LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51721\
Data File : VU@43793.D

Acqg On : 17 May 2021 15:24

Operator : SY/MD

Sample : M2250-02

Misc : 25.0mL/MSVOA_U/WATER MDL-WATER-QT3-2021-06

ALS Vvial : 15 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\SFAMUTRO51521WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@43793.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.604 73 82 95 rBvV2 178025 213514 6.25% ©.898%
2 1.919 171 180 193 rVB 78988 103541 3.03% 0.435%
3 2.572 369 383 402 rBvV2 182781 316582 9.26% 1.331%
4 3.054 516 533 535 rBV4 184397 310839 9.09% 1.307%
5 3.089 537 544 569 rVB 465259 924751 27.06% 3.889%
6 3.369 611 631 657 rBV 1307544 2895441 84.71% 12.177%
7 3.707 717 736 761 rBV 836114 1847491 54.05% 7.770%
8 3.880 765 790 813 rBV 66026 207582 6.07% 0.873%
9 3.986 814 823 840 rVB3 23477 54858 1.60% 0.231%
10 4.099 844 858 872 rBv4 21397 49860 1.46% 0.210%
11  4.308 903 923 948 rBV6 45621 181095 5.30% 0.762%
12 4.443 951 965 977 rBV2 40250 94206 2.76% 0.396%
13 4.540 977 995 1013 rBV 1425595 3417947 100.00% 14.374%
14  4.675 1014 1037 1065 rVB2 220434 712005 20.83% 2.994%
15 5.073 1145 1161 1178 rBV 141970 316982 9.27% 1.333%
16 5.324 1220 1239 1251 rBV 187566 422628 12.36% 1.777%
17 5.398 1251 1262 1279 rVB2 150564 335204 9.81% 1.410%
18 5.736 1345 1367 1395 rBV2 304775 785005 22.97%  3.301%
19 6.256 1513 1529 1548 rBV 284825 534146 15.63% 2.246%
20 6.700 1653 1667 1684 rBV 178696 350400 10.25% 1.474%
21 7.572 1918 1938 1954 rBV 88024 155315 4.54% 0.653%
22 7.906 2026 2042 2053 rBV 363075 616618 18.04% 2.593%
23 7.977 2053 2064 2082 rVB 544754 931870 27.26% 3.919%
24  8.186 2117 2129 2143 rBV 55002 92648 2.71% ©.390%
25 8.642 2258 2271 2304 rBV 389221 790347 23.12%  3.324%
26 9.424 2500 2514 2521 rBV 410051 748415 21.90% 147%
27 9.578 2550 2562 2581 rVB 123549 202253 .92% 851%
28 9

29 10.108 2714 2727 2744 rBV 102556 164927

1
5
.700 2585 2600 2621 rBV 203285 337321 9.87%
4
30 10.491 2835 2846 2857 rBV 44679 67531 1

OO RrRrROW
»
Uy
O
R

31 10.764 2916 2931 2950 rBV 147308 230603  6.75%
32 10.912 2959 2977 2992 rBV 126781 192987 5.65%
33 11.005 2992 3006 3010 rBV 250229 396760 11.61%
34 11.096 3024 3034 3049 rVB 151382 232612 6.81%
35 11.240 3065 3079 3088 rBV 446655 697272 20.40%

NOROO®
o))
[o)]
o
B

36 11.298 3088 3097 3114 rVB 248279 395468 11.57% 1.663%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51721\
Data File : VU@43793.D

Acqg On : 17 May 2021 15:24

Operator : SY/MD

Sample : M2250-02

Misc : 25.0mL/MSVOA_U/WATER MDL-WATER-QT3-2021-06

ALS Vvial : 15 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\SFAMUTRO51521WMA .M
Title : TRACE VOA SFAM1.0
37 11.475 3139 3152 3169 rBV 706561 1079892 31.59% 4.541%
38 11.565 3169 3180 3191 rBV 45275 72937 2.13% ©.307%
39 11.751 3228 3238 3247 rBV 56483 86969 2.54% 0.366%
40 11.819 3247 3259 3275 rVW2 472354 875505 25.61% 3.682%
41 11.899 3275 3284 3297 rVB 154464 236741 6.93% 0.996%
42 12.102 3334 3347 3364 rBV 122398 206364 6.04% 0.868%
43 12.198 3364 3377 3396 rVB 398659 693087 20.28% 2.915%
44 12.578 3484 3495 3504 rBV 26387 39738 1.16% ©.167%
45 13.031 3628 3636 3648 rVB 27648 40863 1.20% 0.172%
46 13.459 3757 3769 3784 rVB3 29038 49696 1.45% 0.209%
47 14.092 3955 3966 3979 rBV 43333 69641 2.04% ©.293%
Sum of corrected areas: 23778457
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51721\
Data File : VU@43793.D

Acqg On : 17 May 2021 15:24

Operator : SY/MD

Sample : M2250-02

Misc : 25.0mL/MSVOA_U/WATER MDL-WATER-QT3-2021-06

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO51521WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VU043793.D\data.ms

1400000
3.369 4.940

1200000
1000000
3.707
800000

600000

3.089

400000
5.736 6.256
4.675

200000 1.604 Lot 2.572 3.054 5.073 5. .2§b8 6.70(
L I Bagoot s/ ||| I

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: VU043793.D\data.ms
1400000

o

1200000
1000000

800000
11.475
600000 7.977

11.819
9.424 11.240 12.1

400000 7.9 8.642
9.700 11.005 11.298

957 10.108 10.76% 914096 899, |

7.572
8.186 10.491 /\ .568L.7
01— \/\‘ T T \/\\K ‘ ““\““\“/\“\‘A‘

7
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: VU043793.D\data.ms
1400000

200000

1200000
1000000
800000
600000
400000

200000
12.578 13.031 13.459 14.092

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

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51721\
Data File : VU@43793.D

Acqg On : 17 May 2021 15:24

Operator : SY/MD

Sample : M2250-02

Misc : 25.0mL/MSVOA_U/WATER MDL-WATER-QT3-2021-06

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO51521WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.369 27.10 ug/L 2895440  1,4-Difluorobenzene 6.256

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
2 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
4 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 78
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 64
Abundance Scan 631 (3.369 min): VU043793.D\data.ms (-611) (-) m/z 57.00 100.00%
57.0
41.0
5000
3.00 3.20 3.40 3.60
Ul 70 860 979 'y 56.00  83.129
o177ttt m/z 56.00 83.12%
mlz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1826: Pentane, 3-methyl-
57.0
290 410 \
5000 L L R L B I B I
3.00 3.20 3.40 3.60
m/z 41.00 54.42%
10 3180 || ||| 710 g5
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1827: Pentane, 3-methyl-
57.0
20.0 41.0 3.00 3.20 3.40 3.60
5000 m/z 42.95 21.57%
15.0 ‘ 71.0 86.0
R i M
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #1824: Pentane, 3-methyl- R RRRmEAT
57.0 3.00 3.20 3.40 3.60
m/z 39.00 13.15%
41.0
5000 290
L aso || 70 sso
e e e e e e
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51721\
Data File : VU@43793.D

Acqg On : 17 May 2021 15:24

Operator : SY/MD

Sample : M2250-02

Misc : 25.0mL/MSVOA_U/WATER MDL-WATER-QT3-2021-06

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO51521WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.707 17.29 ug/L 1847490 1,4-Difluorobenzene 6.256

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexanhe 86 C6H14 000110-54-3 94
2 n-Hexane 86 C6H14 000110-54-3 83
3 n-Hexane 86 C6H14 000110-54-3 72
4 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 53
5 Furan, tetrahydro-3-methyl- 86 C5H100 013423-15-9 47
Abundance Scan 736 (3.707 min): VU043793.D\data.ms (-717) (-) m/z 56.95 100.00%
57.0
41.0
5000
86.0 \\‘\\\\‘\\\\‘\\\\’\\\\‘
‘ 71.0 3.40 3.60 3.80 4.00
0 H"H"‘H"_"w‘“q‘;u‘uml‘u“ﬁ“w“u“u m/z 40.95 63.96%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1821: n-Hexane
57.0
41.0
5000 L L R L RN
3.40 3.60 3.80 4.00
29.0 86.0 m/z 42.95 59.72%
] \‘ L 0
O\\\‘\\\\‘\\\.\‘\\\}‘\\\\i\i\\“\‘\\1‘\\\\“\\\\‘\\\\‘\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1822: n-Hexane
57.0
430 \\‘\\\\‘\\\\‘\\\\’\\\\‘
29.0 3.40 3.60 3.80 4.00
5000 m/z 55.95 50.29%
86.0
"0 15.0 ‘ ‘ 71.0
o"":""‘“""‘1""‘w,‘;"_umwwhww_u

miz--> 0O 10 20 30 40 50 60 70 80 90 /\

Abundance #1820: n-Hexane R

57.0 3.40 3.60 3.80 4.00
43.0 .
m/z 41.95 30.50%

29.0
5000
86.0
15.0 ‘ ‘ 71.0

ot e e e T T

m/z--> 0O 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51721\
Data File : VU@43793.D

Acqg On : 17 May 2021 15:24

Operator : SY/MD

Sample : M2250-02

Misc : 25.0mL/MSVOA_U/WATER MDL-WATER-QT3-2021-06

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO51521WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
3.986 0.51 ug/L 54858 1,4-Difluorobenzene 6.256

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentene, 4-methyl-, (Z)- 84 C6H12 000691-38-3 86
2 2-Pentene, 4-methyl- 84 C6H12 004461-48-7 80
3 2-Pentene, 4-methyl- 84 C6H12 004461-48-7 80
4 2-Pentene, 4-methyl-, (E)- 84 C6H12 000674-76-0 78
5 2-Butene, 2,3-dimethyl- 84 C6H12 000563-79-1 78
Abundance Scan 823 (3.986 min): VU043793.D\data.ms (-814) (-) m/z 69.00 100.00%
69.0
41.0
5000
84.0

e

53.0 I 3.60 3.80 4.00 4.20 4.40

o AL TSNV WA U IS R m/z 41.00 72.97%

mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1507: 2-Pentene, 4-methyl-, (2)-
41.0 69.0

5000 R AR Rs R EREaNE
3.60 3.80 4.00 4.20 4.40

84.0 m/z 84.00  31.39%

27.0
20 |, ol
i

I
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1475: 2-Pentene, 4-methyl-
41.0 69.0 /\
A Y

360380400420440

84.0
27.0 55.0
0***w**w}ﬁqw*wﬁ**HM“**wﬂlw*H“}H**w“H\*
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1483: 2-Pentene, 4-methyl-
41.0 69.0 3.60 3.80 4.00 4.20 4.40

m/z 66.95 14.50%

5000
84.0
27.0
150 ‘ 55.0
0L..20 Ll

m/z--> 0O 10 20 30 40 50 60 70 80 90 3.60 3.80 4.00 4.20 4.40

SFAMUTRO51521WMA.M Wed May 19 14:01:49 2021 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51721\
Data File : VU@43793.D

Acqg On : 17 May 2021 15:24

Operator : SY/MD

Sample : M2250-02

Misc : 25.0mL/MSVOA_U/WATER MDL-WATER-QT3-2021-06

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO51521WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
4.308 1.70 ug/L 181095 1,4-Difluorobenzene 6.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 78
2 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 78
3 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 64

4 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 59
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 59

Abundance Scan 923 (4.308 min): VU043793.D\data.ms (-903) (-) m/z 57.00 100.00%

57.0
43.0
5000 85.0
R e A hanay
‘ 70.0 979 4.00 4.20 4.40 4.60
0Lkl T8O 979wz 42,95 55.34%
mlz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3986: Pentane, 2,2-dimethyl-
57.0
43.0
5000 TT T T T T[T TT i [T rrrr]
85.0 4.00 4.20 4.40 4.60
29.0 )
m/z 85.00 43.87%
ol 10 130 M Wyl 710 | 1000
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3996: Pentane, 2,2-dimethyl-
57.0
AP VATV
43.0 4.00 4.20 4.40 4.60
5000 85.0 m/z 56.00 42.98%
29.0
o ol 710 | 1000
T e e e e e e
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3994: Pentane, 2,2-dimethyl- R N R R
57.0 4.00 4.20 4.40 4.60
43.0 m/z 40.95 40.67%
5000
20.0 85.0
O \15‘-0\ ‘\ iy 7\1'0 \ ‘\10\0'0
m/z--> 0 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51721\
Data File : VU@43793.D

Acqg On : 17 May 2021 15:24

Operator : SY/MD

Sample : M2250-02

Misc : 25.0mL/MSVOA_U/WATER MDL-WATER-QT3-2021-06

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO51521WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
4.443 0.88 ug/L 94206 1,4-Difluorobenzene 6.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 91
2 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 90
3 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 72

4 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 59
5 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 56

Abundance Scan 965 (4.443 min): VU043793.D\data.ms (-951) (-) m/z 43.00 100.00%

43.0 57.0
5000
85.0
R R R Ra
69.0 4.20 4.40 4.60 4.80
Y N Y O O m/z 57.00 96.26%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3983: Pentane, 2,4-dimethyl-
43.0
57.0
5000 LB L I L L I L R
4.20 4.40 4.60 4.80
27.0 85.0 m/z 55.95 57.40%
| PO P
\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3989: Pentane, 2,4-dimethyl-
43.0
57.0 R B R ARAREE
4.20 4.40 4.60 4.80
5000 m/z 40.95 48.30%
29.0 85.0
e e e e e e
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3988: Pentane, 2,4-dimethyl- REEEREELEE s
43.0 57.0 4.20 4.40 4.60 4.80
m/z 85.00 28.46%
5000 85.0
29.0
0 ‘ ‘ ‘\ | L 69\ -0 100 0
m,uu“m_m,mWm‘Hu,mWm‘mwm‘ PO
m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51721\

Data File : VU@43793.D

Acqg On : 17 May 2021 15:24

Operator : SY/MD

Sample : M2250-02 g

Misc : 25.0mL/MSVOA_U/WATER MDL-WATER-QT3-2021-06

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO51521WMA.M
: TRACE VOA SFAM1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 (DEL) Alkane: Cyclic4.540 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
4.540  31.99 ug/L 3417950 1,4-Difluorobenzene 6.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 80
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 78
4 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 72
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
Abundance Scan 995 (4.540 min): VU043793.D\data.ms (-977) (-) m/z 55.95 100.00%

56.0
5000 41.0 69.0

SRS N
| ‘ 84.0 4.20 4.40 4.60 4.80
0 ""H"_Hwwmw‘wuw bbb m/z 41.00

44.62%

miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1494: Cyclopentane, methyl-
56.0
41.0
5000 690 T[T T T[T o1
4.20 4.40 4.60 4.80
m/z 69.00 44.37%
28.0 “ ‘ 84.0
O\\\‘\\\\‘]\-\5\(\)‘\\\H“\\\\‘\‘\\\“\u\‘\\\‘1“\\\\‘\!\\‘\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1493: Cyclopentane, methyl-
56.0
R R A
41.0 4.20 4.40 4.60 4.80
5000 m/z 54.95 25.06%

69.0
270
‘ 84.0
0O 10 20 30 40 50 60 70 80 90
#1491: Cyclopentane, methyl-

0
m/z-->
Abundance N R RAREEEEEmsss e
56.0 4.20 4.40 4.60 4.80
m/z 42.00 19.17%
5000 41.0
69.0
84.0
7 ) »
0 ‘H“H“‘H“H“M“W“H‘wlM‘H‘ww“W“u“‘ T T
m/z--> 0O 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\VU@51721\

Data File : VU@43793.D

Acqg On : 17 May 2021 15:24

Operator : SY/MD

Sample : M2250-02 g

Misc : 25.0mL/MSVOA_U/WATER MDL-WATER-QT3-2021-06

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO51521WMA.M
: TRACE VOA SFAM1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Benzene, propyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
10.912 1.10 ug/L 192987 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 87
2 Benzene, propyl- 120 C9H12 000103-65-1 87
3 Benzene, propyl- 120 C9H12 000103-65-1 87
4 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 72
5 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 64

Abundance Scan 2977 (10.912 min): VU043793.D\data.ms (-2959) (-

m/z 91.00 100.00%

91.0
5000
11.00 -
38.9 1 L.o :
ol L agte 2808 ) 106,00 22.18%
m/z--> 50 100 150 200 250
Abundance #9407: Benzene, propyl-
91.0
5000 A T T j\ T T
11.00
m/z 92.00 10.91%
39.0 h
Ot ‘\‘ i“\“‘\”‘\ ‘\“‘:\Lz\‘.\ow‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #9408: Benzene, propyl-
91.0 A
ATAV i
11.00
5000 ITI/Z 65.00 9.73%
39.0 h
) i T
miz-> 50 100 150 200 250 j\
Abundance #9406: Benzene, propyl- A Pt
91.0 11.00
m/z 78.00 5.98%
5000
39.0 ‘ ‘ 12L,0 /\
o e — — .
m/z--> 50 100 150 200 250 11.00

SFAMUTRO51521WMA.M Wed May 19 14:01:52 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51721\
Data File : VU@43793.D

Acqg On : 17 May 2021 15:24

Operator : SY/MD

Sample : M2250-02

Misc : 25.0mL/MSVOA_U/WATER MDL-WATER-QT3-2021-06

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO51521WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Benzene, 1-ethyl-3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.006 2.27 ug/L 396760 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 94
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 94
4 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 3006 (11.005 min): VU043793.D\data.ms (-2992) (-  m/z 105.00 100.00%
105.0
5000
120.0
770 910 —h—
89 29 T | | 11.00
O e e e e e m/z 120.00 31.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105.0
5000 AM i /‘\ ]
120.0 11.00
m/z 90.95 13.50%
77.0 91.0
0, 380 80 n
OH‘\\H‘H\‘\‘\H\“HH“\H\“\‘\‘H‘H\}‘HHM\H‘\MH‘H‘\‘\“‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9426: Benzene, 1-ethyl-3-methyl-
105.0
11.00
5000 m/z 77.00 11.71%
120.0
39.0 77.0 91.0
0‘WH‘“29‘?””““m{‘\m?%“owu“1“””“1"W‘;me“mw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 j\\/\ —/\
Abundance #9422: Benzene, 1-ethyl-2-methyl- PRl
105.0 11.00
m/z 106.00 9.11%
5000
120.0
i N /\
X .. Y Y S
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51721\
Data File : VU@43793.D

Acqg On : 17 May 2021 15:24

Operator : SY/MD

Sample : M2250-02

Misc : 25.0mL/MSVOA_U/WATER MDL-WATER-QT3-2021-06

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO51521WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 4-Heptanone, 2,6-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.240 3.98 ug/L 697272 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Heptanone, 2,6-dimethyl- 142 C9H180 000108-83-8 94
2 5-Nonanone 142 C9H180 000502-56-7 59
3 5-Nonanone 142 C9H180 000502-56-7 59
4 2,4-Hexanedione, 5,5-dimethyl- 142 C8H1402 007307-04-2 53
5 4-Heptanone, 2,6-dimethyl- 142 C9H180 000108-83-8 47

Abundance Scan 3079 (11.240 mln) VU043793.D\data.ms (-3065) (- m/z 57.00 100.00%

57.0 85.0
5000
1421 11,00 11,50
o‘_HwHH“MHu_m“uh“}97‘9‘1‘2‘5‘9““” m/z 85.00 91.22%
m/z--> 0 20 40 60 80 100 120 140
Abundance #20011: 4-Heptanone, 2,6-dimethyl-
57.0
85.0
5000 ——
11.00 11 50
m/z 32.76%
39 142.0
0 15.0 | \f Ao L 109.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 20 40 60 80 100 120 140
Abundance #19926: 5-Nonanone
510 850
11.00 11.50
5000 ITI z . 25.73%
29.0
142.0
‘ 113.0
) SRR | A TR S R ot
m/z--> 0 20 40 60 80 100 120 140 /\
Abundance #19935: 5-Nonanone — s ‘ A‘ ‘
57.0 11.00 11.50
85.0 o
m/z 43.00 16.36%
29.0 /
5000 /\
142.0
H»uw | K
m/z--> 0 20 60 80 100 120 140 11.00 11.50

SFAMUTRO51521WMA.M Wed May 19 14:01:54 2021 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51721\
Data File : VU@43793.D

Acqg On : 17 May 2021 15:24

Operator : SY/MD

Sample : M2250-02

Misc : 25.0mL/MSVOA_U/WATER MDL-WATER-QT3-2021-06

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO51521WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 Benzene, 1-ethyl-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.298 2.26 ug/L 395468 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91

Abundance Scan 3097 (11.298 min): VU043793.D\data.ms (-3088) (-  m/z 105.00 100.00%

105.0
5000
120.0
77.0 91.0 11.00 1150
380 °10 630 || |
O et e e e e m/z 120.00 %
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 11.00 1150
m/z 91.00 %
77.0 91.0
O\\‘]\_5\(\)‘\\\\‘\\3\19’?\\\“\\\\6’%\‘\0\‘\\\}“\\H“HH‘\M1\‘\\\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
11.00 1150
5000 ITIZ 77 .00 . %
120.0
o6, 3%0 63.0 77.0 91.0
S A PR s 1 O OO B N
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9418: Benzene, 1,2,3-trimethyl-
105.0 1100 1150
m/z 78.95 9.23%
120.0
5000
77.0
1 90 eso 0 J\\/\J\
O e hep e i o e b bl
m/z--> 10 20 30 40 50 60 70 80 90 100110120 1100 1150
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51721\
Data File : VU@43793.D

Acqg On : 17 May 2021 15:24

Operator : SY/MD

Sample : M2250-02

Misc : 25.0mL/MSVOA_U/WATER MDL-WATER-QT3-2021-06

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO51521WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 Benzene, 1,2,3-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.899 1.35 ug/L 236741 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 95
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
5 Mesitylene 120 C9H12 000108-67-8 93
Abundance Scan 3284 (11.899 min): VU043793.D\data.ms (-3275) (- m/z 105.00 100.00%
105.0
5000 120.0
A
509 77.0 91.0 11.50 12.00
37,9 : | | \
O Frrprrrrprrrr et b e m/z 119.95  44.12%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #9412: Benzene, 1,2,3-trimethyl-
105.0
5000 . ‘A‘ :
120.0 11.50 12.00
770 m/z 76.95 12.38%
39.0 YV 91.0
15.0 L ‘\ e 63\.\0 M ‘ Ll M‘\
O \\’\H\’HH’\\H’\\H’\\H“\\H‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9418: Benzene, 1,2,3-trimethyl-
105.0 A
Vi
120.0 11.50 12.00
5000 m/z 118.95 11.27%
39.0 77.0 91.0
0L 280 e errrhrridionresbrereferrryeislrer
m/z--> 10 20 30 40 50 60 70 80 90 100110120 /\
Abundance #9421: Benzene, 1,2,4-trimethyl- — i AA ‘
105.0 11.50 12.00
m/z 91.00 10.38%
120.0
5000
77.0 91.0
o150 380800 00 %0 L L
m/z--> 10 20 30 40 50 60 70 80 90 100110120 11.50 12.00

SFAMUTRO51521WMA.M Wed May 19 14:01:55 2021 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51721\
Data File : VU@43793.D

Acqg On : 17 May 2021 15:24

Operator : SY/MD

Sample : M2250-02

Misc : 25.0mL/MSVOA_U/WATER MDL-WATER-QT3-2021-06

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO51521WMA.M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 Indane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.102 1.18 ug/L 206364 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 76
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 70
3 Benzene, 1-ethenyl-4-methyl- 118 C9H1e 000622-97-9 68
4 trans-Cinnamyl bromide 196 C9H9Br 026146-77-0 64
5 Indane 118 C9H10 000496-11-7 62
Abundance Scan 3347 (12.102 min): VU043793.D\data.ms (-3334) (- m/z 117.00 100.00%
117.0
5000 f\ j\
e
309.0 57.8 | 1341 12.00 12.50
oH‘HH_‘H_m‘_m\hHw‘wHmHHw_m,wwwew m/z 118.00  54.50%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8951: Indane
11y7.0
5000 L —
12.00 12.50
910 m/z 115.00 40.23%
39.0 63.0 '
OH‘\H\‘\\H‘\\H“HHi‘\\\\HUH‘\\H‘HH“\H\‘HH’H!\‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #8966: Benzene, cyclopropyl-
117.0
4 —
12.00 12.50
m/z 91.00 16.36%
5000 91.0
51.0
miz--> 10 20 30 40 50 60 70 80 90 100110120130140 \ /\
Abundance #8970: Benzene, 1-ethenyl-4-methyl- ety ‘/K
117.0 12.00 12.50
m/z 116.00 14.76%
5000
390 63.0
o"‘1‘?9_"M""1“””}‘1”“M"‘m‘l""“"m‘:‘m,”!“_Ww‘ Al S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51721\
Data File : VU@43793.D

Acqg On : 17 May 2021 15:24
Operator : SY/MD

Sample : M2250-02

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO51521WMA .M
Quant Title : TRACE VOA SFAM1.0

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: S 3.369 27.1 ug/L 2895440 1 6.256 534146 5.0
(DEL) Alkane: S... 3.707 17.3 ug/L 1847490 1 6.256 534146 5.0
(DEL) Alkane: S... 3.986 0.5 ug/L 54858 1 6.256 534146 5.0
(DEL) Alkane: S 4.308 1.7 ug/L 181095 1 6.256 534146 5.0
(DEL) Alkane: S.. 4.443 0.9 ug/L 94206 1 6.256 534146 5.0
(DEL) Alkane: C... 4.540 32.0 ug/L 3417950 1 6.256 534146 5.0
Benzene, propyl- 10.912 1.1 ug/L 192987 3 11.819 8755605 5.0
Benzene, 1l-ethy... 11.006 2.3 ug/L 396760 3 11.819 8755605 5.0
4-Heptanone, 2,... 11.240 4.0 ug/L 697272 3 11.819 875505 5.0
Benzene, 1l-ethy... 11.298 2.3 wug/L 395468 3 11.819 875505 5.0
Benzene, 1,2,3-... 11.899 1.4 ug/L 236741 3 11.819 875505 5.0
Indane 12.102 1.2 ug/L 206364 3 11.819 8755605 5.0

SFAMUTRO51521WMA.M Wed May 19 14:01:56 2021

MDL-WATER-QT3-2021-06

16



