LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061720\
Data File : VU038947.D

Aca On 17 Jun 2020 16:30

Operator : SY/MD

Sample : L3040-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method > Z:\VOASRV\HPCHEM1\MSVOA U\METHOD\SOMUTR061720WMA .M
Title - TRACE VOA SOMO1.0
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.636 81 92 105 rBvV2 129213 186273 14.63% 1.618%
2 1.771 128 134 142 rVB2 20090 26850 2.11% 0.233%
3 1.954 183 191 200 rBvV 101511 129426 10.17% 1.124%
4 2.118 236 242 245 rBV3 14643 20153 1.58% 0.175%
5 2.610 385 395 408 rVB 276251 442854 34.79% 3.848%
6 4_.552 976 999 1016 rBVv4 34210 110612 8.69% 0.961%
7 4.797 1049 1075 1118 rBvV 93399 459735 36.12% 3.994%
8 5.144 1166 1183 1199 rBV 190464 426189 33.48% 3.703%
9 5.797 1367 1386 1404 rBV2 422910 993773 78.07% 8.634%
10 6.311 1533 1546 1566 rVB 331961 609367 47.87% 5.294%

11 6.748 1670 1682 1700 rVvVv 241084 477237 37.49% 4.146%
12 6.944 1732 1743 1753 rBvV4 9625 16666 1.31% 0.145%
13 7.227 1807 1831 1860 rBV 149842 327775 25.75% 2.848%
14 7.607 1935 1949 1969 rBvV 125721 220144 17.29%% 1.913%

15 7.848 2013 2024 2029 rBV3 14603 26212 2.06% 0.228%
16 7.890 2030 2037 2040 rvv3 18993 30077 2.36% 0.261%
17 7.935 2041 2051 2065 rVB 457730 776267 60.98% 6.744%
18 8.083 2087 2097 2108 rBV3 11178 18963 1.49% 0.165%
19 8.214 2123 2138 2150 rBvV 85272 140977 11.07% 1.225%
20 8.530 2217 2236 2245 rBV4 15002 35385 2.78% 0.307%
21 8.587 2245 2254 2264 rBVS8 9623 14807 1.16% 0.129%
22 8.674 2264 2281 2293 rBV 713205 1272964 100.00% 11.060%
23 8.819 2317 2326 2335 rVB3 22263 34952 2.75% 0.304%
24 9.443 2506 2520 2538 rBvV 477854 795154 62.46% 6.908%
25 9.661 2570 2588 2597 rBVvV2 44965 77585 6.09% 0.674%
26 9.790 2613 2628 2646 rBV6 18648 44553 3.50% 0.387%
27 9.944 2664 2676 2687 rBV5 14928 25487 2.00% 0.221%
28 10.256 2759 2773 2781 rBV3 15464 25882 2.03% 0.225%
29 10.365 2796 2807 2820 rBV9 12416 24431 1.92% 0.212%
30 10.703 2905 2912 2923 rVB7 9559 16421 1.29% 0.143%
31 10.774 2923 2934 2950 rBV 217216 347596 27.31% 3.020%
32 10.906 2957 2975 2986 rBV9 9875 24459 1.92% 0.213%
33 10.983 2990 2999 3010 rVvv2 11935 20278 1.59% 0.176%
34 11.066 3012 3025 3035 rVB10 6819 17099 1.34% 0.149%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061720\
Data File : VU038947.D

Aca On 17 Jun 2020 16:30

Operator : SY/MD

Sample : L3040-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method > Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR061720WMA .M
Title - TRACE VOA SOMO1.0

35 11.481 3147 3154 3163 rBVS 9070 14483 1.14% 0.126%
36 11.587 3174 3187 3199 rBV2 28695 47007 3.69% 0.408%
37 11.700 3214 3222 3231 rVB4 30199 46392 3.64% 0.403%

38 11.825 3248 3261 3275 rVB 519488 816876 64.17% 7.097%
39 12.076 3324 3339 3359 rBvV 93398 216980 17.05% 1.885%
40 12.205 3367 3379 3394 rVB 521378 825002 64.81% 7.168%

41 12.336 3412 3420 3427 rBVY 13026 18869 1.48% 0.164%
42 12.793 3551 3562 3571 rBV2 63536 97442 7.65% 0.847%
43 12.906 3590 3597 3606 rVB3 22093 32746 2.57% 0.285%
44 13.166 3666 3678 3687 rVB5 6531 13591 1.07% 0.118%
45 14.015 3932 3942 3950 rBV6 14727 21830 1.71% 0.190%
46 14.227 3996 4008 4023 rBVY 224468 350292 27.52% 3.043%
47 14.352 4039 4047 4061 rVB4 20075 33322 2.62% 0.290%
48 14.925 4216 4225 4234 rVB4 18841 29039 2.28% 0.252%
49 15.044 4254 4262 4270 rBV6 17521 26695 2.10% 0.232%
50 15.504 4396 4405 4417 rBV3 11119 16150 1.27% 0.140%
51 15.600 4426 4435 4440 rBV7 9591 14195 1.12% 0.123%
52 15.639 4441 4447 4456 rVV4 11968 18879 1.48% 0.164%
53 15.745 4470 4480 4493 rVB5 30039 56939 4_47% 0.495%
54 16.195 4607 4620 4631 rBV3 53359 87923 6.91% 0.764%
55 16.413 4679 4688 4697 rVB6 14514 22243 1.75% 0.193%

56 16.838 4810 4820 4831 rBV2 110590 178451 14.02% 1.550%
57 16.960 4847 4858 4871 rBV2 175764 307894 24.19% 2.675%

Sum of corrected areas: 11509843
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061720\
Vu038947.D

17 Jun 2020 16:30

SY/MD

L3040-03

25.0mL/MSVOA U/WATER

1 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR061720WMA .M
TRACE VOA SOM01.0

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061720\
Data File : VU038947.D

Aca On 17 Jun 2020 16:30

Operator : SY/MD

Sample : L3040-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR061720WMA .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 Butanal Concentration Rank 7

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

4_.55 0.91 ug/L 110612 1,4-Difluorobenzene 6.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanal 72 C4H80 000123-72-8 81
2 Butanal 72 C4H80 000123-72-8 53
3 Propane 44 C3HS8 000074-98-6 43
4 Propane 44 C3HS8 000074-98-6 40
5 Butanal 72 C4H80 000123-72-8 38

Abundance Scan 998 (4.549 min): VU038947.D (-976) (-) m/z 41.00 100.00%
a,,
57
72
5000
3 | 53 86 4.20 4.40 4.60 4.80
Obreprrrrrrrrerrererererrerr ettt e perreprerpberpeeer | M/Z 43.00 83 43%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #647: Butanal
e
72
5000 29
57 420 4.40 4.60 4.80
m/z 44.00 80.91%
0 1519 %\ 33 3“ ‘ 50 54 6669, |
s L S e T T
Abundance
27 44
4 72 420 440 460 480
5000 m/z 57.00 66.36%
15 57
38
ol 19 24 3134 50 54 6669
AR AAR) KAL) KARY KA AR ALRBNRALL) RALL) LALA) RALAN AR RARNRALAY KAL) RALA MARRA RARRN AR K
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #78: Propane
29 420 4.40 4.60 4.80
m/z 72.10 57.37%
5000
44
39
O'W”W%%k”zﬁm'“I”“PJWM”P“W”“P”W“”P”W”“P”W“”P“W””P
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061720\
Data File : VU038947.D

Aca On 17 Jun 2020 16:30

Operator : SY/MD

Sample : L3040-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR061720WMA .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 2-Butanone, 3,3-dimethyl- Concentration Rank 1

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

7.23 2.69 ug/L 327775 1,4-Difluorobenzene 6.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanone. 3.3-dimethvl- 100 C6H120 000075-97-8 91
2 2-Butanone. 3.3-dimethvl- 100 C6H120 000075-97-8 87
3 2-Butanone. 3.3-dimethvl- 100 C6H120 000075-97-8 72
4 2-Butanone. 3.3-dimethvl- 100 C6H120 000075-97-8 64
5 3-Pentanone, 2-methyl- 100 C6H120 000565-69-5 59

Abundance Scan 1832 (7.231 min): VU038947.D (-1807) (-) m/z 57.10 100.00%
g7
41
5000
‘ 100 e i
85 6.80 7.00 7.0 7.40 7.60
0 ...,....,....,....|,!...5f’..'!.',..‘??,..7“.3.,..'..,....,...., m/z 41.00 55.29%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3908: 2-Butanone, 3,3-dimethyl-
57
41
5000 29 A NS R IR
6.80 7.00 7.0 7.40 7.60
100 m/z 43.00 41.47%

15
| I “\ 51 | 67 77 85
O T T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
57

6.80 7.00 7.20 7.40 7.60

5000 4 m/z 100.10 23.50%
29 100
15 51 67 73 79 85 01
O o e s -
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3904: 2-Butanone, 3,3-dimethy!-
57 6.80 7.00 7.20 7.40 7.60

m/z 39.00 17.80%

41
5000
29
100
1\5 | ‘ 51 i 67 8\5 ‘
T MMM [

m/z--> 10 20 30 40 50 60 70 80 90 100 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061720\
Data File : VU038947.D

Aca On 17 Jun 2020 16:30

Operator : SY/MD

Sample : L3040-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR061720WMA .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 1-Hexanol, 2-ethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.08 1.33 ug/L 216980 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 86
2 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
3 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
4 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
5 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 53
Abundance Scan 3340 (12.079 min): VU038947.D (-3324) (-) m/z 57.05 100.00%
57
5000 41
'T 83
98 11.80 12.00 12.20 12.40
112
o...,....,....,....|,!...??':l:,...-:|,'.'.7.7.,:!..??..!-,....,....,. m/z 40.95 41.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13669: 1-Hexanol, 2-ethyl-
57
5000 41 L SN SULRLN SR B
0 11.80 12.00 12,20 12.40
! 83 m/z 55.00 32.28%
ol 15 M\ M‘ 51“63 \‘ 77‘\ ¥ 1w
miz--> b % 30 4 % 8 7o 8 9 160 10 130
Abundance
57
11,80 12.00 12,20 12.40
5000 a1 m/z 42.95 30.02%
29
70 83
o 15 51 | 63 77 98 112
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13670: 1-Hexanol, 2-ethyl- T R
57 11.80 12.00 12.20 12.40
m/z 70.10 27 .31%
5000
43
29 ‘ 70 83
0 18 ‘ ‘\ | 51 ‘ l 63 “ " \ 9\8 112
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061720\
Data File : VU038947.D

Aca On 17 Jun 2020 16:30

Operator : SY/MD

Sample : L3040-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR061720WMA .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 2-Nonanone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.79 0.60 ug/L 97442 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Nonanone 142 C9H180 000821-55-6 94
2 2-Nonanone 142 C9H180 000821-55-6 93
3 2-Nonanone 142 C9H180 000821-55-6 87
4 2-Nonanone 142 C9H180 000821-55-6 68
5 2-Octanone 128 C8H160 000111-13-7 64
Abundance Scan 3561 (12.790 min): VU038947.D (-3551) (-) m/z 58.00 100.00%
43
5000
85 99 112127 142 12.40 12.60 12.80 13.00 13.20
Y I e m/z 43.00 97.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #19924: 2-Nonanone
43 5
5000
12.40 12.60 12.80 13.00 13.20
m/z 41.10 25.79%
AT
m/z--> ﬁo Jo eb éo 160 150 110 160 180 200 220 210 2éo
Abundance
58
43 LN RIS AR SR I
12.40 12.60 12.80 13.00 13.20
5000 m/z 71.10 25.41%
oL15 29 84 99 113127142
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #19937: 2-Nonanone
43 58 12.40 12.60 12.80 13.00 13.20
m/z 57.05 21 .65%
5000
0 \\ ‘ J 72 85 99 113127142 it
m/z--> 2'0 4'0 6|O 8|0 1(')0 150 14'10 160 180 200 220 24'10 2('30 12. 40 12. 60 12. 80 13 00 13. 20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061720\
Data File : VU038947.D

Aca On 17 Jun 2020 16:30

Operator : SY/MD

Sample : L3040-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR061720WMA .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 2,4-Octanedione Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.23 2.14 ug/L 350292 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Octanedione 142 C8H1402 014090-87-0 50
2 4H-Pvran-4-one. 5-(Cacetvloxv)-2-... 226 C10H1006 026209-93-8 35
3 6.8-Dioxabicvclol3.2.1Toctane. 1... 142 C8H1402 028401-39-0 35
4 Acetamide. N-(4-amino-3-furazanvl)- 142 C4H6N402 140706-47-4 23
5 3-n-Propyl-5-methylhexan-2-one 156 C10H200 1000202-22-8 12
Abundance Scan 4009 (14.230 min): VU038947.D (-3996) (-) m/z 42.95 100.00%
48
5000 100 142
113
55 o, 81 R e
‘ 127 184 14.00 14.20 14.40 14.60
ol A MM MM, m/z 142.20 46.95%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #19630: 2,4-Octanedione
43 85
5000 LA UL UL UL R
14.00 14.20 14.40 14.60
100 m/z 100.10 41 .09%
‘ 113 127 142
0I"'Jm"UI”w'l'”'l"Ll'h'W“"'P"' [rTrrrprrrrprrT
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance
43
"' 14.00 1420 14.40 14.60
5000 142 184 m/z 113.10 30.42%
113
o 55 67 85 97 125 155166 226
m/z--> ﬁo Jo eb 85 160 150 1&0 160 180 260 250
Abundance #19854: 6,8-Dioxabicyclo[3.2.1]octane, 1,5-dimethyl-, (1S)- i B R e
43 14.00 14.20 14.40 14.60
72 m/z 98.10 25.53%
5000 100
112 142
27 ‘ 85 ‘
0 w‘-‘--U‘ \HM M .,“‘l‘...“,‘..‘.‘.,1.2.7..,....,.... SR USSP D S
m/z--> 20 40 0 80 100 120 140 160 180 200 220 14.00 14.20 14.40 1460
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061720\
Data File : VU038947.D

Aca On 17 Jun 2020 16:30

Operator : SY/MD

Sample : L3040-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

TRACE VOA SOM01.0

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

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR061720WMA .M

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

Concentration Rank 9

Peak Number 7 unknown-01

R.T. EstConc Area Relative to ISTD R.T.
16.19 0.54 ug/L 87923 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3-DimethvIl-5-oxohexanethioic a... 230 C12H2202S 1000186-90-3 22
2 4-Decanone 156 C10H200 000624-16-8 16
3 Allvl heptanoate 170 C10H1802 000142-19-8 16
4 3.4-Diethoxv-3-cvclobutene-1.2-d... 170 C8H1004 005231-87-8 16
5 1-Acetyl-5,5-dimethyl-2,4-dioxoi... 170 C7H10N203 006341-67-9 16

Abundance Scan 4618 (16.188 min): VU038947.D (-4607) (-) m/z 43.00 100.00%
a3
5000 113
67 81 9 141 170
127 103 269 15.80 16.00 16.20 16.40 16.60
0 m/z 113.10 39.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #85713: 2,3-Dimethyl-5-oxohexanethioic acid, S-t-butyl ester
43 141
5000 ARRUABEUARRA BRI
57 113 1580 16,00 16.20 16.40 16.60
m/z 40.95 29.36%
0 290 | 87 |17 | 150174
m/z--> ﬁo 46 60 80 160 120 140 160 180 200 220 240 260 280
Abundance
43
15.80 16.00 16.20 16.40 16.60
5000 71 m/z 100.20 27.99%
N gs 113
0 S/ 141156
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #37916: Allyl heptanoate L
43 15.80 16.00 16.20 16.40 16.60
m/z 98.10 24 .59%
5000 113
7 85
29
0 I 1] 9 127
m/z--> ﬁo 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061720\
Data File : VU038947.D

Aca On 17 Jun 2020 16:30

Operator : SY/MD

Sample : L3040-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR061720WMA .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 2,5-Cyclohexadiene-1,4-dion... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.84 1.09 ug/L 178451 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5-Cvclohexadiene-1.4-dione. 2.... 220 C14H2002 000719-22-2 95
2 2.5-Cvclohexadiene-1.4-dione. 2.... 220 C14H2002 000719-22-2 95
3 2.5-Cvclohexadiene-1.4-dione. 2.... 220 C14H2002 000719-22-2 90
4 Thiocoumarine. 4.4.6.7-tetramethvl- 220 C13H160S 1000128-90-2 43
5 2H-1-Benzopyran, 3,5,6,8a-tetrah... 192 C13H200 041678-29-9 35
Abundance Scan 4821 (16.841 min): VU038947.D (-4810) (-) m/z 177.20 100.00%
177
4l 220
5000 135149
205
192 253 16.60 16.80 17.00 17.20
of m/z 41.00 60.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #77414: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimethyl...
177
220
41
5000 LA SRR SUMLR U
67 135149 205 16.60 16.80 17.00 17.20
4 163 102 m/z 220.30 55.22%
0” ‘T Hﬁ H H‘ H:Hg\ “\\IH\H‘I“‘\”‘Illll ARAmammamEa
m/z--> 80 100 120 140 160 180 200 220 240
Abundance
177
220 " 16.60 16.80 17.00 17.20
5000 41 m/z 149.05 38.36%
57 135 149 205
95 21 163 192
1
| 14 27 77 108
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #77415: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimethyl...
177 220 16.60 16.80 17.00 17.20
m/z 135.10 37.56%
41
5000 67 135149 ;5 205
4 107121 192
OIIIIIJIIH ﬁ H ‘H H H\H “H h‘\\ H\ "l“‘ ||‘||‘|‘||||‘|||‘::::luuuul
m/z--> 80 100 120 140 160 180 200 220 240 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061720\
Data File : VU038947.D

Aca On 17 Jun 2020 16:30

Operator : SY/MD

Sample : L3040-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR061720WMA .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 Butylated Hydroxytoluene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.96 1.88 ug/L 307894 1,4-Dichlorobenzene-d4 11.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 99
2 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 96
3 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 96
4 Butvlated Hvdroxvtoluene 220 C15H240 000128-37-0 94
5 Phenol, 4,6-di(1,1-dimethylethyl... 220 C15H240 000616-55-7 93
Abundance Scan 4858 (16.960 min): VU038947.D (-4847) (-) m/z 205.25 100.00%
205
5000
a0 s iy ] 1960 1080 1700 1720
77 128 =7 161 . . . .
0...,....-,'...'.|,.'...",'..|.'.,'..'.','.'.'" e 2L L 253269 1 n/77220.30  22.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77555: Butylated Hydroxytoluene
205
5000 UL AU BRI
16.60 16.80 17.00 17.20
57 220 m/z 57.05 19.26%
M 77 91105 150t ‘ 161177191 | ‘
0...|....|‘....|.‘...|....lu‘..‘.‘l‘.l”.‘.‘....luuu‘l.... ””\”” R RRRARRRRRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
205
16.60 16.80 17.00 17.20
5000 m/z 206.30 15.48%
57 220
27 4t 77 91105119 145161177191

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

Abundance #77554: Butylated Hydroxytoluene R 1 a s S
2 16.60 16.80 17.00 17.20

m/z 145_.20 12.61%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.60 16.80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU061720\
Data File : VU038947.D

Acq On 17 Jun 2020 16:30

Operator : SY/MD

Sample - L3040-03

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR061720WMA .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]
Butanal 4.55 0.9 ug/L 110612 1 6.31 609367 5.0
2-Butanone, 3,3-d... 7.23 2.7 ug/L 327775 1 6.31 609367 5.0
1-Hexanol, 2-ethyl- 12.08 1.3 ug/L 216980 3 11.83 816876 5.0
2-Nonanone 12.79 0.6 ug/L 97442 3 11.83 816876 5.0
2 ,4-Octanedione 14.23 2.1 ug/L 350292 3 11.83 816876 5.0
unknown-01 16.19 0.5 ug/L 87923 3 11.83 816876 5.0
2,5-Cyclohexadien... 16.84 1.1 ug/L 178451 3 11.83 816876 5.0
Butylated Hydroxy... 16.96 1.9 ug/L 307894 3 11.83 816876 5.0
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