LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA R\DATA\VR112018\
Data File : VR026245.D

Aca On : 21 Nov 2018 00:53

Operator : SY/MD

Sample : J6026-06

Misc : 25mL/MSVOA R/WATER

ALS Vial : 19 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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 R\METHODS\SOMRTR112018WMA_.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

1.783 13 17 38 rvB2 2398579 9561196 100.00% 13.852%
1.989 46 51 64 rvB3 143818 405108 4.24% 0.587%
83 rBV2 1928464 5494447 57.47% 7.960%
2.336 102 108 130 rVB 554009 1589853 16.63% 2.303%
2.616 141 154 165 rBvV4 365321 1329154 13.90% 1.926%
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2.725 165 172 176 rBV2 165385 406685 4._.25% 0.589%
2.969 204 212 221 rBV 1166966 3126306 32.70% 4_.529%
246 rVB4 890480 3037632 31.77% 4.401%
3.224 246 254 264 rVB 185563 436804 4._.57% 0.633%
3.370 269 278 287 rBv2 399238 1035832 10.83% 1.501%
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11 3.462 287 293 296 rBV3 73266 157782 1.65% 0.229%
12 3.608 308 317 331 rBV 308610 1003407 10.49% 1.454%
13 4.052 381 390 403 rVvB 64984 199940 2.09% 0.290%
14 4.277 411 427 444 rBv4 350374 1549459 16.21% 2.245%
15 4.441 446 454 461 rBv4 82676 313448 3.28% 0.454%

16 4.891 509 528 551 rBv2 1887457 6960900 72.80% 10.085%
17 5.244 570 586 602 rBv4 482579 1972304 20.63% 2.857%
18 5.408 605 613 626 rVvB2 93959 293533 3.07% 0.425%
19 5.585 631 642 650 rBv2 109378 340940 3.57% 0.494%
20 5.688 650 659 669 rvv3 139249 426417 4._46% 0.618%

21 6.047 703 718 736 rVvV5 145188 597069 6.24% 0.865%
22 6.211 736 745 757 rVB6 35988 113275 1.18% 0.164%
23 6.595 798 808 813 rBv2 107838 318179 3.33% 0.461%
24 6.674 813 821 833 rVB 952471 2639010 27.60% 3.823%
25 7.081 876 888 896 rBvV8 50594 180720 1.89% 0.262%

26 7.203 896 908 915 rBV 382616 1146233 11.99% 1.661%
27 7.398 932 940 949 rVB6 69311 244822 2.56% 0.355%
28 7.580 961 970 987 rvB3 120378 430488 4_50% 0.624%
29 7.738 990 996 1005 rVB3 55281 127496 1.33% 0.185%
30 7.854 1005 1015 1021 rBV 786890 1947704 20.37% 2.822%

31 8.134 1052 1061 1066 rBV3 124238 304609 3.19% 0.441%
32 8.195 1066 1071 1083 rVvB2 186933 451131 4.72% 0.654%
33 8.462 1105 1115 1122 rBV 998376 1945993 20.35% 2.819%
34 8.718 1147 1157 1167 rBV4 161966 365887 3.83% 0.530%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA R\DATA\VR112018\
Data File : VR026245.D

Aca On : 21 Nov 2018 00:53

Operator : SY/MD

Sample : J6026-06

Misc : 25mL/MSVOA R/WATER

ALS Vial : 19 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR112018WMA .M
TRACE VOA SOMO1.0

35 8.900 1180 1187 1200 rBV 483430 1019692 10.66% 1.477%

36 9.393 1263 1268 1275 rVB5 64284 129564 1.36% 0.188%
37 9.545 1282 1293 1298 rBV7 49002 113394 1.19% 0.164%
38 9.685 1310 1316 1326 rBV 231637 426344 4._.46% 0.618%
39 9.868 1336 1346 1354 rBV 621777 1024394 10.71% 1.484%
40 9.971 1356 1363 1368 rBV 1260332 2037986 21.32% 2.953%

41 10.032 1368 1373 1382 rVB 436570 770530 8.06% 1.116%
42 10.239 1401 1407 1412 rBVY 145497 247679 2.59% 0.359%
43 10.592 1459 1465 1474 rBV 528381 851295 8.90% 1.233%
44 10.908 1510 1517 1524 rBV 382223 603609 6.31% 0.874%
45 11.291 1570 1580 1591 rBV 1185624 1828150 19.12% 2.649%

46 11.395 1591 1597 1604 rBV 834394 1190839 12.45% 1.725%
47 11.504 1607 1615 1622 rBV 511059 887748 9.28% 1.286%
48 11.833 1663 1669 1678 rVB 1053475 1555934 16.27% 2.254%
49 12.131 1713 1718 1722 rBVY 78802 114318 1.20% 0.166%
50 12.362 1751 1756 1761 rBV 186759 277711 2.90% 0.402%

51 12.776 1818 1824 1831 rBV3 117451 239317 2.50% 0.347%
52 12.922 1841 1848 1854 rBV 442814 595903 6.23% 0.863%
53 13.226 1892 1898 1902 rBV 918982 1444247 15.11% 2.092%
54 13.420 1921 1930 1940 rBV 937209 1445139 15.11% 2.094%
55 13.518 1940 1946 1954 rVB 705702 1069763 11.19% 1.550%

56 13.603 1954 1960 1963 rBV 113826 164836 1.72% 0.239%
57 13.645 1963 1967 1971 rVB 92395 130654 1.37% 0.189%

58 13.864 1998 2003 2009 rVB2 161160 247265 2.59% 0.358%
59 14.479 2096 2104 2110 rBV2 86323 154456 1.62% 0.224%

Sum of corrected areas: 69024530
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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 R\DATA\VR112018\
VR026245.D

21 Nov 2018 00:53

SY/MD

J6026-06

25mL/MSVOA R/WATER

19 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR112018WMA_M
TRACE VOA SOM01.0

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
7000000

6000000

5000000

4000000

3000000

.78

2000000

1000000

0!

TIC: VR026245.D

2.12 4.89

2.97
3.07

2.34

o~

Time--> 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

Slea &

6.6

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

0!

TIC: VR026245.D

Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1.83
1000000

TIC: VR026245.D

13.2313.]4_1&52

2.92

12.
12,13 12.:36 1278 | 3365 13,86 14.48

™
Time--> 12.00

L I S a e e s s L e A a e e e s S e
12.50 13.00 13.50 14.00 14.50 15.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA R\DATA\VR112018\
Data File : VR026245.D

Aca On : 21 Nov 2018 00:53

Operator : SY/MD

Sample : J6026-06

Misc : 25mL/MSVOA R/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR112018WMA_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 1 (DEL) Alkane: Cyclicl.78 Concentration Rank 1

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

1.78 24 .57 ug/L 9561200 1,4-Difluorobenzene 8.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propene 42 C3H6 000115-07-1 90
2 Propene 42 C3H6 000115-07-1 45
3 Cvclopronane 42 C3H6 000075-19-4 9
4 Cvclopropene 40 C3H4 002781-85-3 9
5 Cyclopropane 42 C3H6 000075-19-4 7

Abundance Scan 17 (1.783 min): VR026245.D (-13) (-) m/z 41.10 100.00%

5000

1.80 1.90 2.00 2.10 2.20
m/z 39.10 76 .33%

ol 69.0 93.0 121.8145.2 181.9208.5 245.0 281.1
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #57: Propene
41.0
5000
1.80 1.90 2.00 2.10 2.20
m/z 42.10 59.49%
15.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #58: Propene
41.0

1.80 1.90 2.00 2.10 2.20
5000 m/z 43.10 27.91%

150‘
IIIII|I|IIII IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIII IIIII
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

#60: Cyclopropane R R e e RRREsmans
42.0 180 190 200 210220

m/z 40.05 23.72%

5000
14.0

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1.80 1.90 2.00 2.10 2.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA R\DATA\VR112018\
Data File : VR026245.D

Aca On : 21 Nov 2018 00:53

Operator : SY/MD

Sample : J6026-06

Misc : 25mL/MSVOA R/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR112018WMA_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: Straight-Chai... Concentration Rank 17

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

1.99 1.04 ug/L 405108 1,4-Difluorobenzene 8.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isobutane 58 C4H10 000075-28-5 42
2 Isobutane 58 C4H10 000075-28-5 9
3 Isobutane 58 C4H10 000075-28-5 9
4 Isobutane 58 C4H10 000075-28-5 5
5 Pentane 72 C5H12 000109-66-0 4

Abundance Scan 51 (1.989 min): VR026245.D (-46) (-) m/z 43.10 100.00%
431
5000

1.80 2.00 220 240

0 .,....,....|, R S3A 6D 1621 970 B8 28 msz 41.10  37.69%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #235: Isobutane
43.0
5000

1.80 2.00 220 240
m/z 42.10 24 .00%

15.0|
.,...'.,.:'..‘ T
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #237: Isobutane
43.0
1.80 200 220 2.40
5000 m/z 39.10 18.94%

15.0
|

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #236: Isobutane
43.0 1.80 200 220 2.40
m/z 57.10 3.64%
5000
150‘ ‘
IIIII‘IIII‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIII
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1.80 200 220 240
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA R\DATA\VR112018\
Data File : VR026245.D

Aca On : 21 Nov 2018 00:53

Operator : SY/MD

Sample : J6026-06

Misc : 25mL/MSVOA R/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR112018WMA_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: Cyclic2.34 Concentration Rank 6

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

2.34 4.08 ug/L 1589850 1,4-Difluorobenzene 8.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butene 56 C4H8 000106-98-9 80
2 1-Propene. 2-methvl- 56 C4H8 000115-11-7 80
3 1-Propene. 2-methvl- 56 C4H8 000115-11-7 72
4 2-Butene. (2)- 56 C4HS8 000590-18-1 68
5 2-Butene, (E)- 56 C4HS8 000624-64-6 64

Abundance Scan 109 (2.342 min): VR026245.D (-102) (-) m/z 41.10 100.00%
41.1
5000

2.00 220 2.40 2.60

Obrprrrrprrrdh i 892 101.3 12811512 177.6 2069 240326402898 ' "m/z 56.10  62.85%
miz--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #177: 1-Butene
41.0
5000

2.00 220 2.40 2.60
m/z 39.10 47 .66%

T
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #186: 1-Propene, 2-methyl-
41.0
2.00 2.20 2.40 2.60
5000 m/z 55.10 29.69%
150‘ ‘
- e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #188: 1-Propene, 2-methyl-
41.0 2.00 2.20 2.40 2.60
m/z 50.05 11.24%
5000
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA R\DATA\VR112018\
Data File : VR026245.D

Aca On : 21 Nov 2018 00:53

Operator : SY/MD

Sample : J6026-06

Misc : 25mL/MSVOA R/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR112018WMA_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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 16

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

2.73 1.04 ug/L 406685 1,4-Difluorobenzene 8.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 91
2 Butane. 2-methvl- 72 C5H12 000078-78-4 80
3 Butane. 2-methvl- 72 C5H12 000078-78-4 80
4 3-Buten-1-ol 72 C4H80 000627-27-0 25
5 Butane, 1-chloro-2-methyl- 106 C5H11CI 000616-13-7 22

Abundance Scan 173 (2.732 min): VR026245.D (-165) (-) m/z 43.05 100.00%
43.0

5000

240 2.60 2.80 3.00
m/z 41.10 98 .55%

97.0 121.6  155.2179.5 207.1 253.4 281.2
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #714: Butane, 2-methyl-
43.0
5000
2.40 2.60 2.80 3.00
m/z 42.05 79.36%
150|| .| Ll 72|0
T R e e e e
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #712: Butane, 2-methyl-
43.0
2.40 2.60 2.80 3.00
5000 m/z 57.05 75.76%
15.0
72.0
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #713: Butane, 2-methyl-
43.0 2.40 2.60 2.80 3.00
m/z 39.05 35.52%
5000
15.0 ‘ 72.0
[
e e e e
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 240 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA R\DATA\VR112018\
Data File : VR026245.D

Aca On : 21 Nov 2018 00:53

Operator : SY/MD

Sample : J6026-06

Misc : 25mL/MSVOA R/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR112018WMA_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 (DEL) Alkane: Cyclic2.97 Concentration Rank 2

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

2.97 8.03 ug/L 3126310 1,4-Difluorobenzene 8.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. ethvl- 70 C5H10 001191-96-4 90
2 2-Pentene. (2)- 70 C5H10 000627-20-3 83
3 2-Pentene 70 C5H10 000109-68-2 80
4 Cvclopropane. ethvl- 70 C5H10 001191-96-4 76
5 1-Pentene 70 C5H10 000109-67-1 64

Abundance Scan 212 (2.969 min): VR026245.D (-204) (-) m/z 42.10 100.00%
431
5000
2.60 2.80 3.00 3.20 3.40
ol 95.9 120.9 169.0191.0 218.1242.2 266.6288.9 m/z 55.10 83920
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #577: Cyclopropane, ethyl-
43.0
5000
70.0 2.60 2.80 3.00 3.20 3.40
m/z 41.10 55.46%
15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #557: 2-Pentene, (2)-
55.0
2.60 2.80 3.00 3.20 3.40
5000 m/z 39.10 54 _.26%
29.0
“w'Lﬂ“”ﬁﬁ“l““v'“V“'w“w'HWH'WH”l““v'“w“'v“w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #552: 2-Pentene
55.0 2.60 2.80 3.00 3.20 3.40
m/z 70.05 52.48%
5000
29.0
”W'”J“'W””I””P'”P”'P“W'”W”'W”“I””P'”P“'P”W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 2.60 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA R\DATA\VR112018\
Data File : VR026245.D

Aca On : 21 Nov 2018 00:53

Operator : SY/MD

Sample : J6026-06

Misc : 25mL/MSVOA R/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR112018WMA_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 6 (DEL) Alkane: Cyclic3.07 Concentration Rank 3

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

3.07 7.80 ug/L 3037630 1,4-Difluorobenzene 8.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. 1.1-dimethvl- 70 C5H10 001630-94-0 83
2 Cvclopropane. 1.2-dimethvl-. trans- 70 C5H10 002402-06-4 81
3 Cvclopropane. 1.1-dimethvl- 70 C5H10 001630-94-0 80
4 2-Pentene. (2)- 70 C5H10 000627-20-3 68
5 2-Butene, 2-methyl- 70 C5H10 000513-35-9 60

Abundance Scan 229 (3.072 min): VR026245.D (-221) (-) m/z 55.10 100.00%
5.1
5000

2.80 3.00 3.20 3.40

ol 7.6 113.2 1479 193.5 225.9 254.5 297.1 m/z 39.05 37.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #578: Cyclopropane, 1,1-dimethyl-
55.0
5000
2.80 3.00 3.20 3.40
21.0 m/z 70.10 36.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #584: Cyclopropane, 1,2-dimethyl-, trans-
55.0
2.80 3.00 3.20 3.40
5000 m/z 41.10 29.41%
27.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #579: Cyclopropane, 1,1-dimethyl-
55.0 2.80 3.00 3.20 3.40

m/z 43.10 25.72%

5000
27.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 280 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA R\DATA\VR112018\
Data File : VR026245.D

Aca On : 21 Nov 2018 00:53

Operator : SY/MD

Sample : J6026-06

Misc : 25mL/MSVOA R/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR112018WMA_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 7 (DEL) Alkane: Cyclic3.22 Concentration Rank 13

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

3.22 1.12 ug/L 436804 1,4-Difluorobenzene 8.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvl-1-butene 70 C5H10 000563-46-2 87
2 2-Pentene 70 C5H10 000109-68-2 87
3 Cvclopropane. 1.2-dimethvl-., trans- 70 C5H10 002402-06-4 87
4 2-Butene. 2-methvl- 70 C5H10 000513-35-9 87
5 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 87

Abundance Scan 253 (3.218 min): VR026245.D (-246) (-) m/z 55.10 100.00%
54.1
5000
2.80 3.00 3.20 3.40 3.60
Ol o 89,3 113.7 14171649 1911 2330 26862914 ' 177 70.10  41.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #563: 2-Methyl-1-butene
54.0
5000
2.80 3.00 3.20 3.40 3.60
29.0 m/z 39.10 35.54%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #554: 2-Pentene
54.0
2.80 3.00 3.20 3.40 3.60
5000 m/z 42.10 30.85%
29.0
fin .‘\ 1l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #585: Cyclopropane, 1,2-dimethyl-, trans-
55.0 2.80 3.00 3.20 3.40 3.60
m/z 41.05 26.01%
5000
29.0
AN 1l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 2.80 3.00 320 3.40 3.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA R\DATA\VR112018\
Data File : VR026245.D

Aca On : 21 Nov 2018 00:53

Operator : SY/MD

Sample : J6026-06

Misc : 25mL/MSVOA R/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR112018WMA_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 (DEL) Alkane: Cyclic3.37 Concentration Rank 8

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

3.37 2.66 ug/L 1035830 1,4-Difluorobenzene 8.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene 70 C5H10 000109-68-2 91
2 2-Butene. 2-methvl- 70 C5H10 000513-35-9 91
3 Cvclopropane. 1.2-dimethvl-. cis- 70 C5H10 000930-18-7 91
4 2-Methvl-1-butene 70 C5H10 000563-46-2 91
5 2-Pentene, (E)- 70 C5H10 000646-04-8 91

Abundance Scan 278 (3.370 min): VR026245.D (-269) (-) m/z 55.10 100.00%
55.1
5000
3.00 3.20 3.40 3.60 3.80
83.9 113.0 145.0 180.6 210.1233.4 261.2 291.7 m/z 70.10 37.53%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #554: 2-Pentene
55.0
5000
3.00 3.20 3.40 3.60 3.80
291 m/z 39.10 36.64%
miz> 6 2 40 60 80 100 130 140 160 180 250 230 240 260 280 300
Abundance #571: 2-Butene, 2-methyl-
55.0
3.00 3.20 3.40 3.60 3.80
5000 m/z 42.10 32.34%
27.0
ﬁq”PLﬁ”LP”W””P”W””P”W””P”W””P”'””P”'””P
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #582: Cyclopropane, 1,2-dimethyl-, cis-
55.0 3.00 3.20 3.40 3.60 3.80
m/z 41.05 23.99%
5000
29‘.0‘
\
m/z--> (I) 2|O 4IO 6|O 8IO 1CI)O 12|O 14|10 1é0 1&|30 ZCI)O 250 240 2('30 280 3(|)O 3.00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA R\DATA\VR112018\
Data File : VR026245.D

Aca On : 21 Nov 2018 00:53

Operator : SY/MD

Sample : J6026-06

Misc : 25mL/MSVOA R/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR112018WMA_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 1,3-Cyclopentadiene Concentration Rank 27

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

4._.05 0.51 ug/L 199940 1,4-Difluorobenzene 8.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentadiene 66 C5H6 000542-92-7 91
2 1.3-Cvclopentadiene 66 C5H6 000542-92-7 87
3 1-Buten-3-vne. 2-methvl- 66 C5H6 000078-80-8 86
4 1.4.4a.8a-Tetrahvdro-1.4-methano... 174 C11H1002 001200-89-1 78
5 1-Buten-3-yne, 2-methyl- 66 C5H6 000078-80-8 78

Abundance Scan 390 (4.052 min): VR026245.D (-381) (-) m/z 66.10 100.00%
66.1
5000 390
3.80 4.00 4.20 4.40
....,...:'!!.-'.-.,'" pri0L2 1355 16181865 217.0 2459 281 ' "m/z 65.05 61.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #373: 1,3-Cyclopentadiene
66.0
5000
39.0 3.80 4.00 4.20 4.40
m/z 39.05 38.44%
15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #374: 1,3-Cyclopentadiene
66.0
3.80 4.00 4.20 4.40
m/ 40.05 23.21Y%
5000 39.0 z 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #381: 1-Buten-3-yne, 2-methyl- R A BT S
66.0 3.80 4.00 4.20 4.40
m/z 38.00 14_.07%
39.0
5000
'”W”LMJMM'“P'”P”'P”W'”W“'W””P'”P”'P”W'”W”'W BN L LR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA R\DATA\VR112018\
Data File : VR026245.D

Aca On : 21 Nov 2018 00:53

Operator : SY/MD

Sample : J6026-06

Misc : 25mL/MSVOA R/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR112018WMA_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 (DEL) Alkane: Cyclic4.28 Concentration Rank 7

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

4.28 3.98 ug/L 1549460 1,4-Difluorobenzene 8.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene. 3-methvl- 84 C6H12 000760-20-3 64
2 Cvclopropane. l1l-ethvl-1-methvl- 84 C6H12 053778-43-1 64
3 Pentane. 3-methvlene- 84 C6H12 000760-21-4 49
4 1-Pentene. 3-methvl- 84 C6H12 000760-20-3 49
5 2-Pentene, 3-methyl-, (2)- 84 C6H12 000922-62-3 49

Abundance Scan 428 (4.283 min): VR026245.D (-411) (-) m/z 41.10 100.00%
41.1 | 69.0
5000 J/\\\wa[\\\‘
400 420 440 460
2.8116.2 148.6  189.9214.7  257.6281.0 n/z 55.05 97 92%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #1477: 1-Pentene, 3-methyl-
54.0
5000 27.0 84.0 4.00 4.20 4.40 4.60
m/z 69.05 92.97%

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

=

Abundance #1521: Cyclopropane, 1-ethyl-1-methyl-
41.0
T R T
69.0 4.00 4.20 4.40 4.60
5000 m/z 39.10 67.18%
15.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #1489: Pentane, 3-methylene-
41.0 69.0 4.00 4.20 4.40 4.60
m/z 67.10 65.39%
5000
15.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA R\DATA\VR112018\
Data File : VR026245.D

Aca On : 21 Nov 2018 00:53

Operator : SY/MD

Sample : J6026-06

Misc : 25mL/MSVOA R/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR112018WMA_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 (DEL) Alkane: Straight-Chai... Concentration Rank 21

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

4.44 0.81 ug/L 313448 1,4-Difluorobenzene 8.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2-methvl- 86 C6H14 000107-83-5 59
2 Pentane. 2-methvl- 86 C6H14 000107-83-5 59
3 Butane. 2.3-dimethvl- 86 C6H14 000079-29-8 43
4 Propanoic acid. 2-methvl-. 2-pro... 128 C7H1202 015727-77-2 37
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 28

Abundance Scan 454 (4.441 min): VR026245.D (-446) (-) m/z 43.10 100.00%
431
5000 71.2 ( 5
420 4.40 4.60 4.80
e o 0L 1420 1799 2069 238826362870 | “r77 42.10 | 50.79%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1823: Pentane, 2-methyl-

i /ﬁ\d/k\k¥

5000 IR RS LS AR SR
420 4.40 4.60 4.80
1.0 m/z 41.10 43.57%
15.0\
et e e e e e ff
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1825: Pentane, 2-methyl-
43.0
420 4.40 4.60 4.80
5000 m/z 71.20 43 .20%

sl
'I'"'I""'“"I"I"J"I""'I""I""I'"'I""I""I""I""I""I""I""I'
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1828: Butane, 2,3-dimethyl-

43.0 4.20 4.40 4.60 4.80
m/z 39.00 27 .99%

~
[y
o

5000

150| |

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 4.20 4.40 4.60 4.80

~
[y
o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA R\DATA\VR112018\
Data File : VR026245.D

Aca On : 21 Nov 2018 00:53

Operator : SY/MD

Sample : J6026-06

Misc : 25mL/MSVOA R/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR112018WMA_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 (DEL) Alkane: Cyclic5.24 Concentration Rank 4

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

5.24 5.07 ug/L 1972300 1,4-Difluorobenzene 8.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 80
2 1-Hexene 84 C6H12 000592-41-6 64
3 1-Hexene. 5-methvl- 98 C7H14 003524-73-0 53
4 1-Heptene 98 C7H14 000592-76-7 53
5 Cyclopropane, 1l-ethyl-2-methyl-,... 84 C6H12 019781-68-1 53

Abundance Scan 585 (5.238 min): VR026245.D (-570) (-) m/z 41.05 100.00%
41.0
5000
69.1
5.00 5.20 5.40 5.60
ol 96.0 127.3152.8177.6 209.0  249.2 280.9 /7 56.05 99 65%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #1478: 1-Pentene, 2-methyl-
56.0
5000 27.0
84.0 5.00 5.20 5.40 5.60

m/z 39.10 58.81%

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #1453: 1-Hexene
41.0
5.00 520 5.40 5.60
5000 m/z 55.10 55.70%
84.0
15.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #3333: 1-Hexene, 5-methyl-
56.0 5.00 520 5.40 5.60
m/z 42.10 53.61%
5000 27.0
83.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 5.00 520 5.40 5.60

SOMRTR112018WMA .M Wed Nov 28 06:47:38 2018 Page: 15



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA R\DATA\VR112018\
Data File : VR026245.D

Aca On : 21 Nov 2018 00:53

Operator : SY/MD

Sample : J6026-06

Misc : 25mL/MSVOA R/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR112018WMA_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 13 (DEL) Alkane: Straight-Chai... Concentration Rank 23

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

5.41 0.75 ug/L 293533 1,4-Difluorobenzene 8.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexane 86 C6H14 000110-54-3 80
2 4.6.9.11-Tetramethvl-1-oxa-4.6.9... 272 C12H24N403 1000139-36-0 59
3 1-Pentene. 4-methvl- 84 C6H12 000691-37-2 53
4 3-Buten-1-ol. 3-methvl- 86 C5H100 000763-32-6 49
5 Cyclohexane 84 C6H12 000110-82-7 47

Abundance Scan 613 (5.408 min): VR026245.D (-605) (-) m/z 57.10 100.00%
57.1
5000
sed 123.5 149.9174.3 207.1 236.2259.2 297.3 5.00 520 540 560 580
: . : : i : . m/z 41.10 92.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #1821: n-Hexane
57.0
5000
5.00 5.20 5.40 5.60 5.80
29.0 86.0 m/z 43.10 67.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #120467: 4,6,9,11-Tetramethyl-1-oxa-4,6,9,11-tetraazacyclo...
51.0 115.0
5.00 5.20 5.40 5.60 5.80
5000 m/z 56.10 58.58%
850 140.0
— I| 70.0 272.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #1485: 1-Pentene, 4-methyl-
43.0 5.00 5.20 5.40 5.60 5.80
m/z 42.10 34.33%
5000
69.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA R\DATA\VR112018\
Data File : VR026245.D

Aca On : 21 Nov 2018 00:53

Operator : SY/MD

Sample : J6026-06

Misc : 25mL/MSVOA R/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR112018WMA_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 14 (DEL) Alkane: Cyclic5.58 Concentration Rank 18

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

5.58 0.88 ug/L 340940 1,4-Difluorobenzene 8.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvlene- 84 C6H12 000760-21-4 87
2 Pentane. 3-methvlene- 84 C6H12 000760-21-4 70
3 Pentane. 3-methvlene- 84 C6H12 000760-21-4 62
4 2-Pentene. 3-methvl-. (2)- 84 C6H12 000922-62-3 58
5 2-Pentene, 3-methyl-, (2)- 84 C6H12 000922-62-3 58

Abundance Scan 641 (5.579 min): VR026245.D (-631) (-) m/z 41.10 100.00%
41.1 | 69.1
5000
520 5.40 5.60 5.80 6.00
96.6 129.9 157.1 1925 224.4 251.0  292.3 n/z 55.00 94 _41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1489: Pentane, 3-methylene-
41.0 69.0
5000
520 5.40 5.60 5.80 6.00
m/z 69.10 85.30%
15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1495: Pentane, 3-methylene-
41.0 690
520 5.40 5.60 5.80 6.00
5000 m/z 84.10 46.22%
””Iw”h“hP”'P”W'”W”'W””I””P'”P”'P”W'”W”'W””I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #1492: Pentane, 3-methylene-
41.0 69.0 520 5.40 5.60 5.80 6.00
m/z 39.05 39.19%
5000
15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 520 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA R\DATA\VR112018\
Data File : VR026245.D

Aca On : 21 Nov 2018 00:53

Operator : SY/MD

Sample : J6026-06

Misc : 25mL/MSVOA R/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR112018WMA_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 15 (DEL) Alkane: Cyclic6.05 Concentration Rank 11

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

6.05 1.53 ug/L 597069 1,4-Difluorobenzene 8.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexene. (2)- 84 C6H12 007688-21-3 95
2 3-Hexene. (2)- 84 C6H12 007642-09-3 94
3 2-Hexene 84 C6H12 000592-43-8 93
4 Pentane. 3-methvlene- 84 C6H12 000760-21-4 80
5 2-Hexene, (E)- 84 C6H12 004050-45-7 70

Abundance Scan 718 (6.047 min): VR026245.D (-703) (-) m/z 55.05 100.00%
.0
5000
5.80 6.00 6.20 6.40
109.7 154.0 183.2 208.6 233.7258.6  295.8 n/z 41.10 55 81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #1465: 2-Hexene, (2)-
55.0
5000
27.0 84.0 5.80 6.00 6.20 6.40
m/z 42.10 50.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #1464: 3-Hexene, (2)-
55.0
5.80 6.00 6.20 6.40
5000 84.0 m/z 39.05 43.94%
27.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #1454: 2-Hexene
55.0 5.80 6.00 6.20 6.40
m/z 84.10 40.32%
5000
270 84.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA R\DATA\VR112018\
Data File : VR026245.D

Aca On : 21 Nov 2018 00:53

Operator : SY/MD

Sample : J6026-06

Misc : 25mL/MSVOA R/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR112018WMA_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 16 (DEL) Alkane: Cyclic7.40 Concentration Rank 24

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

7.40 0.63 ug/L 244822 1,4-Difluorobenzene 8.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexene. 3-methvl- 98 C7H14 003404-61-3 72
2 1l-Hexene. 4-methvl- 98 C7H14 003769-23-1 50
3 1l-Hexene. 3-methvl- 98 C7H14 003404-61-3 46
4 2-Octene. (2)- 112 C8H16 007642-04-8 43
5 1-Propene, 2-methyl- 56 C4H8 000115-11-7 43

Abundance Scan 940 (7.398 min): VR026245.D (-932) (-) m/z 41.10 100.00%
41.1
69.0
5000
98.0 7.00 7.20 7.40 7.60 7.80
121.6143.8 176.2 210.1 236.4 261.8 290.2 n/z 55.10 70 28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3328: 1-Hexene, 3-methyl-
55.0
5000 27.0 7.00 7.20 7.40 7.60 7.80
m/z 56.10 58.76%
83.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3326: 1-Hexene, 4-methyl-
41.0
7.00 7.20 7.40 7.60 7.80
5000 m/z 69.05 56.60%
70.0
150 ‘ ) i ] 98\0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3320: 1-Hexene, 3-methyl- R e e e
55.0 7.00 7.20 7.40 7.60 7.80
m/z 39.10 44 52%
5000
27.0
83.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 700 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA R\DATA\VR112018\
Data File : VR026245.D

Aca On : 21 Nov 2018 00:53

Operator : SY/MD

Sample : J6026-06

Misc : 25mL/MSVOA R/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR112018WMA_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 17 (DEL) Alkane: Cyclic7.58 Concentration Rank 14

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

7.58 1.11 ug/L 430488 1,4-Difluorobenzene 8.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexene. 4-methvl- 98 C7H14 003769-23-1 68
2 1-Butene 56 C4H8 000106-98-9 49
3 2-Butene. (2)- 56 C4H8 000590-18-1 49
4 1-Butene 56 C4H8 000106-98-9 49
5 1-Propene, 2-methyl- 56 C4H8 000115-11-7 47

Abundance Scan 970 (7.580 min): VR026245.D (-961) (-) m/z 41.10 100.00%
41.1
5000
69.1
98.2 7.20 7.40 7.60 7.80 8.00
) N J-‘ 'i ot AS31 16001853 223.9247.0 2768 | p7o 57 .10 76.19%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #3326: 1-Hexene, 4-methyl-
41.0
5000
7.20 7.40 7.60 7.80 8.00
70.0 m/z 56.10 67.14%
150| |I|| ||| 98IO
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #173: 1-Butene
41.0
7.20 7.40 7.60 7.80 8.00
5000 m/z 39.10 43.53%
W}ﬁﬂLW“LP”W””P”W””P”W””P”W””P”'””P”'””P
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #lSl.ZButene,(Z) LI L L L L B LB B
41.0 7.20 7.40 7.60 7.80 8.00
m/z 55.10 31.18%
5000
,15,"',1,,,,, e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 7.20 7.40 7.60 7.80 8.00

SOMRTR112018WMA .M Wed Nov 28 06:47:43 2018 Page: 20



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA R\DATA\VR112018\
Data File : VR026245.D

Aca On : 21 Nov 2018 00:53

Operator : SY/MD

Sample : J6026-06

Misc : 25mL/MSVOA R/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR112018WMA_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 18 (DEL) Alkane: Cyclic8.13 Concentration Rank 22

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

8.13 0.78 ug/L 304609 1,4-Difluorobenzene 8.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexene. 2-methvl- 98 C7H14 006094-02-6 87
2 1l-Hexene. 2-methvl- 98 C7H14 006094-02-6 87
3 Cvclobutane. 1-hexvl-2.3-dimethvl- 168 C12H24 055170-84-8 72
4 1-Hexene., 2-methvl- 98 C7H14 006094-02-6 72
5 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 72

Abundance Scan 1060 (8.128 min): VR026245.D (-1052) (-) m/z 56.10 100.00%
5000
81.2 7.80 8.00 8.20 8.40
110.2135.0 165.2 196.7 2416 2822 n/z 41.10 59_.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #3330: 1-Hexene, 2-methyl-
56.0
5000
270 7.80 8.00 8.20 8.40
' m/z 39.00 27 .49%
98.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #3332: 1-Hexene, 2-methyl-
56.0
7.80 8.00 8.20 8.40
5000 m/z 55.10 21.80%
27.0
'”Wﬂ”ﬁ'dh'LW'E%Q“W'”W'”W'”W'”W'”W'”W'”W'”W'”W”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #36863: Cyclobutane, 1-hexyl-2,3-dimethyl-
56.0 7.80 8.00 8.20 8.40
m/z 70.10 12.96%
5000
29.0 83.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA R\DATA\VR112018\
Data File : VR026245.D

Aca On : 21 Nov 2018 00:53

Operator : SY/MD

Sample : J6026-06

Misc : 25mL/MSVOA R/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR112018WMA_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 19 (DEL) Alkane: Cyclic8.19 Concentration Rank 12

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

8.19 1.16 ug/L 451131 1,4-Difluorobenzene 8.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.3-dimethvl- 98 C7H14 002453-00-1 68
2 Cvcloheptane 98 C7H14 000291-64-5 68
3 Isopropvlcvclobutane 98 C7H14 000872-56-0 62
4 Cvclopentane. 1.2-dimethvl-. cis- 98 C7H14 001192-18-3 58
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 58

Abundance Scan 1070 (8.188 min): VR026245.D (-1066) (-) m/z 41.10 100.00%
411
5000
7.80 8.00 8.20 8.40 8.60
o 138.2161.5185.5 213.2 241.0264.5 291.4 n/z 55.10 83_03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #3392: Cyclopentane, 1,3-dimethyl-
7d.0
41.0
5000 7.80 8.00 8.20 8.40 8.60
m/z 56.10 71.80%
150 98.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #3301: Cycloheptane
56.0
98.0 7.80 8.00 8.20 8.40 8.60
5000 m/z 70.15 50.04%
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #3336: Isopropylcyclobutane
56.0 7.80 8.00 8.20 8.40 8.60
m/z 39.10 46.02%
50001 57
98.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA R\DATA\VR112018\
Data File : VR026245.D

Aca On : 21 Nov 2018 00:53

Operator : SY/MD

Sample : J6026-06

Misc : 25mL/MSVOA R/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR112018WMA_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 21 Cyclohexene, 4-ethenyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.91 1.65 ug/L 603609 Chlorobenzene-d5 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 4-ethenvl- 108 C8H12 000100-40-3 98
2 Cvclohexene. 4-ethenvl- 108 C8H12 000100-40-3 78
3 Cvclohexene. 4-ethenvl- 108 C8H12 000100-40-3 78
4 1.5.9-Cvclododecatriene. (E.Z.Z2)- 162 C12H18 002765-29-9 59
5 Spiro[2.9]dodeca-4,8-diene 162 C12H18 062108-42-3 59
Abundance Scan 1517 (10.908 min): VR026245.D (-1510) (-) m/z 54.10 100.00%
1 791
5000
108.1 10.60 10.80 11.00 11.20
ol 139.2 1755  213.3236.4 265.6 292.7 n/z 79.10 29 . 43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #5437: Cyclohexene, 4-ethenyl-
54.0
79.0
5000
270 10.60 10.80 11.00 11.20
m/z 80.05 46.62%
108.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #5424: Cyclohexene, 4-ethenyl-
54.0
79.0 10.60 10.80 11.00 11.20
5000 m/z 39.05 46 .05%
o L] e
il
m/z--> 20 40 60 85 160 120 140 160 180 200 220 240 260 280
Abundance #5436: Cyclohexene, 4-ethenyl-
54.0 10.60 10.80 11.00 11.20
m/z 66.05 35.86%
79.0
5000
27.0
108.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA R\DATA\VR112018\
Data File : VR026245.D

Aca On : 21 Nov 2018 00:53

Operator : SY/MD

Sample : J6026-06

Misc : 25mL/MSVOA R/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR112018WMA_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 22 Benzene, l-ethyl-4-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.78 0.83 ug/L 239317 1,4-Dichlorobenzene-d4 13.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 93
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 93
3 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 92
4 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 81
5 Mesitylene 120 C9H12 000108-67-8 76
Abundance Scan 1825 (12.782 min): VR026245.D (-1818) (-) m/z 105.05 100.00%
106.1
5000
5.0 710 12.40 12.60 12.80 13.00
29.9 156.7 195.6  234.4 260.0 291.4 m/z 120_16 '31_50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #9429: Benzene, 1-ethyl-4-methyl-
106.0
5000
12.40 12.60 12.80 13.00
77.0 m/z 117.05 30.18%
27 0 51 0 |I
m/z--> 25 4b eb éo 100 150 140 160 180 200 220 240 260 280 300
Abundance #9428: Benzene, 1-ethyl-3-methyl-
1056.0
12.40 12.60 12.80 13.00
5000 m/z 118.10 27 .21%
77.0
270 %10 |
m/z--> 25 4b eb 80 160 150 140 160 180 200 220 240 260 280 300
Abundance #9427: Benzene, 1-ethyl-2-methyl-
105.0 12.40 12.60 12.80 13.00
m/z 103.05 25.68%
5000
77.0
270 10 ||
m/z--> 25 4b eb 80 160 150 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA R\DATA\VR112018\
Data File : VR026245.D

Aca On : 21 Nov 2018 00:53

Operator : SY/MD

Sample : J6026-06

Misc : 25mL/MSVOA R/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR112018WMA_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 23 Benzene, 1,2,3-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.92 2.06 ug/L 595903 1,4-Dichlorobenzene-d4 13.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 97
2 Benzene., 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
3 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 93
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 1848 (12.922 min): VR026245.D (-1841) (-) m/z 105.10 100.00%
105.1
5000
21 770 134.1 178.8 207. 0 254, 0276 6299 5 12.60 1280 13.00 13.20
Obrrrprrrerboth b it 341 1788 207.0  254.0276.62995 T/z 120.10  41.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #9412: Benzene, 1,2,3-trimethyl-
105.0
5000
12.60 12.80 13.00 13.20
m/z 77.05 12.31%
3.0 770
150,71 |
m/z--> 25 40 60 80 100 150 140 160 180 200 220 240 260 280 300
Abundance #9418: Benzene, 1,2,3-trimethyl-
105.0
12.60 12.80 13.00 13.20
5000 m/z 119.10 11.41%
39.0 77.0
}ERH“LA'H”M'”Wm“W”'W“'W””I“”I””P'”P“'P”W'”W”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #9419: Benzene, 1,2,4-trimethyl-
105.0 12.60 12.80 13.00 13.20
m/z 91.05 10.76%
5000
390 770
150\ L by i I
s 300 e e 180 130 T 18 18 300 38 e 3% 3 5% 12,60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA R\DATA\VR112018\
Data File : VR026245.D

Aca On : 21 Nov 2018 00:53

Operator : SY/MD

Sample : J6026-06

Misc : 25mL/MSVOA R/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR112018WMA_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 24 Indane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.42 5.00 ug/L 1445140 1,4-Dichlorobenzene-d4 13.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 95
2 Indane 118 C9H10 000496-11-7 94
3 Benzene. l1l-ethenvl-4-methvl- 118 C9H10 000622-97-9 83
4 Indane 118 C9H10 000496-11-7 74
5 7-Methylenecycloocta-1,3,5-triene 118 C9H10 002570-13-0 72
Abundance Scan 1930 (13.420 min): VR026245.D (-1921) (-) m/z 117.10 100.00%
117.1
5000
300 630 7O 520 1500 1560 1550
ol ' 139.5 182.8 207.0 231.8 258.2 284.7 n/z 118-10 '54_85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8950: Indane
117.0
5000 RS VN B BN BN
13.20 13.40 13.60 13.80
390 g3 910 m/z 115.10 38.04%
15.0 '
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8951: Indane
117.0
13.20 13.40 13.60 13.80
5000 m/z 91.05 18.11%
91.0
159 39.0 63.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8970: Benzene, 1-ethenyl-4-methyl-
117.0 13.20 13.40 13.60 13.80
m/z 116.10 10.79%
5000 91.0
39.0 oo
15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA R\DATA\VR112018\
Data File : VR026245.D

Aca On : 21 Nov 2018 00:53

Operator : SY/MD

Sample : J6026-06

Misc : 25mL/MSVOA R/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR112018WMA_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 25 Indene Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
13.60 0.57 ug/L 164836 1,4-Dichlorobenzene-d4 13.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indene 116 CO9H8 000095-13-6 91
2 Indene 116 CO9H8 000095-13-6 91
3 Benzene. 1.2-propadienvl- 116 C9OH8 002327-99-3 91
4 Benzene. 1-propvnvl- 116 C9OH8 000673-32-5 91
5 3-Methylphenylacetylene 116 C9HS8 000766-82-5 91
Abundance Scan 1960 (13.603 min): VR026245.D (-1954) (-) m/z 115.10 100.00%
115.1
5000
63.1 89.1
39 1 13.20 13.40 13.60 13.80 14.00
eerreed bbbl 1530176.2108.3 230.12546 283.0 | 757116.10 | 98.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8408: Indene
116.0
5000
13.20 13.40 13.60 13.80 14.00
m/z 63.10 15.20%
30.0 630 g9.0
L adly
m/z--> ﬁo 46 eb 85 160 120 150 1éo 1éo 260 250 250 2éo 2éo '
Abundance #8407: Indene
116.0
13.20 13.40 13.60 13.80 14.00
5000 m/z 89.10 14 .94%
39.0 630 g9
\‘ Il \‘ | ‘ \l
m/z--> ﬁo 46 65 85 160 120 150 1éo 1éo 260 250 250 2éo 2éo '
Abundance #8416: Benzene, 1,2-propadienyl-
115.0 13.20 13.40 13.60 13.80 14.00
m/z 117.10 10.00%
5000
39.0
63.0 ggo
AER”JPﬂML'W””I”N'”'P”W”'W””I””P'“P”'P”W”'W' BRSNSV RN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80 14.00

SOMRTR112018WMA .M Wed Nov 28 06:47:49 2018 Page: 27



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA R\DATA\VR112018\
Data File : VR026245.D

Aca On : 21 Nov 2018 00:53

Operator : SY/MD

Sample : J6026-06

Misc : 25mL/MSVOA R/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR112018WMA_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 26 unknown-01 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.86 0.86 ug/L 247265 1,4-Dichlorobenzene-d4 13.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Nonanone. 2.2.8.8-tetramethvl- 198 C13H260 005709-95-5 42
2 Nonane. 2.2.4.4.6.8.8-heptamethvl- 226 C16H34 004390-04-9 37
3 Hexadecane 226 C16H34 000544-76-3 25
4 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 22
5 2-Butanone, 1-chloro-3,3-dimethyl- 134 C6H11CIO 013547-70-1 22
Abundance Scan 2002 (13.858 min): VR026245.D (-1998) (-) m/z 57.10 100.00%
57.1
5000 131
8.2 13.60 13.80 14.00 14.20
137.0 . . . :
354 | ..l..,.l... el e 2:8198.2220.0 2480 2919 | Th777113.05  50.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59809: 5-Nonanone, 2,2,8,8-tetramethyl-
57.0 113.0
5000
13.60 13.80 14.00 14.20
85.0 m/z 41.10 43 .00%
1410 1830
| In
m/z--> ﬁo 45 éo éo 160 120 150 1éo 1é0 260 250 240 2éo 2éo 360
Abundance #83057: Nonane, 2,2,4,4,6,8,8-heptamethyl-
57.0
| 13.60 13.80 14.00 14.20
5000 m/z 43.10 26.35%
85.0 113.0
A Ll 150 ass0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83025: Hexadecane
57.0 13.60 13.80 14.00 14.20
m/z 85.15 17.23%
5000
85.0
29.0

\ L4 ‘ 113.0 141.0 169.0 197.0 2260

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA R\DATA\VR112018\
Data File : VR026245.D

Aca On : 21 Nov 2018 00:53

Operator : SY/MD

Sample : J6026-06

Misc : 25mL/MSVOA R/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR112018WMA_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 27 unknown-02 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
14.48 0.53 ug/L 154456 1,4-Dichlorobenzene-d4 13.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Propionvloxvpentadecane 284 C18H3602 1000245-63-1 25
2 4-Decene. 2.2-dimethvl-. (E)- 168 C12H24 055534-69-5 22
3 1-Hexene. 5.5-dimethyl- 112 C8H16 007116-86-1 16
4 2- Chloropropionic acid. pentade... 318 C18H35CI102 1000292-44-1 14
5 2,4,4-Trimethyl-1-pentanol, hept... 326 C12H17F702 1000365-01-4 12
Abundance Scan 2104 (14.479 min): VR026245.D (-2096) (-) m/z 57.10 100.00%
57.1
5000
97.1

| 132.0 14.20 14.40 14.60 14.80
168.3
,....|,'...-|!,..'..-,..'.-.,.-..l|:-,..--!.,....,....,....2,9‘?.9.,.???,9??7.3.2]7.?.9... - 'm/z 41.10 37.00%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #131272: 3-Propionyloxypentadecane
57.0
5000 LI L L L L L L L
14.20 14.40 14.60 14.80
m/z 97.10 26.99%
115.0
31. 830 139.0 182.0 210.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #36839: 4-Decene, 2,2-dimethyl-, (E)-
57.0
14.20 14.40 14.60 14.80
5000 m/z 117.00 21.43%
29‘0‘ , 80 1120 168.0
1 |
A B L R R e R RNEREEEEARETRREEE Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #6716: 1-Hexene, 5,5-dimethyl-
57.0 14.20 14.40 14.60 14.80
m/z 55.20 16.47%
5000
29.0
‘ 97.0
P.”h“.w“MW.H.PA.P.”,””,”.WH...”..”...” P L eI
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_R\DATA\VR112018\
Data File : VR026245.D

Acq On : 21 Nov 2018 00:53

Operator : SY/MD

Sample - J6026-06

Misc : 25mL/MSVOA_R/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_R\METHODS\SOMRTR112018WMA_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... 1.78 24_6 ug/L 9561200 1 8.46 1945990 5.0
(DEL) Alkane: Str... 1.99 1.0 ug/L 405108 1 8.46 1945990 5.0
(DEL) Alkane: Cyc... 2.34 4.1 ug/L 1589850 1 8.46 1945990 5.0
(DEL) Alkane: Str... 2.73 1.0 ug/L 406685 1 8.46 1945990 5.0
(DEL) Alkane: Cyc... 2.97 8.0 ug/L 3126310 1 8.46 1945990 5.0
(DEL) Alkane: Cyc... 3.07 7.8 ug/L 3037630 1 8.46 1945990 5.0
(DEL) Alkane: Cyc... 3.22 1.1 ug/L 436804 1 8.46 1945990 5.0
(DEL) Alkane: Cyc... 3.37 2.7 ug/L 1035830 1 8.46 1945990 5.0
1,3-Cyclopentadiene 4.05 0.5 ug/L 199940 1 8.46 1945990 5.0
(DEL) Alkane: Cyc... 4.28 4.0 ug/L 1549460 1 8.46 1945990 5.0
(DEL) Alkane: Str... 4._44 0.8 ug/L 313448 1 8.46 1945990 5.0
(DEL) Alkane: Cyc... 5.24 5.1 ug/L 1972300 1 8.46 1945990 5.0
(DEL) Alkane: Str... 5.41 0.8 ug/L 293533 1 8.46 1945990 5.0
(DEL) Alkane: Cyc... 5.58 0.9 ug/L 340940 1 8.46 1945990 5.0
(DEL) Alkane: Cyc... 6.05 1.5 ug/L 597069 1 8.46 1945990 5.0
(DEL) Alkane: Cyc... 7.40 0.6 ug/L 244822 1 8.46 1945990 5.0
(DEL) Alkane: Cyc... 7.58 1.1 ug/L 430488 1 8.46 1945990 5.0
(DEL) Alkane: Cyc... 8.13 0.8 ug/L 304609 1 8.46 1945990 5.0
(DEL) Alkane: Cyc... 8.19 1.2 ug/L 451131 1 8.46 1945990 5.0
Cyclohexene, 4-et... 10.91 1.6 ug/L 603609 2 11.29 1828150 5.0
Benzene, l-ethyl-_.. 12.78 0.8 ug/L 239317 3 13.23 1444250 5.0
Benzene, 1,2,3-tr... 12.92 2.1 ug/L 595903 3 13.23 1444250 5.0
Indane 13.42 5.0 ug/L 1445140 3 13.23 1444250 5.0
Indene 13.60 0.6 ug/L 164836 3 13.23 1444250 5.0
unknown-01 13.86 0.9 ug/L 247265 3 13.23 1444250 5.0
unknown-02 14.48 0.5 ug/L 154456 3 13.23 1444250 5.0

SOMRTR112018WMA_M Wed Nov 28 06:47:51 2018 Page: 30



