.18% ©.125%
42 13.285 3710 3715 3722 rVB6 7761 10137 1.21% 0.129%
43 13.459 3763 3769 3775 rBV1e 6317 9356 1.12% ©0.119%
44 13.520 3782 3788 3801 rVB2 18250 27435 3.29% 0.349%
45 13.790 3861 3872 3879 rBV5 15918 30148 3.61% ©0.383%
46 13.970 3919 3928 3935 rBv4 53732 97319 11.65% 1.237%
47 14.012 3935 3941 3952 rVB3 47818 77407 9.27%  ©.984%
48 14.147 3975 3983 3991 rBV2 60145 100234 12.00% 1.274%
49 14.320 4028 4037 4044 rBV2 88294 139814 16.74% 1.777%
50 14.369 4044 4052 4068 rVB4 97390 172604 20.67% 2.194%
51 14.574 4110 4116 4124 rBvV4 21244 29899 3.58% 0.380%
52 14.825 4187 4194 4204 rVB6 36262 63902 7.65% 0.812%
53 15.015 4248 4253 4261 rVB9 15036 19301 2.31% ©0.245%
54 15.304 4338 4343 4349 rBV3 21691 23121 2.77% ©.294%
55 15.455 4384 4390 4415 rVB7 34798 73894 8.85% 0.939%
56 15.767 4481 4487 4499 rBV7 13870 23414 2.80% 0.298%
57 15.928 4529 4537 4545 rBvV4 79074 119276 14.28% 1.516%
58 16.288 4646 4649 4660 rVB4 25533 33589 4.02% 0.427%
59 16.359 4666 4671 4677 rBV3 19151 26712 3.20% 0.339%
60 16.401 4679 4684 4692 rVB4 39418 54660 6.55% ©.695%
Sum of corrected areas: 7868243
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111022\
Data File : VU@51807.D

Acqg On : 10 Nov 2022 17:51
Operator : JC/MD

Sample : N5571-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  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: VU051807.D\data.ms
350000
300000
5.832
250000 6.353
200000 6.7
2636 5.131
150000
1.658
100000 1.970
4.768
4.572
500004 4447 |11 765
0 6.7
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 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 6.60
Abundance TIC: VU051807.D\data.ms
350000 8.674 9.440 11.816 12.1
7.948
300000
250000
200000
10.764
150000
100000 7626
50000 8.224 12.06
822 10.108 08 10,401 0. 8&% 1.037 ligg I '
: 9.086 . 11.5 :

e R o ¢ e ‘ /\\JM —
Time--> 7.00 7.50 8.00 8.50 9.00 9. 50 10 00 10 50 11 OO 11. 50 12.00
Abundance TIC: VU051807.D\data.ms

350000
300000
250000
200000
150000
89 15.928
100000 16.401
14.825 15.3H2:455 1618
50000 13790 14.574 ) ) 15.01 15.76
12.478 12. é78.§903ﬂ132@_§i &0

O T T ‘ T T T T T T T T T T ‘ T T ‘ T T ‘ T T T T ‘ T T ‘ T T ‘ T 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_U\Data\VU111022\
Data File : VU@51807.D

Acqg On : 10 Nov 2022 17:51
Operator : JC/MD

Sample : N5571-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

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

TIC Integration Parameters: LSCINT.P

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

Peak Number 1 Butanal Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
4.572 0.89 ug/L 81099 1,4-Difluorobenzene 6.353
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal 72 C4H80 000123-72-8 91
2 Butanal 72 C4H80 000123-72-8 87
3 Butanal 72 C4H80 000123-72-8 87
4 Butanal 72 C4H80 000123-72-8 83
5 Butanal 72 C4H80 000123-72-8 74
Abundance Scan 1005 (4.572 min): VU051807.D\data.ms (-994) (-) m/z 44.00 100.00%
44.0
72.0 MM
5000
R a AR mamEEREE
2171 4.20 4.40 4.60 4.80
Ottt 2D 2200 2500 7 43,05 79.17%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #737: Butanal
27.0
72.0
5000 L B L B LI B I
4.20 4.40 4.60 4.80
m/z 41.05 71.44%
O\H‘\‘\“HH ‘\‘\‘\’H‘\‘\‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #736: Butanal
44.0
72.0 S AT e
4.20 4.40 4.60 4.80
5000 m/z 72.05 70.34%
15.0‘ “
O b e b e e e
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #740: Butanal B RaaslEETEEEEEEAt N S
44.0 4.20 4.40 4.60 4.80
m/z 57.00 30.24%
72.0
5000
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111022\
Data File : VU@51807.D

Acqg On : 10 Nov 2022 17:51
Operator : JC/MD

Sample : N5571-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  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 3 1-Hexanol, 2-ethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.060 0.54 ug/L 57672 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
2 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 59
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 59
4 2-Propyl-1-pentanol 130 C8H180 058175-57-8 53
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 53
Abundance Scan 3334 (12.060 min): VU051807.D\data.ms (-3323) (- | m/z 57.10 100.00%
57.1
5000 41.0
70.1 83.0 Mo, A
R e
N
bl ot ol T m/z 41,00 42.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
5000 41.0 —— :
12.00
70.0 83.0 m/z 55.05  38.99%
i Ty
O\\‘H\\’\\\H“\\H‘!M\‘WH\}’\\\H\‘H\H‘M\\\‘H\‘l’\\\\‘}\.\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15785: 1-Pentanol, 2-ethyl-4-methyl-
57.0
R \
12.00
5000 m/z 43.00 31.72%
43.0
29.0 70.0 830
0 389 il My b 9B 3120
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15695: 1-Hexanol, 2-ethyl- T ‘
57.0 12.00
m/z 70.10 28.66%
5000
43.0
29.0 70.0 83.0 /\
98.0
o 80 I L T 20 b WMW/‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111022\
Data File : VU@51807.D

Acqg On : 10 Nov 2022 17:51
Operator : JC/MD

Sample : N5571-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  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 2,2,5,5,6-Pentamethyl-4,7,9... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.970 0.91 ug/L 97319 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,2,5,5,6-Pentamethyl-4,7,9-trio... 200 C11H2003 062759-70-0 53
2 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 38
3 Pentanal, 3-methyl- 100 C6H120 015877-57-3 38
4 1-Undecene, 10-methyl- 168 C12H24 022370-55-4 35
5 3-Undecene, 7-methyl-, (E)- 168 C12H24 074630-53-8 35
Abundance Scan 3928 (13.970 min): VU051807.D\data.ms (-3919) (- | m/z 56.10 100.00%
56.1
1111 L
‘ 87-0 1 ess 2070 14.00
0 bl ‘\ il ;‘u bl Hw Jﬁ e m/z 71.10 52.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #75558: 2,2,5,5,6-Pentamethyl-4,7,9-trioxabicyclo[4.2.1]n
56.0
5000 T
85.0 14.00
m/z 57.05 45.10%
O [T \““}‘\‘1“\‘\ “\‘\ T \“ \]\-:\L?‘\O\\lﬁz\p\\ BERENERER R R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #75788: 2,4-Dipropyl-5-ethyl-1,3-dioxane
56.0
——
14.00
5000 m/z 43.00 39.01%
29.0 ‘ 111.0
145.0
85.0
byl 520 00 1890
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4317: Pentanal, 3-methyl- T
56.0 14.00
m/z 69.10 37.54%
5000
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111022\
Data File : VU@51807.D

Acqg On : 10 Nov 2022 17:51
Operator : JC/MD

Sample : N5571-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  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 Cyclohexene, 1-methyl-4-(1-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.012 0.72 ug/L 77407 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 1-methyl-4-(1-methy... 138 C10H18 001195-31-9 59
2 Bicyclo[2.2.1]heptane, 1,3,3-tri... 138 C1@H18 006248-88-0 58
3 1,1'-Bicyclopropyl, 2,2,2',2'-te... 138 C10H18 068998-20-9 53
4 Cyclohexene, 1-methyl-3-(1-methy... 138 C10H18 013828-31-4 53
5 Cyclopentene, 1,4-dimethyl-5-(1-... 138 C1@H18 061142-33-4 53

Abundance Scan 3941 (14.012 min): VU051807.D\data.ms (-3935) (- | m/z 95.10 100.00%

95.1
5000
55.0

[ [
39*0
‘\“\} ‘M
A

1
‘ m | 1211 13?-1 155.0 14.00
el L 292D P 55 @5 36.29%

miz--> 20 0 60 80 100 120 140 160
Abundance #19544: Cyclohexene, 1-methyl-4-(1-methylethyl)-, (R)-
95.0
67.0

o

5000 —— ‘
14.00
41.0 138.0 m/z 96.10 35.17%
O T ‘ T 1T ‘i“\ T ‘\“‘P ‘ \‘ \“\ \“i“\ T ‘f”! ‘ T \‘ \J-\Z‘JJ\.O\ T “ T 1T ‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance #19514: Bicyclo[2.2.1]heptane, 1,3,3-trimethyl-
95.0
SR o :
14.00
5000 55.0 ITI/Z 81.10 30.05%

39/0 ‘ 79 ‘ 123.0
A T O Y
m/z--> 20 40 60 80 100 120 140 160

Abundance #19535: 1,1'-Bicyclopropyl, 2,2,2',2'-tetramethyl- —— ‘
41.0 67.0 95.0 14.00

m/z 57.00  26.64%

5000
18
250 1))l ol Al 139.0

o Al Ll ! —

Al ‘
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\VU111022\
Data File : VU@51807.D

Acqg On : 10 Nov 2022 17:51
Operator : JC/MD

Sample : N5571-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  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 6 Cyclohexane, 1-methyl-3-(1-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.147 0.94 ug/L 100234  1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-3-(1-methy... 138 C10H18 013828-34-7 58
2 Bicyclo[4.1.0]heptane, 3,7,7-tri... 138 C1@H18 000554-59-6 53
3 (2E,4E)-3,7-Dimethylocta-2,4-diene 138 C10H18 006874-39-1 52
4 Cyclohexene, 1-methyl-3-vinyloxy- 138 C9H140 100144-30-7 49
5 1-(1,2-Dimethyl-cyclopent-2-enyl... 138 C9H140 070987-82-5 46

Abundance Scan 3983 (14.147 min): VU051807.D\data.ms (-3975) (- | m/z 95.10 100.00%

95.1
5000
41.0 69'1
e —r
138 0 14.00 14.50
0 B 2988y o605 37.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19537: Cyclohexane, 1-methyl-3-(1-methylethylidene)-
95.0
5000 u T T T T T T
14.00 14.50
a10 670 138.0 m/z 41.60  36.62%
0 ’
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19522: Bicyclo[4.1.0]heptane, 3,7,7-trimethyl-
95.0
—— ——
14.00 14.50
5000 67.0 m/z 55.05  35.66%
41.0
123.0
0" i
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19494: (2E,4E)-3,7-Dimethylocta-2,4-diene — —
95.0 14.00 14.50
m/z 69.10 32.76%
67.0
5000
138.0
41.0
N T~ N B POl
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111022\
Data File : VU@51807.D

Acqg On : 10 Nov 2022 17:51
Operator : JC/MD

Sample : N5571-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  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 unknown-01 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.320 1.30 ug/L 139814 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
13,3,7,7-Tetramethyl-5-oxa-1,9-di... 182 C10H18N20 090832-25-0 45
2 2H-Pyran, 2-[(1-butyl-2-propynyl... 196 C12H2002 000831-83-4 27
3 2,5-Dimethyl-1-pyrroline 97 C6H11IN 000822-64-0 27
4 Cyclohexane, 2-butyl-1,1,3-trime... 182 C13H26 054676-39-0 27
5 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 22
Abundance Scan 4037 (14.320 min): VU051807.D\data.ms (-4028) (- | m/z 55.10 100.00%
55.1
97.0
5000
182.1
125.1 — —
BT Y.
oleretb b A b LU g7 65 56.19%
m/z--> 40 60 80 100120 140160180 200 220 240 260 280
Abundance #56548: 3,3,7,7-Tetramethyl-5-0xa-1,9-diazabicyclo[4.3.C
97.0
5000 — —
56.0 182.0 14.00 14,50
‘ ‘ m/z 85.05 52.43%
O\H‘\H‘\“\‘1“1\N‘\\‘i“u“&\-‘zﬁ.\(\)ﬂ.\?ﬁ'?\u‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 40 60 80 100120 140160180 200 220 240 260 280

Abundance #71459: 2H-Pyran, 2-[(1-butyl-2-propynyl)oxy]tetrahydro-
5.0

N

- T
14.00 14.50

5000 m/z 69.10 52.28%
41.0
0 11201300
mlz--> 40 60 80 100120 140 160 180 200 220 240 260 280
Abundance #3360: 2,5-Dimethyl-1-pyrroline “ T
42.0 97.0 14.00 14.50
m/z 41.00 48.53%
0 ww“m_‘H_Hw‘HwHH‘HH_wwwww — —
m/z--> 40 60 80 100120 140 160 180 200 220 240 260 280 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111022\
Data File : VU@51807.D

Acqg On : 10 Nov 2022 17:51
Operator : JC/MD

Sample : N5571-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  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 1,5-Dimethyl-6-oxa-bicyclo[... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.369 1.61 ug/L 172604 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,5-Dimethyl-6-oxa-bicyclo[3.1.0. 112 C7H120 082461-31-2 60
2 1-Propanone, 1-(3-acetyl-2,2-dim. 182 C11H1802 077142-84-8 43
3 1,1,4-Trimethylcyclohexane 126 CO9H18 007094-27-1 35
4 1,1,4-Trimethylcyclohexane 126 C9H18 007094-27-1 35
5 2-t-Butyl-5-isopropyl-6-methyl[1... 214 C12H2203 129287-66-7 35
Abundance Scan 4052 (14.369 min): VU051807.D\data.ms (-4044) (| m/z 55.05 100.00%
55.0
1111
5000
139.1
81.0 - —
14.00 14.50
63.1
0 bk FO3 2070 43.00  88.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7481: 1,5-Dimethyl-6-oxa-bicyclo[3.1.0]hexane
43.0
o 1o | 1450
69.0 : :
112.0 m/z 111.10  82.45%
O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56713: 1-Propanone, 1-(3-acetyl-2,2-dimethylcyclopropy
43.0
— —
111.0 14.00 14.50
5000 m/z 71.10 77 .75%
139.0
71.0 ‘ ‘
0 Hw“h“w‘“‘w“‘Hm“‘m”wuu_ml‘mw;ﬁz‘gwuu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13237: 1,1,4-Trimethylcyclohexane - —T
69.0 111.0 14.00 14.50
m/z 69.10  73.89%
- i /\/\/MM
o300 el e b —————
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111022\
Data File : VU@51807.D

Acqg On : 10 Nov 2022 17:51
Operator : JC/MD

Sample : N5571-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  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 9 Cyclopentene, 1,2,3,4,5-pen... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.825 0.60 ug/L 63902 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentene, 1,2,3,4,5-pentamet... 138 C10H18 1000154-28-6 59
2 1-(1-Ethyl-2,3-dimethyl-cyclopen... 166 C11H180 1000185-18-6 53
3 Bicyclo[2.2.2]octane, 1-methyl-4... 202 C10H1802S 069855-48-7 50
4 Furan, 2-(1,1-dimethylethyl)-4-m... 138 C9H140 006141-68-0 42
5 Acetaldehyde, (phenylthio)- 152 C8H80S 066303-55-7 38

Abundance Scan 4194 (14.825 min): VU051807.D\data.ms (-4187) (- m/z 123.10 100.00%

123.1
81.0
5000
41.0 152.1

03 178.1 14 50 15 00
ok m/z 81.05 74.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19508: Cyclopentene, 1,2,3,4,5-pentamethyl-
123.0
5000
81.0 14 50 15 00

m/z 152.05 37.34%

41.0
‘\‘\‘\\"“\\‘\“\“\\‘\\H“\\‘\‘J\-‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\’\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #41472: 1-(1-Ethyl-2,3-dimethyl- cyclopent 2-enyl)-ethang
123.0

o

14.50 15.00
5000 m/z 141.05 35.58%
81.0
43.0
by bbb itd030 | t680
m/z--> 20 40 60 80 100 120 140 160 180 200 /\ /\ Nl\
Abundance #77297: Bicyclo[2.2.2]octane, 1-methyl-4-(methylsulfonyl] ity L
123.0 14.50 15.00
81.0 m/z 41.00 35.04%
5000
41.0
o,¢$4030170020,2° — ——
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111022\
Data File : VU@51807.D

Acqg On : 10 Nov 2022 17:51
Operator : JC/MD

Sample : N5571-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  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 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.455 0.69 ug/L 73894  1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Undecene, 2,5-dimethyl- 182 C13H26 049622-16-4 50
2 2,2-Dimethyl-3-heptene trans 126 CSH18 019550-75-5 43
3 2-Undecene, 9-methyl-, (E)- 168 C12H24 074630-46-9 42
4 3-Heptene, 4-methyl- 112 C8H16 004485-16-9 38
5 3-Heptene, 4-methyl- 112 C8H16 004485-16-9 35
Abundance Scan 4390 (15.455 min): VU051807.D\data.ms (-4384) (- | m/z 55.10 100.00%
551
5000 M
——
15.50
0! m/z 57.10 96.41%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #56971: 2-Undecene, 2,5-dimethyl-
57.0
5000 T
15.50
29.0 m/z 69.00 76.83%
97.0 1260 1820
0 \H‘\‘\HHH\““\‘!}\‘hh‘\\\h‘\\”\‘\“\\\‘]\-\5\4\1\0\H“HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #13240: 2,2-Dimethyl-3-heptene trans
69.0
——
15.50
5000 410 m/z 70.05 69.07%
97.0 126-0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #43567: 2-Undecene, 9-methyl-, (E)- —
70.0 15.50
m/z 41.00 60.56%
i W
m/z--> 20 40 60 80 100120140160180200220240260 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111022\
Data File : VU@51807.D

Acqg On : 10 Nov 2022 17:51
Operator : JC/MD

Sample : N5571-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  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 4
R.T. EstConc Area Relative to ISTD R.T.
15.928 1.11 ug/L 119276 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Ethoxy-3-anisaldehyde 180 C10H1203 000120-25-2 49
2 3-Pyridinol, 4-amino-2-ethyl-6-m... 152 C8H12N20 1010351-35-8 46
3 Benzaldehyde, 4-(methylthio)- 152 C8H80S 003446-89-7 46
4 2-Amino-4-acetamino anisole 180 C9H12N202 006375-47-9 46
5 Vanillin 152 C8H803 000121-33-5 46
Abundance Scan 4537 (15.928 min): VU051807.D\data.ms (-4529) (- | m/z 152.05 100.00%
15p.1
e
181.1 16.00
ma }2“ S 201 ;
O — m/z 151.05  99.49%
miz-> 50 100 150 200 250
Abundance #54288: 4-Ethoxy-3-anisaldehyde
151.0
5000 T
16.00
m/z 123.10 96.53%
51.0 109.0 1810
01\5"\0‘“‘\ “\‘ }h“ \‘M‘\ ‘Hl‘ \‘”“ “\ ‘\‘L T ‘\ “\ T \‘ .\ LA A B S
miz-> 50 100 150 200 250
Abundance #29903: 3-Pyridinol, 4-amino-2-ethyl-6-methyl-
151.0
—
16.00
m/z 180.15 62.43%
5000 39.0
68.0
‘ ﬂlao
oL ww»w“kmuﬂk““ e —
miz--> 50 100 150 200 250 f\
Abundance #30094: Benzaldehyde, 4-(methylthio)- : e
152.0 16.00
m/z 81.10 40.43%
5000
45.0
‘ 79.0 109.
01‘5"0\‘ | ‘” sl \‘ \HH‘\ . ‘\H‘ — ‘h‘ — — —
m/z--> 50 100 150 200 250 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111022\
Data File : VU@51807.D

Acqg On : 10 Nov 2022 17:51
Operator : JC/MD

Sample : N5571-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 12  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 unknown-@3 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.401 0.51 ug/L 54660 1,4-Dichlorobenzene-d4 11.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, 2-ethylhexyl octyl ... 314 C18H3404 1000309-39-1 43
2 2-Undecene, 5-methyl- 168 C12H24 056851-34-4 38
3 Decane, 5,6-dipropyl- 226 C16H34 119209-20-0 38
4 Oxalic acid, 2-ethylhexyl isobut... 258 C14H2604 1010309-38-5 38
5 Methoxyacetic acid, 2-octyl ester 202 C11H2203 1000282-69-6 38

Abundance Scan 4684 (16.401 min): VU051807.D\data.ms (-4679) (- | m/z 57.10 100.00%
57.1

5000

-

1
16.00 16.50

0’ m/z 71.10 76.46%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #217161: Oxalic acid, 2-ethylhexyl octyl ester
57.0

5000 — —
16.00 16.50
112.0 m/z 41.00 39.63%
157.0
ol | Ly |
O\‘\w\\“‘\‘\\\“\W}\“!‘\\\“\\‘\‘\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #43519: 2-Undecene, 5-methyl-
57.0
P e
16.00 16.50
5000 ITI/Z 55.10 33.31%

o

240 ‘ 112.0
B I P O

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107226: Decane, 5,6-dipropyl- — T
57.0 16.00 16.50
m/z 43.00 31.32%

5000
112.0
27

0 JO‘ H \“ | .| 14001690 2260

m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111022\
Data File : VU@51807.D

Acqg On : 10 Nov 2022 17:51
Operator : JC/MD

Sample : N5571-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 12  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|
Butanal 4.572 0.9 ug/L 81099 1 6.353 456970 5.0
1-Hexanol, 2-et... 12.060 0.5 ug/L 57672 3 11.816 535759 5.0
2,2,5,5,6-Penta... 13.970 .9 ug/L 97319 3 11.816 535759 5.0
Cyclohexene, 1-... 14.012 0.7 ug/L 77407 3 11.816 535759 5.0
Cyclohexane, 1-... 14.147 0.9 ug/L 100234 3 11.816 535759 5.0
unknown-01 14.320 1.3 ug/L 139814 3 11.816 535759 5.0
1,5-Dimethyl-6-... 14.369 1.6 ug/L 172604 3 11.816 535759 5.0
Cyclopentene, 1... 14.825 0.6 ug/L 63902 3 11.816 535759 5.0
(DEL) Alkane: S... 15.455 0.7 ug/L 73894 3 11.816 535759 5.0
unknown-02 15.928 1.1 ug/L 119276 3 11.816 535759 5.0
unknown-03 16.401 0.5 ug/L 54660 3 11.816 535759 5.0
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