LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF052819\

Data File : VF062765.D

Aca On - 28 May 2019 17:26

Operator : FY/SY

sample - K3054-05 -

Misc - 13.94a/5mL/MSVOA F/SOIL S S O O )
ALS Vial : 15 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 F\METHODS\82F051619S.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 1.144 60 62 66 rBv5 13789 33289 1.19% 0.191%
2 1.460 92 94 96 rBv2 19143 29743 1.06% 0.170%
3 2.288 176 178 182 rBV5 12288 35647 1.28% 0.204%
4 3.106 260 261 267 rVB 40712 64818 2.32% 0.372%
5 4.230 369 375 380 rBV 50587 188474 6.74% 1.080%

6 4.338 380 386 394 rVB 419680 1298450 46.46% 7.443%
7 5.077 453 461 469 rBV2 790542 2682637 95.99% 15.377%
8 5.797 527 534 549 rBVY 1016725 2700111 96.61% 15.477%
9 7.739 723 731 739 rBVY 1044783 2570011 91.96% 14.732%
10 9.927 947 953 963 rBVY 1219747 2794771 100.00% 16.020%
11 10.962 1053 1058 1064 rVB 421494 797653 28.54% 4_.572%
12 11.327 1091 1095 1098 rBvV4 25069 50949 1.82% 0.292%
13 11.455 1107 1108 1110 rBvV 75358 55051 1.97% 0.316%
14 11.514 1110 1114 1121 rVvVv 899860 1538884 55.06% 8.821%
15 11.642 1123 1127 1133 rVB3 26095 63172 2.26% 0.362%
16 11.751 1133 1138 1143 rBvV 158973 277550 9.93% 1.591%
17 12.529 1213 1217 1223 rVB9 9238 28109 1.01% 0.161%
18 12.628 1223 1227 1236 rBV 1297665 2146341 76.80% 12.303%
19 13.249 1288 1290 1293 rBvV2 16741 29329 1.05% 0.168%
20 13.919 1354 1358 1360 rVVv5 12093 32446 1.16% 0.186%
21 14.254 1385 1392 1395 rBV9 8808 28135 1.01% 0.161%
Sum of corrected areas: 17445570
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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 F\DATA\VF052819\
VF062765.D

28 May 2019 17:26

FY/SY

K3054-05

13.94a/5mL/MSVOA F/SOIL

15 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F051619S .M
SW846 8260

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

CULVER-CBTC-WC4A-052419
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF052819\

Data File : VF062765.D

Aca On - 28 May 2019 17:26

Operator : FY/SY

sample - K3054-05 -

Misc - 13.94a/5mL/MSVOA F/SOIL S S O O )
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F051619S .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 1 (1R)-2,6,6-Trimethylbicyclo... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.96 14.27 ug/I1 797653 Chlorobenzene-d5 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (1R)-2.6.6-Trimethvilbicvclol3.1.... 136 C1l0H16 007785-70-8 95
2 .alpha.-Pinene 136 C10H16 000080-56-8 91
3 (19)-2.6.6-Trimethvlbicvclol3.1.... 136 C10H16 007785-26-4 87
4 _beta.-Pinene 136 C10H16 000127-91-3 76
5 Cyclohexene, 4-methylene-1-(1-me... 136 C10H16 000099-84-3 74
Abundance Scan 1058 (10.962 min): VF062765.D (-1053) (-) m/z 93.05 100.00%
93.0
5000 A
Mt oera 1211 10.60 10.80 11.00 11.20
ol 155.1 187.1210.8232.0 260.0 287.6 m/z 91.05 39,920
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15854: (1R)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene
93.0
5000 U LR UL B B
41.0 10,60 10.80 11.00 11.20
m/z 92.00 38.81%
67.0 121.0
0<
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15705: .alpha.-Pinene
93.0
10.60 10.80 11.00 11.20
5000 m/z 77.00 27 .99%
410 670‘ 121.0
0 ”,whqhth 8
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15851.: (lS) 2,6,6- Trlmethylblcyclo[3.l.l]hept 2-ene LIS I L L L L O B
93.0 10.60 10.80 11.00 11.20

m/z 79.00 21.09%

5000
41.0
H\ 1 6\7\\0“ ‘\ Ly 12%.0 !

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. 60 10 80 11. OO 11. 20

o
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF052819\
Data File : VF062765.D

Aca On - 28 May 2019 17:26

Operator : FY/SY

sample - K3054-05 -

Misc - 13.94a/5mL/MSVOA F/SOIL S S O O )
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F051619S .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 Bicyclo[3.1.1]heptane, 6,6-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.75 6.47 ug/l 277550 1,4-Dichlorobenzene-d4 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.11lheptane. 6.6-dimet... 136 C10H16 018172-67-3 94
2 _beta.-Pinene 136 C10H16 000127-91-3 94
3 (1R)-2.6.6-Trimethvilbicvclol3.1.... 136 C10H16 007785-70-8 87
4 _alpha.-Pinene 136 C10H16 000080-56-8 87
5 Cyclopropane, 1,1-dimethyl-2-(3-... 136 C10H16 068998-21-0 87

Abundance Scan 1138 (11.751 min): VF062765.D (-1133) (-) m/z 93.00 100.00%

9.0

5000 41.0 69.1

L

11.40 11.60 11.80 12.00
. . 232.9
ol 153.2176.2197.8 255.2 280.8 m/z 41.05 41.17%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15908: Bicyclo[3.1.1]heptane, 6,6-dimethyl-2-methylene-, ...
.0

121.1

5000 T Y
11,40 11.60 11.80 12.00

m/z 69.10 39.78%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15691: .beta.-Pinene
93.0
41.0 11.40 11.60 11.80 12.00
5000 m/z 79.05 30.34%
69.0
J ‘ “ 121.0
o}ﬁﬂﬂunﬁﬁ‘ ‘.M“”.L”l.”..”..”..”..”..”w.”w.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15852: (1R)-2,6,6-TrimethyIbicyclo[3.1.1]hept-2-ene
93.0 11.40 11.60 11.80 12.00
m/z 91.00 26.73%
5000
41.0 O‘ 121.0
o?ﬁﬂv”wumuh.h.ﬂJh.ﬁnl“”..”..”..”..”..”w.”w.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.40 11.60 11.80 12.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF052819\

Data File : VF062765.D

Acq On : 28 May 2019 17:26

Operator : FY/SY

Sample - K3054-05 :

Misc - 13.94g/5mL/NMSVOA_F/SOIL S e e A )
ALS Vial : 15 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F051619S .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]
(1R)-2,6,6-Trimet... 10.96 14.3 ug/I1 797653 3 9.93 2794770 50.0
Bicyclo[3.1.1]hep... 11.75 6.5 ug/Il 277550 4 12.63 2146340 50.0
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