LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062118\
Data File : VU024805.D

Aca On : 21 Jun 2018 12:50

Operator : MD/SY

Sample = J3529-06

Misc : 5.0mL/MSVOA U/WATER

ALS Vial : 7 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 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 U\METHOD\82U061318W.M

Title - SW846 8260

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.089 140 155 170 rBY 4846103 5393284 100.00% 43.550%
2 2.320 525 538 549 rBV 130007 209642 3.89% 1.693%
3 2.439 565 575 587 rBV 52241 86847 1.61% 0.701%
4 2.998 735 749 767 rVB2 31154 69791 1.29% 0.564%
5 4.889 1320 1337 1353 rBv2 171690 389839 7.23% 3.148%

4.989 1353 1368 1387 rVB 248292 543048 10.07% 4 _.385%
5.313 1454 1469 1483 rBV2 180348 382480 7.09% 3.088%
5.394 1483 1494 1515 rVB2 77944 170155 3.15% 1.374%
5.889 1634 1648 1674 rBV 351131 694892 12.88% 5.611%
7.567 2157 2170 2186 rBV 649475 1139803 21.13% 9.204%

=
QO ~NO®

11 9.091 2632 2644 2667 rVB 511621 844568 15.66% 6.820%
12 10.310 3010 3023 3039 rBvV 514339 809201 15.00% 6.534%
13 11.487 3377 3389 3406 rBvV 606817 950122 17.62% 7.672%
14 12.619 3729 3741 3758 rBV 152218 247961 4.60% 2.002%

15 13.188 3908 3918 3935 rVB 34787 58823 1.09% 0.475%

16 13.397 3964 3983 3998 rBVY 197319 334033 6.19% 2.697%

17 13.747 4086 4092 4103 rVB 38664 59721 1.11% 0.482%
Sum of corrected areas: 12384210
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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\VU062118\
VU024805.D

21 Jun 2018 12:50

MD/SY

J3529-06

5.0mL/MSVOA U/WATER

7 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W .M
SW846 8260

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062118\
Data File : VU024805.D

Aca On : 21 Jun 2018 12:50

Operator : MD/SY

Sample = J3529-06

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W_M
SW846 8260

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 Isopropyl Alcohol Concentration Rank 4

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

2.44 8.00 ug/1l 86847 Pentafluorobenzene 4.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopnropvl Alcohol 60 C3H80 000067-63-0 86
2 Hvdrazine. ethvl- 60 C2H8N2 000624-80-6 9
3 Hvdrazine. 1.2-dimethvl- 60 C2H8N2 000540-73-8 9
4 Formamide 45 CH3NO 000075-12-7 5
5 Ethylamine 45 C2H7N 000075-04-7 5

Abundance Scan 575 (2.439 min): VU024805.D (-565) (-) m/z 45.00 100.00%

45
5000

2.20 240 260 280
3 59
AL s 8Os 50 620

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #297: Isopropy! Alcohol
45
5000

220 2.40 2.60 2.80
m/z 41.05 8.34%

27
S L oo N - S N
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance
45

220 240 2.60 2.80

5000 60 m/z 38.95 6.56%
31
27
39 57
T T T T [ T e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #278: Hydrazine, 1,2-dimethyl-
45 60 2.20 2.40 2.60 2.80

m/z 42.00 4 _55%

30
5000
> 18 27‘ 3442 57

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 2.20 2.40 260 2.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062118\
Data File : VU024805.D

Aca On : 21 Jun 2018 12:50

Operator : MD/SY

Sample = J3529-06

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W_M
SW846 8260

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 Bicyclo[2.2.1]heptan-2-one,... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

12,62 13.05 ug/l 247961  1,4-Dichlorobenzene-d4  11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 Bicvclol2.2.11heptan-2-one. 1.3.... 152 CIOH160 001195-79-5 95

2 L-Fenchone
3 D-Fenchone

152 C10H160
152 C10H160

007787-20-4 94
004695-62-9 94

4 Ethanone. 1-(2-methyl-2-cvclopen... 124 C8H120 001767-84-6 45

5 2,4-Decadienal, (E,E)- 152 C10H160 025152-84-5 45
Abundance Scan 3741 (12.619 min): VU024805.D (-3729) (-) m/z 81.10 100.00%
st
5000 69 A
o1 mgn3n752 1240 1260 12.80 13.00
m/z 69.05 49.78%
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25249: Bicyclo[2.2.1]heptan-2-one, 1,3,3-trimethy!-
81
69
5000 LA B L L L L LB L LB
a1 1240 1260 12.80 13.00
m/z 41.05 23.90%
27 53 109 152
15 27 || % ot 109 53 137
e T
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
81
R ARARRaTa e )
12.40 12.60 12.80 13.00
5000 69 m/z 152.10 13.38%
41
152
4 15 % 53 91 109 153 137
wwwmmmmwwﬁvﬁwﬁwﬁmv
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25071: D-Fenchone i B B
81 12.40 12.60 12.80 13.00
m/z 80.10 12 .58%
69
5000
41
152
27
ol %8l e 109 493 137
e SN b G A S
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062118\
Data File : VU024805.D

Aca On : 21 Jun 2018 12:50

Operator : MD/SY

Sample = J3529-06

Misc = 5.0mL/MSVOA U/WATER

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W_M
SW846 8260

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 (+)-2-Bornanone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.40 17.58 ug/Il 334033 1,4-Dichlorobenzene-d4 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (+Y-2-Bornanone 152 C10H160 000464-49-3 98
2 Bicvclol2.2_1Theptan-2-one. 1.7.... 152 C10H160 000464-48-2 98
3 Camphor 152 C10H160 000076-22-2 98
4 5.7-Octadien-4-one. 2.6-dimethvl... 152 C10H160 006752-80-3 58
5 2-Butanone, 4-(5-methyl-2-furanyl)- 152 C9H1202 013679-56-6 52

Abundance Scan 3984 (13.400 min): VU024805.D (-3964) (-) 95.10 100.00%

95
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5000 41
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55 69 152

| | ‘ 13.00 13.20 13.40 13.60 13.80
137
ererrepreerperiere bt el 223 3L Tn/z 81.10  65.16%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25105: (+)-2-Bornanone
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5000 41 108

55 69 152 13.00 13.20 13.40 13.60 13.80
‘ m/z 41.00 45 .68%
|

27
..P%?w..M\.”Jim..ph.w..”i.”.,”....nw..”l.”.f%?.P}ﬁz.”.,n..P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
95
81
13.00 13.20 13.40 13.60 13.80
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m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25060: Camphor T EEa B L
9% 13.00 13.20 13.40 13.60 13.80
81 m/z 69.05  33.40%
5000 4l 108
55 152
\ i ‘ ‘ | \‘ ‘ \ ‘ “ 123 13\7 !

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 13.00 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU062118\
Data File : VU024805.D

Acq On : 21 Jun 2018 12:50

Operator : MD/SY

Sample - J3529-06

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 7 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U061318W_M
SW846 8260

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Isopropyl Alcohol 2.44 8.0 ug/Il 86847 1 4.99 543048 50.0
Bicyclo[2.2.1]hep... 12.62 13.1 ug/I1 247961 4 11.49 950122 50.0
(+)-2-Bornanone 13.40 17.6 ug/I1 334033 4 11.49 950122 50.0
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