LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30422\
Data File : VU@47334.D

Acqg On : 04 Mar 2022 17:07
Operator : SY/MD

Sample : N1773-07

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\SFAMUTRO30422WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@47334.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.366 3 8 29 rVB 1304505 1335967 99.62% 8.375%
2 1.498 43 49 56 rBvV 53835 53345 3.98% 0.334%
3 1.600 71 81 99 rBV2 483575 824851 61.51% 5.171%
4 1.674 99 104 113 rVB 24077 27330 2.04% 0.171%
5 1.748 115 127 144 rBV2 76272 110116 8.21% 0.690%
6 1.932 174 184 200 rBvV2 85120 131747 9.82% 0.826%
7 2.015 202 210 222 rVB 37486 52218 3.89% 0.327%
8 2.173 250 259 267 rBV 103788 140626 10.49% 0.882%
9 2.224 267 275 300 rVB4 62069 122781 9.16% 0.770%
106 2.337 303 310 318 rBV 11838 15746 1.17% 0.099%
11  2.430 331 339 349 rVB3 29402 43736  3.26% ©0.274%
12 2.584 376 387 401 rBV2 174891 310411 23.15% 1.946%
13  3.591 690 700 716 rVB5 17623 41084 3.06% ©0.258%
14  4.494 973 981 1002 rVB2 17798 48330 3.60% ©0.303%
15 4.742 1044 1058 1109 rVB 58283 280220 20.89% 1.757%
16 5.079 1149 1163 1184 rVB 121626 275220 20.52% 1.725%
17 5.739 1349 1368 1381 rBvV2 272322 623259 46.47%  3.907%
18 6.041 1455 1462 1478 rVB1eO 5877 13563 1.01% ©.085%
19 6.279 1522 1536 1557 rVB 240927 465136 34.68% 2.916%
20  6.449 1575 1589 1600 rBV5 6425 15403 1.15% 0.097%
21  6.565 1613 1625 1639 rVB4 16422 34403 2.57% 0.216%
22 6.722 1660 1674 1694 rBV 151248 295425 22.03% 1.852%
23 6.919 1721 1735 1748 rBV 78106 164841 12.29% 1.033%
24  7.295 1838 1852 1855 rBV7 13390 34189 2.55% 0.214%
25 7.584 1933 1942 1956 rVB 86143 147134 10.97% 0.922%
26 7.912 2033 2044 2056 rBV 299850 515999 38.48%  3.235%
27 7.983 2058 2066 2079 rVB 80922 135984 10.14% 0.852%
28 8.195 2123 2132 2143 rBV 54979 88363 6.59% 0.554%
29 8.484 2215 2222 2236 rVB 16046 29115 2.17% 0.183%
30 8.565 2237 2247 2259 rVB 58203 98734 7.36% 0.619%
31 8.655 2262 2275 2296 rBV 408963 781137 58.25% 4.897%
32 8.803 2310 2321 2343 rVB 787405 1341102 100.00% 8.407%
33  9.423 2502 2514 2536 rBV 340534 571083 42.58%  3.580%
34 9.574 2554 2561 2571 rBV2 8224 13771 1.03% ©0.086%
35 9.697 2591 2599 2612 rBV 15461 25048 1.87% 0.157%
36 9.777 2617 2624 2639 rVB2 11260 18532 1.38% 0.116%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30422\
Data File : VU@47334.D

Acqg On : 04 Mar 2022 17:07
Operator : SY/MD

Sample : N1773-07

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\SFAMUTRO30422WMA .M
Title : TRACE VOA SFAM1.0
37 10.108 2717 2727 2743 rVB5 11349 24692 1.84% 0.155%
38 10.275 2773 2779 2787 rBV 16269 24016 1.79% 0.151%
39 10.349 2790 2802 2826 rVB 521978 858410 64.01% 5.381%
40 10.761 2917 2930 2945 rBV 138390 229341 17.10% 1.438%
41 10.896 2956 2972 2983 rBV 31351 56957 4.25% 0.357%
42 11.259 3075 3085 3089 rBV 22229 33104 2.47% 0.208%
43 11.298 3089 3097 3108 rVB 109600 171993 12.82% 1.078%
44 11.430 3130 3138 3143 rBV2 18956 29804  2.22% 0.187%
45 11.471 3143 3151 3167 rVB 102759 157994 11.78%  ©.990%
46 11.571 3175 3182 3190 rBV2 9741 17010 1.27% 0.107%
47 11.687 3205 3218 3232 rBV 620839 935601 69.76% 5.865%
48 11.812 3246 3257 3273 rVB 420715 658037 49.07% 4.125%
49 12.063 3323 3335 3337 rBv2 14935 20080 1.50% 0.126%
50 12.195 3363 3376 3387 rBV 337223 538826 40.18%  3.378%
51 12.542 3472 3484 3502 rBV2 111303 211341 15.76%  1.325%
52 12.680 3518 3527 3542 rVB 17910 30123 2.25% 0.189%
53 12.774 3545 3556 3577 rBV4 25478 68354 5.10% 0.428%
54 12.886 3577 3591 3618 rVB 865666 1253749 93.49% 7.860%
55 13.632 3813 3823 3831 rBV2 27591 47597 3.55% ©0.298%
56 13.684 3832 3839 3853 rVvB2 41101 67374 5.02% 0.422%
57 13.883 3891 3901 3915 rVB6 30078 59933  4.47% 0.376%
58 13.983 3921 3932 3950 rVB 103203 156935 11.70%  ©.984%
59 14.086 3950 3964 3974 rBV 8711 16545 1.23% 0.104%
60 14.208 3990 4002 4022 rBV 10563 20473 1.53% 0.128%
61 14.352 4029 4047 4063 rBV6 11595 28261 2.11% 0.177%
62 14.732 4152 4165 4180 rBV 272572 422876 31.53% 2.651%
63 14.995 4238 4247 4256 rBV6 10446 16312 1.22% 0.102%
64 15.127 4280 4288 4297 rBV2 14521 22649 1.69% 0.142%
65 15.368 4350 4363 4375 rBV 91380 152508 11.37% 0.956%
66 15.706 4456 4468 4486 rBv4 31815 59070 4.40% 0.370%

67 16.886 4822 4835 4850 rBv2 195186 336096 25.06% 2.107%

Sum of corrected areas: 15952010
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30422\
Data File : VU@47334.D

Acqg On : 04 Mar 2022 17:07
Operator : SY/MD

Sample : N1773-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VU047334.D\data.ms

366
1200000

1000000
800000
600000

1.600
400000

5.739 6.279

200000 2.584 5.079 6.72
1.744.932 2173, 4742
oo RO16 :

5723430 3.501 4.494 A 6.041 | 6.48665

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: VU047334.D\data.ms

o

1200000

1000000

8.803

800000

11.687

600000 10.349

1.812

400000 9.423 121

200000
10.761 11298 471

o 9.5989777 10.108-2 ]\QO-B% 11759 48057 12.06

— e b A Y L G AL

\ \ T \
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU047334.D\data.ms

1200000

1000000
12.886

800000

600000

400000

14.732

200000 16.886

12542 13.983 15.368
Ju2sma7 138438884 gamn8352 14966127 || 15706
T T T T T ‘ T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T ‘ T T T ‘ T ‘ T

Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

SFAMUTRO30422WMA.M Mon Mar 07 14:11:33 2022 Page: 3



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30422\
Data File : VU@47334.D

Acqg On : 04 Mar 2022 17:07
Operator : SY/MD

Sample : N1773-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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 1
R.T. EstConc Area Relative to ISTD R.T.
1.366 14.36 ug/L 1335970  1,4-Difluorobenzene 6.282

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 2-Oxetanone, 4-methyl- 86 C4H602 003068-88-0 9
4 Cyclopropane 42 C3He 000075-19-4 9
5 Cyclopropene 40 C3H4 002781-85-3 9

Abundance Scan 8 (1.366 min): VU047334.D\data.ms (-3) (-) m/z 41.00 100.00%

41.0
- /\\ Lj\\
T e T
” H 1.401.501.60 1.70 1.80
] —————— 1B 21 K- m/z 39.00 80.82%
miz--> 0 10 20 30 40 50 60 70
Abundance #61: Propene
41.0
5000 [TT T T I T [T T[T T T
27.0 1.401.50 1.60 1.70 1.80
m/z 42.00 63.36%
o 130 |
0 \H“\H\‘\}H‘i\\‘\\‘HM’\‘H\‘HH‘HH‘HH
miz--> 0 10 20 30 40 50 60 70
Abundance #62: Propene
41.0
T
1.401.501.601.701.80
5000 27.0 m/z 40.00 25.03%
15.0
2.0
0 \H‘HH‘;‘HH,‘H‘!WHH, R
m/z--> 0 10 20 30 40 50
Abundance #1875: 2-Oxetanone, 4-methyl- ‘\\\w\\\/>ﬁ77‘\uw‘\\
42.0 1.401.501.601.701.80
m/z 43.00 22.46%
5000
27.0
0 ‘H_Wl?:‘?,m_w‘ . 530 710
m/z--> 0 10 20 30 40 50 60 70 1.401.501.601.701.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30422\
Data File : VU@47334.D

Acqg On : 04 Mar 2022 17:07
Operator : SY/MD

Sample : N1773-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
1.498 0.57 ug/L 53345 1,4-Difluorobenzene 6.282

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H1e 000075-28-5 72
2 Isobutane 58 C4H1e 000075-28-5 64
3 Isobutane 58 C4H1ie 000075-28-5 64
4 Isobutane 58 C4H1e 000075-28-5 64
5 Isobutane 58 C4H1e 000075-28-5 53
Abundance  Scan 49 (1.498 min): VU047334.D\data.ms (-43) (-) m/z 42.95 100.00%
3.0
5000 K
140 160 180
57.0 : : .

0 m_m_m‘HH_H:‘mH_m:‘fstr"qw???m m/z 41.00 47.33%

m/z--> 0O 10 20 30 40 50 60 70 80

Abundance #266: Isobutane

43.0
5000 Lf\\/;ﬂ ——
1.40 160 180
27.0 .
m/z 42.00 31.92%
130 “ Al 870
O \\\‘\\\\‘\\\\‘\\{}‘\\\}i\}\\‘\\\w‘\\\\‘\\\\‘\\\
miz-> 0 10 20 30 40 50 60 70 80
Abundance #269: Isobutane
43.0
A
140 160 1.80
5000 m/z 38.95 20.77%
27.0
15.0 ‘ ‘ 58.0
0 “‘6“‘ib‘ﬂ‘éb“‘gb‘“Zb‘}‘ébw‘ T
m/z-->
Abundance #267: Isobutane — \\/\T74ﬁ? —
43.0 1.40 160 1.8
m/z 57.00 4 19%
5000
27.0
15.0
o L0 \ ww L, 570 N

m/z--> 0O 10 20 30 40 50 60 70 80 1.40 160 180
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30422\
Data File : VU@47334.D

Acqg On : 04 Mar 2022 17:07
Operator : SY/MD

Sample : N1773-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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 16
R.T. EstConc Area Relative to ISTD R.T.
1.748 1.18 ug/L 110116 1,4-Difluorobenzene 6.282

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propene, 2-methyl- 56 C4H8 000115-11-7 74
2 1-Propene, 2-methyl- 56 C4H8 000115-11-7 64
3 1-Butene 56 C4H8 000106-98-9 64
4 2-Butene, (Z)- 56 C4H8 000590-18-1 62
5 1-Propene, 2-methyl- 56 C4H8 000115-11-7 59
Abundance Scan 127 (1.748 min): VU047334.D\data.ms (-115) (-) m/z 40.95 100.00%
41.0
56.0
5000
e REAR EE
‘ S 1.60 1.80 2.00
0brrrprerererererer el il 70910 s e 71.78%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #208: 1-Propene, 2-methyl-
41.0
5000 560 LI L L L B L L
1.60 1.80 2.00
28.0 m/z 38.95 44.20%
o 150 ‘M Il |
O \\\’\\\\‘\\‘\\‘\\1\‘\\\‘\‘}\\\}‘\H\‘\’\\\\‘\\\\‘\\\\‘\\\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #210: 1-Propene, 2-methyl-
41.0
R EEREE e
1.60 1.80 2.00
5000 56.0 m/z 55.00  32.60%
28.0
0 H‘%P‘W%?QM‘MM‘HWM‘HMMMW“H‘H‘W‘H‘_“
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #195: 1-Butene R ERE AR
41.0 1.60 1.80 2.00
m/z 43.95 23.08%
5000 56.0
27.0
0 1,'015'0, s
m/z--> 0 10 20 30 40 50 60 70 80 90 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30422\
Data File : VU@47334.D

Acqg On : 04 Mar 2022 17:07
Operator : SY/MD

Sample : N1773-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
2.015 0.56 ug/L 52218 1,4-Difluorobenzene 6.282

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 90
2 Butane, 2-methyl- 72 C5H12 000078-78-4 72
3 Pentane 72 C5H12 000109-66-0 40
4 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 33
5 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 33
Abundance Scan 210 (2.015 min): VU047334.D\data.ms (-202) (-) m/z 43.00 100.00%
5000
‘ 21 1.60 1.80 2.00 2.20 2.40
Ol el 98208 s 41,95 86.64%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #814: Butane, 2-methyl-
43.0
5000 [ T T
1.60 1.80 2.00 2.20 2.40
m/z 40.95 86.01%
72.0
0 15‘0\‘ wlll \‘ \‘
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #813: Butane, 2-methyl-
43.0
AR R A
1.60 1.80 2.00 2.20 2.40
5000 m/z 57.05 75.99%
15.0
‘ i ‘ 72.0
ottt bl e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #809: Pentane ‘H‘A,“H““‘_““m
43.0 1.60 1.80 2.00 2.20 2.40
m/z 39.00 32.82%
5000
72.0
ool WL
m/z--> 0 20 40 60 80 100 120 140 160 180 200 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30422\
Data File : VU@47334.D

Acqg On : 04 Mar 2022 17:07
Operator : SY/MD

Sample : N1773-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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 (DEL) Alkane: Cyclic2.173 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
2.173 1.51 ug/L 140626  1,4-Difluorobenzene 6.282

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 91
2 2-Pentene, (Z)- 70 C5H10 000627-20-3 83
3 2-Pentene 70 C5H10 000109-68-2 80
4 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 76
5 1-Pentene 70 C5H10 000109-67-1 68
Abundance Scan 259 (2.173 min): VU047334.D\data.ms (-250) (-) m/z 42.00 100.00%
42.0 550
70.1
5000
R e A RAR R
1.80 2.00 2.20 2.40
) S 1 ST PRSSOPONI RS - AN m/z 54.95 87.84%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #657: Cyclopropane, ethyl-
42.0
55.0
270 70.0 1.80 2.00 2.20 2.40
m/z 70.10 57.95%
15.0 ‘
O\\‘\H\\‘\\l\’\\\‘ll‘\\\i‘\‘\‘\\‘\\\\’\\\\’\\\\‘\\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #637: 2-Pentene, (Z)-
55.0
L B L
1.80 2.00 2.20 2.40
5000 420 0.0 m/z 40.95 51.06%
29.0
S N N Sy
miz--> 10 20 40 50 60 70 80 90
Abundance #630: 2-Pentene R e RARANREE
55.0 1.80 2.00 2.20 2.40
m/z 39.00 46.50%
5000 42.0 70.0
29.0
w0 ||
oHWH_m,mwHHWH_m,uu,mwm e RS
m/z--> 10 20 40 50 60 70 80 90 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30422\
Data File : VU@47334.D

Acqg On : 04 Mar 2022 17:07
Operator : SY/MD

Sample : N1773-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
2.224 1.32 ug/L 122781 1,4-Difluorobenzene 6.282

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 90
2 Pentane 72 C5H12 000109-66-0 80
3 Pentane 72 C5H12 000109-66-0 80
4 Pentane 72 C5H12 000109-66-0 72
5 Pentane 72 C5H12 000109-66-0 72
Abundance Scan 275 (2.224 min): VU047334.D\data.ms (-267) (-) m/z 43.00 100.00%
- /QL/L
55.0 R R e e S e
‘ ‘ | 72‘-0 1.80 2.00 2.20 2.40 2.60
0 H_‘H_m,mwm‘_‘H_Hw,uw,m‘:"l:qw m/z 42.00 56.82%
m/z--> 10 20 30 40 70 80 90
Abundance #809. Pentane
43.0
5000 [rrrr i rirrprri
1.80 2.00 2.20 2.40 2.60
57.0 m/z 41.00 53.26%
B
O\\‘\\\\‘\\\\’\\\\‘\‘\\\‘\‘\M\\‘\\\\’!\\\’\\\\‘\\\\
m/z--> 40 50 60 70 80 90
Abundance #810: Pentane
43.0
REERRREEESE Ny S
1.80 2.00 2.20 2.40 2.60
5000 m/z 39.00 20.81%
27.0
57.0 72.0
150 | I
Ot e et e e
miz--> 10 20 30 40 50 60 70 80 90
Abundance #808: Pentane R e ARAA
43.0 1.80 2.00 2.20 2.40 2.60
m/z 55.00 19.04%
5000
27.0 57.0 720
0 \150\ Hr ‘\ b “‘\ r‘ r \
m/z--> 10 20 30 40 50 60 70 80 90 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30422\
Data File : VU@47334.D

Acqg On : 04 Mar 2022 17:07
Operator : SY/MD

Sample : N1773-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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 Butanal Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
4.494 0.52 ug/L 48330 1,4-Difluorobenzene 6.282

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal 72 C4H80 000123-72-8 91
2 Butanal 72 C4HB80 000123-72-8 91
3 Butanal 72 CAH80 000123-72-8 74
4 Butanal 72 C4H80 000123-72-8 72
5 Butanal 72 C4H80 000123-72-8 72
Abundance Scan 981 (4.494 min): VU047334.D\data.ms (-973) (-) m/z 44.00 100.00%
44.0
72.0
5000
57.0 R AR RRS
37, ‘ | ‘ 651 | 4.20 4.40 4.60 4.80 o
O brprre—repr—rerrprrrprerep et e e e m/z 43.00 81.11%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #737: Butanal
27.0 44.0
72.0
5000 UL L B LI L LA BN
4.20 4.40 4.60 4.80
15.0 57.0 m/z 72.00 75.06%
“ ‘3?IJ ‘ 1,
O \‘HH‘HH‘HH‘HHi\ T iHH‘HH‘H\ ‘H\\i\\\\i\\\\‘\\\\‘HH‘HH‘HH‘HH‘H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #739: Butanal
44.0
\\\‘\\\\‘\\\\‘\\\A\’\\\‘\
72.0 4.20 4.40 4.60 4.80
5000 29.0 m/z 41.00 70.67%
57.0
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #738: Butanal R
27.0 44.0 4.20 4.40 4.60 4.80
m/z 39.00 45.70%
72.0
5000
57.0
15.0 ‘ a7
0“Huwuﬂuuwuwluuu‘wﬂqﬂ‘puqumwuwu‘wuuﬁmwuuwuwu T
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30422\
Data File : VU@47334.D

Acqg On : 04 Mar 2022 17:07
Operator : SY/MD

Sample : N1773-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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 Pentanal Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.919 1.77 ug/L 164841 1,4-Difluorobenzene 6.282

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

Abundance Scan 1735 (6.919 min): VU047334.D\data.ms (-1721) (-) m/z 43.95 100.00%

44.0
5000 58.0

‘w 0 sse 6.60 6.80 7.00 7.20
el TR0 889 s 46,95 45.64%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1915: Pentanal
44.0
29.0

5000 R T R
6.60 6.80 7.00 7.20
58.0

m/z 58.00 42.32%

12.0 \w‘ ‘\“ 71.0  86.0
\\\‘\\\\’\\\\‘\\\\’ \\‘\\\\’\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1916: Pentanal
44,
29.0 0

o

f

o

58.0 660680700720
(O I e o L e o
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1917: Pentanal R AAEAA
44.0 6.60 6.80 7.00 7.20

m/z 42.95 24.49%

5000 29.0
58.0
0 15.0 \ “ 710  86.0

m/z--> 10 20 30 50 60 70 80 90 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30422\
Data File : VU@47334.D

Acqg On : 04 Mar 2022 17:07
Operator : SY/MD

Sample : N1773-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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 Hexanal Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.803 11.74 ug/L 1341100 Chlorobenzene-d5 9.427

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 94
2 Hexanal 100 C6H120 000066-25-1 87
3 Hexanal 100 C6H120 000066-25-1 74
4 Hexanal 100 C6H120 000066-25-1 72
5 Hexanal 100 C6H120 000066-25-1 72

Abundance Scan 2321 (8.803 min): VU047334.D\data.ms (-2310) (-) m/z 56.00 100.00%

44.0 56.0
5000
72.0

H ‘ | 8£0 8.40 8.60 8.80 9.00 9.20
el 8801000 s 44,00 99.39%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4251: Hexana
44.0 58.0

5000 e e
8.40 8.60 8.80 9.00 9.20
29.0 72.0

m/z 41.00 87.64%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4244: Hexanal
44,
0 56.0

840860880900920

o

o

27.0
72.0
o150 Il ] eso o
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4249: Hexanal
44.0 56.0 8.40 8.60 8.80 9.00 9.20

m/z 43.00 63.89%

5000 900
72.0

m/z--> 10 20 30 40 50 60 70 80 90 100 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30422\
Data File : VU@47334.D

Acqg On : 04 Mar 2022 17:07
Operator : SY/MD

Sample : N1773-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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 Heptanal Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.349 7.52 ug/L 858410 Chlorobenzene-d5 9.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptanal 114 C7H140 000111-71-7 97
2 Heptanal 114 C7H140 000111-71-7 96
3 Heptanal 114 C7H140 000111-71-7 95
4 Heptanal 114 C7H140 000111-71-7 78
5 Heptanal 114 C7H140 000111-71-7 70

Abundance Scan 2802 (10.349 min): VU047334.D\data.ms (-2790) (- m/z 69.95 100.00%
7

0.0
44.0
5000
— ——
‘ ‘96"-1 10.00 10.50
o bk 2089 7 43,95 77.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8412: Heptanal
41.0 70.0
5000 — —
10.00 10.50
96.0 m/z 41.00 76.56%
150 | ]
T \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8413: Heptanal
44.0
70.0 - ——
10.00 10.50
5000 ITI/Z 42.95 71.71%
96.0
0 16'0 ‘H‘ ‘
T \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8414: Heptanal — T
44.0 10.00 10.50
m/z 55.00 64.13%
70.0
5000
‘ ‘ 96.0
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30422\
Data File : VU@47334.D

Acqg On : 04 Mar 2022 17:07
Operator : SY/MD

Sample : N1773-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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-Heptenal, (Z)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.298 1.31 ug/L 171993 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptenal, (Z)- 112 C7H120 057266-86-1 95
2 2-Heptenal, (E)- 112 C7H120 018829-55-5 81
3 Cyclopentane, 1l-ethyl-2-methyl-,... 112 C8H16 000930-89-2 52
4 5-Methyl-1-heptanol 130 C8H180 007212-53-5 47
5 Cyclopentane, 1-ethyl-2-methyl-,... 112 C8H16 000930-89-2 43

Abundance Scan 3097 (11.298 min): VU047334.D\data.ms (-3089) (- m/z 41.00 100.00%

41.0 83.0
5000
1100 1150
05.1 : :
0. ‘Jﬁkw‘m‘m}?ﬁg‘w“‘u“_“%9§@ m/z 82.95 97.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7336: 2-Heptenal, (Z)-
41.0
83.0 JL
5000 4 e
11.00 11.50
m/z 55.00 90.44%
| 112.0
O' \\““\\\‘\“\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7340: 2-Heptenal, (E)-
41.0
—— =
83.0 11.00 11.50
5000 ITI/Z 39.00 66.19%
15.0 ‘ 112.0
0- et
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7696: Cyclopentane, 1-ethyl-2-methyl-, cis- = P
53.0 11.00 11.50
83.0 m/z 57.80 61.67%
5000
27.0
‘ 112.0
0! B —
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30422\
Data File : VU@47334.D

Acqg On : 04 Mar 2022 17:07
Operator : SY/MD

Sample : N1773-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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 3-Octanone Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.472 1.20 ug/L 157994  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Octanone 128 C8H160 000106-68-3 95
2 3-Octanone 128 C8H160 000106-68-3 87
3 3-Octanone 128 C8H160 000106-68-3 83
4 3-Heptanone, 6-methyl- 128 C8H160 000624-42-0 50
5 Butanal, 2-ethyl- 100 C6H120 000097-96-1 43
Abundance Scan 3151 (11.471 min): VU047334.D\data.ms (-3143) (- 57.00 100.00%
57.0
99.0
5000
123 1 11.50
0 206.9 43.00  97.98%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14269: 3-Octanone
43.0
72.0 99.0
5000

11.50
128.0 m/z 72.00 73.16%
0\\\‘\‘}\\“‘H\\“}“\\\‘\‘\“\\\“\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14273: 3-Octanone
43.0
72.0 /\‘ 11 50
99.0
5000 m/z 99.05 67.48%
128.0
1 I N
0 "WH“1‘w"H"H‘W‘HW‘Wm‘mwm‘m‘
m/z--> 20 60 80 100 120 140 160 180 200 /\
Abundance #14271: 3-Octanone .
43.0 11.50

m/z 71.05 62.11%

5000 72.0 ﬂ
99.0
128.0
0 ‘ ‘\ ‘ A | ‘/L‘ v

m/z--> 20 40 60 80 100 120 140 160 180 200 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30422\
Data File : VU@47334.D

Acqg On : 04 Mar 2022 17:07
Operator : SY/MD

Sample : N1773-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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 Octanal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

11.687 7.11 ug/L 935601 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanal 128 C8H160 000124-13-0 93
2 Octanal 128 C8H160 000124-13-0 93
3 Octanal 128 C8H160 000124-13-0 91
4 Octanal 128 C8H160 000124-13-0 86
5 Octanal 128 C8H160 000124-13-0 83

Abundance Scan 3218 (11.687 min): VU047334.D\data.ms (-3205) (- m/z 41.00 100.00%

41,0
84.1
5000

10.1 11,50 12,00
0 2070y 4300 93.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14265: Octanal
43.0
84.0

5000 U
11.50 12.00

m/z 56.95 84.78%

10.0
e ﬁ!
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14267: Octanal

43.0 84.0

o

11.50 12.00
Fl0.0
0 ‘H‘*‘\**‘*wmw”w””ww””
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14264: Octanal
41.0 11.50 12.00

m/z 54.95 71.86%

84.0
5000
| |00

=
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30422\
Data File : VU@47334.D

Acqg On : 04 Mar 2022 17:07
Operator : SY/MD

Sample : N1773-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.M
Quant Title : TRACE VOA SFAM1.0

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

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

Peak Number 15 (DEL) Alkane: Cyclicl2.542 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.542 1.61 ug/L 211341 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 38
2 4-Pentenal, 2-ethyl- 112 C7H120 005204-80-8 35
3 2-Butene, 2-methyl- 70 C5H10 000513-35-9 30
4 Pentane, 2-cyclopropyl- 112 C8H16 005458-16-2 27
5 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 27

Abundance Scan 3484 (12.542 min): VU047334.D\data.ms (-3472) - m/z 55.00 100.00%

41.0 55.0
70.0
5000 84.1
‘ ‘ I

Ll smo w20 1250
et Ml gl DR AE20 s 41,00 89.92%

m/z--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance #3819: Cyclopentane, 1,2-dimethyl-, cis-
56.0 70.0
41.0
A T

5000 1
27.0 12.50

m/z 69.95 81.51%

o

98.0
O H\‘HH‘H‘\\‘H\H‘HH‘HHWH ‘\‘H‘\w ‘\\\‘\“8%.\(\)‘\H!‘HH‘HH‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance #7348: 4-Pentenal, 2-ethyl-
41.0 55.0
12.50
m/z 56.00 72.74%
5000 27.0
83.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance #651: 2-Butene, 2-methyl- ‘ ‘J\%‘ I
55.0 12.50
m/z 69.00 61.87%
5000
41.0 70.0
27.0
0 ‘ /Mff
m/z--> 0 10 20 30 40 50 60 70 80 90 100110 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30422\
Data File : VU@47334.D

Acqg On : 04 Mar 2022 17:07
Operator : SY/MD

Sample : N1773-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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 Nonanal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.886 9.53 ug/L 1253750  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanal 142 C9H180 000124-19-6 91
2 Nonanal 142 CS9H180 000124-19-6 91
3 Nonanal 142 C9H180 000124-19-6 91
4 Nonanal 142 C9H180 000124-19-6 83
5 Heptane, 2-chloro- 134 C7H15C1 001001-89-4 22
Abundance Scan 3591 (12.886 min): VU047334.D\data.ms (-3577) (- m/z 57.00 100.00%
57.0
5000
98.1
- —
12.50 13.00
24.1
0’ 270 7 a1.00 78.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22961: Nonanal
41.0
5000 70.0 —1r =
98.0 12.50 13.00
m/z 55.95 57.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22963: Nonana
57.0
|
12.50 13.00
5000 98.0 m/z 43.00 56.63%
29.0
‘ 24.0
0 p“mm‘_uhww_ww_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22962: Nonanal 4~¥\r ‘ T
57.0 12.50 13.00
m/z 55.00 54.42%
5000
29-0 98.0
24.0
04 ‘wwH”‘H‘wﬂ-‘luw‘uu‘uu‘uu‘uu J‘\L\ I —
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30422\
Data File : VU@47334.D

Acqg On : 04 Mar 2022 17:07
Operator : SY/MD

Sample : N1773-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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 2-Nonenal, (E)- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
13.684 0.51 ug/L 67374 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Nonenal, (E)- 140 C9H160 018829-56-6 86
2 2-Nonenal, (E)- 140 C9H160 018829-56-6 78
3 2-Decenal, (E)- 154 C10H180 003913-81-3 50
4 2-Methylene cyclopentanol 98 C6H100 020461-31-8 43
5 2-n-Butylacrolein 112 C7H120 001070-66-2 38

Abundance Scan 3839 (13.684 min): VU047334.D\data.ms (-3832) - m/z 41.00 100.00%

41.0 70.0
5000
96.0
e e
13.50 14.00
122.0
0 A 2008 myz ss.00 96.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21495: 2-Nonenal, (E)-
43.0 700
5000 1350 1400
96.0 : :
m/z 70.00 83.18%
51150 | pe2o
T \\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21486: 2-Nonenal, (E)-
41,0
—— e
70.0 13.50 14.00
5000 ITI/Z 83.00 80.50%
96.0
ol150 I T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30981: 2-Decenal, (E)- AT R S
41,0 13.50 14.00
m/z 43.00 71.85%
70.0
5000
98.0
L, 1360
0! A A e e 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\VU@30422\
Data File : VU@47334.D

Acqg On : 04 Mar 2022 17:07
Operator : SY/MD

Sample : N1773-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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 Decanal Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.983 1.19 ug/L 156935 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decanal 156 C10H200 000112-31-2 91
2 Decanal 156 C10H200 000112-31-2 91
3 Decanal 156 C10H200 000112-31-2 90
4 Decanal 156 C10H200 000112-31-2 87
5 Decanal 156 C10H200 000112-31-2 83

Abundance Scan 3932 (13.983 min): VU047334.D\data.ms (-3921) - m/z 57.00 100.00%

57.0
82.0
5000
112.1
=
H 61 . 14.00
0 el 3B 2070wy 4e.95  94.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32828: Decanal
82.0
5000 112.0 -
14.00
‘ m/z 43.00 83.84%
0+ [”1380
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32825: Decanal
43.0
=
14.00
5000 70.0 m/z 54.95 74.74%
112.0
15.0 | \‘ 138.0
ol RN [P | NN S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32830: Decanal —
57.0 14.00
m/z 70.00 53.44%
82.0
5000 112.0
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\VU@30422\
Data File : VU@47334.D

Acqg On : 04 Mar 2022 17:07
Operator : SY/MD

Sample : N1773-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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 2-Decenal, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.732 3.21 ug/L 422876  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Decenal, (E)- 154 C10H180 003913-81-3 90
2 2-Dodecenal, (E)- 182 C12H220 020407-84-5 64
3 2-Tridecenal, (E)- 196 C13H240 007069-41-2 59
4 2-Cyclohexen-1-o0l 98 C6H100 000822-67-3 53
5 2-Octenal, (E)- 126 C8H140 002548-87-0 50

Abundance Scan 4165 (14.732 min): VU047334.D\data.ms (-4152) -  m/z 70.00 100.00%

41.0,70.0
5000
98.1
1450 1500
‘ 136.1 208.1 281.(
0‘,””‘%‘1““ _HMWwwwwwwwwww m/z 96.99%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #30983: 2-Decenal, (E)-
70.0
41.0
5000 1450 1500
98.0
m/z 95.36%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56837: 2-Dodecenal, (E)-
41.0
70.0
T
1450 1500
5000 ITI/Z 82.90%
ARR D e LI
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #71621: 2-Tridecenal, (E)-
41,0 70.0 1450 1500
m/z 83.00 71.19%
5000 /\“
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30422\
Data File : VU@47334.D

Acqg On : 04 Mar 2022 17:07
Operator : SY/MD

Sample : N1773-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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 2,4-Decadienal, (E,E)- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.368 1.16 ug/L 152508 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Decadienal, (E,E)- 152 C10H160 025152-84-5 94
2 2,4-Decadienal 152 C10H160 002363-88-4 90
3 2,4-Decadienal, (E,E)- 152 C10H160 ©25152-84-5 90
4 2,4-Decadienal, (E,E)- 152 C10H160 ©25152-84-5 90
5 2,4-Decadienal, (E,E)- 152 C10H160 025152-84-5 90

Abundance Scan 4363 (15.368 min): VU047334.D\data.ms (-4350) (-  m/z 80.95 100.00%

81.0
5000
41.0 SN [N —
152.1 15.00 15.50
o‘H‘HuwNWNMNWAM‘}ﬁ%PWHlwuu}gqﬁ‘u_H‘_H%§§F m/z 40.95 21.25%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #29156: 2,4-Decadienal, (E,E)-
81.0
5000 = e
15.00 15.50
41.0 m/z 67.60 17.61%
| ﬂ MH‘\H | 12301920
0\\\‘\‘\\\f‘f\‘H‘\NH‘[“‘\‘M\H\“HH‘HH‘HH‘\\H‘HH‘\H\‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #29102: 2,4-Decadiena
81.0
“JFﬂAu - ‘/Mw
15.00 15.50
5000, 410 m/z 39.00  14.43%
‘ “ ‘ 109.0 152.0
m/z--> 20 40 60 80 100120140160180200220240260 AWJWMA\ ]K%W
Abundance #29142: 2,4-Decadienal, (E,E)- o e
81.0 15.00 15.50
m/z 55.00 12.24%
5000 41.0
152.0
m/z--> 20 40 60 80 100120140160180200220240260 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30422\
Data File : VU@47334.D

Acqg On : 04 Mar 2022 17:07
Operator : SY/MD

Sample : N1773-07

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA.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 Butylated Hydroxytoluene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.886 2.55 ug/L 336096 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butylated Hydroxytoluene 220 C15H240 000128-37-0 99
2 Butylated Hydroxytoluene 220 C15H240 000128-37-0 98
3 Butylated Hydroxytoluene 220 C15H240 000128-37-0 96
4 Ethyl 4-oxo-2-phenylpentanoate 220 C13H1603 1000427-11-2 96
5 Butylated Hydroxytoluene 220 C15H240 000128-37-0 96
Abundance Scan 4835 (16.886 min): VU047334.D\data.ms (-4822) (-  m/z 205.15 100.00%
205.2
5000
— —
57‘0 1050 1451 50 ‘ 16.50 17.00
Orrperrebrosett bbb L 780 L L2690 1) 206,00 24.01%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #99218: Butylated Hydroxytoluene
205.0
5000 — -
16.50 17.00
m/z 206.20  15.48%
57.0 1950 1450 ‘
O\H‘HH“\H‘\"\‘\HM“H‘\‘\‘\‘\\‘N“\N‘\“‘\‘H\"]\-\\\5’\()\\\‘\‘\H“HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #99214: Butylated Hydroxytoluene
205.0
— ——
16.50 17.00
5000 m/z 57.00 14.58%
57.0
105.0 145.0 ‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #99217: Butylated Hydroxytoluene T Peap—ay
205.0 16.50 17.00
m/z 145.05 12.51%
5000
57.0
145.0
m/z--> 20 40 60 80 100120140160180200220240260280 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@30422\
Data File : VU@47334.D

Acqg On : 04 Mar 2022 17:07
Operator : SY/MD

Sample : N1773-07

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO30422WMA .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 1.366 14.4 ug/L 1335970 1 6.282 465136 5.0
(DEL) Alkane: S 1.498 0.6 ug/L 53345 1 6.282 465136 5.0
(DEL) Alkane: S... 1.748 1.2 ug/L 110116 1 6.282 465136 5.0
(DEL) Alkane: S... 2.015 0.6 ug/L 52218 1 6.282 465136 5.0
(DEL) Alkane: C 2.173 1.5 ug/L 140626 1 6.282 465136 5.0
(DEL) Alkane: S 2.224 1.3 ug/L 122781 1 6.282 465136 5.0
Butanal 4.494 0.5 ug/L 48330 1 6.282 465136 5.0
Pentanal 6.919 1.8 ug/L 164841 1 6.282 465136 5.0
Hexanal 8.803 11.7 ug/L 1341100 2 9.427 571083 5.0
Heptanal 10.349 7.5 wug/L 858410 2 9.427 571083 5.0
2-Heptenal, (Z)- 11.298 1.3 ug/L 171993 3 11.812 658037 5.0
3-Octanone 11.472 1.2 ug/L 157994 3 11.812 658037 5.0
Octanal 11.687 7.1 ug/L 935601 3 11.812 658037 5.0
(DEL) Alkane: C... 12.542 1.6 ug/L 211341 3 11.812 658037 5.0
Nonanal 12.886 9.5 wug/L 1253750 3 11.812 658037 5.0
2-Nonenal, (E)- 13.684 0.5 ug/L 67374 3 11.812 658037 5.0
Decanal 13.983 1.2 ug/L 156935 3 11.812 658037 5.0
2-Decenal, (E)- 14.732 3.2 ug/L 422876 3 11.812 658037 5.0
2,4-Decadienal,... 15.368 1.2 ug/L 152508 3 11.812 658037 5.0
Butylated Hydro.. 16.886 2.5 ug/L 336096 3 11.812 658037 5.0
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