LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51521\
Data File : VU@43776.D

Acqg On : 14 May 2021 23:52
Operator : SY/MD

Sample : M2380-03

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\SFAMUTRO51521WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@43776.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.607 53 83 96 rBv2 581461 811631 4.25% ©.753%
2 2.575 369 384 404 rBv2 211456 430170 2.25% 0.399%
3 3.054 515 533 535 rBV 833314 1375698 7.21% 1.276%
4 3.092 536 545 589 rVB 2697065 5648798 29.61% 5.238%
5 3.372 610 632 660 rBV 7360319 16376391 85.83% 15.185%
6 3.710 718 737 762 rBV 4822588 10621920 55.67% 9.849%
7 3.880 767 790 813 rVW 354380 1143167 5.99% 1.060%
8 3.990 814 824 841 rVB3 132585 312742 1.64%  0.290%
9 4.099 842 858 873 rBV 119135 305722 1.60% 0.283%
10 4.308 903 923 949 rvv4 275747 1133204 5.94% 1.051%
11  4.443 951 965 978 rVW 242513 606283 3.18% 0.562%
12 4.543 978 996 1014 rVV 7914135 19079070 100.00% 17.691%
13 4.674 1014 1037 1068 rVB2 1048646 2857743 14.98% 2.650%
14 5.073 1147 1161 1175 rBV2 144201 319531 1.67% 0.296%
15 5.327 1221 1240 1251 rBV 1009097 2265475 11.87% 2.101%
16 5.398 1251 1262 1278 rVB 862771 1911147 10.02% 1.772%
17 5.735 1345 1367 1393 rVB2 313815 815228 4.27% 0.756%
18 6.256 1514 1529 1547 rBV 279345 527248 2.76% 0.489%
19 6.700 1653 1667 1682 rBV 186171 358941 1.88% 0.333%
20 7.906 2020 2042 2052 rBV 376100 645481  3.38% 0.599%
21 7.977 2052 2064 2080 rVV 3277911 5373137 28.16% 4.982%
22 8.642 2257 2271 2309 rBV 447999 824884 4.32% 0.765%
23 9.452 2500 2523 2549 rBV2 1144634 2519625 13.21% 2.336%
24  9.578 2549 2562 2579 rVV 765859 1226742 6.43% 1.138%
25 9.700 2586 2600 2634 rVB 1323829 2176288 11.41% 2.018%
26 10.105 2711 2726 2750 rBV 651893 1034981 5.42% 0.960%
27 10.491 2833 2846 2864 rBV 280722 435251  2.28% 0.404%
28 10.764 2919 2931 2942 rBV 144482 231033 1.21% 0.214%
29 10.912 2960 2977 2992 rBV 857766 1292631 6.78% 1.199%
30 11.005 2992 3006 3011 rBV 1750677 2987141 15.66% 2.770%

31 11.092 3024 3033 3055 rVB 966671 1490163 7.81%
32 11.237 3064 3078 3088 rBV 3081675 4668946 24.47%
33 11.298 3088 3097 3116 rVB 1432557 2244357 11.76%
34 11.475 3138 3152 3168 rBV 4400965 6528633 34.22%
35 11.565 3168 3180 3191 rBV 294023 467964  2.45%
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36 11.751 3226 3238 3248 rBV 305593 478459  2.51% 0.444%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51521\
Data File : VU@43776.D

Acqg On : 14 May 2021 23:52
Operator : SY/MD

Sample : M2380-03

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\SFAMUTRO51521WMA .M
Title : TRACE VOA SFAM1.0
37 11.819 3248 3259 3262 rBV 501257 738480 3.87% 0.685%
38 11.899 3275 3284 3298 rVB 957593 1477904  7.75% 1.370%
39 12.102 3333 3347 3365 rBvV 752820 1254895 6.58% 1.164%
40 12.198 3365 3377 3399 rVB6 536595 1155185 6.05% 1.071%
41 12.578 3483 3495 3504 rBV 192539 285809 1.50% 0.265%
42 13.031 3627 3636 3649 rVB 198291 307907 1.61% 0.286%
43 13.459 3758 3769 3783 rVB3 202035 347710  1.82% 0.322%
44 13.844 3878 3889 3907 rBV2 133442 221876 1.16% 0.206%
45 14.092 3952 3966 3986 rBV 327554 529830 2.78% 0.491%

Sum of corrected areas: 107845421
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51521\
Data File : VU@43776.D

Acqg On : 14 May 2021 23:52
Operator : SY/MD

Sample : M2380-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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: VU043776.D\data.ms
3.372 4.343
7000000

6000000
5000000 3.710

4000000

3000000 3.092

2000000

4.674
1000000 1,607 3.054 58%0s
2575 3.88Q 0994 308443 5.073 5.735 6.256 6.70!

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: VU043776.D\data.ms

o

7000000
6000000

5000000
11.475
4000000
7.977

11.237
3000000

2000000 11.005

11.298
9.452 9-700

10.914.092 11.89?2

1000000 9.57 10.105
g GO I M v M
0 A, AN N i sozegUIL VL RN

\ i

\ 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: VU043776.D\data.ms

7000000
6000000
5000000
4000000
3000000
2000000

1000000

12578  13.031  13.459 13_84414-/?92

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
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\VU@51521\
Data File : VU@43776.D

Acqg On : 14 May 2021 23:52
Operator : SY/MD

Sample : M2380-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 7
R.T. EstConc Area Relative to ISTD R.T.
3.054 13.05 ug/L 1375700 1,4-Difluorobenzene 6.256

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 90
2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 86
3 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 80
4 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 72
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 47
Abundance Scan 533 (3.054 min): VU043776.D\data.ms (-515) (-) m/z 42.95 100.00%
5000
71.0
 RAREmmATEEEE R
55.0 ‘ 86.0 2.80 3.00 3.20 3.40
0 e e e e m/z 42.00 84.03%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1828: Butane, 2,3-dimethyl-
43.0
5000 HH‘HH‘HH‘H\/\\‘W
71.0 2.80 3.00 3.20 3.40
’70 m/z 41.00 39.76%
. 55.0
O\\\‘\\\\‘J\-\S\.O\‘\\\‘\“\\\\‘i}\\“\‘\‘{\‘\\\\‘i\\\‘??.\()‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1832: Butane, 2,3-dimethyl-
43.0
2.80 3.00 3.20 3.40
5000 m/z 71.00 27.22%
270 71.0
. 1s0 || %0 | 60
R A o e L
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1831: Butane, 2,3-dimethyl-
43.0 2.80 3.00 3.20 3.40
m/z 38.95 16.13%
5000
27.0
71.0
15.0 ‘ 55.0 86.0
ol e e il e R
m/z--> 0O 10 20 30 40 50 60 70 80 90 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51521\
Data File : VU@43776.D

Acqg On : 14 May 2021 23:52
Operator : SY/MD

Sample : M2380-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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.
3.092 53.57 ug/L 5648800 1,4-Difluorobenzene 6.256

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 53
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 42
3 1-Butanol, 2,3-dimethyl- 102 C6H140 019550-30-2 40
4 Pentane 72 C5H12 000109-66-0 38
5 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 38
Abundance Scan 545 (3.092 min): VU043776.D\data.ms (-536) (-) m/z 43.00 100.00%
5000 71.0
570 L L B BN R
‘ ‘ ‘ 86.0 2.80 3.00 3.20 3.40
0Lttt el e e e M/2 71,00 48.10%
mlz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1825: Pentane, 2-methyl-
43.0
5000
27.0 710 2.80 3.00 3.20 3.40
m/z 42.00 41.36%
57.0
O\\\‘\\\\‘:L\4\+\O\‘\\}1“\\\\i\}\\‘\\H‘\‘\\\\}\\\\‘\8\6}'2\\\\‘\\\\‘
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1823: Pentane, 2-methyl-
43.0
AR RREEELE e
2.80 3.00 3.20 3.40
5000 m/z 41.00 36.50%
27.0 71.0
57.0
obrrrr 20 M Ml 8RO
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4476: 1-Butanol, 2,3-dimethyl-
43.0 2.80 3.00 3.20 3.40
m/z 57.00 18.29%
5000 750
20.0 ‘ 560 ‘ 84.0
0 HwHH"‘H_HH‘“"“":‘H_ulh‘_ml:uwlw“lﬂlﬁqw R A s
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51521\
Data File : VU@43776.D

Acqg On : 14 May 2021 23:52
Operator : SY/MD

Sample : M2380-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 2
R.T. EstConc Area Relative to ISTD R.T.
3.710 100.73 ug/L 10621900 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 91
3 n-Hexane 86 C6H14 000110-54-3 83
4 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 53
5 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 47
Abundance Scan 737 (3.710 min): VU043776.D\data.ms (-718) (-) m/z 57.00 100.00%
57.0
41.0
5000
 EAREEERE R
| 71.0 86.0 3.40 3.60 3.80 4.00
ol e e m/z 41.00 63.59%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1821: n-Hexane
57.0
41.0
5000 L L B R B R
3.40 3.60 3.80 4.00
29.0 86.0 m/z 42.95 59.92%
1
O\\\‘\\\\‘\\\.\‘\\\}‘\\\\i\i\\“\‘\‘\1‘\\\\“\\\\‘\\\\‘\\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1820: n-Hexane
57.0
43.0
AR R AREE
29.0 3.40 3.60 3.80 4.00
5000 m/z 56.00 49.43%
86.0
15.0 71.0
o"w:"‘_JH‘H:1"H‘;‘;‘w"M:_whwmwm

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

Abundance #1822: n-Hexane R R RERE

57.0 3.40 3.60 3.80 4.00
43.0 m/z 41.95  29.84%

29.0
5000
86.0
0 15‘-0 | ‘ 71.0

L e Aeaa R

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@51521\
Data File : VU@43776.D

Acqg On : 14 May 2021 23:52
Operator : SY/MD

Sample : M2380-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 15
R.T. EstConc Area Relative to ISTD R.T.
3.990 2.97 ug/L 312742  1,4-Difluorobenzene 6.256

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1-Butene, 2,3-dimethyl- 84 C6H12 000563-78-0 86

2 2-Pentene, 2-methyl- 84 C6H12 000625-27-4 86

3 Cyclopropane, 1,1,2-trimethyl- 84 C6H12 004127-45-1 72

4 2-Pentene, 4-methyl-, (Z)- 84 C6H12 000691-38-3 72

5 2-Pentene, 2-methyl- 84 C6H12 000625-27-4 72

Abundance Scan 824 (3.990 min): VU043776.D\data.ms (-814) (-) m/z 69.00 100.00%

69.0
41.0
5000
84.0

52.9 3.60 3.80 4.00 4.20 4.40
0 "w“H"H"‘H“H"M“wﬂ‘m“wk‘w“_‘u‘_‘ m/z 41.00  73.58%
mlz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1496: 1-Butene, 2,3-dimethyl-
41.0 69.0

5000 e ARG S AR AR EREa ST
84.0 3.60 3.80 4.00 4.20 4.40

m/z 84.00  36.21%

27.0 55.0
O\\\‘\\\\‘]\-\5\0\‘\\\‘\“\\\\i“\\\‘\‘\”\‘\\\‘\‘\\\\‘\\\\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1482: 2-Pentene, 2-methyl-
41.0
69.0
VAR

3.60 3.80 4.00 4.20 4.40
5000 m/z 38.95 19.64%

270 84.0
" 55.0 ‘
Y E N TR N
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1519: Cyclopropane, 1,1,2-trimethyl-
41.0

3.60 3.80 4.00 4.20 4.40
m/z 67.00 12.31%

69.0
5000
84.0
27.0
15.0 ‘ | 5?0
0 | i LA |

m/z--> 0O 10 20 30 40 50 60 70 80 90 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\VU@51521\
Data File : VU@43776.D

Acqg On : 14 May 2021 23:52
Operator : SY/MD

Sample : M2380-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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: Cyclic4.099 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
4.099 2.90 ug/L 305722 1,4-Difluorobenzene 6.256

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,2,3-trimethyl- 84 C6H12 042984-19-0 91
2 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 91
3 2-Pentene, 3-methyl- 84 C6H12 000922-61-2 91
4 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 91
5 2-Pentene, 3-methyl-, (Z)- 84 C6H12 000922-62-3 91
Abundance Scan 858 (4.099 min): VU043776.D\data.ms (-842) (-) m/z 69.00 100.00%
41.0 69.0
55.0 84.0
5000
‘ ‘ ‘ ‘ 3.80 4.00 4.20 4.40
oF e e e i m/z 40,95 90.96%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1518: Cyclopropane, 1,2,3-trimethyl-
41.0
5000 690 UL R L R
3.80 4.00 4.20 4.40
27.0 55.0 84.0 m/z 84.00 55.08%
0
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1511: 2-Pentene, 3-methyl-, (E)-
41.0 69.0
3.80 4.00 4.20 4.40
5000 55.0 m/z 55.00 52.42%
84.0
27.0
0
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1473: 2-Pentene, 3-methyl-
41.0 69.0 3.80 4.00 4.20 4.40
m/z 38.95 28.32%
5000 55.0 84.0
27.0 ¥J\
oo U Mol b L
m/z--> 10 20 30 40 50 60 70 80 90 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51521\
Data File : VU@43776.D

Acqg On : 14 May 2021 23:52
Operator : SY/MD

Sample : M2380-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
4.308 10.75 ug/L 1133200 1,4-Difluorobenzene 6.256

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 83
2 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 78
3 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 78
4 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 78
5 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 74
Abundance Scan 923 (4.308 min): VU043776.D\data.ms (-903) (-) m/z 57.00 100.00%

57.0
43.0
5000 85.0

4.00 4.20 4.40 4.60
Ot T80 979 o 4300 52.23%

mlz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3996: Pentane, 2,2-dimethyl-
57.0
43.0
85.0

5000 B ARARLEs S ARUBLE R
4.00 4.20 4.40 4.60

m/z 85.00 43.26%

29.0
TTT TTTT TTTT T \‘\‘ TTT \‘ T \ T T \‘\ T T \7\1\\0\ T T } T T \]-\O\O\ (\)\ T
m/z--> 6 1b 20 3b 4b 56 66 7b Sb Qb 160
Abundance #3986: Pentane, 2,2-dimethyl- j\w
57.0

o

43.0 R R R R
4.00 4.20 4.40 4.60
5000 ITI z 56.00 41.23%
290 85.0
oL 10 15.0 “ . 710 | 1000
‘wuwuwuwmwmwmwmwuwuwuwm
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #3989: Pentane, 2,4-dimethyl- R RAREEAE S s
43.0 4.00 4.20 4.40 4.60
57.0 m/z 41.00  38.46%
5000
29.0 85.0
0 150 ||l 70 100.0
e e = e
miz--> 0 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60

SFAMUTRO51521WMA.M Mon May 17 19:31:08 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51521\
Data File : VU@43776.D

Acqg On : 14 May 2021 23:52
Operator : SY/MD

Sample : M2380-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
4.443 5.75 ug/L 606283 1,4-Difluorobenzene 6.256
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 90
2 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 90
3 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 90

4 Hexane, 2-methyl- 100 C7H16 000591-76-4 72
5 Heptane, 3-methyl- 114 C8H18 000589-81-1 64

Abundance Scan 965 (4.443 min): VU043776.D\data.ms (-951) (-) m/z 43.00 100.00%

43.0 57.0
5000
85.0
 REmEE T L
4.20 4.40 4.60 4.80
69.0
SRS O . NN N . ARy e g Vs
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3983: Pentane, 2,4-dimethyl-
43.0
57.0
5000 T T[T T T[T T[T T
4.20 4.40 4.60 4.80
27.0 85.0 m/z 56.00 51.68%
Lo [ | e e
\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3988: Pentane, 2,4-dimethyl-
43.0 57.0
R RRmana L
4.20 4.40 4.60 4.80
5000 850 m/z 41.00 50.87%
29.0
0 15.0 H ‘\ | L 69\0 , lOQ'O
e e e e et e e
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3989: Pentane, 2,4-dimethyl-  ERBRREEAER R
43.0 4.20 4.40 4.60 4.80
57.0 m/z 85.00 27.65%
5000
29.0 85.0
ol 150 ol L e9.0 100.0
e e e e e e R R RAREE
m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80

SFAMUTRO51521WMA.M Mon May 17 19:31:09 2021 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51521\
Data File : VU@43776.D

Acqg On : 14 May 2021 23:52
Operator : SY/MD

Sample : M2380-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 8 (DEL) Alkane: Cyclic4.543 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.543 180.93 ug/L 19079100 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 90
3 Cyclohexane 84 C6H12 000110-82-7 78

4 Cyclopentane, methyl- 84 C6H12 000096-37-7 78
5 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 72

Abundance Scan 996 (4.543 min): VU043776.D\data.ms (-978) (-) m/z 56.00 100.00%

56.0
5000 41.0 69.0 J\
R RRREE e RARERY
‘ ‘ ‘ 84.0 4.20 4.40 4.60 4.80
ol ittt e L m/z a1.00  45.57%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1494: Cyclopentane, methyl-
56.0
41.0
5000 690 T T T I T[T T T[T 1

4.20 4.40 4.60 4.80
m/z 69.00 43.51%
‘ “ \H‘

28.0 84.0
\\\‘\\\\‘]\-\5\(\)‘\\\H“\\\\‘\\\\‘\\ \‘\\\‘1“\\\\‘\!\\‘\\
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1493: Cyclopentane, methyl-
56.0

o

41.0 420440460480
69.0
270
84.0
10 15\0 ‘ ‘H\ 1 ‘
0 ""H‘Wm_m,‘mwwuWm,‘m_mw
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1458: Cyclohexane
56.0 4.20 4.40 4.60 4.80
84.0 m/z 42.00 19.47%
5000 410
69.0
il
ol i Ml
m/z--> 0O 10 20 30 40 50 60 70 80 90 4.20 4.40 4.60 4.80

SFAMUTRO51521WMA.M Mon May 17 19:31:10 2021 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51521\
Data File : VU@43776.D

Acqg On : 14 May 2021 23:52
Operator : SY/MD

Sample : M2380-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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, propyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.912 8.75 ug/L 1292630 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 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 83
4 1,2-Ethanediamine, N,N'-bis(phen... 240 C16H20N2 000140-28-3 72
5 1,2-Ethanediamine, N-(phenylmeth... 150 C9H14N2 004152-09-4 72
Abundance Scan 2977 (10.912 min): VU043776.D\data.ms (-2960) (- m/z 91.00 100.00%
91.0
5000
120.0 Y A
11.00
51.0
Ol ittty 28 myz 120,00 22.76%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9408: Benzene, propyl-
91.0
5000 A ‘ LN
11.00
120.0 m/z 92.00 10.34%
39.0
O\H‘\‘\\\“‘H‘\\"\‘\H“‘\\!\‘\‘H\“HH‘\H\’HH’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9406: Benzene, propyl-
91.0
e
11.00
5000 m/z 65.00 10.09%
120.0
39.0 ‘
Olrrr et bbbt e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #70356: N-Benzyl-2-phenethylamine T
91.0 11.00
120.0 m/z 78.00 6.35%
5000
0 510 ) | 1650 209.0 /\
e e e e e e : 5
m/z--> 20 40 60 80 100120140160180200220240260280 11.00

SFAMUTRO51521WMA.M Mon May 17 19:31:10 2021

Page:
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51521\
Data File : VU@43776.D

Acqg On : 14 May 2021 23:52
Operator : SY/MD

Sample : M2380-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 Benzene, 1-ethyl-3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.005 20.22 ug/L 2987140 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 95
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 95
4 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 95
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 3006 (11.005 min): VU043776.D\data.ms (-2992) (-  m/z 105.00 100.00%
105.0
5000
120.0 A
‘ —
77.0 91.0
300 630 |7 [ 11.00
O e e e e m/z 119.95 30.97%
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 /‘\ ]
m/z 91.e0 12.12%
77.0 91.0
S P R Y |
OH‘\\H‘H\‘\‘HH"\H\“H\\"\‘\‘H‘\HH\\HM\H‘\MH‘H‘\‘\“‘\H\‘\
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 11.92%
120.0
39.0 77.0 91.0
0H‘\\\\‘\2\6\‘.\0‘\\H"‘\H\i‘“\\ﬁ?\.‘?\‘u\‘}“\\H‘MH\‘\H!\‘H‘\‘\“‘H\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0 11.00
m/z 106.00 8.83%
5000
120.0
39.0 77.0 91.0 j\\/\ j\
OH“““‘2‘6“"?”H‘,Hmme?%f‘?“m‘l“‘m“mw‘;l‘ww“uu“ — e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 11.00

SFAMUTRO51521WMA.M Mon May 17 19:31:11 2021 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51521\
Data File : VU@43776.D

Acqg On : 14 May 2021 23:52
Operator : SY/MD

Sample : M2380-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 4-Heptanone, 2,6-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.237 31.61 ug/L 4668950 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 4-Heptanone, 2,6-dimethyl- 142 CSH180 000108-83-8 83
3 4-Octanone, 2-methyl- 142 C9H180 007492-38-8 64
4 2,4-Hexanedione, 5,5-dimethyl- 142 C8H1402 007307-04-2 59
5 3-Buten-2-0l, 2,3-dimethyl- 100 C6H120 010473-13-9 50
Abundance Scan 3078 (11.237 min): VU043776.D\data.ms (-3064) (- m/z 57.00 100.00%
57.0 85.0
5000
—— — =
142.1 11.00 11.50
0l 2090 Ly, 8s.e0  88.62%
miz--> 0O 20 40 60 80 100 120 140
Abundance #20011: 4-Heptanone, 2,6-dimethyl-
57.0
85.0
5000 — —re
11.00 11.50
m/z 41.0 31.09%
39 142.0
0 15.0 | \f A 1090
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 0O 20 40 60 80 100 120 140
Abundance #20017: 4-Heptanone, 2,6-dimethyl-
57.0
85.0
=4
11. OO ll 50
5000 m/z 25.69%
29.0
‘ 142.0
olb20 I WMl b g 2090 L |
m/z--> 0 20 40 60 80 100 120 140
Abundance #19984: 4-Octanone, 2-methyl-
57.0 11. OO 11.50
85.0 m/z . 16.02%
5000
29.0
‘ 142.0
PN S RO -1 O PR | S
m/z--> 0 20 40 60 80 100 120 140 11.00 11.50

SFAMUTRO51521WMA.M Mon May 17 19:31:12 2021 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51521\
Data File : VU@43776.D

Acqg On : 14 May 2021 23:52
Operator : SY/MD

Sample : M2380-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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-ethyl-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.298 15.20 ug/L 2244360 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, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 3097 (11.298 min): VU043776.D\data.ms (-3088) (-  m/z 105.00 100.00%

105.0
5000
120.0 /\
—
77.0 91.0 11.00 11.50
380 910640 || | |
O e e e e e m/z 120.00 30.58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105.0
5000 \/\M T /\\ T ] T
120.0 11.00 11.50
m/z 77.00 11.88%
77.0 91.0
O\\‘]\_\5\.(\)‘\\\‘\‘\\3\\9‘.?\\\“\\\\6‘%\-‘\0\‘\\\}“HH“M\\‘\Ml\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
11.00 11.50
5000 ITI/Z 91.00 11.54%
120.0
39.0 77.0 91.0
0‘W‘Hw?ggu‘hm‘qh‘ﬁﬁpwuJHHHJMH‘Mkwume‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9418: Benzene, 1,2,3-trimethyl-
105.0 11.00 11.50
m/z 79.00 9.17%
120.0
5000
77.0
150 %0 es0 %0
Ottt e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120 11.00 11.50

SFAMUTRO51521WMA.M Mon May 17 19:31:12 2021
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51521\
Data File : VU@43776.D

Acqg On : 14 May 2021 23:52
Operator : SY/MD

Sample : M2380-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 2-Heptanone, 4,6-dimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.565 3.17 ug/L 467964  1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone, 4,6-dimethyl- 142 C9H180 019549-80-5 90
2 2-Nonanone, 9-[(tetrahydro-2H-py... 242 C14H2603 054699-41-1 47
3 Pentane, 3-ethyl-2,4-dimethyl- 128 C9H20 001068-87-7 43
4 Hexane, 3-ethyl- 114 C8H18 000619-99-8 38
5 Pentane, 3-ethyl-2,4-dimethyl- 128 C9H20 001068-87-7 38

Abundance Scan 3180 (11.565 min): VU043776.D\data.ms (-3168) (-  m/z 42.95 100.00%

43.0
5000 69.0 85.0 j\
—— :
‘ H 109.0 11.50
o‘m_m“mu‘!_‘u‘w‘”H_“H‘l‘z?‘lw” 58.00  65.62%
miz--> 20 60 80 100 120 140
Abundance #20004 2-Heptanone, 4,6-dimethyl-
43.0
5000
69.0 85.0 11.50
m/z 84.95 39.42%
27.0
109.0
O\\\‘\‘\m ‘} \‘HH‘\‘\‘\\“\\\\‘\\‘\\‘]-\27\\0\‘\\
miz--> 60 80 100 120 140
Abundance #95668. 2—Nonan0ne, 9-[(tetrahydro-2H-pyran-2-yl)oxy]-
43.0
[T I
11.50
5000 85.0 m/z 69.00  38.65%
‘ T 0 101.0
123.0
I | s SR 7Y
miz--> 20 40 60 80 100 120 140
Abundance #12745: Pentane, 3-ethyl-2,4-dimethyl- ‘
43.0 11.50
m/z 84.80  36.55%
5000 85.0
27.0 ‘ 69.0 ‘ j\
o M WALl 11101280 R IVl

m/z--> 40 60 80 100 120 140 11.50

SFAMUTRO51521WMA.M Mon May 17 19:31:13 2021 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51521\
Data File : VU@43776.D

Acqg On : 14 May 2021 23:52
Operator : SY/MD

Sample : M2380-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 14 Benzene, 1,2,3-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.899 10.01 ug/L 1477900 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 95
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 3284 (11.899 min): VU043776.D\data.ms (-3275) (- m/z 105.00 100.00%
105.0
5000 120.0
— T
77.0 91.0 11.50 12.00
38,0 210 Ol
N a1 SR T m/z 120.00  41.38%
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 77.00 12.04%
39.0 YV 91.0
O \\’]\-\5\.\0’\\\“\’1\\1"‘11\\"“1‘1\16‘?1“(1)\‘\\\M“HH“HH‘\‘\}\‘H‘\‘\“‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9418: Benzene, 1,2,3-trimethyl-
105.0
120.0 11.50 12.00
5000 m/z 119.00 10.02%
39.0 77.0 91.0
LT il A P Y T
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9426: Benzene, 1-ethyl-3-methyl-
105.0 11.50 12.00
m/z 90.95 9.63%
5000
120.0
39.0 77.0 91.0
Ol rprreer 280 ettt bl
m/z--> 10 20 30 40 50 60 70 80 90 100110120 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51521\
Data File : VU@43776.D

Acqg On : 14 May 2021 23:52
Operator : SY/MD

Sample : M2380-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 15 1Indane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.102 8.50 ug/L 1254900 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 94
2 Indane 118 C9H10 000496-11-7 81
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 76
4 Benzene, cyclopropyl- 118 C9H1e0 000873-49-4 74
5 Benzene, 2-propenyl- 118 C9H10 000300-57-2 72

Abundance Scan 3347 (12.102 min): VU043776.D\data.ms (-3333) -  m/z 117.00 100.00%

117.0
5000

39.0 57.8 910 12 00 12 50
I 1740 \‘ LI 184.0
O ,‘w“‘u‘ B e e m/z 118.00 53.64%
m/z--> 20 40 60 80 100 120 140
Abundance #8951: Indane
117.0
5000
12 00 12 50

m/z 115.00  35.92%

91.0
39.0 63.0
O\\]_\5\()‘\\\\"\\H\\“‘\‘\\\‘\\‘\\“‘\\\! \\\\’\
m/z--> 20 40 60 80 100 120 140
Abundance #8949: Indane
117.0

12.00 12. 50
39.0 5gg 910
oL 130 e
m/z--> 20 40 60 lOO 120 140
Abundance #8966:Benzene,cyd0propyh
117.0 12.00 12.50

m/z 119.00  11.20%

5000 91.0
L
0 27\\0 ‘ “ | ‘H m M \‘ M T

m/z--> 20 40 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51521\
Data File : VU@43776.D

Acqg On : 14 May 2021 23:52
Operator : SY/MD

Sample : M2380-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 16 Benzene, 1-ethyl-2,3-dimethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
12.578 1.94 ug/L 285809 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 96
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 95
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 95
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95

Abundance Scan 3495 (12.578 min): VU043776.D\data.ms (-3483) (-  m/z 118.95 100.00%
.0

119

91.0 T
38.9 65.0 | \ Ly 1360 12.50
Ob el B ST m/z 134,000 29.35%
miz--> 0 20 40 60 80 100 120 140
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
110.0 /V\J\
5000 /\\/\ T /\\ T T T /\ T
12.50
91.0

m/z 90.95 15.56%

39.0 65.0 ‘ ‘
00— T \1\5\.(‘) L "‘ T \“V T “‘}‘ T i‘H‘ T "H“\ T M l T \1\3?‘0\
miz--> O 20 40 60 80 100 120 140
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
LR R e e

12.50
5000 m/z 120.00 10.64%
91.0
39.0 65.0 ‘ ‘
P e ol 0 T W )

miz--> 0 20 40 60 80 100 120 140 /\ /\
Abundance #14873: Benzene, 2-ethyl-1,3-dimethyl- Pl il

119.0 12.50

m/z 117.00 9.73%

5000

91.0
15.0 39"‘0 65.0 135.0

0 “Hm‘“‘H,H‘m‘w‘mMH‘H,‘:‘H‘:“_HM“ o
m/z--> 0 20 40 60 80 100 120 140 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51521\
Data File : VU@43776.D

Acqg On : 14 May 2021 23:52
Operator : SY/MD

Sample : M2380-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 17 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
13.031 2.08 ug/L 307907 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 95
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
4 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95
5 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95

Abundance Scan 3636 (13.031 min): VU043776.D\data.ms (-3627) (-  m/z 119.00 100.00%

119.0
5000 134.0
91.0
39.0  65.0 L 13.00
Oberprerprrrpreedpererier e oot bl el m/z 134,000 44.42%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14866: Benzene, 1,2,4,5-tetramethyl-
119.0
134.0 Jk
5000 wiviie S
13.00
m/z 91.00 16.17%
39.0 65.0 91.0
O \\‘:L\?\.\O‘\\\‘\‘HH"‘HH“\‘H\’\‘\‘i.\‘\H‘mH\\"\\H‘\m\\’\\w{lHH‘\‘\‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14865: Benzene, 1,2,3,5-tetramethyl-
119.0
M I
134.0 13.00
5000 ITI/Z 120.00 9.58%
15 39.0 65.0 91.0
o\wuh‘uMMHMhH“MH“MWHNWHH»Hwﬁh“”MLHWmhww
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A
Abundance #14871: Benzene, 1,2,4,5-tetramethyl- AUMLE LAY =
119.0 13.00
m/z 133.00 9.48%
134.0
5000
39.0 65.0 91.0 k
O\wHH‘HmMHLMHH“HNMwthHHﬂHw”thmMmehww ’A AW | WQ\AA\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00

SFAMUTRO51521WMA.M Mon May 17 19:31:16 2021 Page: 20



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51521\
Data File : VU@43776.D

Acqg On : 14 May 2021 23:52
Operator : SY/MD

Sample : M2380-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 18 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.459 2.35 ug/L 347710 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 90
2 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 83
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 64
4 Benzene, 1l-ethenyl-4-ethyl- 132 C1OH12 003454-07-7 60
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 58

Abundance Scan 3769 (13.459 min): VU043776.D\data.ms (-3758) (-  m/z 117.00 100.00%
11y7.0

5000
132.0
91.0 V|V AU L
389 649 ‘ H 13.50
0 HwWwmJ‘mw“wuwu‘l‘w“mw_m‘w”WHWUMW m/z 119.00  60.97%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
132.0
5000
91.0 13.50
51.0 m/z 132.00 35.49%
27.0 | ‘ ‘
O H‘HH‘HH‘H\\‘HH}U\\‘\M‘HH‘\}‘\\‘HH‘HH‘MH‘\H!‘\H‘U‘\‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14041: 2,4-Dimethylstyrene
117.0
e
132.0 13.50
5000 ITI/Z 115.00 34.45%
39.0
‘ 63.0
15.0 ‘ ‘
0“MNWHJWHAMHHWleww‘NMH"MHNHH_HMMAWH‘WH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A/\
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl- e
117.0 13.50

134.00 26.21%

5000 132.0
39.0 65.0 91 0 ‘ j\
o240 Ll I m ‘

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51521\
Data File : VU@43776.D

Acqg On : 14 May 2021 23:52
Operator : SY/MD

Sample : M2380-03

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 25 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 19 Azulene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.092 3.59 ug/L 529830 1,4-Dichlorobenzene-d4 11.819
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Naphthalene 128 C10H8 000091-20-3 95
3 Naphthalene 128 C10H8 000091-20-3 94
4 Azulene 128 C10H8 000275-51-4 94
5 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 94
Abundance Scan 3966 (14.092 min): VU043776.D\data.ms (-3952) (-  m/z 128.00 100.00%
128.0
5000
T T
380 210 639 770 102.0 I 14.00
0 bt e e m/z 127.000 13.51%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11939: Naphthalene
128.0
5000 ey ‘
14.00
m/z 129.00 10.79%
0 51.0 64.0 77.0 102.0
O \‘HH‘HH"\H\i‘\\\\‘\‘l\\‘\mw‘HH‘H\\“1\\\‘\\\\‘\\1”‘\\\\‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11942: Naphthalene
128.0
/\ T T ‘ T ‘
14.00
5000 m/z 102.00 8.19%
stoso e 120 )
Ot et e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110120 130
Abundance #11940: Naphthalene 1 ‘
128.0 14.00
m/z 126.00 7.64%
5000
51.0 74.0 102.0 ‘
. i LN AU | —
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51521\
Data File : VU@43776.D

Acqg On : 14 May 2021 23:52
Operator : SY/MD

Sample : M2380-03

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 25 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 3.054 13.1 wug/L 1375700 1 6.256 527248 5.0
(DEL) Alkane: S 3.092 53.6 ug/L 5648800 1 6.256 527248 5.0
(DEL) Alkane: S... 3.710 100.7 ug/L 10621900 1 6.256 527248 5.0
(DEL) Alkane: S... 3.990 3.0 ug/L 312742 1 6.256 527248 5.0
(DEL) Alkane: C 4.099 2.9 ug/L 305722 1 6.256 527248 5.0
(DEL) Alkane: S 4.308 10.8 wug/L 1133200 1 6.256 527248 5.0
(DEL) Alkane: S.. 4.443 5.8 ug/L 606283 1 6.256 527248 5.0
(DEL) Alkane: C... 4.543 180.9 wug/L 19079100 1 6.256 527248 5.0
Benzene, propyl- 10.912 8.8 wug/L 1292630 3 11.819 738480 5.0
Benzene, 1l-ethy... 11.005 20.2 ug/L 2987140 3 11.819 738480 5.0
4-Heptanone, 2,... 11.237 31.6 ug/L 4668950 3 11.819 738480 5.0
Benzene, 1l-ethy... 11.298 15.2 ug/L 2244360 3 11.819 738480 5.0
2-Heptanone, 4,... 11.565 3.2 ug/L 467964 3 11.819 738480 5.0
Benzene, 1,2,3-... 11.899 10.0 ug/L 1477900 3 11.819 738480 5.0
Indane 12.102 8.5 wug/L 1254900 3 11.819 738480 5.0
Benzene, 1l-ethy... 12.578 1.9 wug/L 285809 3 11.819 738480 5.0
Benzene, 1,2,4,... 13.031 2.1 ug/L 307907 3 11.819 738480 5.0
Benzene, 2-ethe... 13.459 2.4 ug/L 347710 3 11.819 738480 5.0
Azulene 14.092 3.6 ug/L 529830 3 11.819 738480 5.0
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