LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102822\
Data File : VU@51577.D

Acqg On : 28 Oct 2022 19:10
Operator : JC/MD

Sample : N5300-03DL 100X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 18 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@51577.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.475 32 42 53 rBV2 21050 49664 1.99% 0.328%
2 1.597 73 80 89 rBv 104778 121284 4.86% 0.801%
3 1.909 170 177 193 rVB 103499 141779 5.68% 0.936%
4 2.376 314 322 336 rVB2 40650 70733 2.83% 0.467%
5 2.565 369 381 396 rBV 141847 233238 9.34% 1.540%
6 3.044 518 530 545 rBV2 40019 80099 3.21% 0.529%
7 3.186 559 574 590 rVB 13424 29800 1.19% 0.197%
8 3.874 759 788 804 rBV 8454 34013 1.36% 0.225%
9 3.990 805 824 855 rBV2 163463 427475 17.12% 2.823%
10 4.530 976 992 1003 rBv4 15981 39209 1.57% 0.259%
11  4.617 1008 1019 1051 rBV 211071 522723 20.93% 3.452%
12 5.060 1141 1157 1179 rBV 198422 442359 17.71% 2.922%
13 5.723 1339 1363 1370 rBV2 356055 909730 36.43% 6.009%
14 5.771 1371 1378 1400 rVB 532459 1062526 42.55% 7.018%
15 6.247 1512 1526 1555 rBV = 247251 476995 19.10%  3.150%
16 6.690 1650 1664 1679 rBV 242357 472360 18.92%  3.120%
17 7.565 1924 1936 1959 rBV 89534 159192 6.37% 1.051%
18 7.896 2021 2039 2050 rBV 333745 577312 23.12% 3.813%
19 7.967 2050 2061 2100 rVB 949288 1655727 66.30% 10.936%
20 8.179 2114 2127 2140 rBV 58177 98778 3.96% 0.652%
21  8.629 2255 2267 2306 rBV 640522 1199976 48.05% 7.926%
22 9.443 2499 2520 2547 rBV2 1134156 2497139 100.00% 16.493%
23 9.568 2547 2559 2579 rVB 515177 840274 33.65% 5.550%
24  9.690 2585 2597 2613 rBV = 244404 410435 16.44% 2.711%
25 10.099 2711 2724 2747 rBV 136664 230330 9.22% 1.521%
26 10.485 2831 2844 2856 rBV 47809 78941 3.16% 0.521%
27 10.755 2908 2928 2942 rBV = 216232 353661 14.16% 2.336%
28 10.903 2954 2974 2988 rBV 61772 118028 4.73% 0.780%
29 11.028 3006 3013 3024 rVvVv7 15797 27816 1.11% 0.184%
30 11.292 3082 3095 3111 rBV 67616 106888 4.28% 0.706%

31 11.465 3138 3149 3162 rBV 67627 104435 4.18%
32 11.809 3244 3256 3273 rBV 357630 622065 24.91%
33 11.893 3273 3282 3296 rVB 37332 63083 2.53%
34 12.095 3333 3345 3357 rBV3 91004 148355 5.94%
35 12.192 3361 3375 3394 rBV 366450 628843 25.18%
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B

36 12.861 3573 3583 3600 rVB3 16951 27325 1.09% ©0.180%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102822\
Data File : VU@51577.D

Acqg On : 28 Oct 2022 19:10
Operator : JC/MD

Sample : N5300-03DL 100X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 18 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 16.883 4825 4834 4846 rBV2 51903 77897 3.12% 0.514%
Sum of corrected areas: 15140487

SFAMUTR102822WMA.M Wed Nov 02 17:19:56 2022 2



LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102822\
Data File : VU@51577.D

Acqg On : 28 Oct 2022 19:10
Operator : JC/MD

Sample : N5300-03DL 100X
Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 18 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: VU051577.D\data.ms

1000000
800000

600000 5.771

400000 5.723

6.247 6.69(

4.617 5.060
2000000\ or oo 2565 3.990
E@M _ﬂﬂ\ 3.044186 3.87 4530

A~ .
L LN L L L L L L L L L I L L L L L L L B B B B

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: VU051577.D\data.ms
9.443

o

1000000 7.967

800000

8.629

600000
9.568

400000 7896 11.809 12.1

9.690 10.755

200000 7.565 10.099 12.0
’ 8.179 10.903 11.292.465 :
; i A 10.485 1028 /Lu .893
T T ‘ T T ‘ T T ‘ T T T T ‘ T T T ‘ T T ‘ L T ‘ T T T T ‘ T T T T ‘ T T ‘ 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: VU051577.D\data.ms

1000000

800000

600000

400000

200000

12.861

16.883
AN

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\VU102822\
Data File : VU@51577.D

Acqg On : 28 Oct 2022 19:10
Operator : JC/MD

Sample : N5300-03DL 100X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 18 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 1 Sulfur dioxide Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
1.475 0.52 ug/L 49664  1,4-Difluorobenzene 6.247

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

Abundance  Scan 42 (1.475 min): VU051577.D\data.ms (-32) (-) m/z 63.95 100.00%

64.0
5000 48.0 /\v///\\\\VMMw4V
e
1.40 1.60 1.80
O e m/z 47.95 46.54%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #415: Sulfur dioxide
64.0
5000 480 L L
1.40 1.60 1.80
m/z 65.90 5.52%
16.0 32"0
O\\\‘\\1\‘\\\\‘\\\\‘\\\\i\\\\‘\ }\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #6974: Aminomethanesulfonic acid
64.0
T
1.40 1.60 1.80
5000 48.0 m/z 45.00 2.90%
17.0
0 ‘\‘ 20 _76.0 96.0
e e e
miz--> 10 20 30 40 50 60 70 80 90 100 Mﬂﬂ WW W
Abundance #416: Sulfur dioxide m “‘k R
48.0 64.0 1.40 1.60 1.80
m/z 50.00 2.75%
5000
32.0 /\/\
m/z--> 10 20 30 40 50 60 70 80 90 100 1.40 1.60 1.80

SFAMUTR102822WMA.M Wed Nov 02 17:19:59 2022 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102822\
Data File : VU@51577.D

Acqg On : 28 Oct 2022 19:10
Operator : JC/MD

Sample : N5300-03DL 100X
Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 18 Sample Multiplier: 1

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

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

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

Peak Number 2 Ethyl ether Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
2.376 0.74 ug/L 70733  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyl ether 74 C4H100 000060-29-7 91
2 Ethyl ether 74 C4H1e0 000060-29-7 90
3 Ethyl ether 74 C4H100 000060-29-7 90
4 Ethyl ether 74 C4H100 000060-29-7 53
5 Hydrazine, propyl- 74 C3H10N2 005039-61-2 49
Abundance Scan 322 (2.376 min): VU051577.D\data.ms (-314) (-) m/z 59.05 100.00%
59.0
5000
JUEES i W, S
H 93.0 219.0 251.¢ 2.00 2.20 2.40 2.60
OHH"‘H“lu"imc“u"HI""wH‘w‘“‘HWm_m‘mww"‘ m/z 74.05 79.42%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #972: Ethyl ether
31.0
59.0
5000 L LN LA B LA BN R B

2.00 2.20 2.40 2.60
m/z 45.00 78.65%

H\‘\‘\\H‘M}\\\i\\\“\‘\H\‘HH‘\H\‘H\\‘\H\‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140 160 180 200 220 240

o

Abundance #970: Ethyl ether
31.0

2.00 2.20 2.40 2.60

5000 59.0 m/z 42.95 18.90%
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #973: Ethyl ether
31.0 2.00 2.20 2.40 2.60

m/z 41.00 14.31%

59.0
5000
OuH\‘\‘1uM\\\p\\‘w‘\u\‘\\\\‘\\\\‘\\\\‘\m‘\m‘\m‘\m‘uu‘ IWMMLM,—#

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102822\
Data File : VU@51577.D

Acqg On : 28 Oct 2022 19:10
Operator : JC/MD

Sample : N5300-03DL 100X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 18 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 Diisopropyl ether Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.990 4.48 ug/L 427475  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diisopropyl ether 102 C6H140 000108-20-3 90
2 Diisopropyl ether 102 C6H140 000108-20-3 86
3 Diisopropyl ether 102 C6H140 000108-20-3 78
4 Diisopropyl ether 102 C6H140 000108-20-3 78
5 1-Propanol, 2-(1-methylethoxy)- 118 C6H1402 003944-37-4 72
Abundance Scan 824 (3.990 min): VU051577.D\data.ms (-805) (-) m/z 45.00 100.00%
45.0
5000
87.1
R e
‘ 59"1 101 3.60 3.80 4.00 4.20 4.40
Ol ol 728 L 102 s 43010 53.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4986: Diisopropy! ether
45.0
5000 N R R R
3.60 3.80 4.00 4.20 4.40
87.0 m/z 87.10 30.86%
59.0
ol 180 210 [l T 102.0
\\‘\\\\‘\\\\‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4984: Diisopropyl ether
45.0
R RARE
3.60 3.80 4.00 4.20 4.40
5000 m/z 41.10 22.20%
87.0
59.0
ol 180 200 [l " 7 102.0
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4983: Diisopropyl ether e R
45.0 3.60 3.80 4.00 4.20 4.40
m/z 59.10 14.54%
5000
87.0
59.0
0 27‘0\ | ‘\ 1 ‘ | 102.0
e e e e e e R R e R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102822\
Data File : VU@51577.D

Acqg On : 28 Oct 2022 19:10
Operator : JC/MD

Sample : N5300-03DL 100X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 18 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 Benzene, propyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.903 0.95 ug/L 118028 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 76
2 Benzene, propyl- 120 C9H12 000103-65-1 76
3 Benzene, propyl- 120 C9H12 000103-65-1 76
4 Benzene, propyl- 120 C9H12 000103-65-1 76
5 1-(Benzylamino)propan-2-ol 165 C10H15NO 1000486-84-7 64
Abundance Scan 2974 (10.903 min): VU051577.D\data.ms (-2954) (- | m/z 91.10 100.00%
91.1
5000
LGN
11.00
51.0 1 L-l 281.1
oL LAY 1929 T s 126.10 22.58%
miz-> 50 100 150 200 250
Abundance #10701: Benzene, propyl-
91.0
5000 T A
11.00
m/z 65.00 11.40%
90 |, | 20
O\\‘\ \‘[\‘\‘\\“\!‘\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #10700: Benzene, propyl-
91.0
A AL
11.00
5000 m/z 92.00 10.92%
¥ )| 2o
o] R L i e i .
miz--> 50 100 150 200 250 /\
Abundance #10702: Benzene, propyl- L ‘ A 4
91.0 11.00
m/z 78.10 5.22%
5000
39.0 L
obbp A L 220 L Lk
m/z--> 50 100 150 200 250 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102822\
Data File : VU@51577.D

Acqg On : 28 Oct 2022 19:10
Operator : JC/MD

Sample : N5300-03DL 100X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 18 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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.292 0.86 ug/L 106888 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 91
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 3095 (11.292 min): VU051577.D\data.ms (-3082) (- | m/z 105.10 100.00%
105.1
5000
120.1
-ty o
77.1 91.1
39.0 63.0 ‘ | ‘ | 11.00 11.50
Ol e et b e - m/z 120,10 32.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 1 - ]
1200 11.00 11.50
m/z 91.10 13.02%
39.0 77.0 91.0
OH‘\\H‘\2\6\\0‘\\\\“‘\\Hi‘\‘ui‘s‘:\g‘\"?\‘u\‘H‘HH“MH‘\Hl\‘u‘u“‘uu‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
AN N A
11.00 11.50
5000 m/z 77.10 12.66%
120.0
77.0 91.0
ol gso B0 L0 ULl
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 //\ /
Abundance #10715: Benzene, 1,2,3-trimethyl- et Q"A e
105.0 11.00 11.50
m/z 103.00 8.86%
120.0
5000
39.0 77.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102822\
Data File : VU@51577.D

Acqg On : 28 Oct 2022 19:10
Operator : JC/MD

Sample : N5300-03DL 100X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 18 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 Benzene, 1,2,3-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.893 0.51 ug/L 63083 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Mesitylene 120 C9H12 000108-67-8 95
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 95
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 3282 (11.893 min): VU051577.D\data.ms (-3273) (- | m/z 105.05 100.00%
105.1
5000 A /\
77.0
39.0 11.50 12.00
58. 139.2
OF i u‘m?h : M‘ - Al 2EE m/z 120.10  44.75%
miz--> 20 60 80 100 120 140
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
5000 T T j\ /\\
11.50 12.00
m/z 77.00 13.76%
39. 77.0
O \1\5\.(‘)\‘} T \“‘\ \“{‘5\9‘.9‘\ T \M‘ T \‘\ T “\‘\ \J\W“z\-\o\ T ‘ L
miz-> 20 40 60 80 100 120 140
Abundance #10692: Mesitylene
105.0
‘AAAA(\‘A‘ . A‘/\ il /"W/\’
11.50 12.00
5000 m/z 91.05 12.18%
77.0
51.0
0b o 210 T 3220
miz--> 20 40 60 80 100 120 140 j\
Abundance #10724: Benzene, 1-ethyl-2-methyl- ‘ W\‘ it o ‘/%"M”
105.0 11.50 12.00
m/z 119.20 10.01%
5000
77.0 ‘ AA
51.0
b 20 A e A W
m/z--> 20 40 60 80 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102822\
Data File : VU@51577.D

Acqg On : 28 Oct 2022 19:10
Operator : JC/MD

Sample : N5300-03DL 100X

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 18 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 (Z)-1-Phenylpropene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.095 1.19 ug/L 148355 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (Z)-1-Phenylpropene 118 C9H10 000766-90-5 50
2 Indane 118 C9H10 000496-11-7 45
3 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 43
4 Benzene, l-ethenyl-3-methyl- 118 C9H10 000100-80-1 38
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 38
Abundance Scan 3345 (12.095 min): VU051577.D\data.ms (-3333) (- | m/z 117.10 100.00%
117.1
5000
91.0 L — T
39.0 630 ‘ | 12.00
om_H“‘um‘:“‘p‘:huu‘wwhu‘ N m/z 118.10  48.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10185: (Z)-1-Phenylpropene
11v.0
5000 SRR :
91.0 12.00
51.0 m/z 115.10 44 .55%
27\0 \‘ “\ HH MH u‘\ \‘ |
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10181: Indane
117.0
T \
12.00
5000 m/z 119.10 38.51%
91.0
39.0 63.0
015-0,L,
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #72304: Benzene, (2-bromocyclopropyl)- A\ A fbaly
117.0 12.00
m/z 105.10 35.41%
5000
91.0
39.0 63.0
0o e 152017302960 1 0 JL LA oA
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102822\
Data File : VU@51577.D

Acqg On : 28 Oct 2022 19:10
Operator : JC/MD

Sample : N5300-03DL 100X
Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 18 Sample Multiplier: 1

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

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

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

Peak Number 9 Butylated Hydroxytoluene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.883 0.63 ug/L 77897  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butylated Hydroxytoluene 220 C15H240 000128-37-0 98
2 Butylated Hydroxytoluene 220 C15H240 000128-37-0 98
3 Butylated Hydroxytoluene 220 C15H240 000128-37-0 98
4 Ethyl 4-oxo-2-phenylpentanoate 220 C13H1603 1000427-11-2 96
5 Butylated Hydroxytoluene 220 C15H240 000128-37-0 96
Abundance Scan 4834 (16.883 min): VU051577.D\data.ms (-4825) (- | m/z 205.15 100.00%
205.2
5000
57.0 P e
| oL0 1451 | ‘ ser | 1650 17.00
Ol e u“Jw\hMﬂnu“u‘mﬁﬁ,‘ﬁ”uuH“Mwww,n m/z 220.20  22.81%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #99219: Butylated Hydroxytoluene
205.0
5000 — —
16.50 17.00
57.0 m/z 57.00 17.23%
105.0 14‘50 ‘
O\H‘Z\()\“\H\’\‘\HM“H‘\‘\‘\‘\\‘N“\W\“\‘h\\‘H’\\\?’9\\"\H“HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #99218: Butylated Hydroxytoluene
205.0
‘ T h\ T ‘ T
16.50 17.00
5000 m/z 41.05 15.88%
57.0 105.0 1450 ‘
m/z--> 20 40 60 80 100120140160180200220240260280 /\
Abundance #99214: Butylated Hydroxytoluene o e T L
205.0 16.50 17.00
m/z 206.20  15.05%
5000
57.0
105.0 1450 ‘
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\VU102822\
Data File : VU@51577.D

Acqg On : 28 Oct 2022 19:10
Operator : JC/MD

Sample : N5300-03DL 100X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 18 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|
Sulfur dioxide 1.475 0.5 ug/L 49664 1 6.247 476995 5.0
Ethyl ether 2.376 0.7 ug/L 70733 1 6.247 476995 5.0
Diisopropyl ether 3.990 4.5 ug/L 427475 1 6.247 476995 5.0
Benzene, propyl- 10.903 0.9 ug/L 118028 3 11.812 622065 5.0
Benzene, 1l-ethy... 11.292 0.9 ug/L 106888 3 11.812 622065 5.0
Benzene, 1,2,3-... 11.893 0.5 ug/L 63083 3 11.812 622065 5.0
(Z)-1-Phenylpro... 12.095 1.2 wug/L 148355 3 11.812 622065 5.0
Butylated Hydro... 16.883 0.6 ug/L 77897 3 11.812 622065 5.0
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