LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe81122\
Data File : VU@50273.D

Acqg On : 12 Aug 2022 11:35
Operator : SY/MD

Sample : N4e65-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 10 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\SFAMUTRO80422WMA.M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@50273.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1  1.597 71 80 90 rBV 53535 61447 1.18% 0.614%
2 1.912 169 178 195 rVB 41163 54177 1.04% 0.541%
3 2.565 368 381 397 rVB 71945 117454 2.26% 1.173%
4 4.642 1013 1027 1062 rBvV2 43980 160406 3.09% 1.602%
5 5.063 1142 1158 1176 rBV 65826 145010 2.80% 1.448%
6 5.726 1342 1364 1393 rBV2 126354 342845 6.61% 3.425%
7 6.250 1513 1527 1548 rBV 99556 188899 3.64% 1.887%
8 6.690 1650 1664 1684 rBV 81703 158388 3.05% 1.582%
9 7.568 1924 1937 1956 rBV 36195 63097 1.22% 0.630%
10 7.899 2027 2040 2054 rBV 132460 228088 4.40% 2.278%
11  8.639 2257 2270 2307 rBV6 137761 398884 7.69%  3.984%
12 9.417 2500 2512 2528 rBV 144927 243862 4.70% 2.436%
13 9.500 2528 2538 2551 rVB 82507 126557 2.44% 1.264%
14 10.484 2829 2844 2858 rBV2 82488 131864 2.54% 1.317%
15 10.758 2917 2929 2945 rVB 73239 116761 2.25% 1.166%
16 11.812 3244 3257 3270 rBV 139688 223277 4.30% 2.230%
17 12.095 3335 3345 3358 rVB 36795 57130 1.10% ©.571%
18 12.192 3364 3375 3390 rBV 142834 230425 4.44%  2.302%
19 12.680 3510 3527 3546 rBV 63136 106105 2.05% 1.060%
20 13.024 3626 3634 3654 rVB7 21348 55724 1.07% ©.557%
21 13.626 3805 3821 3835 rBV3 40575 68306 1.32% ©0.682%
22 14.085 3944 3964 3982 rBv4 66572 180853 3.49% 1.807%
23 14.204 3982 4001 4007 rBV2 26275 62190 1.20% 0.621%
24 14.806 4172 4188 4197 rBV2 32106 54778 1.06% ©.547%
25 14.880 4201 4211 4226 rVB 44987 78405 1.51% 0.783%
26 15.169 4279 4301 4321 rBV2 66153 155908 3.01% 1.557%
27 15.413 4363 4377 4400 rBV5 89730 220050 4.24%  2.198%
28 16.182 4599 4616 4632 rBV2 77048 131578 2.54% 1.314%
29 16.394 4667 4682 4695 rBVv9 30776 78654 1.52% 0.786%
30 16.609 4738 4749 4755 rBV 99751 167419 3.23% 1.672%

31 16.645 4755 4760 4775 rVB2 91423 139043 .68% 1.389%
32 16.783 4792 4803 4818 rBV2 76586 123310  2.38% 1.232%
33 17.095 4886 4900 4932 rBV 3212019 5187308 100.00% 51.815%
34 17.275 4946 4956 4966 rBV 93231 152935 2.95% 1.528%

N

Sum of corrected areas: 10011137
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe81122\
Data File : VU@50273.D

Acq On : 12 Aug 2022 11:35
Operator : SY/MD

Sample : N4065-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO80422WMA .M
Quant Title : TRACE VOA SFAM1.@

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

Abundance TIC: VU050273.D\data.ms
3000000

2500000
2000000
1500000
1000000

500000

1597 1.912 2.565 4642  5.063 5.7126 6250  6.69(
\‘\\\\‘\H\‘\\AH‘\\\\‘\\\\‘\\\\‘\\H‘\\\\‘H\\‘\\\\‘\\\\‘\H\‘\H\‘\H\‘\\\\‘H\\‘%\‘H\\‘\\H‘\\\\‘\H\‘\\\\‘HH‘HH‘HH‘HH’\HT

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: VU050273.D\data.ms

3000000

o

2500000

2000000

1500000

1000000

500000

7.899 8.639 9. 00 10.484 11.812
O““ ‘7\./5\‘6“/‘\_'\‘ ‘\‘M ﬁ\ L — “"‘10"7‘58“‘ B T 12]&‘&

—r— ‘ ‘
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: VU050273.D\data.ms

3000000

17.095

2500000

2000000

1500000

1000000

500000
12.680 13.02 13.626 14.98%04 141880 15.16915.413 16.182g 39456088783 E.275
0 L — R T L B /% (L B M‘r‘v/\\‘gr‘/\%—r‘}v_‘v_ﬁ*ﬁj\\"%ﬁm L S B B B B

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\VUe81122\
Data File : VU@50273.D

Acq On : 12 Aug 2022 11:35
Operator : SY/MD

Sample : N4065-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO80422WMA .M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Benzene, 1-chloro-4-(triflu... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.500 2.59 ug/L 126557  Chlorobenzene-d5 9.417

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-chloro-4-(trifluorome... 180 C7H4C1F3 000098-56-6 98
2 Benzene, 1-chloro-4-(trifluorome... 180 C7H4C1F3 000098-56-6 98
3 Benzene, 1-chloro-4-(trifluorome... 180 C7H4C1F3 000098-56-6 98
4 Benzene, 1l-chloro-4-(trifluorome... 180 C7H4C1F3 000098-56-6 97
5 Benzene, 1-chloro-3-(trifluorome... 180 C7H4C1F3 000098-15-7 94
Abundance Scan 2538 (9.500 min): VU050273.D\data.ms (-2528) (-) m/z 180.00 100.00%
180.0
145.0
5000
75.0

Ce

50.0 JL 950  124l9 | 9.50
et e e bl gz 145.00  54.85%

m/z--> 20 40 60 80 100 120 140 160 180

Abundance #55326: Benzene, 1-chloro-4-(trifluoromethyl)-

180.0
145.0
5000 T
75.0 850
’ m/z 160.90 49.47%
50.0 950 1250
\\\‘2\\\\‘\\“\\“‘\\‘\ \\\‘\“\\‘\\‘\‘\!\“\“\\\“\\\\“\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #55324: Benzene, 1-chloro-4-(trifluoromethyl)-
180.0
I
145.0 9.50
5000 m/z 182.00 30.83%
75.0
50.0 950 1250
1. PO O SN A
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #55320: Benzene, 1-chloro-4-(trifluoromethyl)- —
180.0 9.50
m/z 75.00 30.14%
5000 145.0
75.0
50.0 - 950 125‘0
2o e ML
m/z--> 20 40 60 80 100 120 140 160 180 9.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe81122\
Data File : VU@50273.D

Acq On : 12 Aug 2022 11:35
Operator : SY/MD

Sample : N4065-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO80422WMA .M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 1Indane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.095 1.28 ug/L 57130 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Indane 118 C9H1le 000496-11-7 76
2 Indane 118 CO9H1e 000496-11-7 70
3 Indane 118 C9H1e 000496-11-7 70
4 Benzene, l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 58
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 50
Abundance Scan 3345 (12.095 min): VU050273.D\data.ms (-3335) (- m/z 117.00 100.00%
11y7.0
- /\ /LA
910 AR
389  63.0 1340 12.00
HW‘HWHH‘HJ_H‘NHMMLWHM,HH_H‘MHWH‘MHH_;A_ m/z 118.00  52.06%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10181: Indane
117.0
5000 ARt Ay
12.00
. m/z 115.00 44.27%
39.0 63‘0 9L.0 I
| 1l Nl |
\H‘\H\‘\\\\‘\H\‘H\\‘\\\\‘\H\‘H\\’\\H‘\H\’HH‘HH‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10179: Indane
117.0 A
12.00
5000 m/z 116.00 20.09%
39.0 &g 91.0 ‘
B3O TS e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\
Abundance #10180: Indane I B AR A
117.0 12.00
m/z 91.00 16.82%
5000
39.0 430 91.0 ‘ f\
mewmmwmmewwwﬂmwmwumwm_ [gap [ W )
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe81122\
Data File : VU@50273.D

Acq On : 12 Aug 2022 11:35
Operator : SY/MD

Sample : N4065-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO80422WMA .M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 Benzene, 1-methyl-2-(2-prop... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.680 2.38 ug/L 106105 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 87
2 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 87
3 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 87
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 83
5 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 80
Abundance Scan 3527 (12.680 min): VU050273.D\data.ms (-3510) (- m/z 117.00 100.00%
117.0
5000
132.0 M
P =y
38.9 63.0 91.0 ‘ 12.50 13.00
ek el el m/z 115.00 0 41.15%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16168: Benzene, 1-methyl-2-(2-propenyl)-
117.0
5000 /\* = ]
91.0 132.0 12.50 13.00
m/z 132.00 28.50%
39.0 65.0
\\‘]_\\5\.\()‘\\\‘\‘\Hf‘“\\\\H}‘\H‘}H\\‘\MM“\\H‘MH\‘M‘\\‘HM‘\H‘““\‘\H’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16123: (E)-1-Phenyl-1-butene
117.0
LS R Y ¥
12.50 13.00
5000 m/z 91.00 16.38%
91.0 132.0
51.0
28.0 | 76,0
H_‘H‘HN‘H‘“H‘ﬂvuuJw‘_MH_‘HH‘H‘MH‘H‘MHwMMHW‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 ﬂm,}V\
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)- ’\“‘A‘”\ﬂ“‘”‘ A /M
117.0 12.50 13.00
m/z 116.00 11.30%
132.0
5000
91.0 q
51.0 ‘ ‘
H_Hw%nﬁuﬁ‘HwwHMWW?%RHNMHWWHWHMHJMMW‘ ‘A i
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00

SFAMUTRO80422WMA.M Thu Aug 18 02:16:02 2022 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe81122\
Data File : VU@50273.D

Acq On : 12 Aug 2022 11:35
Operator : SY/MD

Sample : N4065-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO80422WMA .M
Quant Title : TRACE VOA SFAM1.@

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 5 Benzofuran, 7-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.024 1.25 ug/L 55724  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzofuran, 7-methyl- 132 C9H80 017059-52-8 91
2 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 60
3 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 55
4 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 50
5 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 50
Abundance Scan 3634 (13.024 min): VU050273.D\data.ms (-3626) (- m/z 130.95 100.00%
130.9
509 %9 1430 i Al W‘/
| N
38 el gz 13200 78.61%
miz--> 20 40 60 80 100 120 140
Abundance #16663: Benzofuran, 7-methyl-
132.0
5000 e ‘A/‘\‘A‘
51.0 13.00
77.0 103.0 m/z 118.95 76.21%
220 | ‘ |
\\\‘\“i‘\\““\\‘U\““\“\\Hl“\\‘\\“\\\\‘\\“\‘\\
miz—-> 20 40 60 80 100 120 140
Abundance #16666: Benzofuran, 2-methyl-
131.0
WIV.VL1E ‘
13.00
5000 m/z 134.00 33.21%
51.0 77.0 103.0
SN2 SRR O PRSI RN N
miz--> 20 40 60 80 100 120 140
Abundance #16660: Benzofuran, 2-methyl- R s ‘
131.0 13.00
m/z 76.90  28.70%
5000
51.0 77.0  103.0 f
N T VN RO NN O ' i Y A
m/z--> 20 40 60 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe81122\
Data File : VU@50273.D

Acq On : 12 Aug 2022 11:35
Operator : SY/MD

Sample : N4065-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO80422WMA .M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 1H-Indene, 1-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.626 1.53 ug/L 68306  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indene, 1-methyl- 130 CleH1ie 000767-59-9 95
2 2-Methylindene 130 C10H1e 002177-47-1 92
3 Benzene,1-methyl-1,2-propadienyl- 130 CleHie 022433-39-2 91
4 Naphthalene, 1,2-dihydro- 130 CleH1e 000447-53-0 86
5 Tetracyclo[5.3.0.0<2,6>.0<3,10>]... 130 C1l0H10 034324-40-8 83
Abundance Scan 3821 (13.626 min): VU050273.D\data.ms (-3805) (- m/z 115.00 100.00%
115.0130.0
5000
iy AU 1
‘ H ‘ 13.50 14.00
wH‘HwH}HMHH_U:‘w_m,l“hw!“um L2480 h/z 130.00  93.16%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #15031: 1H-Indene, 1-methyl-
130.0
115.0
5000 AR e
13.50 14.00
m/z 129.00  82.40%
\‘%\7\‘()\\\\“H\\}‘\\H‘1”‘\\‘\MM‘\\\\“\\H’Q\\H‘Hl\‘\\\‘ ‘HH‘HH’H\
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #15022: 2-Methylindene
130.0 M
1150 NIV =W
13.50 14.00
5000 m/z 104.00 60.85%
51.0
77.0
‘_?ﬁfuMH‘JHHMWHMMMHH‘gﬁwu‘_HWHJ‘HH‘HH“H
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #15050: Benzene,1-methyl-1,2-propadienyl- A S
113.0130_0 13.50 14.00
m/z 128.00 54.20%
5000
51.0
27.0
‘_HMWMW}W_MMWU1_”‘%”‘,”“_‘!“”: rperreper BV PN
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe81122\
Data File : VU@50273.D

Acq On : 12 Aug 2022 11:35
Operator : SY/MD

Sample : N4065-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO80422WMA .M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Azulene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.085 4.05 ug/L 180853 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene 128 C10H8 000091-20-3 94
2 Naphthalene 128 C10H8 000091-20-3 94
3 Azulene 128 C10H8 000275-51-4 94
4 Naphthalene 128 C10H8 000091-20-3 91
5 Naphthalene 128 C10H8 000091-20-3 87
Abundance Scan 3964 (14.085 min): VU050273.D\data.ms (-3944) (- m/z 128.00 100.00%
128.0
5000
/\\ T ‘ T ‘
agg 510 749 1020 146.0 14.00
e M b e b e m/z 127.00 0 13.14%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #13686: Naphthalene
128.0
5000 /\/\M’\“\‘“
14.00
m/z 129.00  11.55%
5.0 750 1020
I Il I L
\‘\H\‘HH‘H\\‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘H\‘HH‘HH‘H\
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #13683: Naphthalene
128.0 /\
alled T fo
14.00
5000 m/z 102.00 8.87%
_ 510 770 1020 |
R R e o L AN AN RN
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 A
Abundance #13678: Azulene LT N R Vo
128.0 14.00
m/z 51.00 8.38%
5000
102.0 A
51.0
Wm"w‘HHNW_wwm‘o“H_W!m‘”WAHWWWW Den LV ag A
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe81122\
Data File : VU@50273.D

Acq On : 12 Aug 2022 11:35
Operator : SY/MD

Sample : N4065-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO80422WMA .M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Benzo[c]thiophene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.204 1.39 ug/L 62190  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[c]thiophene 134 C8H6S 000270-82-6 81
2 Benzo[b]thiophene 134 C8H6S 000095-15-8 81
3 Benzo[b]thiophene 134 C8H6S 000095-15-8 76
4 Benzo[b]thiophene 134 C8H6S 000095-15-8 74
5 3-Deazaadenine 134 C6H6N4 006811-77-4 59
Abundance Scan 4001 (14.204 min): VU050273.D\data.ms (-3982) (- m/z 134.00 100.00%
134.0
5000
88.9 e —
as9 629 T o709 | 1621 14.00 1450
R L L m/z 88.90 12.46%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17519: Benzo[c]thiophene
134.0
5000 (\\ ﬂ\" /j\ T \ﬂ\ ‘ﬂ\ n\
14.00 14.50
m/z 134.90 10.21%
89.0
45.0 63‘ 9 H 108.0 LJ{
\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\’\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #17520: Benzo[b]thiophene
134.0 M
—— —
14.00 14.50
5000 m/z 62.90 9.24%
67.0 89.0
20 B0 DL L
m/z--> 20 40 60 80 100 120 140 160
Abundance #17521: Benzo[b]thiophene ‘AA”GA‘ A7 by AT
134.0 14.00 14.50
m/z 132.95 9.18%
5000
89.0
63 108.0 j\ /U\
B3 s N B IV AT L VATV
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe81122\
Data File : VU@50273.D

Acq On : 12 Aug 2022 11:35
Operator : SY/MD

Sample : N4065-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO80422WMA .M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Benzene, pentamethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.806 1.23 ug/L 54778 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, pentamethyl- 148 C11H1e 000700-12-9 90
2 Benzene, pentamethyl- 148 C11H1e 000700-12-9 81
3 3,4-Dimethylcumene 148 C11H16 1000370-34-1 81
4 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 81
5 Benzene, pentamethyl- 148 C11H1e 000700-12-9 81
Abundance Scan 4188 (14.806 min): VU050273.D\data.ms (-4172) (- m/z 133.00 100.00%
133.0
5000
T aag e
38.9 ' : :
‘H"HJ_m?“‘?h”Hm‘U‘_‘H“‘plﬂwuwww"]("?:q m/z 148.05 40.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26355: Benzene, pentamethyl-
133.0
5000 — /\ —
14.50 15.00
91.0 m/z 129.00  16.96%
\1\5\(‘)\\\3\9“‘9\‘\\6‘5\)\(\)\“‘\\‘\\‘\‘\\m“\\‘\‘\‘\‘\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26356: Benzene, pentamethyl-
138.0 p/k\
L A A
14.50 15.00
5000 m/z 90.95 14.39%
\4ﬁ0 650\9ﬁ0\ T
o e A RRARE
m/z--> 20 40 60 80 100 120 140 160 180 200 fVV&
Abundance #26348: 3,4-Dimethylcumene “ﬂwﬁ‘ﬁ A
133.0 14.50 15.00
m/z 128.00  12.95%
5000
105.0
40 770 ‘ /W/W/\
L TINPGc OY  NO L  1
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe81122\
Data File : VU@50273.D

Acq On : 12 Aug 2022 11:35
Operator : SY/MD

Sample : N4065-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO80422WMA .M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Benzo[b]thiophene, 2,3-dihy... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.880 1.76 ug/L 78405 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[b]thiophene, 2,3-dihydro- 136 C8H8S 004565-32-6 93
2 Benzo[c]thiophene, 1,3-dihydro- 136 C8H8S 002471-92-3 93
3 Benzo[b]thiophene, 2,3-dihydro- 136 C8H8S 004565-32-6 87
4 Benzene, (ethenylthio)- 136 C8H8S 001822-73-7 68
5 Benzene, (ethenylthio)- 136 C8H8S 001822-73-7 68
Abundance Scan 4211 (14.880 min): VU050273.D\data.ms (-4201) (- m/z 135.00 100.00%
135.0
5000
91.0
P e
389 629 14.50 15.00
L2990 2069 4/ 136.00  76.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18799: Benzolb]thiophene, 2,3-dihydro-
135.0
5000 — A
91.0 14.50 15.00

m/z 133.90  46.53%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18798: Benzolc]thiophene, 1,3-dihydro-
135.0 /\
P ph
14.50 15.00
5000 ITI/Z 90.95 30.19%
91.0
390 670 ‘
S S TSRS L0 ——
m/z--> 20 40 60 80 100 120 140 160 180 200 M
Abundance #18797: Benzo[b]thiophene, 2,3-dihydro- W\‘Mﬁ e
135.0 14.50 15.00
m/z 137.00 11.63%
5000 91.0
390 67.0
w‘u‘AJNHWMWmH‘M‘p‘u‘p‘um‘u“‘u“_“‘_“‘ — L
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe81122\
Data File : VU@50273.D

Acq On : 12 Aug 2022 11:35
Operator : SY/MD

Sample : N4065-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO80422WMA .M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 Benzo[b]thiophene, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.169 3.49 ug/L 155908 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 91
2 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 91
3 3-Methylbenzothiophene 148 C9H8S 001455-18-1 91
4 3-Methylbenzothiophene 148 C9H8S 001455-18-1 90
5 Benzo[b]thiophene, 4-methyl- 148 C9H8S 014315-11-8 86
Abundance Scan 4301 (15.169 min): VU050273.D\data.ms (-4279) (- m/z 147.00 100.00%
147.0
5000
1500 1550
429 689 4,4 1209 . .
e W 280 L2068 g 148 00 78.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26962: Benzo[b]thiophene, 2-methyl-
147.0
5000 /‘\‘ T T
15.00 15.50
m/z 149.00 10.88%
. 74‘.0 11‘5.0
PR Y N . Jl
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26964: Benzo[b]thiophene, 2-methyl-
147.0
fa T\ all
15.00 15.50
5000 m/z 120.90 8.14%
45.0 74““0 115.0
Ll L Nt
A L e e e A
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #26956: 3-Methylbenzothiophene L0 A o
147.0 15.00 15.50
m/z 68.90 7.83%
5000
45.0 69.0 A
115.0
ECL NN RN -1 SN i VY1 N 2. ALY
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe81122\
Data File : VU@50273.D

Acq On : 12 Aug 2022 11:35
Operator : SY/MD

Sample : N4065-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO80422WMA .M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.413 4.93 ug/L 220050 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1-methyl- 142 Cl1H1e 000090-12-0 64
2 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 46
3 Benzo[b]thiophene, 2-methyl- 148 C9H8S 001195-14-8 46
4 Benzo[b]thiophene, 4-methyl- 148 C9H8S 014315-11-8 46
5 3-Methylbenzothiophene 148 C9H8S 001455-18-1 46
Abundance Scan 4377 (15.413 min): VU050273.D\data.ms (-4363) (- m/z 147.00 100.00%
147.0
5000
111.0
129.0 e
. 68.9 gag ‘ 15.50
““‘Mw‘WﬂuﬂwWWMuwﬂwwﬂ‘«wuu‘wu‘wWL“N“ m/z 147.95  62.60%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22145: Naphthalene, 1-methyl-
142.0
5000 T
115.0 15.50
m/z 142.00 53.05%
30 210 890 |
‘\\\\‘\\\\‘\‘\‘\H\‘\‘\\\‘\\\\‘\\\\\\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #26964: Benzo[b]thiophene, 2-methyl-
147.0
\/\ T T ‘ T
15.50
5000 m/z 141.00 50.03%
45.0 74.0 115.0
SR I I IO N |
m/z--> 20 40 60 80 100 120 140 160
Abundance #26962: Benzo[b]thiophene, 2-methyl- =
147.0 15.50
m/z 111.00 36.02%
5000
45.0 74.0 115.0
210 B0 s L auil
m/z--> 20 40 60 80 100 120 140 160 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe81122\
Data File : VU@50273.D

Acq On : 12 Aug 2022 11:35
Operator : SY/MD

Sample : N4065-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO80422WMA .M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 Naphthalene, 2-ethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.182 2.95 ug/L 131578 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 95
2 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 93
3 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 81
4 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 81
5 Naphthalene, 1-ethyl- 156 C12H12 001127-76-0 81
Abundance Scan 4616 (16.182 min): VU050273.D\data.ms (-4599) (- m/z 140.95 100.00%
140.9
5000 M
16.00 /1\63‘56
63.0 4 : :
o 2029 L ULI7402080 28BLC g6 g 4e.55%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33125: Naphthalene, 2-ethyl-
141.0
5000 e A s
16.00 16.50
m/z 114.95  22.65%
\\\‘\\:3\\“\\“H"hH“lh’\\‘H‘HH‘\“!\\“‘\\”‘\‘\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33127: Naphthalene, 1-ethyl-
141.0 M
a T ‘ T T T
16.00 16.50
5000 m/z 162.00 12.87%
27.0 ‘6370 ‘102'4 |
e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 ]\ /\//\ /\
Abundance #33124: Naphthalene, 2-ethyl- b
141.0 16.00 16.50
m/z 146.95  12.54%
5000
m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe81122\
Data File : VU@50273.D

Acq On : 12 Aug 2022 11:35
Operator : SY/MD

Sample : N4065-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO80422WMA .M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 Diphenylmethane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.394 1.76 ug/L 78654  1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Diphenylmethane 168 C13H12 000101-81-5 96
2 Diphenylmethane 168 C13H12 000101-81-5 92
3 1,1'-Biphenyl, 2-methyl- 168 C13H12 000643-58-3 91
4 Diphenylmethane 168 C13H12 000101-81-5 91
5 Diphenylmethane 168 C13H12 000101-81-5 87
Abundance Scan 4682 (16.394 min): VU050273.D\data.ms (-4667) (- m/z 168.00 100.00%
168.0
5000
91.0 ﬁ
- r ‘
509 28. 2065 16.00 16.50
28 Tnyz 167.00 95.09%
miz--> 50 100 150 200 250
Abundance #43623: Diphenylmethane
167.0
5000 e )
16.00 16.50
91.0 o
51.0 m/z 141.00  44.80%
Tl e
T }‘ \“1””\‘”1‘ I I ‘\‘ ‘“\‘\ LA B e B B e s
miz—-> 50 100 150 200 250
Abundance #43626: Diphenylmethane
168.0 /\
— A
16.00 16.50
5000 m/z 165.00 41.83%
91.0 ‘
28.0
0ss0 10|
miz--> 50 100 150 200 250
Abundance #43642: 1,1'-Biphenyl, 2-methyl- 4 A ﬂ
168.0 16.00 16.50
m/z 156.00  39.86%
5000
83.0
51.0 115.0 H J“ j\
m/z--> 50 100 150 200 250 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe81122\
Data File : VU@50273.D

Acq On : 12 Aug 2022 11:35
Operator : SY/MD

Sample : N4065-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO80422WMA .M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 Naphthalene, 2,3-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.610 3.75 ug/L 167419 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
4 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 96
5 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 96
Abundance Scan 4749 (16.609 min): VU050273.D\data.ms (-4738) (- m/z 140.95 100.00%
140.9
5000 JK
A
38 ]J ‘ 16.50 17.00
Hwmu‘whu,“imU‘,mlHH‘u‘hJ“m 2070 2689 i n/z 156.00  89.32%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 j\ /‘\\ ‘
16.50 17.00
m/z 155.00  23.29%
7
90 "1 1100] |
H\‘H\\“\\“\\"‘h\‘\“\h’\\‘H‘HH‘\‘U\\‘HM‘HH’HH‘HH‘H\\‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33141: Naphthalene, 1,3-dimethyl-
141.0
— —
16.50 17.00
5000 m/z 115.00 21.40%
76.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #33134: Naphthalene, 1,7-dimethyl- T
156.0 16.50 17.00
m/z 128.00 17.41%
5000
770 115.0
390 0 M
m/z--> 20 40 60 80 100120140160180200220240260280 16.50 17.00

SFAMUTRO80422WMA.M Thu Aug 18 ©2:16:12 2022 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe81122\
Data File : VU@50273.D

Acq On : 12 Aug 2022 11:35
Operator : SY/MD

Sample : N4065-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO80422WMA .M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 16 Naphthalene, 1,6-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.645 3.11 ug/L 139043 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 93
2 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 93
3 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 91
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 91
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 91
Abundance Scan 4760 (16.645 min): VU050273.D\data.ms (-4755) (- m/z 156.00 100.00%
156.0
5000 /\ /\/\
115.0 A‘ ; ; ‘A
76.0 16.50 17.00
389 A o ‘M‘ 2808 myz 141,00 66.22%
miz--> 50 100 150 200 250
Abundance #33164: Naphthalene, 1,6-dimethyl-
156.0
5000 /‘\\ ‘ T
16.50 17.00
m/z 155.00  32.84%
115.0
T 2\8\.0\ ‘ \69\.0\ T ‘ \‘\““\ ‘{‘ “H‘m\ T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
—— —
16.50 17.00
5000 m/z 115.00 17.64%
77.0 1150
: ‘\‘?)9\‘0” “\h }HH\‘ e “‘\“\‘ U ‘M — —
m/z--> 50 100 150 200 250
Abundance #33154: Naphthalene, 1,8-dimethyl- e e S
156.0 16.50 17.00
m/z 76.00 14.16%
5000
76.0 115.0
39.0 ‘ m
Y PR T Y
m/z--> 50 100 150 200 250 16.50 17.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe81122\
Data File : VU@50273.D

Acq On : 12 Aug 2022 11:35
Operator : SY/MD

Sample : N4065-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO80422WMA .M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 17 Naphthalene, 1,4-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.783 2.76 ug/L 123310 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 97
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
4 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 96
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96

Abundance Scan 4803 (16.783 min): VU050273.D\data.ms (-4792) (- m/z 141.00 100.00%
.0

141
5000
115.0 /\‘ ‘ -
509 /29 ‘ B m 16.50 17.00
et e Ll L2089 5 95 ge.76%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #33136: Naphthalene, 1,4-dimethyl-
156.0
5000 /\‘ : : ‘L
16.50 17.00

m/z 115.00  23.48%

115.0
\\\‘2\7\.\()\“\5\1“-\-\0“}\‘7\7“.‘0\\\\‘\\\‘\‘\‘1‘\\“‘\\‘U‘“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
A ol el imyennr,

16.50 17.00
5000 ITI/Z 155.00 17.21%
115.0
76.0 ‘
51.0

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33148: Naphthalene, 2,3-dimethyl- — —=
156.0 16.50 17.00

m/z 128.00  15.65%

5000

76.0 115.0 M
51.0
28.0 L \M\ ‘ bl \H\‘ TS jw\ T

m/z--> 20 40 60 80 100 120 140 160 180 200 16.50 17.00

SFAMUTRO80422WMA.M Thu Aug 18 02:16:14 2022 Page: 19



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe81122\
Data File : VU@50273.D

Acq On : 12 Aug 2022 11:35
Operator : SY/MD

Sample : N4065-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO80422WMA .M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 18 Naphthalene, 2-ethenyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.095 116.16 ug/L 5187310 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Acenaphthene 154 C12H1e 000083-32-9 90
2 Acenaphthene 154 C12H1e 000083-32-9 90
3 Acenaphthene 154 C12H10 000083-32-9 81
4 Acenaphthene 154 C12H10 000083-32-9 70
5 Naphthalene, 2-ethenyl- 154 C12H1e 000827-54-3 53

Abundance Scan 4900 (17.095 min): VU050273 D\data.ms (-4886) (- m/z 152.95 100.00%

52.9
5000
76.0 —

39.0 ‘ 17.00
C
ol il 2150 m‘ 2069 280% g7 154.00  89.14%
miz--> 50 100 150 200 250
Abundance #31486: Acenaphthene
1538.0
5000 \
76.0 17 OO

m/z 152.00  49.62%

390uJ 139 m
T T T T T T T T T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #31487: Acenaphthene
154.0
——

\
17.00
5000 m/z 76.00 25.42%
76.0
?9 0\ \h H“ L \ " \‘ . M ; — —
m/z--> 50 100 150 200 250
Abundance #31489: Acenaphthene T
154.0 17 00

m/z 151.00 17.63%

5000
76.0
390 | 1150 |

miz--> 50 100 150 200 250 17.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe81122\
Data File : VU@50273.D

Acq On : 12 Aug 2022 11:35
Operator : SY/MD

Sample : N4065-01

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO80422WMA .M
Quant Title : TRACE VOA SFAM1.@

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 19 1-Isopropenylnaphthalene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.275 3.42 ug/L 152935 1,4-Dichlorobenzene-d4 11.812
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Isopropenylnaphthalene 168 C13H12 001855-47-6 72
2 Naphthalene, 1-(2-propenyl)- 168 C13H12 002489-86-3 72
3 Ethanone, 1-(2,3,4-trihydroxyphe... 168 C8H804 000528-21-2 47
4 Ethanone, 1-(2,4,6-trihydroxyphe... 168 C8H804 000480-66-0 43
5 Ethanone, 1-(2,4,6-trihydroxyphe... 168 C8H804 000480-66-0 43

Abundance Scan 4956 (17.275 min): VU050273.D\data.ms (-4946) (- m/z 153.00 100.00%
158.0

5000
17.0017.201740
76.0 . . .
115.0
(389 L M0 [ ke21 2810 L1515 39.86%
miz--> 50 100 150 200 250
Abundance #43630: 1-Isopropenylnaphthalene
153.0
5000 \\\‘\\\\‘\\\\‘\\\\‘\
17.0017.2017.40
m/z 168.05  38.28%
83.0 ‘
51.0
— \‘\ i‘ “ " \‘H‘\H\H‘\ ‘%}\5"%‘ " iH ‘HH‘ T
miz--> 50 100 150 200 250
Abundance #43643: Naphthalene, 1-(2-propenyl)-
153.0

17.0017.2017.40
5000 115.0 m/z 165.00  25.28%

63.0
28.0 ‘ ‘
: \\“ \‘ ” o HH\‘HM“ y AL H“ J M : e e
m/z--> 50 100 150 200 250 /\
Abundance #44094: Ethanone, 1-(2,3,4-trihydroxyphenyl)-

153.0 17.0017.2017.40
m/z 154.00 12.70%
5000
430 79.0
A 20 g S A E—
miz--> 50 100 150 200 250 17.0017.2017.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe81122\
Data File : VU@50273.D

Acqg On : 12 Aug 2022 11:35
Operator : SY/MD

Sample : N4065-01

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO80422WMA.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|
Benzene, 1-chlo... 9.500 2.6 ug/L 126557 2 9.417 243862 5.0
Indane 12.095 1.3 ug/L 57130 3 11.812 223277 5.0
Benzene, 1-meth... 12.680 2.4 ug/L 1e6105 3 11.812 223277 5.0
Benzofuran, 7-m... 13.024 1.3 ug/L 55724 3 11.812 223277 5.0
1H-Indene, 1-me... 13.626 1.5 ug/L 68306 3 11.812 223277 5.0
Azulene 14.085 4.0 ug/L 180853 3 11.812 223277 5.0
Benzo[c]thiophene 14.204 1.4 ug/L 62190 3 11.812 223277 5.0
Benzene, pentam... 14.806 1.2 ug/L 54778 3 11.812 223277 5.0
Benzo[b]thiophe... 14.880 1.8 ug/L 78405 3 11.812 223277 5.0
Benzo[b]thiophe... 15.169 3.5 ug/L 155908 3 11.812 223277 5.0
unknown-01 15.413 4.9 ug/L 220050 3 11.812 223277 5.0
Naphthalene, 2-... 16.182 3.0 ug/L 131578 3 11.812 223277 5.0
Diphenylmethane 16.394 1.8 ug/L 78654 3 11.812 223277 5.0
Naphthalene, 2,... 16.610 3.8 ug/L 167419 3 11.812 223277 5.0
Naphthalene, 1,... 16.645 3.1 ug/L 139043 3 11.812 223277 5.0
Naphthalene, 1,... 16.783 2.8 wug/L 123310 3 11.812 223277 5.0
Naphthalene, 2-... 17.095 116.2 ug/L 5187310 3 11.812 223277 5.0
1-Isopropenylna... 17.275 3.4 ug/L 152935 3 11.812 223277 5.0
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