LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061622\
Data File : VU@49215.D

Acqg On : 16 Jun 2022 19:34
Operator : SY/MD

Sample : N3285-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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\SFAMUTRO61422WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@49215.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.359 3 6 22 rVvB2 37720 35904 6.60% ©0.818%
2 1.481 41 44 49 rVB 7978 6410 1.18% 0.146%
3 1.591 67 78 88 rBV2 59880 84144 15.46% 1.917%
4 1.784 133 138 150 rVB 19618 25929 4.76% 0.591%
5 1.966 170 176 185 rVB 40165 48323 8.88% 1.101%
6 2.559 369 379 392 rVB 82977 134818 24.77% 3.071%
7 2.681 405 417 427 rBv2 37818 76264 14.01% 1.737%
8 3.041 506 529 550 rBV 53821 115608 21.24% 2.633%
9 3.870 772 787 801 rBV2 18874 43512 8.00% 0.991%
106 3.960 802 815 832 rVB6 6311 17350 3.19% 0.395%
11 4.687 1024 1041 1058 rBV 44044 166706 30.63% 3.797%
12 5.063 1144 1158 1175 rBV 77509 171747 31.56% 3.912%
13 5.722 1344 1363 1395 rBV2 162524 415833 76.41% 9.471%
14  6.250 1513 1527 1546 rVB 157496 296987 54.57% 6.764%
15 6.690 1652 1664 1681 rBV 100366 196710 36.15% 4.480%
16 6.796 1689 1697 1715 rVB4 3679 10069 1.85% 0.229%
17 7.176 1802 1815 1823 rBV6 3293 7623 1.40% 0.174%
18 7.565 1925 1936 1953 rBV 52296 91506 16.81% 2.084%
19 7.806 1996 2011 2026 rBVS5S 23083 62337 11.45% 1.420%
20 7.896 2027 2039 2053 rVW 190651 330554 60.74%  7.529%
21 7.970 2054 2062 2075 rVV2 13522 24871 4.57% 0.566%
22 8.179 2117 2127 2140 rBV2 31538 52294 9.61% 1.191%
23 8.250 2140 2149 2162 rVV2 6500 12769 2.35% 0.291%
24 8.475 2209 2219 2229 rBV3 3835 8018 1.47% 0.183%
25 8.639 2258 2270 2307 rBV 250329 544224 100.00% 12.396%
26 9.417 2500 2512 2532 rBV 215027 358657 65.90%  8.169%
27 9.693 2585 2598 2609 rBV2 8056 12754  2.34%  0.290%
28 10.758 2918 2929 2943 rVB 82930 133662 24.56% 3.044%
29 10.893 2957 2971 2982 rBV3 8775 13680 2.51% 0.312%
8.

30 11.812 3244 3257 3276 rBV 229661 368055 67.63%

31 12.060 3319 3334 3351 rBV 57435 106739 19.61%

2.
32 12.195 3364 3376 3398 rVB 187140 312782 57.47%  7.124%
33 12.545 3476 3485 3498 rBV6 4236 9143 1.68% ©.208%
34 12.950 3600 3611 3622 rBV2 10918 17508  3.22% ©.399%
35 13.291 3704 3717 3724 rBV10 6107 9806 1.80% ©0.223%
36 13.513 3775 3786 3797 rVB6 5808 10431 1.92% ©0.238%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061622\
Data File : VU@49215.D

Acqg On : 16 Jun 2022 19:34
Operator : SY/MD

Sample : N3285-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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\SFAMUTRO61422WMA .M
Title : TRACE VOA SFAM1.0

37 13.741 3843 3857 3865 rBVS8 5354 9552 1.76% 0.218%
38 16.770 4788 4799 4812 rBV5 26666 47197 8.67% 1.075%

Sum of corrected areas: 4390476
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061622\
Data File : VU@49215.D

Acqg On : 16 Jun 2022 19:34
Operator : SY/MD

Sample : N3285-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.M
Quant Title : TRACE VOA SFAM1.0

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

Abundance TIC: VU049215.D\data.ms

200000

5.722 6.250
150000

100000 6.6

2.559 5.063
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3.870
.960
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Abundance .
250000 8430 TIC: VU049215.D\data.ms

11.812
9.417

200000 7.896 121

150000

100000 10.758

12.060

7.565
50000 6175
7806 _
970 4 5eq 9.693 0.893
796 7.176 2508 475 : -
0 — ‘ ‘
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Abundance .
250000 TIC: VU049215.D\data.ms

200000
150000
100000

50000
16.770

12.950 MAMLMM
LM12'545 A 13.2913.5133.741

0 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
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SFAMUTRO61422WMA.M Mon Jun 20 18:21:37 2022 Page: 3



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061622\
Data File : VU@49215.D

Acqg On : 16 Jun 2022 19:34
Operator : SY/MD

Sample : N3285-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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 5
R.T. EstConc Area Relative to ISTD R.T.
1.359 0.60 ug/L 35904 1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane 44 C3H8 000074-98-6 74
2 Acetonitrile-d3 44 C2D3N 002206-26-0 9
3 Propane 44 C3H8 000074-98-6 9
4 Propane 44 C3H8 000074-98-6 5
5 Propene 42 C3H6 000115-07-1 4

Abundance Scan 6 (1.359 min): VU049215.D\data.ms (-3) (-) m/z 44.00 100.00%

44.0 /\\M
5000
36 R S ARRRRRREE
‘ ‘ 59.9 1.401.501.601.70 1.80
0 b e b e | M/Z0 43,00 96.51%
mlz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #88: Propane
29.0
5000 /\J\—M
0 1.401.50 1.60 1.70 1.80
a4. m/z 41.00 80.08%
15.0 37. ‘H
OH\HH\‘HH‘HH‘H”}HH‘HH‘\HiHH‘\H\i\1\\‘HH‘HH‘HH‘HH‘HH
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance
44.0
P T
1.401.501.60 1.70 1.80
5000 m/z 39.00 79.53%
18.0 30.0
OLrrrrrrrrprerrprrrr e T e
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #89: Propane e e R
29.0 1.401.501.601.70 1.80
m/z 42.00 36.17%
5000
44.0
120 | M
oo o0 L ame W
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 1.401.501.60 1.70 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061622\
Data File : VU@49215.D

Acqg On : 16 Jun 2022 19:34
Operator : SY/MD

Sample : N3285-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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 Dimethyl sulfide Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.681 1.28 ug/L 76264  1,4-Difluorobenzene 6.250

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dimethyl sulfide 62 C2H6S 000075-18-3 94
2 Dimethyl sulfide 62 C2H6S 000075-18-3 94
3 Dimethyl sulfide 62 C2H6S 000075-18-3 91
4 Dimethyl sulfide 62 C2H6S 000075-18-3 90
5 Dimethyl sulfide 62 C2H6S 000075-18-3 87
Abundance Scan 417 (2.681 min): VU049215.D\data.ms (-405) (-) m/z 62.00 100.00%
62.0
5000
AR
37 m 2.40 2.60 2.80 3.00
0ot bl e 20 m/z 46.90 98.75%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #394: Dimethyl sulfide
47.0
2.40 2.60 2.80 3.00
m/z 44.90 52.92%
15.0 ‘
0 \‘\H“\‘\\H‘HHHH\H‘H\\‘HH‘HH‘HH‘\\H‘HH‘HH
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
62.0
ST T
2.40 2.60 2.80 3.00
5000 m/z 45.90 43.82%
35.0
0 12.0
T e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #392: Dimethyl sulfide  ERREAEEE S S
47.0 2.40 2.60 2.80 3.00
m/z 61.00 35.12%
5000
15.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 2.40 2.60 2.80 3.00

SFAMUTRO61422WMA.M Mon Jun 20 18:21:39 2022 Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061622\
Data File : VU@49215.D

Acqg On : 16 Jun 2022 19:34
Operator : SY/MD

Sample : N3285-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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 1-Hexanol, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.060 1.45 ug/L 106739 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 59
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 59
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 53
5 3-Undecene, 6-methyl-, (E)- 168 C12H24 074630-52-7 47
Abundance Scan 3334 (12.060 min): VU049215.D\data.ms (-3319) (- | m/z 57.00 100.00%
57.0
70.0 830 . ‘
12.00
98.0 1121
0 m/z 41.00  39.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
]
5000 oyl pes
41.0 12.00
70.0 83.0 m/z 43.00  33.38%
DT AN LY
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\1\\‘\\\1‘\\\\‘}\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
57.0
) ‘
12.00
5000 410 m/z 55.00 30.06%
27.0 70.0 83.0
0 14.0 98.0 1120
T T e e T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15695: 1-Hexanol, 2-ethyl- Looo A ol ‘
57.0 12.00
m/z 70.00 22.96%
5000
43.0
29.0 70.0 830
980
m/z--> 10 20 30 40 50 60 70 80 90 100 110 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061622\
Data File : VU@49215.D

Acqg On : 16 Jun 2022 19:34

Operator : SY/MD

Sample : N3285-02

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA .M
: TRACE VOA SFAM1.0

TIC Library
TIC Integration Parameters:

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

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

Peak Number 5 2,5-Cyclohexadiene-1,4-dion... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.770 0.64 ug/L 47197 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual

5-Cyclohexadiene-1,4-dione, 2
,5-Cyclohexadiene-1,4-dione, 2
,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H2002
5-Cyclohexadiene-1,4-dione, 2
5-Cyclohexadiene-1,4-dione, 2

y ... 220 C1l4H2002
y e+ 220 C14H2002

5 ... 220 C14H2002
5 ... 220 C14H2002

000719-22-2 98
000719-22-2 97
000719-22-2 95
000719-22-2 94
000719-22-2 86

Abundance Scan 4799 (16.770 min): VU049215.D\data.ms (-4788) (- | m/z 177.10 100.00%
1771
41.0
5000 135.1 2202
90.9 L ‘ o Mr\‘m‘rr\n‘/m
| H hd gl o1 e
ol bl b Ly L B hyz 41,00 64.54%
mfz--> 50 100 150 200 250
Abundance #99034: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimet
177.0 220.0
5000 41.0
135.0 16.50 17.00
95.0 m/z 67.00 48.21%
oL ‘\“ ‘ “M“H‘ H“ ‘H \‘H \“‘\\ ‘H\‘M‘ ‘\\ . “ \‘\‘ ‘H‘ ‘L —
miz--> 100 150 200 250
Abundance
177.0
220.0 e
41.0 16.50 17.00
5000 ITI/Z 135.05 44 .82%
135.0
95.0
= Il i | gl e
miz--> 50 100 150 200 250
Abundance #99033: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimet S S Y -
177.0 16.50 17.00
m/z 220.20 37.69%
220.0
5000 41.0
135.0
95.0 ‘
0! u “d‘\“‘\‘\“\‘ “H“ —— ——
m/z--> 50 100 150 200 250 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061622\
Data File : VU@49215.D

Acqg On : 16 Jun 2022 19:34
Operator : SY/MD

Sample : N3285-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.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... 1.359 0.6 ug/L 35904 1 6.250 296987 5.0
Dimethyl sulfide 2.681 1.3 ug/L 76264 1 6.250 296987 5.0
1-Hexanol, 2-et... 12.060 1.5 ug/L 106739 3 11.812 368055 5.0
2,5-Cyclohexadi... 16.770 0.6 ug/L 47197 3 11.812 368055 5.0
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