LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49337.D

Acqg On : 21 Jun 2022 19:29
Operator : SY/MD

Sample : N3400-13

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 21  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTRO61422WMA .M
Title : TRACE VOA SFAM1.0

Signal : TIC: VU@49337.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.588 69 77 85 rBV 59274 69539 1.13% 0.146%
2 1.906 169 176 192 rVB2 50043 75311 1.23% 0.159%
3  2.559 369 379 393 rVB 85453 133978 2.18% 0.282%
4 3.343 608 623 640 rBV2 58391 129082 2.10% 0.272%
5 4.511 967 986 1008 rVvB2 141208 348167 5.66% 0.733%
6 4.694 1026 1043 1087 rBV3 62448 260536  4.24%  0.549%
7 5.057 1140 1156 1187 rVB 90016 217924  3.55% 0.459%
8 5.369 1235 1253 1267 rBv2 113203 254740 4.14% 0.536%
9 5.716 1345 1361 1373 rBV3 195106 447488 7.28% 0.942%
10 5.832 1387 1397 1409 rVV4 37318 72490 1.18% 0.153%
11 5.906 1409 1420 1430 rVV3 34035 68633 1.12% 0.145%
12 5.973 1430 1441 1457 rVB2 47482 100789 1.64% 0.212%
13 6.247 1512 1526 1542 rBV 185279 340703 5.54% 0.717%
14 6.694 1651 1665 1672 rBV 117446 237581 3.87% 0.500%
15 6.752 1673 1683 1706 rVB 256150 545480 8.87% 1.149%
16 7.568 1924 1937 1960 rBV 62029 125107 2.04% 0.263%
17 7.896 2029 2039 2052 rVB 207209 363434 5.91% 0.765%
18 8.237 2136 2145 2161 rVB 42359 78432 1.28% 0.165%
19 8.645 2257 2272 2304 rBV 309615 605233 9.85% 1.274%
20 9.417 2498 2512 2529 rBV 242959 408432 6.65% 0.860%

21  9.568 2548 2559 2583 rVV 254936 412056 6.70%
22 9.690 2583 2597 2631 rVB 1784416 2869541 46.69%
23 10.099 2715 2724 2741 rVB2 50184 83202 1.35%
24 10.481 2831 2843 2858 rBV 416748 651060 10.59%
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25 10.758 2918 2929 2940 rBV 94949 149635 2.43% 315%

26 10.906 2962 2975 2992 rBV 441574 686172 11.16%  1.445%

27 11.292 3083 3095 3108 rVB 41216 68270 1.11% ©.144%

28 11.465 3137 3149 3165 rVB 1968548 2941046 47.85% 6.193%

29 11.610 3186 3194 3198 rVV 47662 69220 1.13% 0.146%
Q.

30 11.642 3198 3204 3216 rVB 70065 106897 1.74%

31 11.809 3244 3256 3270 rBV 266530 424557  6.91%
32 11.893 3270 3282 3295 rBV 694036 1063149 17.30%
33 12.009 3306 3318 3326 rBvV 59769 92873 1.51%
34 12.095 3326 3345 3362 rVV2 1219465 2006964 32.65%
35 12.192 3362 3375 3397 rVB4 457524 1051243 17.10%
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36 12.301 3397 3409 3423 rBV 163792 256085 4.17%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49337.D

Acqg On : 21 Jun 2022 19:29
Operator : SY/MD

Sample : N3400-13

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 21  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMUTRO61422WMA .M
Title : TRACE VOA SFAM1.0
37 12.465 3447 3460 3465 rBV 935068 1462664 23.80% 3.080%
38 12.494 3465 3469 3480 rVB 696994 942992 15.34%  1.986%
39 12.571 3481 3493 3500 rBV 1923598 2851805 46.40% 6.005%
40 12.610 3500 3505 3517 rVB 408927 615796 10.02% 1.297%
41 12.684 3517 3528 3546 rBV3 933711 1929412 31.39% 4.063%
42 12.870 3574 3586 3599 rVB4 343127 655890 10.67% 1.381%
43 12.973 3599 3618 3626 rBV 1980302 3151564 51.27% 6.636%
44 13.025 3626 3634 3648 rVB 2781650 4172168 67.88% 8.785%
45 13.108 3648 3660 3674 rBV3 170048 299269 4.87% 0.630%
46 13.198 3674 3688 3697 rBV2 84148 160387 2.61% ©.338%
47 13.253 3698 3705 3709 rVvv2 110929 168103 2.73% ©.354%
48 13.292 3709 3717 3729 rVV 549780 864321 14.06% 1.820%
49 13.349 3731 3735 3743 rVB3 67435 86313 1.40% 0.182%
50 13.407 3743 3753 3756 rBV3 162929 259042 4.21% 0©.545%
51 13.449 3756 3766 3784 rVB3 3547839 6146398 100.00% 12.942%
52 13.558 3793 3800 3810 rVWV 103200 142275 2.31% 0.300%
53 13.623 3810 3820 3834 rVB 326128 533064 8.67% 1.122%
54 13.732 3840 3854 3862 rBV2 63467 120968 1.97% ©.255%
55 13.783 3862 3870 3877 rBV 64886 91377 1.49% ©.192%
56 13.835 3877 3886 3892 rBv4 218193 382823 6.23% 0.806%
57 13.960 3914 3925 3941 rVB2 113055 277087 4.51% ©.583%
58 14.086 3943 3964 3983 rBV 2628169 4184831 68.09% 8.812%
59 14.291 4008 4028 4037 rBV4 41962 90001 1.46% 0.190%
60 15.221 4303 4317 4326 rBV 53300 86537 1.41% 0.182%
Sum of corrected areas: 47490136
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe62122\

: VU@49337.D

: 21 Jun 2022 19:29

: SY/MD

: N3400-13

: 25.0mL/MSVOA_U/WATER
021

Sample Multiplier: 1

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

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

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

o

TIC: VU049337.D\data.ms

451y 694 5.057 5.369

1.588 1.906 2.559 3.343

5.71

6 6.247

6.7
5.8H% 3 6.6

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
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: VU049337.D\data.ms

9.690

10.481 10.906

9.419.56

NN 10.099

e

11.465

12.095

11.893
2.1
11.8
2.0

(R
Time-->

9.00 9.50 10.00 10.50 11.00

11.292 | 1116342
A
11.50

T
12.00

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

o

TIC: VU049337.D\data.ms

13.025
14.086

12.571 12.973

12.4682.684
12|4

13.292
12.87|

"

13.62

3.835
5 %&ﬁéﬁf‘ 14.291

15.221

Time-->

12.50 13.00

13.50 14.00

T ‘ T T ‘
14.50 15.00

15.50 16.00

16.50

0

T
17.00 17.5
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49337.D

Acqg On : 21 Jun 2022 19:29
Operator : SY/MD

Sample : N3400-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

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

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

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

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
3.343 1.89 ug/L 129082 1,4-Difluorobenzene 6.247

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 90
3 Pentane, 3-methyl- 86 C6H14 000096-14-0 90

4 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 78
5 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 74

Abundance Scan 623 (3.343 min): VU049337.D\data.ms (-608) (-) m/z 57.00 100.00%

57.0
41.0
5000
R ST
| ‘ 710 860 3.00 3.20 3.40 3.60
0l bt et e m/z 56.00 81.89%
miz--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2043: Pentane, 3-methyl-
57.0
5000 are
R SRRRUSE
29.0 3.00 3.20 3.40 3.60
m/z 40.95 66.04%
O 15'0 ‘\ ‘ Il ‘ | 71'0 86\.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance
57.0
F T T R
290 41.0 3.00 3.20 3.40 3.60
5000 m/z 43.00 23.94%
20 15.0 71.0 86.0
MM  uh B
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #2049: Pentane, 3-methyl- e
57.0 3.00 3.20 3.40 3.60
m/z 39.00 16.79%
290 410
5000
15.0 ‘ ‘ | 710 86.0
O rr e e e e e e RS e
m/z--> 0O 10 20 30 40 50 60 70 80 90 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49337.D

Acqg On : 21 Jun 2022 19:29
Operator : SY/MD

Sample : N3400-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

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

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

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

Peak Number 2 (DEL) Alkane: Cyclic4.511 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
4.511 5.11 ug/L 348167 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 78
4 Tetramethylene diisocyanate 140 C6H8N202 004538-37-8 78
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 78
Abundance Scan 986 (4.511 min): VU049337.D\data.ms (-967) (-) m/z 56.00 100.00%
56.0
5000 J\
 RRRRE R R
84.0 4.20 4.40 4.60 4.80

el e e 2058 m/z 40,95 54.31%

m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1682: Cyclopentane, methyl-
56.0

o

5000
420440460480
m/z 69.00 42.03%
ZWO 84.0
0 \‘\\\\‘\\‘\\‘\\\H’\‘1\\‘!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
56.0
BB RGER RS S
4.20 4.40 4.60 4.80
5000 m/z 55.00 27.15%
27.0
84.0
1.0
O - T T T T T T
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1683: Cyclopentane, methyl- R RRRNRRRREE RS
56.0 4.20 4.40 4.60 4.80

m/z 38.95 22.92%

5000
84.0
27.0 ‘ ‘
0 ‘ ‘H M | i

m/z--> 0 20 40 60 80 100 120 140 160 180 200 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49337.D

Acqg On : 21 Jun 2022 19:29
Operator : SY/MD

Sample : N3400-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

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

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

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

Peak Number 3 (DEL) Alkane: Cyclic5.832 Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
5.832 1.06 ug/L 72490  1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 90
2 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 90
3 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 87
4 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 87
5 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 86
Abundance Scan 1397 (5.832 min): VU049337.D\data.ms (-1387) (-) m/z 69.95 100.00%
70.0
41.0
5000
f\\\\\‘\\\\‘\\\\‘\\\\‘\\\
98.0 5.60 5.80 6.00 6.20
L) 206.¢ ;
O At m/z 56.00 74.30%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3805: Cyclopentane, 1,3-dimethyl-
70.0
41.0 /\/\/\/\
5000 LA LI B B R I
5.60 5.80 6.00 6.20
98.0 m/z 55.00 64.67%
129 ‘ |
O\‘\\\‘\‘\‘\\\ ‘\““\\H‘H\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
56.0
L RELEE SR
5.60 5.80 6.00 6.20
5000 m/z 41.00 54.09%
27.0
83.0
0 1.0
T T e
m/iz--> 0 20 40 60 80 100 120 140 160 180 200 M/\
Abundance #3819: Cyclopentane, 1,2-dimethyl-, cis- e ARARAREEEEs S
70.0 5.60 5.80 6.00 6.20
4L.0 m/z 38.95  28.80%
5000
150 98.0 M
owm“'_‘l‘m ““““‘ J‘\“/\
m/z--> 0 20 40 60 80 100 120 140 160 180 200 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@62122\
Data File : VU@49337.D

Acqg On : 21 Jun 2022 19:29

Operator : SY/MD

Sample : N3400-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 4 (DEL) Alkane: Cyclic5.906 Concentration Rank 36

R.T. EstConc Area Relative to ISTD R.T.

5.906 1.01 ug/L 68633 1,4-Difluorobenzene 6.247
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 94
2 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 91
3 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 90
4 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 87
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 86

Abundance Scan1420(5906nnm VU049337.D\data.ms (-1409) (-) m/z 70.00 100.00%

41.
5000
980 H_m‘uu,uwmw
“ 207.C 5.60 5.80 6.00 6.20 ;
0! H“m‘“‘H‘mwmwm‘mwm‘ m/z 56.00 93.03%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3805: Cyclopentane, 1,3-dimethyl-
70.0

5000 ‘w“‘w“‘w“‘w“‘w
5.60 5.80 6.00 6.20

80.20%

m/z 54.95

SSIN B R
L1l
\‘\\\\‘\\\\ ’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
70.0
41.0

5.60 5.80 6.00 6.20

o

5000 ITI/Z 40.95 71.60%
15.0 98.0
ol e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 //\
Abundance #3820: Cyclopentane, 1,3-dimethyl-, cis- P e
56.0 5.60 5.80 6.00 6.20
m/z 68.95 38.53%
5000
27.
0 83.0
0 T 4 R R R REnmnus
m/z--> 0 20 40 60 80 100 120 140 160 180 200 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49337.D

Acqg On : 21 Jun 2022 19:29
Operator : SY/MD

Sample : N3400-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

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

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

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

Peak Number 5 (DEL) Alkane: Cyclic5.973 Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
5.973 1.48 ug/L 100789 1,4-Difluorobenzene 6.247

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 91
2 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 91
3 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 91
4 TIsopropylcyclobutane 98 C7H14 000872-56-0 90
5 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 86
Abundance Scan 1441 (5.973 min): VU049337.D\data.ms (-1430) (-) m/z 55.95 100.00%
56.0
41.0 70.0
5000
83.0 98.0 /\/‘\\\H’HH‘HH‘/\\\H’\
‘ ‘ | | ‘ 5.60 5.80 6.00 6.20
0 ‘H‘H‘W‘H‘_‘H‘H‘Wﬂu‘wu“mﬂlhuﬂﬂ‘u‘qu‘u‘ m/z 54.95 73.19%
miz--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3821: Cyclopentane, 1,2-dimethyl-, cis-
56.0 70.0
41.0
5000 \‘\\/\\\’\\\\‘\\\\‘\\\\’\
27.0 5.60 5.80 6.00 6.20
98.0 m/z 70.00 63.81%
‘ 83.0
0 \\\1‘.9\\‘1\4\.*\(?‘H{!‘HH}\‘\H“\H ‘\‘\H‘} ‘HH‘\‘H\‘HH‘HH
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
56.0 A
R B A RA R
41.0 70.0 5.60 5.80 6.00 6.20
5000 m/z 41.00 58.24%
27.0 83.0 98.0
e ATt IR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 A
Abundance #3829: Cyclopentane, 1,2-dimethyl-, trans- e R
56.0 5.60 5.80 6.00 6.20
21.0 m/z 69.00 32.33%
70.0
5000
27.0 98.0
‘ ‘ ‘ 83.0
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@62122\
Data File : VU@49337.D

Acqg On : 21 Jun 2022 19:29

Operator : SY/MD

Sample : N3400-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 7 (DEL) Alkane: Cyclic8.237 Concentration Rank 37

R.T. EstConc Area Relative to ISTD R.T.
8237 0.9 ug/l 78432 Chlorobenzene-ds 5.417
Hit# of 5 Tentative ID MW MolForm CASH# Qual
"1 Cyclohexane, 1,2-di imethyl- (cis/... 112 CaHls 000583-57-3 95

1,2-di
2 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 94
3 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 91
4 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H16 000583-57-3 91
1,2-di

5 Cyclohexane, imethyl-, trans- 112 C8H16 006876-23-9 87

Abundance Scan2145(8237nnm VUO49337[NdMarns(2136)() m/z 97.10 100.00%
55.0
5000
R R R RAR
H‘ ‘ 8.00 8.20 8.40 8.60
Ol Ml L L2089 7 54,95 98.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7697: Cyclohexane, 1,2-dimethyl- (cis/trans)
55.0 97.0 A
5000 \\\\‘\\\\’\\\\‘\\\\‘\\\
270 8.00 8.20 8.40 8.60
m/z 40.95 49.28%
O \\\“\H\‘\\‘h\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance /j\
55.0 97.0 A
8.00 8.20 8.40 8.60
5000 m/z 68.95 35.87%
27.0
0l el e e
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #7684: Cyclohexane, 1,2-dimethyl-, trans- IR Y S WA W A
55.0 97.0 8.00 8.20 8.40 8.60
m/z 55.95 35.28%
5000
AL
oHWHHHH““\H‘lu“_u‘_m_m‘mwmwm RN HY A M.
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49337.D

Acqg On : 21 Jun 2022 19:29
Operator : SY/MD

Sample : N3400-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

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

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

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

Peak Number 8 Benzene, propyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.906 8.08 ug/L 686172 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 93
2 Benzene, propyl- 120 C9H12 000103-65-1 90
3 Benzene, propyl- 120 C9H12 000103-65-1 90
4 Benzene, propyl- 120 C9H12 000103-65-1 87
5 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 72
Abundance Scan 2975 (10.906 min): VU049337.D\data.ms (-2962) (- | m/z 91.00 100.00%
91.0
5000
120.1 T
11.00
39.0
Ol bbbt 2970 2BLO o 100,10 22.42%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10702: Benzene, propyl-
91.0
5000 e
11.00
120.0 m/z 65.00  10.99%
39.0 |
0\H‘\‘H\“‘\\“\\"\\H“‘\\H‘\‘H\“H\\‘\H\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
91.0 A
s
11.00
5000 m/z 92.00 10.52%
120.0
39.0
Ol bbbt e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10700: Benzene, propyl- ]
91.0 11.00
m/z 78.00 6.32%
5000
120.0
39.0 ‘
S o
m/z--> 20 40 60 80 100120140160180200220240260280 11.00

SFAMUTRO61422WMA.M Fri Jun 24 18:53:06 2022 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@62122\
Data File : VU@49337.D

Acqg On : 21 Jun 2022 19:29

Operator : SY/MD

Sample : N3400-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1@ Benzene, (2-methylpropyl)- Concentration Rank 38

R.T. EstConc Area Relative to ISTD R.T.
11.610 0.82 ug/L 69220 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 91
2 Benzene, (2-methylpropyl)- 134 C1oH14 000538-93-2 91
3 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 91
4 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 91
5 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 90

Abundance Scan 3194 (11.610 min): VU049337.D\data.ms (-3186) (- | m/z 91.00 100.00%
91.0
5000
1340 N LN\ DY
409 20 11.50 12.00
Ol b 2071 nyz 92,008 53.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17040: Benzene, (2-methylpropyl)-
91.0
5000 L /\ :
1340 / 1;539 241f2§:°
43.0 65.0 m/z . . 0
O\\\‘\‘\\\““\\‘\\“\‘\\\H‘\\‘\‘\\\‘\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
91.0
S| W— iV
11.50 12.00
5000 ITI/Z 65.00 14.13%
134.0
43.0 5.0
N D
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17038: Benzene, (2-methylpropyl)- T I
91.0 11.50 12.00
m/z 40.90 7.85%
5000
134.0
43.0 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00

SFAMUTRO61422WMA.M Fri Jun 24 18:53:07 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49337.D

Acqg On : 21 Jun 2022 19:29
Operator : SY/MD

Sample : N3400-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

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

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

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

Peak Number 11 Benzene, 1-methyl-4-propyl- Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
11.642 1.26 ug/L 106897 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 90
2 Oxirane, 2-methyl-2-phenyl- 134 CSH1e0 002085-88-3 87
3 Benzene, 1-methyl-4-propyl- 134 C1eH14 001074-55-1 83
4 Benzeneacetaldehyde, 4-methyl- 134 C9H100 000104-09-6 80
5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 80
Abundance Scan 3204 (11.642 min): VU049337.D\data.ms (-3198) (- | m/z 105.00 100.00%
105.0
5000 /\
A A
77.0 134.0 11.50 12.00
51.0 | 207.1
0 bbb b e e m/z 76,95 11.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000 Hoe j\ ‘ J\
11.50 12.00
134.0 m/z 134.00  10.95%
77.0
0 27.0 | 5]\_0 | M ‘ H n L
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105.0
S NS— iV
11.50 12.00
5000 ITI/Z 103.00 8.17%
77.0
270 51.0 134.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #17054: Benzene, 1-methyl-4-propyl- e T
105.0 11.50 12.00
m/z 79.00 8.15%
5000
134.0
270 510 77.0
0‘m‘mm“‘w‘m‘u‘u““‘H‘H“1‘”‘“mu‘mwm“m“m e ‘/‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49337.D

Acqg On : 21 Jun 2022 19:29
Operator : SY/MD

Sample : N3400-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

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

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

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

Peak Number 12 Benzene, 1,2,3-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.893  12.52 ug/L 1063150 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 94
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91

Abundance Scan 3282 (11.893 min): VU049337.D\data.ms (-3270) (- | m/z 105.00 100.00%

105.0
5000 120.1 /\
NIV

51.0 77.0 91.0 11.50 12.00
0 ",‘m,‘H‘,‘?’Z,"?‘H,“HH?ﬂr?“H“‘WH“HH“M!wuu“uw m/z 120.10  40.95%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10692: Mesitylene
105.0
120.0 A

5000
1150 1200

m/z 77.00 12.80%

77.0
O\\’HH’\2\\7\?\\\\"\H\’\\\‘\“\4\”.\\‘\H‘H‘\\\\‘HH‘H}\‘H‘\‘\“HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance
105.0 j\h
120.0 1150 1200
5000 ITI z 91.00 10.46%
77.0
150 %0 630 o0
O T T T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 11.50 12.00
m/z 119.00 8.88%
5000 120.0
28.0 77.0 91.0
TNl Y N | R W 1119
m/z--> 10 20 30 40 50 60 70 80 90 100110120 11.50 12.00

SFAMUTRO61422WMA.M Fri Jun 24 18:53:09 2022 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49337.D

Acqg On : 21 Jun 2022 19:29
Operator : SY/MD

Sample : N3400-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

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

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

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

Peak Number 13 p-Cymene Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
12.009 1.09 ug/L 92873 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 97
2 p-Cymene 134 C10H14 000099-87-6 97
3 p-Cymene 134 C10H14 000099-87-6 95
4 o-Cymene 134 C10H14 000527-84-4 95
5 o-Cymene 134 C1oH14 000527-84-4 94
Abundance Scan 3318 (12.009 min): VU049337.D\data.ms (-3306) (- | m/z 119.10 100.00%
119.1
5000
91.0 134.1 s Aj\/\ ‘
39.0 65.0 ‘ ‘ ‘ 12.00
Ol rreeprrrrer ety e et e bbb m/z 134,05 25.58%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16994: p-Cymene
119.0
5000 1 MA ‘
91.0 12.00
' 134.0 m/z 91.00 24.91%
39.0 65.0 ‘ ‘
O H‘J-HSHO‘HH‘H\\"‘\\H‘\H}’\‘\‘\\‘\H‘\“HH’HH‘\w\\’H‘\‘\l\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
119.0 /\\ j\
12. 00
5000 m/z 117.00 13.31%
91.0 134.0
41.0 65.0
Y S 1 P s R PSS PR S N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16993: p-Cymene e ‘f?
119.0 12.00
m/z 120.00 10.21%
5000
91.0
134.0
390  65.0 ‘ [\/\
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\VU062122\
Data File : VU@49337.D

Acqg On : 21 Jun 2022 19:29
Operator : SY/MD

Sample : N3400-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

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

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

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

Peak Number 14 Benzene, 1-propenyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.095 23.64 ug/L 2006960 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 91
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 64
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 64
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 64
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 64
Abundance Scan 3345 (12.095 min): VU049337.D\data.ms (-3326) (- | m/z 117.00 100.00%
117.0
5000
390  63.0 ‘ 13?-0 12.00
Obrprrrrrerreeerrefiock bbb e el e - m/z 118,00 53.59%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10193: Benzene, 1-propenyl-
117.0
5000 —L oo\
12.00
91.0 m/z 119.00  37.11%
51.0
OH‘H\\‘%Z\.RH\“H\\HM\1“N\\7\4\‘.\9‘\H\‘i1H\H‘H\‘HH‘HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0
s o |
12.00
m/z 114.95 35.41%
5000 910 /
39.0 65.0
Oreprrrrprrerprretperre ekt et el e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\A;
Abundance #10195: Benzene, cyclopropyl- bty ‘
117.0 12.00
m/z 105.00  34.53%
5000
91.0
w0 o TOWY
0\wu\w%?RuJMHqhHMthﬁﬁwuﬂwuwm\wuhh\uwuw\u A Pl A~\
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\VU062122\
Data File : VU@49337.D

Acqg On : 21 Jun 2022 19:29
Operator : SY/MD

Sample : N3400-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

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

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

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

Peak Number 15 Benzene, 1,2-diethyl- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
12.301 3.02 ug/L 256085 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 96
2 Benzene, 1,2-diethyl- 134 C1leH14 000135-01-3 91
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 87
4 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 87
5 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 87
Abundance Scan 3409 (12.301 min): VU049337.D\data.ms (-3397) (- | m/z 105.00 100.00%
105.0
5000 134.1 /b\
o TV
51.0 ‘ | M 12.00 12.50
Obrrprrrrrere ettt el WL sz 119,00 84.11%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17026: Benzene, 1,2-diethyl-
105.0
5000 134.0 '
12.00 12.50
77.0 m/z 134.05 47.00%
O H‘J-HSHO‘\H‘\‘HH"‘HH“EZ\’()H‘\\‘\H‘H‘H\\"“\H‘\‘\1\’H‘\‘\‘HH‘H‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
119.0
_Ang JULA
12.00 12.50
5000 134.0 m/z 91.00 36.01%
91.0
39.0
o 15.0 65.0
T T T T I
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17034: Benzene, 1,3-diethyl-
119.0 12.00 12.50
m/z 116.95 21.60%
5000 134.0
91.0
39.0 65.0 ‘ ‘
Obreprrrrredirere e ity el e bbb e bl
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50

SFAMUTRO61422WMA.M Fri Jun 24 18:53:12 2022 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49337.D

Acqg On : 21 Jun 2022 19:29
Operator : SY/MD

Sample : N3400-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 16 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.465 17.23 ug/L 1462660 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 97
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 96
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95
5 o-Cymene 134 C1oH14 000527-84-4 95

Abundance Scan 3460 (12.465 min): VU049337.D\data.ms (-3447) (- | m/z 119.00 100.00%
119.0
5000
1341
91.0
390 650 ‘ Ll 12.50
0 bl e b L m/z 134,05 30.96%
miz--> 20 40 60 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
134.0 12.50
m/z 91.00 18.84%

91.0
150 20 450 |
O\\\‘\‘\‘\\\“‘\\“1‘\“\“\\\‘”‘\\\\"}“\\w‘l\\\”\’\
miz--> 20 40 60 80 100 120 140
Abundance
119.0
L

12.50
5000 m/z 105.00 14 .30%
91.0 134.0
. 15.0 39.0 65.0
T o e
miz--> 20 40 60 80 100 120 140 /\A M
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl- e
119.0 12.50

m/z 77.00 10.61%

5000
91.0 134.0
vo w0 b
olaso o @0 | Ly nesil

m/z--> 20 40 60 80 100 120 140 12.50

SFAMUTRO61422WMA.M Fri Jun 24 18:53:13 2022 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49337.D

Acqg On : 21 Jun 2022 19:29
Operator : SY/MD

Sample : N3400-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

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

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

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

Peak Number 17 o-Cymene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.494 11.11 ug/L 942992  1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 94
2 p-Cymene 134 C10H14 000099-87-6 94
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 91
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 91
Abundance Scan 3469 (12.494 min): VU049337.D\data.ms (-3465) (- | m/z 119.00 100.00%
119.0
5000
91.0
390 650 | 1351 12.50
ol P m/z 134.05  23.56%

miz--> 0 20 40 60 80 100 120 140

Abundance #16997: 0-Cymene

119.0
5000 /\\‘ T T T T /\\ T
12.50
91.0 m/z 91.00 13.12%

b e
O T ‘ UL ‘ \‘\ T ’ T \‘\ \H‘ ‘\ T \ ‘ T \ T ‘\H‘ \‘\ ‘ UL ‘ T
m/z--> 0 20 40 60 80 100 120 140
Abundance
119.0

1250
5000 m/z 120.10 8.81%
91.0

410 650 135.0

Y SO M Y PR A Mt

m/z--> 0 20 40 60 80 100 120 140

Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl- N oa . [\fvm

119.0 12.50

m/z 77.00 7.48%

5000
91.0
0 15.0 39\\0 ! 65\ 0 b |y oy 1890 J\\/\

m/z--> 0 20 40 60 80 100 120 140 1250
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49337.D

Acqg On : 21 Jun 2022 19:29
Operator : SY/MD

Sample : N3400-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 18 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.571  33.59 ug/L 2851810 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
2 o-Cymene 134 C10H14 000527-84-4 95
3 p-Cymene 134 C10H14 000099-87-6 95
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 95
5 o-Cymene 134 C1oH14 000527-84-4 95

Abundance Scan 3493 (12.571 min): VU049337.D\data.ms (-3481) (- | m/z 119.00 100.00%
119.0
134.0
91.0 Mg
39.0 650 Ll 1250
0 e bbbl i e m/z 134,00 28.61%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 Arg lﬁ\jl : ‘
134.0
91.0 91.60 17.71%
65.0 ‘
0\\‘]-\\5\.\0‘\\\\‘\ﬁ\g‘\()\\\“H\\‘\H\‘\H‘“‘\H\‘\H\‘\u‘\\‘H‘\‘\l\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
119.0
12.50
5000 m/z 119.95 10.03%
134.0
91.0
41.0 65.0
Olrrprrrr ety predtprer et e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16995: p-Cymene A ~
119.0 12.50
105.00 9.34%
5000
41.0 65.0 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12 50

SFAMUTRO61422WMA.M Fri Jun 24 18:53:14 2022 Page: 19



Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\

Data File : VU@49337.D

Acqg On : 21 Jun 2022 19:29
Operator : SY/MD

Sample : N3400-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Library Search Compound Report

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA.M

Quant Title : TRACE VOA SFAM1.0

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Concentration Rank 14

Peak Number 19 1-Phenyl-1-butene

R.T. EstConc Area Relative to ISTD R.T.
12.610 7.25 ug/L 615796 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C1eH12 000824-90-8 93
2 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 91
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000767-99-7 90
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 90

5 Benzene, (1-methyl-1-propenyl)-,... 132

C1eH12

000768-00-3 90

Abundance Scan 3505 (12.610 min): VU049337.D\data.ms (-3500) (- | m/z 117.00 100.00%
117.0
5000
390 630 91‘-0 133.1 12.50 13.00
ol el Wl m/z 132,05 46.92%
miz--> 20 40 60 80 100 120 140
Abundance #16107: 1-Phenyl-1-butene
117.0
5000 —_ -
910 12.50 13.00
' m/z 115.00 34.16%
133.0
O ‘2\7‘\‘(\) T “‘\ \“1”\ ’H‘ \7\4“19‘ T T ‘HU‘\ T H‘ T T
miz--> 20 40 60 80 100 120 140
Abundance
117.0
12.50 13.00
5000 ITI/Z 131.00 15.10%
91.0
39.0 65.0 133.0
0 15.0
B L B
miz--> 20 40 60 80 100 120 140 ol
Abundance #16171: Benzene, (1-methyl-1-propenyl)-, (2)- e R
117.0 12.50 13.00
m/z 91.00 13.05%
5000 91.0
51.0
27.0
me | w
O rhr—i “1““,““ Pt p‘:h A B
m/z--> 20 40 60 80 100 120 140 12.50 13.00

SFAMUTRO61422WMA.M Fri Jun 24 18:53:15 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49337.D

Acqg On : 21 Jun 2022 19:29
Operator : SY/MD

Sample : N3400-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

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

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

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

Peak Number 20 Indan, 1-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.684 22.72 ug/L 1929410 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 93
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 87
3 Benzene, 1l-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 81
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 81
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 81
Abundance Scan 3528 (12.684 min): VU049337.D\data.ms (-3517) (- | m/z 117.00 100.00%
117.0
5000
91.0
51.0 ‘ Lﬂ‘ ‘ 12.50 13.00
Ol el b M W 148 20700 /7 115,00 33.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16104: Indan, 1-methyl-
117.0
5000
12.50 13.00
m/z 132.00 27.77%
39.0 65.0 91"0 ‘
O\\\‘\‘\\\“\\“\\“m\\\“\\‘\\‘\\\H‘\M\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0
12.50 13.00
5000 m/z 91.00 17.34%
91.0
. 270 51.0
T e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)-
117.0 12.50 13.00
m/z 118.95 17.14%
5000
91.0
390 65.0 ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49337.D

Acqg On : 21 Jun 2022 19:29
Operator : SY/MD

Sample : N3400-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 21 Benzene, 1l-ethyl-2,4-dimethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
12.870 7.72 ug/L 655890 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 92
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 92
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 92
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 64
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 64

Abundance Scan 3586 (12.870 min): VU049337.D\data.ms (-3574) (- | m/z 119.00 100.00%
119.0
5000
91.0
39.0 649‘ ‘ 146.1 12.50 13.00
Obrerreebibthod b W 2070 s 13100 63.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000
12.50 13.00
910 m/z 90.95  30.26%
39.0 65.0 ‘
0\]-\5\‘\‘}\\“‘\\‘\\‘\\\\H‘\\\\‘m\\\"\\\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119.0
T S
12.50 13.00
5000 m/z 134.00 28.95%
91.0
150 39.0 65.0
L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- A
119.0 12.50 13.00
m/z 114.95 17.33%
5000
91.0
39.0 65.0 ‘
ol20 b b A L AL A
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@62122\
Data File : VU@49337.D

Acqg On : 21 Jun 2022 19:29

Operator : SY/MD

Sample : N3400-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 22 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.973  37.12 ug/L 3151560 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 96
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 96
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 95

Abundance Scan 3618 (12.973 min): VU049337.D\data.ms (-3599) (- | m/z 119.00 100.00%
119.0
5000
91.0
39.0 650 ‘ 135.1 13.00
OF e il e SIS myz 13400 45.62%
mfz--> 20 40 60 80 100 120 140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 IR
13.00
910 m/z 91.00 17.44%
15.0 39‘-0 65.0 ‘ ‘ ‘ 135.0
O+ T \‘\ T “\ \“\‘\ “\‘\ T \H’ T ‘W\ \m“ T \‘\ L
miz-> 20 40 60 80 100 120 140
Abundance
119.0
T
13.00
5000 ITI/Z 120.10 9.96%
39.0 65.0 91.0 135.0
o R
m/iz--> 20 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0 13.00
m/z 77.00 9.17%
5000
390 91.0
150 N7 80 ul 190
Ottt e e e T
m/z--> 20 60 80 100 120 140 13.00

SFAMUTRO61422WMA.M Fri Jun 24 18:53:18 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@62122\
Data File : VU@49337.D

Acqg On : 21 Jun 2022 19:29

Operator : SY/MD

Sample : N3400-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 23 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.025 49.14 ug/L 4172170 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 95
3 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 95
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 95

Abundance Scan 3634 (13.025 min): VU049337.D\data.ms (-3626) (- | m/z 119.00 100.00%
119.0
5000
91.0
39.0  65.0 135.0 13.00
b WP sz 134,05 42.47%
miz--> 20 60 80 100 120 140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 ]\ b :
13.00
m/z 91.00 17.26%
39.0 91.0
15.0 1 65.0 L 1 5.0
O+ T “\ \“\‘\ “\‘\ T \H’ T ‘W\ \m“ T \‘\ L
miz--> 20 60 80 100 120 140
Abundance
119.0
13.00
5000 m/z 120.05 9.86%
91.0
39.0 65.0 135.0
0 15.0
L A e o s
m/iz--> 20 40 60 80 100 120 140
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0 13.00
m/z 76.95 9.15%
5000
0 91.0 135.0
olaso W7 0 L R yiip
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\VU062122\
Data File : VU@49337.D

Acqg On : 21 Jun 2022 19:29
Operator : SY/MD

Sample : N3400-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 24 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
13.108 3.52 ug/L 299269 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 89
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 55
3 Benzene, 1l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 50
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 50
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 50

Abundance Scan 3660 (13.108 min): VU049337.D\data.ms (-3648) (- | m/z 119.00 100.00%
1

19.0
5000
91.0 148.1

39.0 64.9 ‘ | ‘ 13.00 13.50
e b 2069 ;133 00 39.36%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0

o

=

5000 [ —
13.00 13.50
9L.0 m/z 148.05  33.58%
39.0 65.0 ‘ ‘
0 ?‘\5\.?\‘\ T \“‘\ \“1‘\“1‘\\\‘”‘ T “H“H‘M\H‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
e /\«f\w
s T
13.00 13.50
5000 m/z 91.00 33.25%
91.0
. 150 390 65.0
L B L B L N EAREEEE s
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl-
119.0 13.00 13.50

m/z 131.00  26.20%

5000
91.0
39.0 65.0 ‘ ‘
0 15.0 ") ) M | \
e B B B N A

m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49337.D

Acqg On : 21 Jun 2022 19:29
Operator : SY/MD

Sample : N3400-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 25 3,4-Dimethylcumene Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
13.198  1.89 ug/L 160387  1,4-Dichlorobenzene-d4  11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,4-Dimethylcumene 18 clme 1000370-34-1 95

2 Benzene, pentamethyl-

148 C11H16

3 Benzene, 2,4-dimethyl-1-(1-methy... 148 C1l1H16
4 Benzene, 1,3-dimethyl-5-(1-methy... 148 Cl1H16
5 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16

000700-12-9 91
004706-89-2 91
004706-90-5 91
004706-90-5 91

Abundance Scan 3688 (13.198 min): VU049337.D\data.ms (-3674) (- | m/z 133.00 100.00%
138.0
5000
e —
91.0 13.00 13.50
38.9 64.9 ‘ I ‘ 207.1
OF ooty b e bl ST m/z 148,05 23.21%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #26348: 3,4-Dimethylcumene
133.0
5000 /\/\“Jk/\ ARA
13.00 13.50
105.0 m/z 90.95 14.80%
410 770 '
0 \‘\:\L\S\.‘O\‘H\“‘\ \‘\‘\“‘”H\“‘H‘\‘\ “\‘\ \MH‘\\‘\‘\‘\\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
133.0
13.00 13.50
5000 ITI/Z 104.95 13.88%
oL 15.0 41.0 g5.0 910
R o B AR LA
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance  #26410: Benzene, 2,4-dimethyl-1-(1-methylethyl)- 4 —
133.0 13.00 13.50
m/z 134.00 11.39%
5000
150 390 g5 o 910
Y S iR Y N W—— SLEW A
m/z--> 0 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49337.D

Acqg On : 21 Jun 2022 19:29
Operator : SY/MD

Sample : N3400-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 26 Benzene, (3-methyl-2-butenyl)- Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
13.253 1.98 ug/L 168103 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 93
2 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 91
3 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 91
4 2,2-Dimethylindene, 2,3-dihydro- 146 C1l1H14 020836-11-7 90
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 90

Abundance Scan 3705 (13.253 min): VU049337.D\data.ms (-3698) (- | m/z 131.00 100.00%
131.0
5000
91.0 115.0 146.1
300 630 ‘ ‘H I 13.00 1350
O el m/z 146.05  26.82%
miz--> 20 40 60 80 100 120 140
Abundance #25011: Benzene, (3-methyl-2-butenyl)-
131.0
91.0 146.0 /\ j\ /\ j\
5000 T T T T T T T T f
13.00 13.50
m/z 91.00 26.35%
41.0 65.0 116.0
0 ‘2\6‘.\‘0\ \““\ \“\“\‘ T ‘1“}‘\ \““ T \‘1 T ‘H‘\ \m’ \‘EH T \H\ T
miz--> 20 40 60 80 100 120 140
Abundance
131.0
146.0 13.00 13.50
5000 91.0 m/z 115.80  23.54%
115.0
39.0 65.0
Ot el
m/iz--> 20 40 60 80 100 120 140
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0 13.00 13.50
146.0 m/z 129.00 12.87%
5000 91.0
115.0
39.0 65.0 ‘
0‘HH‘}“H‘:“,‘1“1u;““m:w“:‘”!‘,w”“‘_‘“H /\ s AP
m/z--> 20 40 60 80 100 120 140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49337.D

Acqg On : 21 Jun 2022 19:29
Operator : SY/MD

Sample : N3400-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

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

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

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

Peak Number 27 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.291 10.18 ug/L 864321 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 91
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 91
3 Indan, 1-methyl- 132 C1eH12 000767-58-8 90
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 90
5 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 87
Abundance Scan 3717 (13.291 min): VU049337.D\data.ms (-3709) (- | m/z 117.00 100.00%
11y7.0
5000 1320
5.0 ., 91.0 ‘ ‘ 13.00 13.50
Obeerrerrerpretreeredtere e @bl b m/z 132.00 37.54%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
132.0 J\
5000 T T T T T T T ‘\/\\
91.0 13.00 13.50
510 m/z 115.00  25.54%
27.0 | ‘ ‘
0H‘H\\‘H\‘\‘HH“HH}“H‘\‘}‘HH‘HH‘\H\‘HH‘H\‘H‘\H!‘\H‘U‘\‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
117.0
13.00 13.50
5000 132.0 m/z 131.05 16.16%
39.0 65.0 91.0
Ottt e el e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16104: Indan, 1-methyl-
117.0 13.00 13.50
m/z 91.00 11.52%
5000
132.0
39.0 65.0 910 ‘
S WSS NP | W N VARY: .
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49337.D

Acqg On : 21 Jun 2022 19:29
Operator : SY/MD

Sample : N3400-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

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

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

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

Peak Number 28 Benzene, 1-ethyl-3-(1-methy... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
13.349 1.02 ug/L 86313 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-(1-methylethyl)- 148 C11H16 004920-99-4 64
2 Benzene, 2,4-diethyl-1-methyl- 148 C11H16 001758-85-6 53
3 Phenol, 2-(2-methyl-2-propenyl)- 148 C10H120 020944-88-1 49
4 6-Methyl-4-indanol 148 C10H120 020294-32-0 46
5 2-tert-Butyltoluene 148 C11H16 001074-92-6 38
Abundance Scan 3735 (13.349 min): VU049337.D\data.ms (-3731) (- | m/z 105.00 100.00%
105.0
133.0
5000
770 - e
10 o | wea 13.00 13.50
L e [t S (S N A m/z 133.80  59.60%
m/z--> 20 40 60 80 100 120 140
Abundance #26395: Benzene, 1-ethyl-3-(1-methylethyl)-
133.0
5000
105.0 13.00 13.50
m/z 148.05 48.18%
77.0 ‘ ‘
Ot [T \‘\1‘::1.\0\ ‘\5\9"‘0\‘\ T \M’ T T "i‘\ \‘i‘i T \‘\ ’1\ \?\9
miz-> 20 40 60 80 100 120 140
Abundance
133.0 J\\
SINTAAIVELEATOLY
13.00 13.50
5000 m/z 119.05 42 .09%
91.0
117.0
15.0 39.0 65.0 149.0
i I
m/iz--> 20 40 60 80 100 120 140
Abundance #26267: Phenol, 2-(2-methyl-2-propenyl)-
133.0 13.00 13.50
m/z 91.00 29.65%
5000 105.0
510 77.0
270 | "), - ‘ e
L M1 [ B e
m/z--> 20 40 60 80 100 120 140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@62122\
Data File : VU@49337.D

Acqg On : 21 Jun 2022 19:29

Operator : SY/MD

Sample : N3400-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 29 Benzene, 1-methyl-4-(1-meth... Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
13.407 3.05 ug/L 259042 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 70
2 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 64
3 Disiloxane, 1,1,3,3-tetramethyl- 134 C4H140Si2 003277-26-7 64
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 64
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 64

Abundance Scan 3753 (13.407 min): VU049337.D\data.ms (-3743) (- | m/z 119.00 100.00%
119.0
5000
148.1
91.0
a0 848 | —
OF v e eyl i e m/z 133.00  38.56%
miz--> 20 40 60 80 100 120 140 160
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000
13.50
910 148.0 m/z 148.05 30.27%
410 650 ‘ ‘ ‘
0 \\\‘\‘\\\“‘\\‘\\“\‘\\\“\\\\“i\\‘\“‘\\\‘\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160
Abundance
119.0 A«
IIAVAIVLLESYVY
13.50
5000 m/z 90.95 19.79%
91.0
oliso 890 650 136.0
S T e B I
m/z--> 20 40 60 80 100 120 140 160
Abundance #17169: Disiloxane, 1,1,3,3-tetramethyl- =
119.0 13.50
m/z 105.00  11.99%
5000
73.0
45.0 ‘
0 m_m“:‘m_um_m‘MHJ\MH‘MWHW A ~D
m/z--> 20 40 60 80 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49337.D

Acqg On : 21 Jun 2022 19:29
Operator : SY/MD

Sample : N3400-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

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

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

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

Peak Number 30 Benzene, (1-methyl-1-propen... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.449  72.39 ug/L 6146400 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 64
2 Benzene, 2-butenyl- 132 C10H12 001560-06-1 64
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000767-99-7 64
4 p-Cymene 134 CleH14 000099-87-6 55
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 55
Abundance Scan 3766 (13.449 min): VU049337.D\data.ms (-3756) (- | m/z 119.00 100.00%
119.0
5000
91.0
51.0 ‘ 13.50
b el b WPl 2069y 117 00 74.79%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0
5000
13.50
91.0 m/z 134.05  40.94%
0 L
O\\\‘\‘H\“H‘i“\‘u‘u\“\H\“W\\‘\‘\‘\H\‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0
o
13.50
5000 91.0 m/z 91.00 26.55%
39.0 65.0
015.0
T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16171: Benzene, (1-methyl-1-propenyl)-, (2)- -
117.0 13.50
m/z 115.00  25.97%
5000 91.0
51.0
210‘
ouw‘m‘m upmwhw:‘p‘:m!“us“mHH_MWHWH
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49337.D

Acqg On : 21 Jun 2022 19:29
Operator : SY/MD

Sample : N3400-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

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

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 31 Benzene, 2-ethyl-1,3-dimethyl- Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
13.558 1.68 ug/L 142275 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 78
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 78
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C1leH14 002870-04-4 78
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 72
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 72

Abundance Scan 3800 (13.558 min): VU049337.D\data.ms (-3793) (- | m/z 119.00 100.00%
119.0
5000
910 148.1 ‘3‘6
. 13.5
410 650 ), | 206.9 7
(O R AR R A m/z 148.05 18.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17088: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000 — /\ :
13.50
m/z 91.00 10.57%
39.0 65.0 91.0
0 \\\‘\‘H\“‘H“\‘\“i‘u\‘”‘H‘\\“i‘\\MH\‘\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119.0
T \
13.50
5000 m/z 120.00 9.90%
91.0
150 39.0 65.0
R e B o A m M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17079: Benzene, 2-ethyl-1,3-dimethyl- — ‘
119.0 13.50
m/z 76.95 5.52%
5000
O A B B B B I B S =
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49337.D

Acqg On : 21 Jun 2022 19:29
Operator : SY/MD

Sample : N3400-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

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

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

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

Peak Number 32 unknown-01 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.623 6.28 ug/L 533064 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, epoxide 132 C9H80 000768-22-9 46
2 Benzene, cyclobutyl- 132 C10H12 004392-30-7 40
3 Acetic acid, trifluoro-, 2-pheny... 218 C1OH9F302 055419-66-4 35
4 2-Methylbenzyl cyanide 131 C9HON 022364-68-7 32
5 Benzene, 1,1'-(1,2-cyclobutanedi... 208 C16H16 020071-09-4 25
Abundance Scan 3820 (13.623 min): VU049337.D\data.ms (-3810) (- | m/z 104.00 100.00%
104.0
5000 132.0 ‘AJ¥¢J\
e —
51.0 780 M 13.50 14.00
Ob el b DMl 2070 s 135 06 45.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16653: Indan, epoxide
104.0
5000 JleSC{\ 1400
132.0 : :
1.0 780 m/z 91.00 44.11%
27\\'0\ H \‘ m“ \‘ | |
O‘\\\\‘{\\\‘\‘\\\‘\\‘\\‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
104.0
e =
13.50 14.00
5000 m/z 115.00 22.37%
50.0 8.0 132.0
Ot it e e
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #95950: Acetic acid, trifluoro-, 2-phenylethyl ester =t =~
104.0 13.50 14.00

m/z 117.00  15.00%

5000

I Y

‘ ——
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00

o
ol
=
o
~
~
o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49337.D

Acqg On : 21 Jun 2022 19:29
Operator : SY/MD

Sample : N3400-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

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

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

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

Peak Number 33 Benzene, (2-methyl-1-butenyl)- Concentration Rank 28

R.T. EstConc Area Relative to ISTD R.T.
13.732 1.42 ug/L 120968 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 89
2 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 86
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 64
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 64
5 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 64

Abundance Scan 3854 (13.732 min): VU049337.D\data.ms (-3840) (- | m/z 133.05 100.00%
133.1
5000
91.0 115.0 148.1
389 @50 ‘ 13.50 14.00
ot u““ TR Mm et “‘\‘w ‘ H“‘ NW el m/z 131.00  76.03%
miz--> 20 40 60 80 100 120 140
Abundance #25011: Benzene, (3-methyl-2-butenyl)-
131.0
91.0 146.0 M
5000 U A
13.50 14.00
m/z 146.0 28.37%

o

41.0 65.0 116.0 >
260 Ay b b
m/z--> 20 40 60 80 100 120 140
Abundance
131.0 A\
A )

146.0 13.50 14.00

5000 91.0 m/z 115.00  24.46%
115.0
39.0 65.0
oL M
miz-> 20 40 60 80 100 120 140
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl- P =
131.0 13.50 14.00

m/z 148.05  24.42%

5000
010 146.0
290 a0 ‘ 115.0
0 24.0 ‘ \‘m Al | . ‘U | \M\‘ ; ;\\ /\ /\

L
m/z--> 20 40 60 80 100 120 140 13.50 14.00

=
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49337.D

Acqg On : 21 Jun 2022 19:29
Operator : SY/MD

Sample : N3400-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

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

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

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

Peak Number 34 1H-Indene, 2,3-dihydro-1,3-... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
13.783 1.08 ug/L 91377 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 91
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 91
3 Benzene, 1-methyl-4-(1-methyl-2-... 146 C1l1H14 097664-18-1 91
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 91
5 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 91
Abundance Scan 3870 (13.783 min): VU049337.D\data.ms (-3862) (- | m/z 131.00 100.00%
131.0
5000 //U\ﬂ\
91.0 1350 1400
SIS I I S
Ottty e el m/z 146.05  25.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0
5000 A” \A” T AJ
13.50 14.00
91.0 m/z 129.00 16.19%
39.0 4.0 ‘ ‘ ‘
O\\\\‘\‘\\\“‘\\“\‘\‘w\\\“\\\\“\‘\\U‘\‘U‘\\‘i“\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131.0
13.50 14.00
5000 m/z 114.95 15.97%
27.0 51.0 91.0
N -
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25060: Benzene, 1-methyl-4-(1-methyl-2-propenyl)- =t =
131.0 13.50 14.00
m/z 115.95 12.67%
5000
91.0
39.0 65.0 ‘ H
o‘Hw‘MH“uu‘w:hHMm‘umMul“\‘_“HWWWW e o
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49337.D

Acqg On : 21 Jun 2022 19:29
Operator : SY/MD

Sample : N3400-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 35 Benzene, 1-ethyl-4-(1-methy... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

13835 4s1ug/l 382823 1,4-Dichlorobenzene-d4  11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzene, 1-ethyl-4-(1-methylethyl)- 148

2 3,4-Dimethylcumene

148

3 Benzene, 1,4-dimethyl-2-(1-methy... 148
4 Benzene, 1,3-dimethyl-5-(1-methy... 148

5 2-tert-Butyltoluene

148

C11H16
C1l1H16
C11H16
C11H16
C11H16

004218-48-8 53
1000370-34-1 52
004132-72-3 52
004706-90-5 52
001074-92-6 52

Abundance Scan 3886 (13.835 min): VU049337.D\data.ms (-3877) (- | m/z 133.00 100.00%
138.0
5000
90 13.50 14.00
38.9 64.9 : :
Y S T ‘ A “M Al JL&?‘O;Q‘ 2071 myz 131,00 43.74%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #26396: Benzene, 1-ethyl-4-(1-methylethyl)-
133.0
5000 At M‘ :
105.0 13.50 14.00
m/z 148.00  28.17%
0 \‘\:\I-\S\.(‘)\‘\‘\4\:“L‘.\()\‘\ T \‘\7\?‘.‘9\ T “\‘\ \‘\“L T \‘\‘\\‘\\‘\\H‘\\H‘\\H
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
133.0
ATWAVAVLIY
13.50 14.00
5000 ITI/Z 91.00 18.51%
105.0
41.0
o 15.0 77.0
T e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #26411: Benzene, 1,4-dimethyl-2-(1-methylethyl)- - —r—
133.0 13.50 14.00
m/z 115.00 16.89%
5000
150 390 g5 910
Yl o R TN A W— — ——
m/z--> 0 20 40 60 80 100 120 140 160 180 200 13.50 14.00

SFAMUTRO61422WMA.M Fri Jun
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@62122\
Data File : VU@49337.D

Acqg On : 21 Jun 2022 19:29

Operator : SY/MD

Sample : N3400-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 36 Benzene, 2,4-dimethyl-1-(1-... Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
13.960 3.26 ug/L 277087 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzene, 2,4-dimethyl-1-(1-methy... 148 C11H16
2 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16
3 3,4-Dimethylcumene
4 Benzene, 1,4-dimethyl-2-(1-methy... 148 Cl1Hl6

148 C11H16

004706-89-2 87
004706-90-5 87
1000370-34-1 87
004132-72-3 86

5 Benzene, pentamethyl- 148 C11H16 000700-12-9 78
Abundance Scan 3925 (13.960 min): VU049337.D\data.ms (-3914) (- | m/z 133.00 100.00%
133.0
5000
105.0 14.00
410 770
Ot e b L 11820 2088 148 a5 30, 10%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #26410: Benzene, 2,4-dimethyl-1-(1-methylethyl)-
133.0 w
5000 \/\\ T T \/\ T /\\ T
14.00
m/z 119.10 13.22%
15.0 39.0 65.0 91.0
0 \‘\H‘\‘\M‘\\“‘H‘\‘\ﬂ"\u“‘u‘\\‘\‘\\w“H‘\‘\‘H‘H‘HH‘HH‘HH
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
133.0
=
14.00
5000 ITI/Z 134.00 11.54%
15.0 39.0 65.0 91.0
(O e e a a ma o R A o e maa
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #26348: 3,4-Dimethylcumene N
133.0 14.00
m/z 104.95 10.28%
5000
105.0
do e o
S NI M W O S AN/
m/z--> 0 20 40 60 80 100 120 140 160 180 200 14.00
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

: VUe49337.D

: 21 Jun 2022 19:29

: SY/MD

: N3400-13

: 25.0mL/MSVOA_U/WATER

: 21 Sample Multiplier: 1

: TRACE VOA SFAM1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe62122\

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMUTRO61422WMA .M

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

Peak Number 37 Azulene Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.086 49.28 ug/L 4184830 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Naphthalene 128 C10H8 000091-20-3 94
3 Azulene 128 C10H8 000275-51-4 94
4 Azulene 128 C10H8 000275-51-4 91
5 Azulene 128 C10H8 000275-51-4 91

Abundance Scan 3964 (14.086 min): VU049337.D\data.ms (-3943) (- | m/z 128.00 100.00%
128.0
5000 /\
02.0 ‘14‘00‘ |
102. .
: 74.0
O 380 ikl 1889 107 00 12.81%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #13686: Naphthalene
128.0
5000 — :
14.00
m/z 129.00 10.78%
51.0 75.0 10%0
O\\‘\\\\‘\\\\‘\\\\i‘\\\\‘\w\\‘\M‘\‘HH’HH“HH’HH‘H\’HH‘HH‘H
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance
128.0
T T
14.00
5000 m/z 102.00 9.27%
oL 270 51.0 770 1020
T T e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #13679: Azulene 7 I
128.0 14.00
m/z 51.00 8.20%
5000
51.0 102.0
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\VU062122\
Data File : VU@49337.D

Acqg On : 21 Jun 2022 19:29
Operator : SY/MD

Sample : N3400-13

Misc : 25.0mL/MSVOA_U/WATER

ALS vial : 21 Sample Multiplier: 1

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

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

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

Peak Number 38 unknown-02 Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
14.291 1.06 ug/L 90001 1,4-Dichlorobenzene-d4 11.813
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16 004706-90-5 49
2 1,5,6,7-Tetramethylbicyclo[3.2.0... 148 C11H16 134329-46-7 46
3 Benzene, 1,4-diethyl-2-methyl- 148 C11H16 013632-94-5 46
4 Benzene, 1,4-dimethyl-2-(1-methy... 148 Cl1Hl6 004132-72-3 43
5 4-tert-Butyltoluene 148 C11H16 000098-51-1 43
Abundance Scan 4028 (14.291 min): VU049337.D\data.ms (-4008) (- | m/z 133.00 100.00%
138.0
5000 117.0
91.0
39.0 650 ‘ 1491 14.00 14.50
Y A VN WO T ml“ Al o] m/z 131.00  50.44%
miz-> 20 40 60 80 100 120 140
Abundance #26408: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
133.0
5000 T T T \J\/\\ /‘\ \/\\
14.00 14.50
105.0 m/z 117.00 41.53%
39.0 77.0 ‘ ‘ 4
0 \1\5‘\.0‘ T ‘\‘\ \‘m\ \“P\S‘QN\ T \““ T “\ Hr \MM‘ T i‘\‘\ ‘1\ \9\9
miz-> 20 40 60 80 100 120 140
Abundance
133.0
LA VVIVN S A SV RN
14.00 14.50
5000 m/z 115.00 28.91%
105.0
41.0 79.0
0 63.0 149.0
B o B B e e L
miz--> 20 40 60 80 100 120 140 N\
Abundance #26381: Benzene, 1,4-diethyl-2-methyl- ‘ ‘/%\‘ ‘ ‘/¥ AR
133.0 14.00 14.50
m/z 148.05 27.06%
5000
105.0
77.0 ‘ ‘ ‘J
39.0
I . L P 53 VO
m/z--> 20 40 60 80 100 120 140 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062122\
Data File : VU@49337.D

Acqg On : 21 Jun 2022 19:29
Operator : SY/MD

Sample : N3400-13

Misc : 25.0mL/MSVOA_U/WATER

ALS Vvial : 21  Sample Multiplier: 1

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

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: S 3.343 1.9 ug/L 129082 1 6.247 340703 5.0
(DEL) Alkane: C... 4.511 5.1 ug/L 348167 1 6.247 340703 5.0
(DEL) Alkane: C... 5.832 1.1 ug/L 72490 1 6.247 340703 5.0
(DEL) Alkane: C 5.906 1.0 ug/L 68633 1 6.247 340703 5.0
(DEL) Alkane: C.. 5.973 1.5 ug/L 100789 1 6.247 340703 5.0
(DEL) Alkane: C... 8.237 1.0 ug/L 78432 2 9.417 408432 5.0
Benzene, propyl- 10.906 8.1 ug/L 686172 3 11.813 424557 5.0
Benzene, (2-met... 11.610 0.8 ug/L 69220 3 11.813 424557 5.0
Benzene, 1-meth... 11.642 1.3 ug/L 106897 3 11.813 424557 5.0
Benzene, 1,2,3-... 11.893 12.5 ug/L 1063150 3 11.813 424557 5.0
p-Cymene 12.009 1.1 ug/L 92873 3 11.813 424557 5.0
Benzene, 1-prop... 12.095 23.6 ug/L 2006960 3 11.813 424557 5.0
Benzene, 1,2-di... 12.301 3.0 ug/L 256085 3 11.813 424557 5.0
Benzene, 2-ethy... 12.465 17.2 ug/L 1462660 3 11.813 424557 5.0
o-Cymene 12.494 11.1 ug/L 942992 3 11.813 424557 5.0
Benzene, 4-ethy... 12.571 33.6 wug/L 2851810 3 11.813 424557 5.0
1-Phenyl-1-butene 12.610 7.3 ug/L 615796 3 11.813 424557 5.0
Indan, 1-methyl- 12.684 22.7 wug/L 1929410 3 11.813 424557 5.0
Benzene, 1l-ethy... 12.870 7.7 ug/L 655890 3 11.813 424557 5.0
Benzene, 1,2,3,... 12.973 37.1 wug/L 3151560 3 11.813 424557 5.0
Benzene, 1,2,4,... 13.025 49.1 wug/L 4172176 3 11.813 424557 5.0
Benzene, 1l-ethy... 13.108 3.5 wug/L 299269 3 11.813 424557 5.0
3,4-Dimethylcumen 13.198 1.9 ug/L 160387 3 11.813 424557 5.0
Benzene, (3-met... 13.253 2.0 ug/L 168103 3 11.813 424557 5.0
Benzene, 2-ethe... 13.291 10.2 ug/L 864321 3 11.813 424557 5.0
Benzene, 1l-ethy... 13.349 1.0 ug/L 86313 3 11.813 424557 5.0
Benzene, 1-meth... 13.407 3.0 ug/L 259042 3 11.813 424557 5.0
Benzene, (1-met... 13.449 72.4 ug/L 6146400 3 11.813 424557 5.0
Benzene, 2-ethy... 13.558 1.7 wug/L 142275 3 11.813 424557 5.0
unknown-01 13.623 6.3 wug/L 533064 3 11.813 424557 5.0
Benzene, (2-met... 13.732 1.4 ug/L 120968 3 11.813 424557 5.0
1H-Indene, 2,3-... 13.783 1.1 ug/L 91377 3 11.813 424557 5.0
Benzene, 1-ethy... 13.835 4.5 wug/L 382823 3 11.813 424557 5.0
Benzene, 2,4-di... 13.960 3.3 ug/L 277087 3 11.813 424557 5.0
Azulene 14.086 49.3 ug/L 4184830 3 11.813 424557 5.0
unknown-02 14.291 1.1 ug/L 90001 3 11.813 424557 5.0
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