LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU112118\
Data File : VU028309.D

Aca On : 21 Nov 2018 11:05

Operator : MD/SY

Sample : J5997-13DL 4X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 7 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method > Z:\VOASRV\HPCHEM1\MSVOA U\METHOD\SOMUTR111718WMA_.M
Title - TRACE VOA SOMO1.0
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.283 29 34 44 rBV 167700 160537 8.03% 1.537%
2 1.398 63 70 79 rvB 94605 99767 4 _.99% 0.955%
3 1.681 151 158 174 rVB 78777 110679 5.54% 1.059%
4 2.273 333 342 353 rBV 153875 226349 11.33% 2.167%
5 4.196 923 940 974 rBV 110460 317574 15.89% 3.040%
6 4.646 1063 1080 1097 rBv2 112477 270560 13.54% 2.590%
7 5.250 1252 1268 1277 rBV3 42442 100833 5.05% 0.965%
8 5.337 1278 1295 1307 rVvVv2 218589 560506 28.05% 5.365%
9 5.472 1325 1337 1349 rBvV2 23913 50125 2.51% 0.480%
10 5.549 1350 1361 1374 rVB3 17802 37774 1.89% 0.362%

11 5.884 1449 1465 1481 rBvV 218492 428323 21.43% 4._.100%
12 6.331 1590 1604 1617 rBV2 160395 314635 15.75% 3.012%
13 7.228 1870 1883 1902 rBV 88150 166862 8.35% 1.597%
14 7.562 1973 1987 2005 rBV 298196 523048 26.17% 5.007%
15 7.710 2022 2033 2043 rBvV2 12313 23052 1.15% 0.221%

16 7.851 2066 2077 2090 rBV 57350 102553 5.13% 0.982%
17 7.958 2103 2110 2120 rVB4 13521 22282 1.12% 0.213%
18 8.314 2204 2221 2247 rBV 381294 670424 33.55% 6.417%
19 8.646 2312 2324 2342 rVB 154160 257354 12.88% 2.463%
20 9.089 2448 2462 2477 rBV 318767 526538 26.35% 5.040%

21 9.186 2483 2492 2506 rVB2 23855 42662 2.13% 0.408%
22 9.295 2511 2526 2538 rBV 1351817 1998311 100.00% 19.128%
23 9.363 2538 2547 2564 rvB2 180172 309832 15.50% 2.966%
24 9.568 2601 2611 2622 rBV3 20135 33830 1.69% 0.324%
25 10.166 2780 2797 2820 rBV 474742 760783 38.07% 7.282%

26 10.430 2865 2879 2895 rBV 106143 169608 8.49% 1.623%

27 10.585 2917 2927 2935 rBV2 49434 81485 4.08% 0.780%
28 11.099 3072 3087 3093 rBV3 12414 21536 1.08% 0.206%
29 11.147 3093 3102 3114 rVB 66838 96962 4._.85% 0.928%
30 11.292 3133 3147 3149 rBV2 17697 25102 1.26% 0.240%
31 11.324 3150 3157 3168 rVB2 53712 85527 4.28% 0.819%
32 11.482 3192 3206 3222 rBV2 356123 610368 30.54% 5.842%
33 11.687 3260 3270 3279 rBV 27379 40713 2.04% 0.390%

34 11.765 3279 3294 3311 rVV2 235488 424917 21.26% 4._.067%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU112118\
Data File : VU028309.D

Aca On : 21 Nov 2018 11:05

Operator : MD/SY

Sample : J5997-13DL 4X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 7 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111718WMA .M
TRACE VOA SOMO1.0

35 11.858 3311 3323 3343 rVB 276903 458024 22.92% 4 _.384%

36 12.285 3447 3456 3466 rVB3 35271 55134 2.76% 0.528%

37 12.353 3466 3477 3496 rVB2 86697 164903 8.25% 1.578%

38 13.125 3709 3717 3730 rVB3 27260 44919 2.25% 0.430%

39 13.289 3755 3768 3780 rBV3 33647 52906 2.65% 0.506%
Sum of corrected areas: 10447297
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU112118\
VU028309.D

21 Nov 2018 11:05

MD/SY

J5997-13DL 4X

25_0mL/MSVOA U/WATER

7 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111718WMA .M
TRACE VOA SOM01.0

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU112118\
Data File : VU028309.D

Aca On : 21 Nov 2018 11:05

Operator : MD/SY

Sample : J5997-13DL 4X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111718WMA_M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 (DEL) Alkane: Cyclic5.25 Concentration Rank 8

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

5.25 1.18 ug/L 100833 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.1-dimethvl- 98 C7H14 001638-26-2 86
2 Cvclopentane. 1.1-dimethvl- 98 C7H14 001638-26-2 72
3 Cvclopentane. 1.1.2-trimethvl- 112 C8H16 004259-00-1 53
4 1-Heptene. 2.6-dimethvl- 126 C9H18 003074-78-0 53
5 1-Hexene, 5-methyl- 98 C7H14 003524-73-0 49

Abundance Scan 1268 (5.250 min): VU028309.D (-1252) (-) m/z 56.10 100.00%
5d.1
83.1
5000 3000
5.00 520 5.40 5.60
il e e m/z 55.10  80.89%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3390: Cyclopentane, 1,1-dimethyl-
56.0
83.0
5000
39/0 5.00 5.20 5.40 5.60
m/z 69.10 70.16%
15.0 100.0
m/z--> 0O 20 40 60 8 100 120 140 160 180 200
Abundance #3393: Cyclopentane, 1,1-dimethyl-
56.0
500 520 540 560
5000 83.0 m/z 41.10 64 .97%
39/0
W"'W'U'AM'”M'J”Il'”W"”I"”I"” [rrrrprrrrrT
m/z--> 0O 20 40 60 8 100 120 140 160 180 200
Abundance #6787: Cyclopentane, 1,1,2-trimethyl-
56.0 5.00 520 5.40 5.60
m/z 83.10 61.95%
5000
27.0 84.0
LT
'|'“'|“M'w"|'q“|t“'|“"w"w"“ SEBE AR SR RN USRS LR IR
m/z--> 60 80 100 120 140 160 180 200 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU112118\
Data File : VU028309.D

Aca On : 21 Nov 2018 11:05

Operator : MD/SY

Sample : J5997-13DL 4X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111718WMA_M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 (DEL) Alkane: Cyclic5.47 Concentration Rank 12

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

5.47 0.59 ug/L 50125 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.3-dimethvl- 98 C7H14 002453-00-1 87
2 Cvclopentane. 1.2-dimethvl-. cis- 98 C7H14 001192-18-3 87
3 Cvclopentane. 1.3-dimethvl-. trans- 98 C7H14 001759-58-6 86
4 Cvclopentane. 1.2-dimethvl-., cis- 98 C7H14 001192-18-3 78
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 78

Abundance Scan 1336 (5.469 min): VU028309.D (-1325) (-) m/z 70.05 100.00%
70.0
41.1
5000
H | d 98.1 007 1 5.20 5.40 5.60 5.80
L B e S B A m/z 56.10 92 .47%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #3394: Cyclopentane, 1,3-dimethyl-
70.0
41.0
5000

5.20 540 5.60 5.80
m/z 55.10 84.43%

98.0
ERERER R R e o e B R e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3409: Cyclopentane, 1,2-dimethyl-, cis-
56.0
5.20 5.40 5.60 5.80
5000 m/z 41.10 74.96%
39
‘ 83.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3417: Cyclopentane, 1,3-dimethyl-, trans-
56.0 5.20 5.40 5.60 5.80
m/z 39.10 30.43%
5000
27.0
83.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 5.20 5.40 5.60 5.80

SOMUTR111718WMA.M Wed Nov 28 07:06:56 2018 Page: 5



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU112118\
Data File : VU028309.D

Aca On : 21 Nov 2018 11:05

Operator : MD/SY

Sample : J5997-13DL 4X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111718WMA_M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 4-Heptanol, 4-methyl- Concentration Rank 4

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

8.65 2.44 ug/L 257354 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Heptanol. 4-methvl- 130 C8H180 000598-01-6 78
2 1-Hepten-4-ol. 4-methvl- 128 C8H160 001186-31-8 78
3 4-Octanone. 5-hvdroxv-3.6-dimethyl- 172 C10H2002 062759-47-1 78
4 3-Bromobutvric acid 166 C4H7Br02 1000131-80-6 56
5 3-Hexanol, 2,3-dimethyl- 130 C8H180 004166-46-5 56

Abundance Scan 2325 (8.649 min): VU028309.D (-2312) (-) m/z 45.10 100.00%
441
87.1
5000
69.1
57.1 8.40 8.60 8.80 9.00
et L1012 1291 0 TR0 65. 550%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13707: 4-Heptanol, 4-methyl-
87.0
45.0
5000
8.40 8.60 8.80 9.00
m/z 87.10 61.13%
27.0 55.0 69.0 115.0
L I| I L 97.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12568: 1-Hepten-4-ol, 4-methyl-
43.0 87.0
8.40 8.60 8.80 9.00
5000 m/z 69.10 32.26%
69.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #39563: 4-Octanone, 5-hydroxy-3,6-dimethyl- P
45.0 8.40 8.60 8.80 9.00
m/z 41.10 28.19%
57.0
5000 8.0
69.0
31.0
“\ Al ‘ |, oro 1160
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path :

Data File : VU028309.D

Aca On : 21 Nov 2018 11:05
Operator : MD/SY

Sample - J5997-13DL 4X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
LSCINT.P

TIC Integration Parameters:

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU112118\

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111718WMA_M

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Concentration Rank 1

Peak Number 6 n-Butyl ether

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

9.30 18.98 ug/L 1998310 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Butvl ether 130 C8H180 000142-96-1 78
2 n-Butvl ether 130 C8H180 000142-96-1 78
3 n-Butvl ether 130 C8H180 000142-96-1 59
4 Sulfurous acid. dibutvl ester 194 C8H1803S 000626-85-7 53
5 Isobutyl ether 130 C8H180 000628-55-7 42

Abundance Scan 2528 (9.302 min): VU028309.D (-2511) (-) m/z 57.10 100.00%
57.1
5000 /\
41.0 SN § VNN
87.1 0.1 9.00 920 9.40 9.60
....,....',-...nlu,....,....,~....,...-.,....,....,....,29‘?-.9. m/z 41.05 26.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13643: n-Butyl ether
57.0
5000 L I LR L UL
9.00 9.20 9.40 9.60
41.0 0
870 m/z 56.10 15.13%
150 | ,L | | 130.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #13644: n-Butyl ether
57.0
9.0 9.20 9.40 9.60
5000 m/z 87.10 14.61%
29.0
‘ 87.0
o0 Lo b oo w0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13645: n—Buterther LI L L L B L B
57.0 9.00 920 9.40 9.60
m/z 39.05 6.09%
5000
41.0
‘ 87.0
'"'I'M"I"'un""I'L"f""l%%qgl""l""I""I'”
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU112118\
Data File : VU028309.D

Aca On : 21 Nov 2018 11:05

Operator : MD/SY

Sample : J5997-13DL 4X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111718WMA_M
TRACE VOA SOM01.0

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 2,4,4,6-Tetramethyl-[1,3,2]... Concentration Rank 3

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

9.36 2.94 ug/L 309832 Chlorobenzene-d5 9.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.4.6-Tetramethvl-I1.3.21dioxa... 142 C7H15B02 211613-23-9 53
2 6-Azathvmine 127 C4H5N302 000932-53-6 30
3 6-Azathvmine 127 C4H5N302 000932-53-6 27
4 Guanidine 59 CH5N3 000113-00-8 27
5 2,4(1H,3H)-Pyrimidinedione, 5-am... 127 C4H5N302 000932-52-5 25

Abundance Scan 2546 (9.359 min): VU028309.D (-2538) (-) m/z 59.10 100.00%
43.1 59.1
127.1
5000
82.0
109.1 206.9 9.00 9.20 9.40 9.60
'.Uw.ﬂ.w.!.w...w...w...w.ﬁ.. m/z 43.10 85.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19565: 2,4,4,6-Tetramethyl-[1,3,2]dioxaborinane
43.0 59.0
127.0
5000
85.0 9.00 9.20 9.40 9.60
m/z 127.10 66.02%
101.0
m/z--> 2|0 40 6|O 8|0 l(I)O léO 14|10 1(|30 IEIRO 2(I)O
Abundance #11659: 6-Azathymine
56.0 127.0
9.00 9.20 9.40 9.60
5000 m/z 56.10 65.16%
27.0
‘ 84.0
'”'Ijj"m"hI'“'Il'}gpg"l'l”l"'w""I”"I"'
m/z--> 60 80 100 120 140 160 180 200
Abundance #11658: 6-Azathymine A L
56.0 127.0 9.00 9.20 9.40 9.60
' m/z 69.10 46.98%
5000
27.0
'”I"”I"”I"”?f?'W"'W"'W"'W"'W"'W"" SRR AR E SAEE
m/z--> 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU112118\
Data File : VU028309.D

Aca On : 21 Nov 2018 11:05

Operator : MD/SY

Sample : J5997-13DL 4X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111718WMA_M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Benzene, propyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.58 0.67 ug/L 81485 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 87
2 Benzene. propvl- 120 C9H12 000103-65-1 87
3 Benzene. propvl- 120 C9H12 000103-65-1 80
4 N-Benzvl-2-phenethvlamine 211 C15H17N 003647-71-0 72
5 Benzene, (4-bromobutyl)- 212 C10H13Br 013633-25-5 53
Abundance Scan 2926 (10.581 min): VU028309.D (-2917) (-) m/z 91.05 100.00%
91.0
5000
wo 81 | 121 1, | 10201040 1060 1080
R e S RREt R s m/z 120.10 17.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9407: Benzene, propyl-
91.0
5000 AL AR ARAR SRS &
10.20 10.40 10.60 10.80
65.0 120.0 m/z 65.10 10.92%
39.0
15.0 | | 1 )
m/z--> ﬁo 40 60 80 160 120 140 160 180 200 220 240 260 280

Abundance #9408: Benzene, propyl-
91.0
5000
120.0
39.0 6?0 |
M PR N i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9406: Benzene, propyl-
91.0
5000

15.0 390 650

120.0

10.20 10.40 10.60 10.80

m/z 92.10 10.89%

10.20 10.40 10.60 10.80

m/z 78.10 7.33%

m/z-->

20 40 60 80

100 120 140 160 180 200 220 240 260 280

10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU112118\
Data File : VU028309.D

Aca On : 21 Nov 2018 11:05

Operator : MD/SY

Sample : J5997-13DL 4X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111718WMA_M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Benzene, 1,2,3-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.15 0.79 ug/L 96962 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
2 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 93
4 Mesitvlene 120 C9H12 000108-67-8 93
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
Abundance Scan 3103 (11.150 min): VU028309.D (-3093) (-) m/z 105.10 100.00%
106.1
5000 120.1
391 g3 (f1oto 1856 10.80 11.00 11.20 11.40
ISR RSS! T SN LSl m/z 120.10 41.29%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9412: Benzene, 1,2,3-trimethyl-
1056.0
A
5000 U IR SUGILE B B
120.0 10,80 11.00 11.20 11.40
2.0 770 o010 m/z 77.10 12.64%
.%%q.h..@.ﬁmﬁ%e.Jﬁ..f.ﬂJ.mqn...,....,.”.,...
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9418: Benzene, 1,2,3-trimethyl-
105.0
120.0 10.80 11.00 11.20 11.40
5000 m/z 39.10 8.86%
39.0 77.0 91.0
.1.5.'0,....‘,‘..‘.‘.6,3."0...“‘, - I“" S S,
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9420: Benzene, 1,2,4-trimethyl-
105.0 10.80 11.00 11.20 11.40
m/z 91.05 8.46%
120.0
5000
270 510 77.0 91,0
...,.‘...,‘..“a‘.”,‘.‘...“‘,..‘a.,‘:‘..‘.‘,‘....,....,....,... R e S
m/z--> 20 40 60 80 100 120 140 160 180 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU112118\
Data File : VU028309.D

Aca On : 21 Nov 2018 11:05

Operator : MD/SY

Sample : J5997-13DL 4X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111718WMA_M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Benzene, (1-methylpropyl)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.32 0.70 ug/L 85527 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-methvlpropvl)- 134 C10H14 000135-98-8 90
2 Benzene. 1-methvl-2-propvl- 134 C10H14 001074-17-5 86
3 Benzene. (l-methvipropvl)- 134 C10H14 000135-98-8 83
4 Benzeneacetaldehvde. .alpha.-met... 134 C9H100 000093-53-8 83
5 Benzene, l-methyl-4-propyl- 134 C10H14 001074-55-1 83
Abundance Scan 3156 (11.321 min): VU028309.D (-3150) (-) m/z 105.10 100.00%
105.1
5000
77.0 134.1
51.1 11.00 11.20 11.40 11.60
s e L2069 34 10 15 49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14848: Benzene, (1-methylpropyl)-
106.0
5000 S VAL SRR B SRS
11.00 11.20 11.40 11.60
134.0 m/z 77.05 12.28%
270 st0 0 |
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14855: Benzene, 1-methyl-2-propyl-
106.0
11.00 11.20 11.40 11.60
5000 m/z 106.05 9.42%
134.0
150 380 579 10 | |
It A Aate s tvans sy g gasnraagt \
Abundance #14852: Benzene, (1-methylpropyl)- e A
105.0 11.00 11.20 11.40 11.60
m/z 79.05 8.58%
5000
134.0
27‘.0 51.0 77‘.0 |
| N i , 1 i
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU112118\
Data File : VU028309.D

Aca On : 21 Nov 2018 11:05

Operator : MD/SY

Sample : J5997-13DL 4X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111718WMA_M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.76 3.48 ug/L 424917 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 95
2 Indane 118 C9H10 000496-11-7 93
3 Benzene. l-ethenvl-4-methvl- 118 C9H10 000622-97-9 83
4 Indane 118 C9H10 000496-11-7 81
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]----. 118 C9H10 1000191-13-7 80
Abundance Scan 3293 (11.761 min): VU028309.D (-3279) (-) m/z 117.10 100.00%
117.1
5000
o1 e 1140 1160 1180 1200
e 22 m/z 118.10 53.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8949: Indane
117.0
5000 UL BN SO I
11.40 11.60 11.80 12.00
390 g5 91.0 m/z 115.10 36.51%
13.0 ' 74.0
m/z--> 200 40 60 80 100 150 150 1éo 1éo 260
Abundance #8951: Indane
117.0
11.40 11.60 11.80 12.00
5000 m/z 91.10 15.08%
91.0
) 63.0
'E%?"ﬁ%?”“uw'“W'ﬂ“l“'JH"”l"”l"”l"“l"“
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #8970: Benzene, 1-ethenyl-4-methyl-
117.0 11.40 11.60 11.80 12.00

m/z 116.10 11.75%

5000 91.0

39.0
: 15.0 | \‘ “\ \‘\H I L \‘ ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU112118\
Data File : VU028309.D

Aca On : 21 Nov 2018 11:05

Operator : MD/SY

Sample : J5997-13DL 4X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111718WMA_M
TRACE VOA SOM01.0

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 Indan, l1-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

12.35 1.35 ug/L 164903 1,4-Dichlorobenzene-d4 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indan. l1l-methvl- 132 C10H12 000767-58-8 87
2 Benzene. 2-butenvl- 132 C10H12 001560-06-1 86
3 1-Phenvl-1-butene 132 C10H12 000824-90-8 86
4 Benzene. l-ethenvl-3-ethvl- 132 C10H12 007525-62-4 86
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 83

Abundance Scan 3476 (12.350 min): VU028309.D (-3466) (-) m/z 117.05 100.00%

117.1

=

5000
132.1 \

91.1 B e e BRI me e o
39.1 65.0 I|
m

208.0 12.00 12.20 12.40 12.60
et 282 Tm/z 115.05  35.37%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14031: Indan, 1-methyl-
117.0
5000
132.0 12.00 12.20 12.40 12.60
91.0 m/z 132.10 26.86%
39.0 65.0 '
L B S NN e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14048: Benzene, 2-butenyl-
117.0
e e e
132.0 12.00 12.20 12.40 12.60
5000 m/z 91.10 17.49%
91.0
39.0 65.0

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

-

Abundance #14034: 1-Phenyl-1-butene
117.0 12.00 12.20 12.40 12.60
m/z 116.10 9.90%
5000 132.0
91.0
,%19.&.?%? VIR N NP Y SRMRIRRY Y MR 4 ENE
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.20 12.40 12.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU112118\
Data File : VU028309.D

Acq On : 21 Nov 2018 11:05

Operator : MD/SY

Sample : J5997-13DL 4X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR111718WMA_M
TRACE VOA SOMO1.0

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: Cyc... 5.25 1.2 ug/L 100833 1 5.88 428323 5.0
(DEL) Alkane: Cyc... 5.47 0.6 ug/L 50125 1 5.88 428323 5.0
4-Heptanol, 4-met... 8.65 2.4 ug/L 257354 2 9.09 526538 5.0
n-Butyl ether 9.30 19.0 ug/L 1998310 2 9.09 526538 5.0
2,4,4,6-Tetrameth. .. 9.36 2.9 ug/L 309832 2 9.09 526538 5.0
Benzene, propyl- 10.58 0.7 ug/L 81485 3 11.48 610368 5.0
Benzene, 1,2,3-tr... 11.15 0.8 ug/L 96962 3 11.48 610368 5.0
Benzene, (1-methy... 11.32 0.7 ug/L 85527 3 11.48 610368 5.0
Indane 11.76 3.5 ug/L 424917 3 11.48 610368 5.0
Indan, 1-methyl- 12.35 1.4 ug/L 164903 3 11.48 610368 5.0
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