LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072718\
Data File : VV006751.D

Acq On 28 Jul 2018 03:12

Operator : SY/MD

Sample - J4207-17

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 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 - O Peak Location: TOP

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

Method = Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72318WMA _M
Title = TRACE VOA SOM01.0
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 1.029 28 43 65 rBvV 1825624 2294311 81.65% 11.173%
2 1.119 65 71 88 rvB 72561 85425 3.04% 0.416%
3 1.315 123 132 150 rBV2 127883 204932 7.29% 0.998%
4 1.395 150 157 163 rVvv 108608 120232 4._28% 0.586%
5 1.431 163 168 177 rVB 44486 51151 1.82% 0.249%
6 1.579 207 214 226 rVB 78853 94808 3.37% 0.462%
7 1.781 269 277 284 rBV 68840 85159 3.03% 0.415%
8 2.128 373 385 398 rBv2 222907 387921 13.81% 1.889%
9 2.199 399 407 423 rVB 28328 45715 1.63% 0.223%
10 2.331 438 448 470 rVB3 26391 70145 2.50% 0.342%
11 2.984 639 651 666 rvB2 44198 87206 3.10% 0.425%

12 3.762 873 893 921 rBV 224600 534975 19.04% 2.605%
13 3.958 939 954 967 rBV 108618 281012 10.00% 1.369%
14 4.408 1077 1094 1122 rVB2 118012 311988 11.10% 1.519%

15 4.787 1198 1212 1240 rVB 31528 77636 2.76% 0.378%
16 5.099 1292 1309 1332 rBV2 277041 635003 22.60% 3.092%
17 5.418 1386 1408 1427 rVB5 22061 61706 2.20% 0.301%
18 5.533 1427 1444 1471 rBV3 13495 33362 1.19% 0.162%

19 5.672 1471 1487 1509 rBvV 281177 549447 19.55% 2.676%
20 6.125 1615 1628 1653 rVB 158807 314911 11.21% 1.534%

21 6.340 1681 1695 1731 rBV 224951 430317 15.31% 2.096%
22 6.929 1866 1878 1897 rBV2 40067 71473 2.54% 0.348%
23 7.035 1899 1911 1932 rVB 71862 124492 4.43% 0.606%
24 7.363 2000 2013 2030 rBV 299395 514643 18.32% 2.506%
25 7.610 2073 2090 2099 rBV3 17158 30844 1.10% 0.150%

26 7.668 2099 2108 2120 rVvVv 41030 65081 2.32% 0.317%
27 8.141 2240 2255 2268 rBV 439967 725565 25.82% 3.533%
28 8.289 2289 2301 2340 rVB 491629 808964 28.79% 3.940%
29 8.720 2418 2435 2452 rBV 88219 149289 5.31% 0.727%
30 8.900 2478 2491 2522 rVB 409056 666066 23.70% 3.244%

31 9.109 2544 2556 2569 rBV 41097 65451 2.33% 0.319%
32 9.527 2676 2686 2703 rBV3 20987 44847 1.60% 0.218%
33 9.855 2776 2788 2830 rBV 767924 1190553 42.37% 5.798%
34 10.215 2886 2900 2908 rBV 113808 179667 6.39% 0.875%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072718\
Data File : VV006751.D

Acq On 28 Jul 2018 03:12

Operator : SY/MD

Sample - J4207-17

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 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 - O Peak Location: TOP

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

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72318WMA .M
TRACE VOA SOMO1.0

35 10.266 2908 2916 2940 rVB 127542 206821 7.36% 1.007%

36 10.565 2997 3009 3022 rBV 104507 170463 6.07% 0.830%
37 10.755 3060 3068 3077 rBV3 20365 32966 1.17% 0.161%
38 10.861 3092 3101 3123 rBV2 52797 100019 3.56% 0.487%
39 11.199 3194 3206 3227 rBV 1639579 2385433 84.90% 11.617%
40 11.302 3227 3238 3252 rVB 401623 631141 22.46% 3.074%

41 11.501 3289 3300 3314 rBV 127667 201792 7.18% 0.983%
42 11.578 3314 3324 3343 rVV 129869 237611 8.46% 1.157%
43 11.678 3344 3355 3376 rVB 298849 486153 17.30% 2.368%
44 11.829 3391 3402 3414 rBVY 133710 209842 7.47% 1.022%
45 11.999 3439 3455 3463 rBV4 32578 75800 2.70% 0.369%

46 12.054 3463 3472 3481 rBVY 98883 171824 6.12% 0.837%
47 12.285 3534 3544 3565 rVB3 22433 46817 1.67% 0.228%
48 12.395 3565 3578 3596 rBV 1942553 2809848 100.00% 13.684%
49 12.665 3651 3662 3676 rBVY 81989 130970 4.66% 0.638%

50 12.980 3751 3760 3774 rBvV 39140 58880 2.10% 0.287%

51 13.147 3797 3812 3827 rBvV 201201 356292 12.68% 1.735%

52 13.375 3875 3883 3895 rVB 22754 36601 1.30% 0.178%

53 13.488 3907 3918 3937 rBvV 428653 649174 23.10% 3.161%

54 13.729 3983 3993 4015 rVB2 40446 70290 2.50% 0.342%

55 14.160 4116 4127 4146 rVB4 41284 71074 2.53% 0.346%
Sum of corrected areas: 20534108
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA V\Data\VVv072718\
Data File : VV006751.D

Acq On : 28 Jul 2018 03:12

Operator : SY/MD

Sample : J4207-17

Misc : 25 mL/MSVOA_V/WATER

ALS Vvial :© 1 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72318WMA .M
TRACE VOA SOM01.0

Quant Method
Quant Title

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VW006751.D
1.03
1500000
1000000
500000
Lan 2.13 3.76 510 5.67 61p 634
: 58 3.96 4.41 ;
i 1.12 %ﬁ\ 1.78 /\ZA'ZQ-% 2,98 Kﬂ« A 479 5.48.5 \
e e B SRS SRR, DIGERREMENEN & SV A UMM A W A S - e S AU AV
Time-->  1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00
Abundance TIC: VW006751.D
11.20
1500000
1000000

9.85

500000

0! - SN A ad M )\ - N -
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VV006751.D

12,39
1500000
1000000
500000 13.49
LL 13.15
12.66

R N S AN WU

Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072718\
Data File : VV006751.D

Acq On 28 Jul 2018 03:12

Operator : SY/MD

Sample : J4207-17

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72318WMA .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: Cyclicl.12 Concentration Rank 22

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

1.12 0.78 ug/L 85425 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propene 42 C3H6 000115-07-1 90
2 Cyclopropane 42 C3H6 000075-19-4 78
3 Cyclopropane 42 C3H6 000075-19-4 78
4 Propene 42 C3H6 000115-07-1 40
5 Cyclopropene 40 C3H4 002781-85-3 16

Abundance Scan 71 (1.119 min): VV006751.D (-65) (-) m/z 40.90 100.00%
a
- /L /\JL
3 LA L L
| | 3 100 120 140
,,,,,,,,' .!.,....,.... m/z 38.90  70.94%
m/z--> 0 5 10 15 20 25 30 45 50
Abundance #57: Propene
a
5000 27 100 120 140
3 m/z 42.00 65.18%
1 1215 19 25 3q| ‘ 43
miz--> 0 5 10 15 20 25 30 35 45 50
Abundance #60: Cyclopropane
42
39 T |""|"/¥'|""|
1.00 120  1.40
5000 7 m/z 39.90 25.40%
14 37
"”'”'P'”I”'W'”lb"ﬂ'“?ﬁ'”l”'W'L'I T
m/z--> 0 5 10 15 20 25 30 35 40 45 50
Abundance #59: Cyclopropane [T rrr T T
42 100 120 140
39 m/z 37.90 18.05%
5000
27
2 419 25 37
miz--> 0T s % 25 3 3 40 4 50 100 120 140
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072718\
Data File : VV006751.D

Acq On 28 Jul 2018 03:12

Operator : SY/MD

Sample : J4207-17

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72318WMA .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 Acetaldehyde Concentration Rank 18

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

1.40 1.09 ug/L 120232 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetaldehyde 44 C2H40 000075-07-0 74
2 Acetaldehyde 44 C2H40 000075-07-0 74
3 Ethylene oxide 44 C2H40 000075-21-8 5
4 Ethylene oxide 44 C2H40 000075-21-8 5
5 Ethylene oxide 44 C2H40 000075-21-8 5

Abundance Scan 158 (1.398 min): VV006751.D (-150) (-) m/z 43.90 100.00%
a4
5000
4 100 120 140 160 1.80
60 66 77
"I""I""I'"'I""I""I""I""II']I'I""I""I'"'I""I""I""I""I""I' m/z 42.85 56.55%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #71: Acetaldehyde
20 24
5000
15 1.00 1.20 1.40 1.60 1.80

m/z 41.90 18.99%

12|L1821 2 4&‘.
e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #72: Acetaldehyde
29
44

1.00 1.20 1.40 1.60 1.80

5000 m/z 40.90 6.89%
15
12| 21 %13 4
.
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #75: Ethylene oxide
29 1.00 1.20 1.40 1.60 1.80
44 m/z 44.85 2.60%
15
5000
26
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 1.00 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072718\
Data File : VV006751.D

Acq On 28 Jul 2018 03:12

Operator : SY/MD

Sample : J4207-17

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72318WMA .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: Cyclicl.70 Concentration Rank 23

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

1.78 0.77 ug/L 85159 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopropane, ethyl- 70 C5H10 001191-96-4 90
2 1-Pentene 70 C5H10 000109-67-1 90
3 1-Pentene 70 C5H10 000109-67-1 87
4 Cyclobutane, methyl- 70 C5H10 000598-61-8 87
5 Cyclopropane, ethyl- 70 C5H10 001191-96-4 80

Abundance Scan 277 (1.781 min): VV006751.D (-269) (-) m/z 41.85 100.00%
ap 55
70
5000 39
36 46 51 63 67 27 81 1.40 1.60 1.80 2.00 2.20
MBS 1 T4 i RSN S VY UMY A S m/z 54.95 80.53%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #573: Cyclopropane, ethyl-
ap
5000 a0 °°
27 0 1.40 1.60 1.80 2.00 2.20
m/z 70.00 51.90%
..,....,.1.2:???...,...24!!;!,3.1...ﬁm.;. B XA
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #551: 1-Pentene
ap
55 140 160 1.80 200 2.20
5000 0 m/z 40.90 47 .28%
29 39
15 26 i 51 | 62 67
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #553: 1-Pentene
i) 1.40 1.60 1.80 2.00 2.20
m/z 38.85 37.84%
55
5000
27 39 70
1215 H,Lo3336“ 4851 | 6063 67
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 140 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072718\
Data File : VV006751.D

Acq On 28 Jul 2018 03:12

Operator : SY/MD

Sample : J4207-17

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72318WMA .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 Isopropyl Alcohol Concentration Rank 26

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

2.33 0.64 ug/L 70145 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 86
2 Isopropyl Alcohol 60 C3H80 000067-63-0 72
3 (R)-(-)-2-Pentanol 88 C5H120 031087-44-2 40
4 Propane, 2-ethoxy- 88 C5H120 000625-54-7 40
5 Propane, 2-ethoxy- 88 C5H120 000625-54-7 40

Abundance Scan 448 (2.331 min): VV006751.D (-438) (-) m/z 44.90 100.00%
45
5000
76 200 220 240 260

41 59

38, 50 56
e e S e M7z 42.85  21.32%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95

Abundance #297: |sopropy! Alcohol
45
5000
2.00 2.20 2.40 2.60
m/z 40.90 7.04%
27
1519 4781 3 4}| 53 59
rerprrrrrr e e e e e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #294: |sopropy! Alcohol
45
R R o R R
2.00 2.20 2.40 2.60
5000 m/z 75.85 6.97%
27
1519 31 gg8l 59
““q““““q“”““hhupuqh”.“q“”““q“”““q“”““q””““q“”“
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2109: (R)-(-)-2-Pentanol I ERE R ARRRRE
45 2.00 2.20 2.40 2.60
m/z 43.90 6.37%
5000
55
1510 2731 3% 51 |ss 7073 87
[P [ A T e e R RERREEEE R E sy
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072718\
Data File : VV006751.D

Acq On 28 Jul 2018 03:12

Operator : SY/MD

Sample : J4207-17

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72318WMA .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: Cyclic2.98 Concentration Rank 20

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

2.98 0.79 ug/L 87206 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexene 84 C6H12 000592-41-6 95
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 83
3 1-Hexene 84 C6H12 000592-41-6 81
4 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 80
5 2-Hexene, (2)- 84 C6H12 007688-21-3 58

Abundance Scan 650 (2.980 min): VV006751.D (-639) (-) m/z 55.90 100.00%
41 56
5000
69 84
51 2.60 2.80 3.00 3.20 3.40
3 65 79
”m“T“W“W“W“T“W”W“T14“”“JiWthWLWmWWW“W“W”W m/z 40.90 99.25%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1453: 1-Hexene
a 56
27
5000
84 2.60 2.80 3.00 3.20 3.40
69 m/z 54.85 68.26%
S S :..l,.?.%?z.; s Sl swes | parr |
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1487: 1-Pentene, 2-methyl-
56
41
2.60 2.80 3.00 3.20 3.40
5000 m/z 41.90 65.92%
27 69 84
15 131 37, 5%l e165 | 7377
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1452: 1-Hexene
41 56 2.60 2.80 3.00 3.20 3.40
m/z 42.90 54 _.65%
5000
27 69 84
15 ‘ 37/, 51 ||, 6165 ‘ 77
m/z--> 0 5 10 15 20 25 30 35 4'0 45 50 55 60 65 70 75 80 85 90 2.60 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072718\
Data File : VV006751.D

Acq On 28 Jul 2018 03:12

Operator : SY/MD

Sample : J4207-17

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72318WMA .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 Butanal Concentration Rank 7

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

3.76 4.87 ug/L 534975 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanal 72 C4H80 000123-72-8 94
2 Butanal 72 C4H80 000123-72-8 91
3 Butanal 72 C4H80 000123-72-8 81
4 Butanal 72 C4H80 000123-72-8 72
5 Propanal, 2-methyl- 72 C4H80 000078-84-2 43

Abundance Scan 892 (3.758 min): VV006751.D (-873) (-) m/z 43.85 100.00%
a4
41 72
5000
57
3 3.40 3.60 3.80 4.00
50 54 | 60 69
.P“w”.wunpnw”.wnnpﬂql R R s S m/z 42.90 91.62%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #647: Butanal
an
72
5000 29 SRS SRRRE RS SRR
57 3.40 3.60 3.80 4.00
4 m/z 40.90 78.31%
'|“"v"}ﬁ'%%'“'ﬁ6!|'?§|'ﬁ'|'l '”'?ﬂ'ﬁﬁ'”'l”"ﬁ§§g"”I'”'I”'
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #646: Butanal
27 44
41 72 340 360 3.80 400
5000 m/z 72.00 76.98%
15 57
3
‘18 24 3134 i 50 54 | 60 6669
> T B B 4 e b B
Abundance #648: Butanal
44 3.40 3.60 3.80 4.00
m/z 38.90 39.29%
27 41 72
5000
57
24 |||31 3534 50 54 69,
e e e A a4 ds % e e o T T R 340 360 3.80 400
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072718\
Data File : VV006751.D

Acq On 28 Jul 2018 03:12

Operator : SY/MD

Sample : J4207-17

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72318WMA .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 Nitric acid, propyl ester Concentration Rank 24

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

4.79 0.71 ug/L 77636 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nitric acid, propyl ester 105 C3H7NO3 000627-13-4 64
2 Nitric acid, ethyl ester 91 C2H5N03 000625-58-1 64
3 1,2,3-Propanetriol, 1,3-dinitrate 182 C3HG6N207 000623-87-0 9
4 Nitric acid, propyl ester 105 C3H7NO3 000627-13-4 9
5 Nitric acid, propyl ester 105 C3H7NO3 000627-13-4 9

Abundance Scan 1213 (4.791 min): VV006751.D (-1198) (-) m/z 45.90 100.00%
4p
5000 26 /\
T e
440 460 4.80 5.00 5.20
SN . 1 SN N NN RN m/z 75.90  36.42%
m/z--> 10 20 30 40 50 60 70 8 90
Abundance #4907: Nitric acid, propy! ester
45
5000 29 76 AR RN RN U
440 460 4.80 5.00 5.20
a1 m/z 42.90 12 .94%
I 1 [ R
miz--> 10 20 3 40 50 6 70 8 9
Abundance #2375: Nitric acid, ethyl ester
45
440 4.60 4.80 5.00 5.20
5000 m/z 44.90 6.43%
76
29
15 ‘ﬂ\ 41 60 70 90
miz--> 10 20 3 40 50 6 70 8 9
Abundance #47361: 1,2,3-Propanetriol, 1,3-dinitrate
46 440 460 4.80 5.00 5.20
m/z 43.85 5.90%
- I MNWJ\MW
18 76
T '|'13"'l |'?§'|' "'?%' '|"'5FV"" AARENRESESREES AR RN RN R
m/z--> 10 20 30 40 50 60 70 8 90 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072718\
Data File : VV006751.D

Acq On 28 Jul 2018 03:12

Operator : SY/MD

Sample : J4207-17

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72318WMA .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 (DEL) Alkane: Cyclic5.42 Concentration Rank 29

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

5.42 0.56 ug/L 61706 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptene 98 C7H14 000592-76-7 94
2 1-Heptene 98 C7H14 000592-76-7 76
3 1-Heptene 98 C7H14 000592-76-7 70
4 (2)-2-Heptene 98 C7H14 006443-92-1 64
5 5-Methyl-2-hexene,cé&t 98 C7H14 003404-62-4 58

Abundance Scan 1409 (5.421 min): VV006751.D (-1386) (-) m/z 55.90 100.00%
4 36
5000 70
| 50|‘ 81 %8 500 520 540 5.60 5.80
S 1 | O RO F N m/z 40.90 84.20%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #3297: 1-Heptene
41 56
29
5000 70
5.00 5.20 5.40 5.60 5.80
98 m/z 55.00 71.83%
15 , 1l 59||| 63 |l 77 %3 91
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #3296: 1-Heptene
4 56
29
5.00 5.20 5.40 5.60 5.80
5000 20 m/z 41.90 43.86%
98
2 5 | 50y ‘ 63 H‘ 77 83 o1
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #3293: 1-Heptene
4 56 5.00 5.20 5.40 5.60 5.80
m/z 70.00 42 .66%
29
5000 70
i sl ) i
15 ‘ | 50,0l 63 | 7783
miz--> 0 10 20 30 40 50 60 70 8 90 100 500 520 540 560 5.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072718\
Data File : VV006751.D

Acq On 28 Jul 2018 03:12

Operator : SY/MD

Sample : J4207-17

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72318WMA .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 Pentanal Concentration Rank 8

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

6.34 3.92 ug/L 430317 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentanal 86 C5H100 000110-62-3 87
2 Pentanal 86 C5H100 000110-62-3 86
3 Butanal, 3-methyl- 86 C5H100 000590-86-3 83
4 Pentanal 86 C5H100 000110-62-3 64
5 2-Propanamine 59 C3HSN 000075-31-0 38

Abundance Scan 1695 (6.340 min): VV006751.D (-1681) (-) m/z 43.90 100.00%
4
5000 41 58
e
6.00 6.20 6.40 6.60
‘| 5053 || g1 67 71 8184
W”W“”W”P“W“W“”P“'l!”“Whh“WmW”“PmP”W“W“”PmP m/z 40.90 43.83%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1705: Pentanal
29 44
41 58
5000
6.00 6.20 6.40 6.60
m/z 57.90 41 .65%
| g | | 50 55 67 71 86
> T EBE . 3'5 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1704: Pentanal
44
= 6.00 620 640 6.60
5000 a1 m/z 56.90 32.97%
58
155 2 3 34‘ | 50 55 67 71 86
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1743: Butanal, 3-methyl- EREEEEEo e S
44 6.00 620 6.0 6.60
m/z 42.90 25.00%
41 58
5000
29 71
'|“"v"w"“|'“'?§'h"?ﬁ'?éi'“ lﬂz'?}*?ﬁ'”?}'w'§§|'“'v"w'?§?ﬁ'w'“'|
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072718\
Data File : VV006751.D

Acq On 28 Jul 2018 03:12

Operator : SY/MD

Sample : J4207-17

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72318WMA .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 1,5-Pentanediol, dinitrate Concentration Rank 25

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

6.93 0.65 ug/L 71473 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,5-Pentanediol, dinitrate 194 C5H10N206 003457-92-9 72
2 Nitric acid, propyl ester 105 C3H7NO3 000627-13-4 50
3 Nitric acid, propyl ester 105 C3H7NO3 000627-13-4 39
4 1,4-Butanediol, dinitrate 180 C4H8N206 003457-91-8 9
5 Hydrazine, methyl- 46 CHG6N2 000060-34-4 5

Abundance Scan 1878 (6.929 min): VV006751.D (-1866) (-) m/z 45.90 100.00%
46
76
5000
e
41 58 6.60 6.80 7.00 7.20
3 55 : : : :
W““P“W“W““PMP“W“§M“|“WMWJLP“P“WMW““PMP“WMW m/z  75.90 59.53%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #56568: 1,5-Pentanediol, dinitrate
46
76
5000 AN "|"'4\
6.60 6.80 7.00 7.20
0
29 a1 - 71 m/z 43.00 25.32%
“I”'W%%ﬁ§“'P'“%§!H!”'P?§Ih!h ”'P'”I”'ﬁq“'P§§IL“I“'W'”?ﬁ'“l”'W
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #4907: Nitric acid, propy! ester
46
6.60 6.80 7.00 7.20
5000 29 76 m/z 40.95 13.41%
43
15 2k 3 | 550 7
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #4909: Nitric acid, propy! ester
29 46 6.60 6.80 7.00 7.20
m/z 57.90 12.96%
5000 76
43
1215 26 39, 5760
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072718\
Data File : VV006751.D

Acq On 28 Jul 2018 03:12

Operator : SY/MD

Sample : J4207-17

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72318WMA .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 unknown-01 Concentration Rank 16

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

7.03 1.13 ug/L 124492 1,4-Difluorobenzene 5.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Thiatricyclo[3.1.1.0(2,4)]heptane 112 C6H8S 1000221-37-0 38
2 Methane, oxybis[chloro- 114 C2H4CI120 000542-88-1 33
3 2-Propanol, 1,3-dichloro- 128 C3H6CI20 000096-23-1 28
4 1,3-Cyclohexadiene 80 C6H8 000592-57-4 28
5 2-Propanol, 1,3-dichloro- 128 C3H6CI20 000096-23-1 23

Abundance Scan 1909 (7.028 min): VV006751.D (-1899) (-) m/z 78.90 100.00%
79
5000 42
51 114 S S UL SR
6.60 6.80 7.00 7.20 7.40
...,....,....,...-.',....~,|.'...,‘??..,..-..-,.?.6.,....,....,..!.,....,.... m/z 41.85 38.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6455: 3-Thiatricyclo[3.1.1.0(2,4)]heptane
70
5000
39 6.60 6.80 7.00 7.20 7.40
51 m/z 80.90 31.49%
1N 1 6I5 112
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7038: Methane, oxybis[chloro-
79
6.60 6.80 7.00 7.20 7.40
5000 49 m/z 113.90 22 _.07%
29
14 22 36 ‘ 63 || 87 95 113
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #11974: 2-Propanol, 1,3-dichloro- T B B
79 6.60 6.80 7.00 7.20 7.40
m/z 50.90 20.38%
5000 43
15 23 | Bl 61 72 || a1 111 127
m/z--> 10 20 30 4'0 50 60 70 8|0 90 100 110 120 130 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072718\
Data File : VV006751.D

Acq On 28 Jul 2018 03:12

Operator : SY/MD

Sample : J4207-17

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72318WMA .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 Hexanal Concentration Rank 5

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

8.29 6.07 ug/L 808964 Chlorobenzene-d5 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanal 100 C6H120 000066-25-1 91
2 Hexanal 100 C6H120 000066-25-1 90
3 Hexanal 100 C6H120 000066-25-1 90
4 Hexanal 100 C6H120 000066-25-1 83
5 Glutaraldehyde 100 C5H802 000111-30-8 25

Abundance Scan 2301 (8.289 min): VV006751.D (-2289) (-) m/z 43.85 100.00%
i’} 56
5000 ,\_/\_
4, | T o= TS0 850 540 550
.. |..5,°.'-. l,.‘?“?'.~,'....,~I...,...9.8,...., m/z 55.95 98.00%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3767: Hexanal
i’} 56
5000 U S S L
27 8.00 8.20 8.40 8.60
‘ ‘ o m/z 40.90 78.89%
15 1l 32 3$,| | 50 ||l 65 | | 100
miz--> 0 20 30 40 50 6 70 8 9 100
Abundance #3772: Hexanal
i’}
56
8.00 8.20 8.40 8.60
5000 27 m/z 56.90 66.17%
72 82
"w"'w"'w'?ﬂw Lpﬂ"lw'ﬁ'ﬁ"'ﬁ"'w"'w"w
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3771: Hexanal
44 56 8.00 8.20 8.40 8.60
m/z 42.95 60.38%
5000 29
[
Il 38 \ 50 ||| 65 | 94 100
m/z--> 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8|0 9'0 1(')0 ' 8.00 8.20 8.40 8.60

SOMVTRO72318WMA .M Wed Aug 08 01:33:13 2018 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072718\
Data File : VV006751.D

Acq On 28 Jul 2018 03:12

Operator : SY/MD

Sample : J4207-17

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72318WMA .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 unknown-02 Concentration Rank 17

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

8.72 1.12 ug/L 149289 Chlorobenzene-d5 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nitric acid, butyl ester 119 C4H9NO3 000928-45-0 42
2 1-Butanol, 3-methyl-, nitrate 133 C5H11NO3 000543-87-3 40
3 2-Propanethiol 76 C3H8S 000075-33-2 12
4 Pentane 72 C5H12 000109-66-0 10
5 1-Butene 56 C4H8 000106-98-9 10

Abundance Scan 2435 (8.720 min): VV006751.D (-2418) (-) m/z 42.95 100.00%
43
76
5000
57
8.40 8.60 8.80 9.00
...,....,....,..?7=|,!|...,..“.,...7,0!...,....,....,....,....,... m/z 40.90 82.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9048: Nitric acid, butyl ester
43
27
5000 &
8.40 8.60 8.80 9.00
57 m/z 75.90 67.97%
el e | e o e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #14624: 1-Butanol, 3-methyl-, nitrate
4 57
29 76 840 860 880 9.00
5000 m/z 45.90 61.72%
‘ 69
'”I'”'I”'lh"“'w”?%MII”'Jﬂ"'Pgal'”'l”"P"W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #948: 2—Propanethio| L L L B L N BN |
43 8.40 8.60 8.80 9.00
6 m/z 38.90 25.13%
5000 27 61
15 3‘5\‘\ \\\49 A '
m/z--> 1|0 2|0 3IO 4|0 5|0 6|O 7IO 8|0 9|0 1CI)O 12{0 150 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072718\
Data File : VV006751.D

Acq On 28 Jul 2018 03:12

Operator : SY/MD

Sample : J4207-17

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72318WMA .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 Heptanal Concentration Rank 4

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

9.85 8.94 ug/L 1190550 Chlorobenzene-d5 8.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptanal 114 C7H140 000111-71-7 98
2 Heptanal 114 C7H140 000111-71-7 95
3 Heptanal 114 C7H140 000111-71-7 91
4 Heptanal 114 C7H140 000111-71-7 91
5 Heptanal 114 C7H140 000111-71-7 81

Abundance Scan 2787 (9.851 min): VV006751.D (-2776) (-) m/z 70.00 100.00%
44 70
55
5000
— T P
9.60 9.80 10.00 10.20
..,....,....,...3.',..|..,-.l!!!,‘??.'l"!...,..-.?,....,....,H‘.‘.,.. m/z 43.90 87.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7421: Heptanal
41 70
55
5000 29
81 9.60 9.80 10.00 10.20
‘ 9% m/z 40.90 78.96%
N N P A S
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #7423 Heptanal
44
27 70 9.60 9.80 10.00 10.20
5000 55 m/z 42.95  77.85%
81
96
..,....,%...,...3%,. ‘..,.m,‘??’.‘l e T wma
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #7424: Heptanal
44 9.60 9.80 10.00 10.20
70 m/z 55.00 69.70%
29 55
5000
Al e T
SN | U1 < N N A I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072718\
Data File : VV006751.D

Acq On 28 Jul 2018 03:12

Operator : SY/MD

Sample : J4207-17

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72318WMA .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 1-Butanol, 3-methyl-, nitrate Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
10.21 1.42 ug/L 179667 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Butanol, 3-methyl-, nitrate 133 C5H11NO03 000543-87-3 53
2 Nitric acid, pentyl ester 133 C5H11NO03 001002-16-0 53
3 1-Butanol, 3-methyl-, nitrate 133 C5H11NO03 000543-87-3 28
4 Aziridine, 2,2-dimethyl- 71 C4HON 002658-24-4 9
5 1-Propene, 2-chloro- 76 C3H5CI 000557-98-2 9

Abundance Scan 2899 (10.212 min): VV006751.D (-2886) (-) m/z 40.85 100.00%
|
57
76
5000
| H 51 | GITI o 9.80 10.00 10.20 10.40 10.60
...,....,....,....;..'..,.'.!., A e m/z 57.00 73.18%
m/z--> 10 20 30 40 50 70 80 90 100 110 120
Abundance #14624: 1—Butan0|, 3-methyl-, nitrate
a4 57
29 76
5000
9.80 10.00 10.20 10.40 10.60
6 m/z 75.90 61.52%
'”I”"P'J””'JJ“”?%h!ﬁ'”ht”'P§§W'”'I”'W'”'P'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #14613: Nitric acid, pentyl ester
® a
57 RIS BN B
9.80 10.00 10.20 10.40 10.60
5000 76 m/z 45.90 49_.09%
15 ‘w | l 85 104 115
miz--> B 2 30 40 50 ' 7'0 80 90 100 110 120
Abundance #14621: l Butanol, 3-methyl-, nitrate e EREar BaEaE
4 9.80 10.00 10.20 10.40 10.60
m/z 43.85 37 .56%
29 57
5000
76
...,.%?.,....,.”.,....?%...,....,....,.§§,...??....}}§.,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.80 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072718\
Data File : VV006751.D

Acq On 28 Jul 2018 03:12

Operator : SY/MD

Sample : J4207-17

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72318WMA .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 Furan, 2-butyltetrahydro- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
10.57 1.35 ug/L 170463 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furan, 2-butyltetrahydro- 128 C8H160 001004-29-1 91
2 Furan, 2-butyltetrahydro- 128 C8H160 001004-29-1 86
3 Glutaric acid, ditetrahydrofurfu... 300 C15H2406 1000359-67-4 78
4 Butanoic acid, 2-propenyl ester 128 C7H1202 002051-78-7 64
5 Butanoic acid, anhydride 158 C8H1403 000106-31-0 56

Abundance Scan 3010 (10.569 min): VV006751.D (-2997) (-) m/z 70.90 100.00%
7
5000
43
57 10.20 10.40 10.60 10.80
el 83 ST 110 128 m/z 42.85 23.60%
m/z--> 0 20 40 80 100 120 140 160 180 200 220
Abundance #12599: Furan, 2-butyltetrahydro-
7
43 10.20 10.40 10.60 10.80
m/z 40.90 15.73%
27 A 85 97 128
mz-> 0 z'o 4'0 % % 100 130 140 160 180 20 230
Abundance #12588: Furan, 2-butyltetrahydro-
7
10.20 10.40 10.60 10.80
5000 m/z 72.00 7.38%
43
27
2 15 || \‘ | 8597 111 128
m/z--> 0 25 45 éo 80 100 120 140 160 180 200 220
Abundance #144275: Glutaric acid, ditetrahydrofurfuryl ester
7 10.20 10.40 10.60 10.80
m/z 56.95 7.12%
5000
43 84
29 J S5 | 98 115 129 144157 172 199 217230
m/z--> ) 2'0 40 6|0 80 100 120 140 160 180 2(')0 250 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072718\
Data File : VV006751.D

Acq On 28 Jul 2018 03:12

Operator : SY/MD

Sample : J4207-17

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72318WMA .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 Formic acid, heptyl ester Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
10.86 0.79 ug/L 100019 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Formic acid, heptyl ester 144 C8H1602 000112-23-2 64
2 1-Heptanol 116 C7H160 000111-70-6 64
3 1-Heptanol 116 C7H160 000111-70-6 59
4 1-Heptanol 116 C7H160 000111-70-6 59
5 1-Heptanol 116 C7H160 000111-70-6 59
Abundance Scan 3101 (10.861 min): VV006751.D (-3092) (-) m/z 69.95 100.00%
41 0 ?
5000
81
‘ | ‘ | L 9|5 110 10.60 10.80 11.00 11.20
S 1 1| PR 1| OOt 1 NS S m/z 54.90 94.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #20878: Formic acid, heptyl ester
56 70
41
5000 L I UL RN
29 10.60 10.80 11.00 11.20
m/z 56.00 93.39%
ULl v
...,.%?.,..:!,....,.:ﬁ?,.4 .,...J h.??,.t..,...!,....,....,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8319: 1-Heptanol
56 70
41 T
10.60 10.80 11.00 11.20
5000 m/z 40.85 86.12%
15 “‘ . 50, ‘ 63 [l 77 8? 98 115
m/z--> 10 20 30 b 50 60 70 8 90 100 110 120
Abundance #8318: 1-Heptanol A A REREE B
a1 56 70 10.60 10.80 11.00 11.20

m/z 42.95 71.43%

29
5000 j\_
15
\ ‘ | 50, ‘ 63 ||, 778 o 98 116 It

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10 60 10 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072718\
Data File : VV006751.D

Acq On 28 Jul 2018 03:12

Operator : SY/MD

Sample : J4207-17

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72318WMA .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 Octanal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.20 18.90 ug/L 2385430 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanal 128 C8H160 000124-13-0 98
2 Octanal 128 C8H160 000124-13-0 97
3 Octanal 128 C8H160 000124-13-0 97
4 Octanal 128 C8H160 000124-13-0 95
5 Octanal 128 C8H160 000124-13-0 91
Abundance Scan 3206 (11.199 min): VV006751.D (-3194) (-) m/z 42.95 100.00%
8 57
84
5000 69
100
110 10.80 11.00 11.20 11.40 11.60
..,....,....,....',..|.?,‘-’.”..!,..:H:'!.??,Hn.L.,?’r“..-!....l....,..l.z.?.... m/z 40.90 94.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12425: Octanal
43 56 84
5000 29 69
10.80 11.00 11.20 11.40 11.60
m/z 56.95 85.03%
U Dzl s ]
SNUNMRN O 0 -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12423: Octanal
43
- 56 10.80 11.00 11.20 11.40 11.60
5000 84 m/z 55.95 78.52%
69
100 110
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12420: Octanal
43 10.80 11.00 11.20 11.40 11.60
56 m/z 43.85 77.20%
84
5000 29
69
100
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 10.80 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072718\
Data File : VV006751.D

Acq On 28 Jul 2018 03:12

Operator : SY/MD

Sample : J4207-17

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72318WMA .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 20 unknown-03 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.50 1.60 ug/L 201792 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nitric acid, hexyl ester 147 C6H13NO3 020633-11-8 38
2 Nitric acid, heptyl ester 161 C7H15N03 020633-12-9 25
3 1-Pentene, 4-methyl- 84 C6H12 000691-37-2 10
4 2,4,6,8-Tetraazabicyclo[3.3.0]Joc... 186 C4H6N603 223690-54-8 10
5 Nitric acid, pentyl ester 133 C5H11NO3 001002-16-0 10
Abundance Scan 3300 (11.501 min): VV006751.D (-3289) (-) m/z 42.90 100.00%
43
5000 55
76
1 ‘ 11.20 11.40 11.60 11.80
82
...,....,....,..3.7.|,|.I'|..,....,.‘?“?'.',':...,....,...9.8,... m/z 40.90 48.15%
m/z--> 10 20 30 40 50 70 80 90 100
Abundance #22385: Nitric a(:|d, hexyl ester
43
5000
11.20 11.40 11.60 11.80
‘ ‘ . 76 m/z 54.90 42 .93%
SN R A . —
m/z--> 10 20 50 60 70 80 90 100
Abundance #31733. Nitric acid, heptyl ester
43
11.20 11.40 11.60 11.80
5000 29 57 m/z 55.95 33.67%
15 ‘ ‘\ | I ‘ ‘ 8\3 97
miz--> D% % 40 % 6 7 s 90 100
Abundance #1476: l—Pentene, 4- methyl
43 11.20 11.40 11.60 11.80
m/z 75.90 29.12%
5000 56
27
69 84
15 “ 37M 51 | 63 77
m/z--> 0 20 30 40 50 60 70 80 90 100 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072718\
Data File : VV006751.D

Acq On 28 Jul 2018 03:12

Operator : SY/MD

Sample : J4207-17

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72318WMA .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 1-Hexanol, 2-ethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.58 1.88 ug/L 237611 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 86
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 86
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 56
5 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 50
Abundance Scan 3325 (11.581 min): VV006751.D (-3314) (-) m/z 56.95 100.00%
57
5000
41
70 83 hv——f
98 112 11.20 11.40 11.60 11.80
...,....,....,....',!...‘?1.-.1-,??..'!'...7?,.|'...9,1...!,....,....,. m/z 40.90  35.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13670: 1-Hexanol, 2-ethyl-
57
5000
43 11.20 11.40 11.60 11.80
70 83 m/z 54.95 32.43%
...,...1.8,...|.|,u....I,L...?%.“.,@%.I!..??,.!..,...gf....1,1.2...,.
m/z--> 10 20 40 50 60 70 80 90 100 110 120
Abundance #13661: 1-Hexanol, 2-ethyl-
57
11.20 11.40 11.60 11.80
5000 a1 m/z 42.95 30.45%
70 83
15 H\ sl e 7] e
miz--> 1 % 30 40 S 60 70 80 90 100 110 130
Abundance #13669: 1-Hexanol, 2-ethyl-
57 11.20 11.40 11.60 11.80
m/z 70.00 23.80%
5000 41
70 83
L MI\ . sull es L 77 ‘\ | gﬁ uz
TTT TTT T TTTT T T TTTT TTT T TTTT TTTT TT T T TTTT T T[T —rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—
m/z--> 10 20 40 50 60 70 80 90 100 110 120 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072718\
Data File : VV006751.D

Acq On 28 Jul 2018 03:12

Operator : SY/MD

Sample : J4207-17

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72318WMA .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 Formic acid, tetrahydrofurf... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.83 1.66 ug/L 209842 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Formic acid, tetrahydrofurfuryl ... 130 C6H1003 1000368-75-5 56
2 Furan, 2-butyltetrahydro- 128 C8H160 001004-29-1 56
3 Furan, 2-butyltetrahydro- 128 C8H160 001004-29-1 56
4 Diethylmalonic acid, monochlorid... 262 C12H19Cl104 1000370-65-0 56
5 Butanoic acid, anhydride 158 C8H1403 000106-31-0 56
Abundance Scan 3402 (11.829 min): VV006751.D (-3391) (-) m/z 70.90 100.00%
i
5000
i 11160 1150 1200 1220
55 . . . .
63 81 97 109 124 140
”W””I“”P”W””w”'PhW””“'”P”W””I””P“W””I””P”W m/z 42.90 20.58%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13281: Formic acid, tetrahydrofurfuryl ester
7
5000
11.60 11.80 12.00 12.20
43 m/z 40.90 11.20%
A T
mz-> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12588: Furan, 2-butyltetrahydro-
7
11,60 11.80 12.00 12.20
5000 m/z 54.90 6.32%
43
27
2 15 || || 55 | g o7 111 18
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12599: Furan, 2-butyltetrahydro- R R REE mEE B
7 11.60 11.80 12.00 12.20
m/z 41.90 4 _.84%
5000
43
2\7\ !y S 8 95 128
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 11/60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072718\
Data File : VV006751.D

Acq On 28 Jul 2018 03:12

Operator : SY/MD

Sample : J4207-17

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72318WMA .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 unknown-04 Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
12.00 0.60 ug/L 75800 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Chloro-2-methylhexane 134 C7H15CI 004398-65-6 43
2 5-Methyl-2-hexene,c&t 98 C7H14 003404-62-4 43
3 1-Heptene 98 C7H14 000592-76-7 38
4 2-Hexene, 5-methyl-, (E)- 98 C7H14 007385-82-2 38
5 2-Hexene, 5-methyl-, (E)- 98 C7H14 007385-82-2 38
Abundance Scan 3455 (11.999 min): VV006751.D (-3439) (-) m/z 56.90 100.00%
57
43
5000
109
| I ““ ‘h ||| 127 11.60 11.80 12.00 12.20 12.40
..,....,....,....',..'..,'.'l...." || |I| Ly i I "'i" .,.'I - m/z 55.90 78.36%
m/z--> 10 20 30 40 50 70 80 90 100 110 120 130
Abundance #15171: 2 Chloro 2-methylhexane
41 56
5000 69
27 77 11.60 11.80 12.00 12.20 12.40
‘ m/z 42.95 73.49%
..,.%?.,”:.L...H!L.%?J.:,..N.P... ?ﬂ. R R R R R e e AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3344: 5-Methyl-2-hexene,c&t
43 56
11.60 11.80 12.00 12.20 12.40
5000 m/z 40.95 64.13%
27 69 o8
83
"P%?W'“UI”'hl“'Pw‘W'”JP'“I'”'P'“I'”'P'”I“'W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3300: 1-Heptene
41 56 11.60 11.80 12.00 12.20 12.40
m/z 54.90 52.82%
5000 29 70
ol ] e T
“l“'w'“'w'“lm"”l'"'H'“'f?”l“'w'”'w'“l“'w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072718\
Data File : VV006751.D

Acq On 28 Jul 2018 03:12

Operator : SY/MD

Sample : J4207-17

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72318WMA .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 1-Octanol Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.05 1.36 ug/L 171824 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octanol 130 C8H180 000111-87-5 91
2 Formic acid, octyl ester 158 C9H1802 000112-32-3 90
3 1-Octanol 130 C8H180 000111-87-5 90
4 Cyclooctane 112 C8H16 000292-64-8 87
5 Cyclooctane 112 C8H16 000292-64-8 83
Abundance Scan 3471 (12.051 min): VV006751.D (-3463) (-) m/z 55.95 100.00%
5000
11.80 12.00 12.20 12.40
m/z 54.90 94 _.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13638: 1-Octanol
56
41
70
5000 84
29 11.80 12.00 12.20 12.40
m/z 40.90 82.12%
15 97 112 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30202: Formic acid, octyl ester
56 0
a1 84 11.80 12.00 12.20 12.40
5000 m/z 69.95 67.43%
112
"|""|""|""‘|'*"'|"l 'v"w"“l'“'l“?Tv"w"'w"“l'“'l“"v'%ﬁq'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13637: 1-Octanol
56 11.80 12.00 12.20 12.40
41 70 m/z 68.95 65.66%
5000 84
29
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072718\
Data File : VV006751.D

Acq On 28 Jul 2018 03:12

Operator : SY/MD

Sample : J4207-17

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72318WMA .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 Nonanal Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.39 22.26 ug/L 2809850 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonanal 142 C9H180 000124-19-6 91
2 Nonanal 142 C9H180 000124-19-6 91
3 Nonanal 142 C9H180 000124-19-6 91
4 Nonanal 142 C9H180 000124-19-6 90
5 2-Nonen-1-ol 142 C9H180 022104-79-6 38
Abundance Scan 3577 (12.392 min): VV006751.D (-3565) (-) m/z 56.95 100.00%
57
41
5000
E e A
114 124 12.00 12.20 12.40 12.60 12.80
...,....,....,....LI.'.?P.'! ‘ L, ”' - ',106, 0 Tm/z 40.90  73.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19920: Nonanal
41 57
29
5000
98 12.00 12.20 12.40 12.60 12.80
‘ m/z 42.95 59.64%
"W""I'”'I""J'L4?J! "J'M"' l'“ ' I|106| I'|1'?"1'|'"'|""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19921: Nonanal
57
41
12.00 12.20 12.40 12.60 12.80
m/z 56.00 59.18%
5000 - 0 & 08 0
114 124
”'I%?”I"'W""P"'I” l ”'LJI”'IMM”I'J“W""PI"I”"}?ﬁ'ﬁég'ﬂ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19922: Nonanal
57 12.00 12.20 12.40 12.60 12.80
41 m/z 54.95 53.33%
98
70
5000 29 82
114
”'I""P"'I"”I'"'I”"I"”I'"'I”"I'"W""I'”'I%??'P"%ﬁ%"l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 12.00 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072718\
Data File : VV006751.D

Acq On 28 Jul 2018 03:12

Operator : SY/MD

Sample : J4207-17

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72318WMA .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 1-Nonanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.15 2.82 ug/L 356292 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonanol 144 C9H200 000143-08-8 91
2 1-Nonanol 144 C9H200 000143-08-8 86
3 1-Nonanol 144 C9H200 000143-08-8 86
4 Cyclopropane, l-methyl-2-octyl- 168 C12H24 037617-26-8 86
5 1-Nonanol 144 C9H200 000143-08-8 72

Abundance Scan 3813 (13.150 min): VV006751.D (-3797) (-) m/z 55.95 100.00%

56
41 70
5000
83
98

12.80 13.00 13.20 13.40
,,,|,', .‘??.||.,...-'| Ly H....,.l...,.l.?‘?,... m/z 54.95 98.76%

|
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #21105: 1-Nonanol

56

41
70
5000
83 12.80 13.00 13.20 13.40

29 ‘ m/z 40.90 78.69%

s ()L 63|| I || 11 126
e e ,, T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #21104: 1-Nonanol
41 56
_l—rl_l_l_l—l_l_l_l_l—l_l_l_l_l—rl_l_l_l—l_f

70

29 12.80 13.00 13.20 13.40
5000 m/z 69.95 75.72%
83
98
B L PO T O EE N
B LA B o b e o B R ARRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #21095: 1-Nonanol
56 12.80 13.00 13.20 13.40
43 70 m/z 42.90 69.02%
5000
83 98
“ I 63l “‘ o1 || 111 126
,,,, R e o  RAR A R s s IREERSn
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072718\
Data File : VV006751.D

Acq On 28 Jul 2018 03:12

Operator : SY/MD

Sample : J4207-17

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72318WMA .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 28 Decanal Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

13.49 5.14 ug/L 649174 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decanal 156 C10H200 000112-31-2 91
2 Decanal 156 C10H200 000112-31-2 90
3 Decanal 156 C10H200 000112-31-2 83
4 Decanal 156 C10H200 000112-31-2 80
5 Decanal 156 C10H200 000112-31-2 72

Abundance Scan 3919 (13.491 min): VV006751.D (-3907) (-) m/z 56.95 100.00%

5000

13.20 13.40 13.60 13.80
m/z 40.95  89.64%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28203: Decanal

5000
13.20 13.40 13.60 13.80

m/z 42.95 87.08%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28200: Decanal
43
57 13.20 13.40 13.60 13.80
5000 29 70 m/z 54.90 76.38%
82
s W I L g e s
m/z--> 20 40 0 80 100 120 140 160 180 200
Abundance #28204: Decanal
43 57 13.20 13.40 13.60 13.80
m/z 70.00 54 _.27%
70
5000 82 .
95
29
DR g
SN | PO e —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072718\
Data File : VV006751.D

Acq On 28 Jul 2018 03:12

Operator : SY/MD

Sample : J4207-17

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72318WMA .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 29 (DEL) Alkane: Cyclicl3.73 Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
13.73 0.56 ug/L 70290 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane, 3-methylene- 84 C6H12 000760-21-4 52
2 Pentane, 3-methylene- 84 C6H12 000760-21-4 52
3 (5)-3-Ethyl-4-methylpentanol 130 C8H180 1000144-07-1 47
4 2-Pentene, 3-methyl-, (E)- 84 C6H12 000616-12-6 46
5 2-Pentene, 3-methyl-, (2)- 84 C6H12 000922-62-3 38
Abundance Scan 3993 (13.729 min): VV006751.D (-3983) (-) m/z 56.95 100.00%
g7 69
41
5000
‘ ‘ 76 g4
95 13.40 13.60 13.80 14.00
..,....,....,....,.!. ..',..~.|'.,|-..|..,".|I'..,..-.-.i...?}(.’..., m/z 68.90 85.99%
m/z--> 10 20 4 50 60 70 8 90 100 110
Abundance #1495: Pentane, 3-methylene-
41 69
55
84
5000 13.40 13.60 13.80 14.00
27 ‘ ‘ m/z 54.95 74 .19%
"|“"w"ﬁ"“LJ“'FM"w"ﬁ"“l'“'l“"w"w"“l
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1492: Pentane, 3-methylene-
a 69
55
84 13.40 13.60 13.80 14.00
5000 m/z 40.90 72 .51%
27
15 . ‘\ “ 49\ ‘\ 63\ l " !
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #13750: (S)-3-Ethyl-4-methylpentanol
M 69 13.40 13.60 13.80 14.00
84 m/z 43.00 70.73%
55
5000
"I""I""I""I""I""I'"'I""I""I"?TI""}%%"I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072718\
Data File : VV006751.D

Acq On 28 Jul 2018 03:12

Operator : SY/MD

Sample : J4207-17

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72318WMA .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 30 (DEL) Alkane: Cyclicl4.16 Concentration Rank 28

R.T. EstConc Area Relative to ISTD R.T.
14.16 0.56 ug/L 71074 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclodecane 140 C10H20 000293-96-9 95
2 Cyclobutane, 1-butyl-2-ethyl- 140 C10H20 1000150-67-3 93
3 1-Decanol 158 C10H220 000112-30-1 90
4 1-Undecanol 172 C11H240 000112-42-5 86
5 Cyclooctane 112 C8H16 000292-64-8 83

Abundance Scan 4127 (14.160 min): VV006751.D (-4116) (-) m/z 54.90 100.00%
41 !
83
5000
97
112 RN UL UL BV I
140 13.80 14.00 14.20 14.40
2%~ m/z 69.95  91.59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17940: Cyclodecane
70
41 83
5000 AN AR SR I B
97 13.80 14.00 14.20 14.40
29 111 140 m/z 55.95 81.47%
15 J | 125
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18017: Cyclobutane, 1-butyl-2-ethyl-
41 56 @9
27 RN UL AL BV I
13.80 14.00 14.20 14.40
5000 84 m/z 40.95 79.22%
9 112
"'l"l"ﬁ"ﬂ INERRARBEARS 'ﬂ"}?§'}?q"'l S N S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29593: 1-Decanol B
55 70 13.80 14.00 14.20 14.40
43 83 m/z 69.00 74_.92%
5000 97
29 112
m/z--> 20 40 60 80 100 120 140 160 180 200 13.80 14.00 14.20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv072718\
Data File : VV006751.D

Acq On 28 Jul 2018 03:12

Operator : SY/MD

Sample - J4207-17

Misc : 25 mL/MSVOA_V/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTRO72318WMA .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... 1.12 0.8 ug/L 85425 1 5.67 549447 5.0
Acetaldehyde 1.40 1.1 ug/L 120232 1 5.67 549447 5.0
(DEL) Alkane: Cyc... 1.78 0.8 ug/L 85159 1 5.67 549447 5.0
Isopropyl Alcohol 2.33 0.6 ug/L 70145 1 5.67 549447 5.0
(DEL) Alkane: Cyc... 2.98 0.8 ug/L 87206 1 5.67 549447 5.0
Butanal 3.76 4.9 ug/L 534975 1 5.67 549447 5.0
Nitric acid, prop-.. 4.79 0.7 ug/L 77636 1 5.67 549447 5.0
(DEL) Alkane: Cyc... 5.42 0.6 ug/L 61706 1 5.67 549447 5.0
Pentanal 6.34 3.9 ug/L 430317 1 5.67 549447 5.0
1,5-Pentanediol, ... 6.93 0.7 ug/L 71473 1 5.67 549447 5.0
unknown-01 7.03 1.1 ug/L 124492 1 5.67 549447 5.0
Hexanal 8.29 6.1 ug/L 808964 2 8.90 666066 5.0
unknown-02 8.72 1.1 ug/L 149289 2 8.90 666066 5.0
Heptanal 9.85 8.9 ug/L 1190550 2 8.90 666066 5.0
1-Butanol, 3-meth... 10.21 1.4 ug/L 179667 3 11.30 631141 5.0
Furan, 2-butyltet... 10.57 1.4 ug/L 170463 3 11.30 631141 5.0
Formic acid, hept... 10.86 0.8 ug/L 100019 3 11.30 631141 5.0
Octanal 11.20 18.9 ug/L 2385430 3 11.30 631141 5.0
unknown-03 11.50 1.6 ug/L 201792 3 11.30 631141 5.0
1-Hexanol, 2-ethyl- 11.58 1.9 ug/L 237611 3 11.30 631141 5.0
Formic acid, tetr... 11.83 1.7 ug/L 209842 3 11.30 631141 5.0
unknown-04 12.00 0.6 ug/L 75800 3 11.30 631141 5.0
1-Octanol 12.05 1.4 ug/L 171824 3 11.30 631141 5.0
Nonanal 12.39 22.3 ug/L 2809850 3 11.30 631141 5.0
1-Nonanol 13.15 2.8 ug/L 356292 3 11.30 631141 5.0
Decanal 13.49 5.1 ug/L 649174 3 11.30 631141 5.0
(DEL) Alkane: Cyc... 13.73 0.6 ug/L 70290 3 11.30 631141 5.0
(DEL) Alkane: Cyc... 14.16 0.6 ug/L 71074 3 11.30 631141 5.0
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