LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@72622\
Data File : VU@49942.D

Acqg On : 27 Jul 2022 04:12
Operator : SY/MD

Sample : N3879-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 1 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\SFAMUTRO72222WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@49942.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 18 rVB 63065 57693 2.22% 0.801%
2 1.601 70 81 90 rBvV2 84824 105720 4.07% 1.467%
3 1.912 176 178 189 rVB 31965 41084 1.58% 0.570%
4 1.993 193 203 214 rVB 93186 128150 4.93% 1.778%
5 2.202 260 268 283 rVB 46897 67441 2.60% 0.936%
6 2.565 369 381 401 rBV 47519 87893  3.38% 1.220%
7 3.044 515 530 535 rBV3 13881 27857 1.07% 0.387%
8 3.083 535 542 550 rVWW2 20312 40770 1.57% ©0.566%
9 3.137 550 559 573 rVB 32785 64574 2.49% 0.896%
106 3.359 613 628 645 rVB3 20414 44598 1.72% 0.619%
11 3.851 751 781 815 rVB2 7470 37370 1.44% 0.519%
12 4.530 975 992 1010 rVB3 58054 141588 5.45% 1.965%
13  4.636 1010 1025 1067 rBV3 80160 296585 11.42%  4.115%
14 5.063 1140 1158 1173 rBV 66272 147884 5.69% 2.052%
15 5.388 1242 1259 1274 rBV3 64412 150139 5.78% 2.083%
16 5.726 1345 1364 1373 rBV2 118335 316721 12.19% 4.395%
17 5.777 1373 1380 1396 rVW2 74040 174276 6.71%  2.418%
18 6.250 1513 1527 1548 rBV 97354 183193 7.05%  2.542%
19 6.543 1606 1618 1631 rBV3 22176 41824 1.61% 0.580%
20 6.690 1650 1664 1675 rBV 82855 165540 6.37%  2.297%
21 6.761 1676 1686 1701 rVB3 56217 118281 4.55% 1.641%
22 7.565 1925 1936 1952 rBV 32793 60230 2.32% 0.836%
23 7.896 2029 2039 2054 rVB 116017 201391 7.75% 2.794%
24  8.182 2117 2128 2139 rBV2 20084 35136 1.35% ©0.488%
25  8.552 2228 2243 2259 rBV 1535357 2597942 100.00% 36.048%
26  8.636 2259 2269 2303 rVB3 213391 539550 20.77% 7.487%
27  9.417 2497 2512 2532 rBV 138041 251481 9.68%  3.489%
28 9.697 2587 2599 2617 rBV 89957 155327 5.98%  2.155%
29 10.099 2708 2724 2742 rVB 64668 111423 4.29% 1.546%
30 10.484 2834 2844 2856 rVB 18063 27432 1.06% 0.381%
31 10.755 2916 2928 2940 rBV2 103146 184860 7.12%  2.565%
32 11.086 3022 3031 3046 rBV 34985 52998 2.04% 0.735%
33 11.292 3086 3095 3109 rBV2 20000 31569 1.22% 0.438%
34 11.468 3140 3150 3162 rBV 30861 46974 1.81% ©0.652%
35 11.812 3242 3257 3273 rBV 144939 237892 9.16% 3.301%

36 12.192 3364 3375 3393 rBV 140778 233565 8.99%  3.241%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU072622\
Data File : VU@49942.D

Acqg On 1 27 Jul 2022 04:12
Operator : SY/MD

Sample : N3879-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 1 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\SFAMUTRO72222WMA.M
Title : TRACE VOA SFAM1.0
Sum of corrected areas: 7206951
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU072622\

1 VUe49942.D

1 27 Jul 2022 04:12

: SY/MD

: N3879-14

: 25.0mL/MSVOA_U/WATER

:1 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO72222WMA.M
: TRACE VOA SFAM1.0

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

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

o

TIC: VU049942.D\data.ms

h5g 1.601  1.993 4 54636

1.91p 2.202  2.565 73.359 3.851

5.063 5.388

il

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

TIC: VU049942.D\data.ms
8.552

636
7.896 9417 g 697

61.294.468

0+
Time-->

7.565 ]\ 8.182 /L N 10}{9?

T
8.00 8.50 9.00 9.50 10.00

11.50

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

TIC: VU049942.D\data.ms

Time-->

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
12.50 13.00 13.50 14.00 14.50 15.00 15.50

T ‘ T
17.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU072622\
Data File : VU@49942.D

Acqg On 1 27 Jul 2022 04:12
Operator : SY/MD

Sample : N3879-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO72222WMA.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 3-Butenoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
1.359 1.57 ug/L 57693 1,4-Difluorobenzene 6.250
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Butenoic acid 86 C4H602 000625-38-7 83
2 Propene 42 C3H6 000115-07-1 64
3 Furan, 2,5-dihydro- 70 C4H60 001708-29-8 59
4 2-Butenal, (E)- 70 C4H60 000123-73-9 56
5 2-Butenal 70 C4H60 004170-30-3 56
Abundance Scan 6 (1.359 min): VU049942.D\data.ms (-3) (-) m/z 41.00 100.00%
41.0
5000 /\
R R
69.0 1.40 1.50 1.60 1.70 1.80
\ i 131.1 .
ol T m/z 39.00 88.36%
m/z--> 0 20 40 60 80 100 120
Abundance #1862: 3-Butenoic acid
39.0
5000 /\/L
1.401.501.601.70 1.80
58.0 86.0 m/z 42.08  59.90%
O\’\\\\‘\\“\}“‘!\\‘\‘i\\hi\‘\‘\\\‘\\\\‘\\\\
miz--> 0 20 40 60 80 100 120
Abundance
41.0
e
1.401.501.601.70 1.80
5000 m/z 44.00 50.91%
15.0
ol
m/iz--> 0 20 40 60 80 100 120
Abundance #618: Furan, 2,5-dihydro- R AR
39.0 1.401.501.60 1.70 1.80
m/z 42.95 44.77%
70.0
5000
15.0 ‘ /\
0 ‘\H \‘m ‘ L ‘\ /\

miz--> 0O 20 40 60 80 100 120

1.401.501.60 1.70 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU072622\
Data File : VU@49942.D

Acqg On 1 27 Jul 2022 04:12
Operator : SY/MD

Sample : N3879-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO72222WMA.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 2
R.T. EstConc Area Relative to ISTD R.T.
1.993 3.50 ug/L 128150 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 86
2 Butane, 2-methyl- 72 C5H12 000078-78-4 78
3 3-Buten-1-o0l 72 C4H80 000627-27-0 43
4 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 36
5 Pentane 72 C5H12 000109-66-0 33
Abundance Scan 203 (1.993 min): VU049942.D\data.ms (-193) (-) m/z 42.95 100.00%
43.0
57.0
5000
72.0 1.60 1.80 2.00 2.20 2.40
Y A — 2 2 - Y W Y.T
m/z--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance #814: Butane, 2-methyl-
3.0
57.0 \
5000 R R R
29.0 1.60 1.80 2.00 2.20 2.40
m/z 42.00 87.99%
15.0 ‘ “ 72\'0
0 \\\‘\H\‘H\\‘\\}\‘H\\i \H‘H\\‘\\H“\H\‘\\\\‘\H\‘H\\‘\\H‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance
43.0
1.60 1.80 2.00 2.20 2.40
270 57.0
5000 : m/z 57.00 75.38%
0 13.0 2.0
T
m/z--> 0 10 20 30 40 50 60 70 80 90 100110
Abundance #752: 3-Buten-1-ol V(N | G |
42.0 1.60 1.80 2.00 2.20 2.40
m/z 39.00 32.19%
5000
20 ‘ 72.0
57.0 .
m/z--> 0 10 20 30 40 50 60 70 80 90 100110 1.60 1.80 2.00 2.20 2.40
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@72622\
1 VUe49942.D

1 27 Jul 2022 04:12

: SY/MD

: N3879-14

: 25.0mL/MSVOA_U/WATER
:1 Sample Multiplier:

Library Search Compound Report

1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO72222WMA.M

: TRACE VOA SFAM1.0

: 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...

EstConc Area

Concentration Rank 3

Hit# of 5

1.84 ug/L 67441

Tentative ID

1 Pentane
2 Pentane
3 Pentane
4 Pentane

5 1-Propanol, 2-methyl-

Relative to ISTD R.T.
1,4-Difluorobenzene 6.250

MW MolForm CASH# Qual
72 C5H12 000109-66-0 87
72 C5H12 000109-66-0 86
72 C5H12 000109-66-0 86
72 C5H12 000109-66-0 86
74 C4H1e0 000078-83-1 45

Abundance Scan 268 (2.202 min): VU049942.D\data.ms (-260) (-) m/z 43.00 100.00%
43.0
5000
57.0 ‘\\\\‘\\\\‘\\\\‘\\\\’\\
‘ ‘ 72.1 1.80 2.00 2.20 2.40 2.60
N | O R D m/z 42.00  61.82%
miz--> 0 10 20 30 40 50 60 70 80
Abundance #809: Pentane
43.0
5000 (L LN R IR
1.80 2.00 2.20 2.40 2.60
. m/z 40.95 53.36%
27.0 570 ., /
s0 "
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 0 10 20 30 40 50 60 70 80
Abundance
43.0
e e e e
1.80 2.00 2.20 2.40 2.60
5000 ITI/Z 39.00 19.96%
27.0
57.0 720
15.0
oLttt e
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #807: Pentane A Al o
43.0 1.80 2.00 2.20 2.40 2.60
m/z 57.00 16.89%
5000
27.0
57.0
20 15.0 ‘ ‘ 72.0
0 H"T‘H“NH“‘lw““pl“w‘w“u“‘lu““\ e e
m/z--> 0 10 20 30 40 50 60 70 80 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\VU072622\
Data File : VU@49942.D

Acqg On 1 27 Jul 2022 04:12
Operator : SY/MD

Sample : N3879-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO72222WMA.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 10
R.T. EstConc Area Relative to ISTD R.T.
3.044 0.76 ug/L 27857 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 25
2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 25
3 Butyrolactone 86 C4H602 000096-48-0 7
4 Butyrolactone 86 C4H602 000096-48-0 7
5 (Aminomethyl)cyclopropane 71 C4HON 002516-47-4 7

Abundance Scan 530 (3.044 min): VU049942.D\data.ms (-515) (-) m/z 43.00 100.00%

43.0
5000
710 839 M
SR
‘ ﬁ | | 2.80 3.00 3.20 3.40
] ‘M_MH_Hu“m‘_”wm m/z 42.00  96.64%
miz--> 10 20 30 40 70 80 90
Abundance #2053: Butane, 2,3—d|methyl-
42.0
5000 UL L L I LB B
71.0 2.80 3.00 3.20 3.40
27.0 m/z 41.00 56.60%
55.0 86.0
oL 150 | | 63.0 \
\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 50 60 70 80 90
Abundance
43.0
e e
2.80 3.00 3.20 3.40
5000 m/z 48.90 35.37%
71.0
27.0 55.0
0 15.0 63.0 86.0
A s o e
m/z--> 10 20 30 40 50 60 70 80 90 h
Abundance #1854: Butyrolactone R ARAA RS
28.0 420 2.80 3.00 3.20 3.40
m/z 83.90 29.68%
5000
56.0 86.0
o0 |
Or vy b ““‘ T e
m/z--> 10 20 30 0 50 60 70 80 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU072622\
Data File : VU@49942.D

Acqg On 1 27 Jul 2022 04:12
Operator : SY/MD

Sample : N3879-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO72222WMA.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: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
3.083 1.11 ug/L 40770  1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 56
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 40
3 1-Butanol, 2,3-dimethyl- 102 C6H140 019550-30-2 36
4 Hexane, 3-ethyl- 114 C8H18 000619-99-8 32
5 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 28
Abundance Scan 542 (3.083 min): VU049942.D\data.ms (-535) (-) m/z 43.00 100.00%
5000 710 W /\
\\\‘\\\\‘\\\\“\\\\’\\\\
‘ 57‘9 | esa 2.80 3.00 3.20 3.40
0 "w‘H‘_‘H‘H‘WHum‘wm”‘_‘m‘w_uiwu_w m/z 41.00 57.21%
miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #2042: Pentane, 2-methyl-
43.0
5000 /\\u“\hﬂ“‘uu‘uu,uu’
2.80 3.00 3.20 3.40
27.0 710 m/z 71.00 49.10%
57.0 ‘
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
43.0
Crp e
2.80 3.00 3.20 3.40
5000 m/z 42.00 42 .64%
27.0 71.0
57.0
0 14.0 86.0
R R R i IR R AR ARRR R EREC IR RRRRRRRRE
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #5044: 1-Butanol, 2,3-dimethyl-  AmmmEEE R
43.0 2.80 3.00 3.20 3.40
m/z 39.00 22.13%
5000 710
20.0 ‘ 560 ‘ 84.0
0 HwHH"‘H_HH‘“"“":‘H_ulh‘_ml:w‘!w“lﬂlﬁqw PR P R R
m/z--> 0 10 20 30 40 50 60 70 80 90 100 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU072622\
Data File : VU@49942.D

Acqg On 1 27 Jul 2022 04:12
Operator : SY/MD

Sample : N3879-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO72222WMA.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: Cyclic3.137 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.137 1.76 ug/L 64574  1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutane, methyl- 70 C5H10 000598-61-8 80
2 1-Pentene 70 C5H10 000109-67-1 59
3 1-Pentene 70 C5H10 000109-67-1 50
4 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 45
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 16
Abundance Scan 559 (3.137 min): VU049942.D\data.ms (-550) (-) m/z 42.00 100.00%
42.0
55.0
5000 70.0 /j\
R A R ER R
‘ 62 9‘ 2.80 3.00 3.20 3.40
Oyttt i e m/z 54.95  47.74%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #652: Cyclobutane, methyl-
42.0
5000 \\‘\\\\‘\\\\’\\\/\\‘\\\\‘
550 2.80 3.00 3.20 3.40
: m/z 70.00 39.19%
270 70.0 /
15.0
OH‘HH‘HH‘HH‘HH‘HH‘HH‘HH H‘\\H‘\\H‘\\H‘HH‘HH‘HH‘HH‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
42.0
R R
55.0 2.80 3.00 3.20 3.40
m/z 40.90 34.10%
5000 0.0 /
29.0
0 15.0 62.0
T P T T T T e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #631: 1-Pentene A e ey
42.0 2.80 3.00 3.20 3.40
m/z 38.90 26.70%
55.0
5000
27.0 70.0
O 1340 63
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@72622\
Data File : VU@49942.D

Acqg On 1 27 Jul 2022 04:12

Operator : SY/MD

Sample : N3879-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO72222WMA.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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
3.359 1.22 ug/L 44598 1,4-Difluorobenzene 6.250
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 64
2 Cyclopropane, propyl- 84 C6H12 002415-72-7 53
3 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 45
4 Pentane, 3-methyl- 86 C6H14 000096-14-0 40
5 Pentane, 3-methyl- 86 C6H14 000096-14-0 40
Abundance Scan 628 (3.359 min): VU049942.D\data.ms (-613) (-) m/z 57.00 100.00%
57.0
41.0
5000
‘ 3.003.20 340360
71.0 : : : :
oH_m_m_H‘Mmiu““\_ﬁ”H,?ﬁﬁ’”wa”ww m/z 56.00  83.51%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14583: Hexane, 2,2,3-trimethyl-
57.0
5000 41.0 L A B B A B
3.00 3.20 3.40 3.60
71.0 m/z 41.00 76.84%
27.0 ‘
OH‘HH‘\H‘\“HH“HH‘H‘\}‘HH‘}‘H\\’8\\5\\0‘\\\\‘\\\1\-‘1\3\\\0‘\H\‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
41.0 56.0
tm_ww_m,w_
3.00 3.20 3.40 3.60
5000 m/z 43.00 25.67%
27.0
84.0
Ot e i e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14593: Pentane, 2,2,3,4-tetramethyl- ‘_“W“H“H‘,H“‘
57.0 3.00 3.20 3.40 3.60
m/z 55.00 14.05%
43.0
5000
29.0 71.0 g5 0
o \‘ || 99.0113.0128.0
HM‘H‘H‘W‘H‘_‘H‘H‘WH‘W‘H‘M‘H‘H‘W‘HW‘H‘_‘H‘H‘ w“‘w“‘w“‘w“‘w‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU072622\
Data File : VU@49942.D

Acqg On 1 27 Jul 2022 04:12
Operator : SY/MD

Sample : N3879-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO72222WMA.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 unknown-01 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
3.851 1.02 ug/L 37370  1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanamine, N-methyl- 59 C3HSN 000624-78-2 7
2 Ethylenediamine 60 C2H8N2 000107-15-3 4
3 2-Propanamine 59 C3HOSN 000075-31-0 3
4 2-Propanamine 59 C3HOSN 000075-31-0 3
5 Ethylenediamine 60 C2H8N2 000107-15-3 3
Abundance Scan 781 (3.851 min): VU049942.D\data.ms (-751) (-) m/z 43.85 100.00%
3.9
5000 60.0
R R AARSSE R
3.60 3.80 4.00 4.20
. m/z 60.00 39.89%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #291: Ethanamine, N-methyl-
44.0
5000 L L I L LA BN B U
59.0 3.60 3.80 4.00 4.20
30.0 m/z 44.90  31.21%
O \‘\\H‘HH‘HH’HH‘\}\MH\\‘H\\M\l iHH’HH‘MH‘HH‘\\H‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance
30.0
AR AAREREREE
3.60 3.80 4.00 4.20
5000 m/z 58.90 30.52%
o 15.0 420 534 600
T e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #287: 2-Propanamine ‘H““‘W“‘ﬁt““u‘
44.0 3.60 3.80 4.00 4.20
m/z 58.00 6.86%
5000
. 180 280 30 520°%°
e R e e e A A ARAREEE
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU072622\
Data File : VU@49942.D

Acqg On 1 27 Jul 2022 04:12
Operator : SY/MD

Sample : N3879-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO72222WMA.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 (DEL) Alkane: Cyclic4.530 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.530 3.86 ug/L 141588 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 81
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 74
3 Cyclohexane 84 C6H12 000110-82-7 68
4 Cyclohexane 84 C6H12 000110-82-7 64
5 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 64
Abundance Scan 992 (4.530 min): VU049942.D\data.ms (-975) (-) m/z 56.00 100.00%
56.0
41.0
5000 69.0
e e
“ ‘ ‘ 84.0 4.20 4.40 4.60 4.80
0l el et b m/z 41.00 59.53%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 690 L B R B B
4.20 4.40 4.60 4.80
m/z 69.00 41.94%
28.0 M ‘ 84.0
O \\\‘\\\\‘]\-\5\(\)‘\\\H“\\\\‘\‘\\\“\w\‘\\\‘1“\\\\‘\!\\‘\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance
56.0
R aaaREE
41.0 4.20 4.40 4.60 4.80
5000 m/z 55.00 28.04%
69.0
27.0
84.0
10 150
] AR
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1645: Cyclohexane R
56.0 4.20 4.40 4.60 4.80
410 84.0 m/z 39.00  25.46%
5000
27.0
69.0
= Ul |
0 "W“H“‘H“‘H“‘H}‘H‘pﬂl“‘Hu“u“MM“H Y I
m/z--> 0 10 20 30 40 50 60 70 80 90 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU072622\
Data File : VU@49942.D

Acqg On 1 27 Jul 2022 04:12
Operator : SY/MD

Sample : N3879-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO72222WMA.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 Benzene, 1l-ethyl-4-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.291 0.66 ug/L 31569 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 91
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 3095 (11.291 min): VU049942.D\data.ms (-3086) (- | m/z 105.00 100.00%
105.0
5000
120.1 A
—h o
38.9 62.9 76‘-‘9 91‘-0 | 11.00 11.50
Ot el e e m/z 1200180 31.65%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
5000 — P }\ i {
11.00 11.50
120. 9
79.0 0.0 m/z 76.90  13.94%
39.0 65.0
OH‘\H\‘\H‘\‘HH“HH“HH‘\‘\‘H‘H\H‘\H?E-\Q\‘\‘11\‘\\‘\‘\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105.0 N
L ‘ m‘ﬁ‘ﬂ
11.00 11.50
5000 m/z 91.00 13.17%
120.0
1 39.0 630 70 910
et R 1 R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 /
Abundance #10722: Benzene, 1-ethyl-2-methyl- fall 1] piy |
105.0 11.00 11.50
m/z 106.00 12.78%
5000
120.0
39.0 77.0 91.0
0‘W‘ngﬁeu‘hm‘qh‘ﬁﬁPwuMHHHJMH‘MM‘mHWHH‘ — 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11.00 11.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@72622\
Data File : VU@49942.D

Acqg On 1 27 Jul 2022 04:12
Operator : SY/MD

Sample : N3879-14

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO72222WMA.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|
3-Butenoic acid ug/L 57693 .250 183193
(DEL) Alkane: ug/L 128150 .250 183193
(DEL) Alkane: ug/L 67441 .250 183193
(DEL) Alkane: ug/L 27857 .250 183193

nounununn
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®
(G IC, IV, T IV, IV IC WV, IV WV
OO0

(DEL) Alkane: ug/L 40770 183193
(DEL) Alkane: 64574 .250 183193
(DEL) Alkane: 359 ug/L 44598 .250 183193
unknown-01 851 ug/L 37370 .250 183193
(DEL) Alkane: C... 530 ug/L 141588 .250 183193
Benzene, 1l-ethy... 11.291 ug/L 31569 11.812 237892
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