LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN121120\
Data File : VN0O65084.D

Acq On : 11 Dec 2020 21:13

Operator : JC/MD

Sample - L5039-01

Misc - 5.00mL/MSVOA_N/WATER JBD-WC-L-SB-02

ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: 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

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

Method = Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121120W.M
Title - SW846 8260

Signal = TIC: VNO65084.D\data.ms

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total

_795 10 17 26 rVB3 10943 15143  1.11%
.550 1786 1807 1818 rBV2 184286 464072 33.91%
.627 1819 1831 1849 rVB 286099 681607 49.80%
-987 1923 1943 1964 rBv2 180844 433270 31.66%
550 2099 2118 2135 rBV 457365 955069 69.79%

-158%
-840%
-108%
-518%
-960%
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6 10.061 2573 2588 2606 rBY 735454 1368572 100.00% 14.272%
7 11.380 2982 2998 3018 rBY 754311 1315106 96.09% 13.715%
8 12.222 3250 3260 3271 rBV3 41444 68085 4.97% 0.710%
9 12.376 3294 3308 3325 rBY 612433 1031250 75.35% 10.755%
10 12.968 3485 3492 3501 rVB3 19653 32014 2.34% 0.334%
11 13.145 3530 3547 3569 rBv2 112024 222565 16.26% 2.321%
12 13.318 3588 3601 3619 rBY 706370 1192745 87.15% 12.439%
13 13.415 3626 3631 3644 rVB3 10055 16216 1.18% 0.169%
14 13.518 3653 3663 3672 rBv 48760 80247 5.86% 0.837%
15 13.569 3672 3679 3683 rBV3 14765 22309 1.63% 0.233%
16 13.646 3692 3703 3712 rVB4 49928 81755 5.97% 0.853%
17 13.862 3759 3770 3780 rBvV 90318 150157 10.97%  1.566%
18 13.920 3780 3788 3795 rBv2 44419 66723 4.88% 0.696%
19 13.968 3795 3803 3812 rBV 148143 231127 16.89% 2.410%
20 14.103 3835 3845 3852 rBv4 27532 44039 3.22%  0.459%
21 14.151 3853 3860 3861 rVw4 20561 21448 1.57% 0.224%
22 14.183 3862 3870 3883 rVB3 79334 141239 10.32% 1.473%
23 14.296 3896 3905 3913 rBV2 33239 50164 3.67% 0.523%
24 14.338 3913 3918 3926 rVW2 10098 15224 1.11% 0.159%%
25 14.402 3927 3938 3947 rVB4 32093 55830 4.08% 0.582%
26 14.463 3947 3957 3964 rBv4 28454 48768 3.56%  0.509%
27 14.502 3964 3969 3977 rW4 17236 27000 1.97% 0.282%
28 14.569 3978 3990 4000 rVww2 110539 193266 14.12% 2.016%
29 14.633 4002 4010 4020 rVvB6 14310 23365 1.71% 0.244%
30 14.759 4039 4049 4055 rBv6 10334 16526 1.21% 0.172%
31 14.820 4061 4068 4073 rBv6 14782 22273 1.63% 0.232%
32 14.858 4075 4080 4087 rW3 21411 30974 2.26% 0.323%
33 14.929 4093 4102 4111 rVB3 41646 80132 5.86% 0.836%
34 14.974 4111 4116 4123 rVB7 15778 22244  1.63% 0.232%
35 15.016 4123 4129 4138 rVB2 10688 14320 1.05% 0.149%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN121120\
Data File : VN065084.D

Acq On : 11 Dec 2020 21:13

Operator : JC/MD

Sample - L5039-01

Misc = 5.00mL/MSVOA_N/WATER JBD-WC-L-SB-02

ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: 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

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

Method = Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121120W.M

Title - SW846 8260

36 15.067 4138 4145 4152 rVB6 11693 18195 1.33% 0.190%
37 15.158 4163 4173 4181 rBV5 27642 53088 3.88% 0.554%
38 15.231 4181 4196 4202 rBv3 34978 77867 5.69% 0.812%
39 15.450 4255 4264 4277 rBVv8 24043 48175 3.52%  0.502%
40 15.666 4322 4331 4340 rBv8 9149 16149 1.18% 0.168%

-67%  0.809%
-658%

41 15.875 4382 4396 4408 rBV5 36116 77568
42 16.305 4519 4530 4545 rBv4 27271 63052 4.61%

)]
o

Sum of corrected areas: 9588938
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN121120\

Data File : VN065084.D

Acq On : 11 Dec 2020 21:13

Operator : JC/MD

Sample - L5039-01

Misc : 5.00mL/MSVOA_N/WATER Sl -
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121120W.M
SW846 8260

TIC Library  : C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VN065084.D\data.ms

700000
600000
500000
400000
300000
200000
100000

1.795
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Time--> 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VN065084.D\data.ms

10.p61 11.880
700000
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Abundance TIC: VN065084.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN121120\

Data File : VN065084.D

Acq On : 11 Dec 2020 21:13

Operator : JC/MD

Sample - L5039-01

Misc : 5.00mL/MSVOA_N/WATER Sl -
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121120W.M
SW846 8260

TIC Library  : C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 1 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.862 6.29 ug/I 150157 1,4-Dichlorobenzene-d4 13.318
Hit# of 5 Tentative ID MW MolForm CASH Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94
2 o-Cymene 134 C10H14 000527-84-4 93
3 p-Cymene 134 C10H14 000099-87-6 93
4 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 91
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91

Abundance Scan 3770 (13.862 min): VN065084.D\data.ms (-3759) () =~ m/z 119.10 100.00%

119.1
5000
91.1 A H\j\ o
390 65.0 ‘ ‘ 13.50 14.00
\‘\\\\‘\\\\“‘H“i‘\“\‘u\‘”‘u\‘\“H“\\‘1““\\‘\‘”\]‘-4\.\8\.:\[‘\\\\‘\\\\2‘(\)\7?]\- m/Z 134.20 27 .28%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #14892: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000 \ /\f\ T T
13.50 14.00
m/z 91.10 21.57%

91.0
15.039.065.0
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
119.0 AN
/\n‘ T T ‘ T T T

13.50 14.00
5000 m/z 105.10 17.37%
91.0
150 410 650
\‘\\\\‘\\\\‘\\\\‘\H\‘\\H‘\\H‘\\\\‘\\H‘\\\\‘\\H‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200 M
Abundance #14809: p-Cymene Pt LAl
119.0 13.50 14.00
m/z 117.10  11.26%
5000

91.0
4%0 620, ‘ i Aﬂ
! ! ! m R TR 1 I
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ ‘ T T ‘ T

miz--> 0 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN121120\

Data File : VN065084.D

Acq On : 11 Dec 2020 21:13

Operator : JC/MD

Sample - L5039-01

Misc : 5.00mL/MSVOA_N/WATER Sl -
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121120W.M
SW846 8260

TIC Library  : C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 2 Indan, 1l-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.968 9.69 ug/I 231127 1,4-Dichlorobenzene-d4 13.318
Hit# of 5 Tentative ID MW MolForm CASH Qual
1 Indan, 1-methyl- 132 C10H12 000767-58-8 87
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 83
3 Benzene, (2-methylcyclopropyl)- 132 C10H12 1000327-39-0 81
4 Benzene, 1-methyl-4-(2-propenyl)- 132 C10H12 003333-13-9 80
5 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 74

Abundance Scan 3803 (13.968 min): VN065084.D\data.ms (-3795) () = m/z 117.10 100.00%
111

5000 }\*

oo A 1400
51.0 :
I B | N 32 . m/z 115.05  34.90%

|
\‘\
miz--> 20 40 60 80 100 120 140
Abundance #14031: Indan, 1-methyl-
117.0
J\‘\A \‘ T \M/

5000
14.00

m/z 132.05 27.22%
39.0 65.0 910
T ‘ \‘\ T \“.\ \“\ \“u‘.\ T \“ T \‘\ T ‘ T \‘H‘ \]-}ﬁ\?\.o‘ L
miz--> 20 40 60 80 100 120 140
Abundance
117.0
T ‘ /\\ T /\\ /\\
14.00
5000 m/z 91.05 17 .35%
91.0
270 O 740 1330
T ‘ T 1T ‘ T T ‘ L ‘ T T T ‘ L ‘ T 1T ‘ L
m/z--> 20 40 60 80 100 120 140 Awﬁw
Abundance #14065: Benzene, (2-methylcyclopropyl)- R R s
117.0 14.00
m/z 118.10 10.20%
5000
91.0
51.0 ‘ 133.0
29.0 | | Y 740 | ‘ |l AN A 4

L L , ]
T ‘ T 1T ‘ T T ‘ T T T ‘ T T ‘ L ‘ T
miz--> 20 40 60 80 100 120 140 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN121120\
Data File : VN065084.D

Acq On : 11 Dec 2020 21:13

Operator : JC/MD

Sample - L5039-01

Misc - 5.00mL/MSVOA_N/WATER

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Sw846 8260

TIC Library  : C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121120W.M

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 3 Benzene, 1,2,3,5-tetramethyl-

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.183 5.92 ug/I 141239 1,4-Dichlorobenzene-d4 13.318
Hit# of 5 Tentative ID MW MolForm CASH Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 91
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 91
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 91

Abundance Scan 3870 (14.183 min): VN065084.D\data.ms (-3862) () = m/z 119.10 100.00%
119.1
5000
T ‘ T T ‘A\/\/
) 77.0‘ 14.00 14.50
| ‘% i‘“\“‘”\ “\ T “ \M \“‘\ LA L B By B 2\8\0\9 m/Z 134.20 50.34(y
miz--> 50 100 150 200 250
Abundance #14865: Benzene, 1,2,3,5-tetramethyl-
119.0
5000 /\
14.00 14.50
m/z 91.10 13.47%
390 170 L
PN | PR L il
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance
119.0
T ‘ T T T T ‘ T
14.00 14.50
5000 m/z 120.05 10.92%
39.0 770
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250 A
Abundance #14886: Benzene, 1-ethyl-2,3-dimethyl- A
119.0 14.00 14.50
m/z 77.05 9.89%
5000
39.0 770
T T ‘\ U “‘ \h‘ T ‘H\ \‘ ‘h“\ M‘! \“ T ‘ T T T T ‘ T T T T ‘ T T T T \ T ‘ T T /\\V]}/\\/\f‘\ \r,\A
miz--> 50 100 150 200 250 14.00 1450
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA N\Data\VN121120\

Data File : VN065084.D

Acq On : 11 Dec 2020 21:13

Operator : JC/MD

Sample - L5039-01

Misc : 5.00mL/MSVOA_N/WATER Sl -
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121120W.M
SW846 8260

TIC Library  : C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

FAEEAEEAIEIAAXEAXEIAXEAAAEAXAAAXAXAXAXEAAAAAAXAXAXAXXAXAXAAAAXAAXAXAAXALAAALAAALAAAA XA XXX

Peak Number 4 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14 .569 8.10 ug/I 193266 1,4-Dichlorobenzene-d4 13.318
Hit# of 5 Tentative ID MW MolForm CASH Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 95
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 93
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 87
4 3-Phenylbut-1-ene 132 C10H12 000934-10-1 87
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 87
Abundance Scan 3990 (14.569 min): VN065084.D\data.ms (-3978) () = m/z 117.10 100.00%
117.1
5000
T ‘ T \l\r/\\/“
51.0 6@ 148.2 14.50
L — “\ ”H‘\“H\‘F i ‘H‘\ “\ T ‘.\ T ]\-9\1‘0\ LB A 2\8\1\1 m/Z 132.20 42.01[y
m/z--> 50 100 150 200 250
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 "'T /\\ T ‘ T \//\\/\ ‘A
14.50
51.0 m/z 115.10 32.18%
1\5.\0‘\ “\‘ }‘\\\‘\H“\ﬁ?\‘\o‘\h“ ‘\ — L L L I A B B B B A
m/z--> 50 100 150 200 250
Abundance
117.0 M
j\/\/\\ T ‘ T T T T ‘/\/
14.50
5000 m/z 131.05 19_85%
390 770
T T T T ‘ T T T T T T T T ‘ T T T T T T T T ‘ T T T T
m/z--> 50 100 150 200 250 /\A
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl- Rt |
117.0 14.50
m/z 91.05 14.20%
5000
T ‘\ “\‘ }‘” \“H\ “\ ‘\‘ “”\ ‘\ ‘”\‘ L L I B B L B B A i L
miz--> 50 100 150 200 250 14.50
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\wvoasrv\HPCHEM1\MSVOA N\Data\VN121120\
Data File : VNO65084.D

Acq On : 11 Dec 2020 21:13

Operator : JC/MD

Sample - L5039-01

Misc = 5.00mL/MSVOA_N/WATER JBD-WC-L-SB-02

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA N\methods\82N121120W.M
Quant Title : SW846 8260

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Benzene, 2-ethy... 13.862 6.3 ug/l 150157 4 13.318 1192750 50.0
Indan, 1-methyl- 13.968 9.7 wug/l 231127 4 13.318 1192750 50.0
Benzene, 1,2,3,... 14.183 5.9 ug/l 141239 4 13.318 1192750 50.0
Benzene, 2-ethe... 14.569 8.1 ug/l 193266 4 13.318 1192750 50.0
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