LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV100318\
Data File : VV008047.D

Aca On : 03 Oct 2018 12:57

Operator : SY/MD

Sample : J5182-21

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 5 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 V\METHOD\SOMVTR092718WMA .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 1.119 5 9 20 rvB3 4952 6071 2.14% 0.231%
2 1.322 62 72 87 rBv 34315 39483 13.90% 1.501%
3 1.586 147 154 166 rvVB 33333 37765 13.30% 1.436%
4 2.135 314 325 337 rBV 70228 98725 34.76% 3.753%
5 2.541 441 451 461 rBV 15563 24730 8.71% 0.940%
6 3.071 607 616 627 rBV7 3121 6321 2.23% 0.240%
7 3.968 878 895 930 rBV2 36519 117793 41.48% 4_.478%
8 4.405 1015 1031 1052 rBvV 50982 123887 43.62% 4_.709%
9 5.100 1227 1247 1271 rBvV2 122206 283989 100.00% 10.795%
10 5.666 1409 1423 1442 rBV 100789 197789 69.65% 7.519%
11 5.949 1501 1511 1522 rVB4 2968 5558 1.96% 0.211%
12 6.122 1552 1565 1583 rBV 68238 135491 47.71% 5.150%
13 7.032 1836 1848 1866 rBV 32754 55985 19.71% 2.128%
14 7.360 1938 1950 1968 rBV 140908 242239 85.30% 9.208%
15 7.669 2035 2046 2057 rBvV2 18616 32006 11.27% 1.217%
16 7.987 2127 2145 2155 rBV 11706 21950 7.73% 0.834%

17 8.142 2180 2193 2229 rBV2 140055 282949 99.63% 10.756%
18 8.897 2417 2428 2450 rBV 146260 241827 85.15% 9.193%

19 10.264 2843 2853 2869 rVB 48095 74641 26.28% 2.837%
20 10.428 2891 2904 2925 rVB 44626 76054 26.78% 2.891%
21 11.299 3163 3175 3199 rBV 139947 235903 83.07% 8.967%
22 11.588 3252 3265 3281 rBV4 8647 17291 6.09% 0.657%
23 11.675 3281 3292 3312 rVV 141995 229545 80.83% 8.726%
24 12.302 3476 3487 3499 rVB2 22055 37504 13.21% 1.426%
25 14.093 4034 4044 4054 rVB 3065 5163 1.82% 0.196%
Sum of corrected areas: 2630659
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV100318\
VvV008047.D

03 Oct 2018 12:57

SY/MD

J5182-21

25.0 mL/MSVOA V/WATER

5 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA .M
TRACE VOA SOM01.0

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV100318\
Data File : VV008047.D

Aca On : 03 Oct 2018 12:57

Operator : SY/MD

Sample : J5182-21

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA _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 Benzoic acid, 3-methyl-2-tr... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.43 1.61 ug/L 76054 1,4-Dichlorobenzene-d4 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 3-methvl-2-trimeth... 296 C14H2403Si2 1000153-57-1 64
2 Cvclotetrasiloxane. octamethvl- 296 C8H2404Si4 000556-67-2 64
3 Benzene. 1l-phenvl-4-(2-cvano-2-p... 281 C21H15N 027869-56-3 59
4 trans-4-Dimethvlamino-4"-methoxv... 281 C18H19NO2 052119-37-6 58
5 4H-1,2,4-Triazole-3-thiol, 4-all... 281 C16H15N3S 031803-13-1 50
Abundance Scan 2905 (10.431 min): VV008047.D (-2891) (-) m/z 281.00 100.00%
281
5000
73 133 193 249265 "' 10.20 10,40 10.60 10.80
o....,....,4.“?..,...'.,....1,0.?.1.1,7....,...1.?.1.1..77...'. 28 bbb | M/Z 282.00  28.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #140716: Benzoic acid, 3-methyl-2-trimethylsilyloxy-, trim...
281
73
5000 LRI SULILN BN SUBUSN I
10.20 10.40 10.60 10.80
45 149 m/z 283.00 16.96%
o ) 8W5@dmmﬂﬂwmm 209
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141481: Cyclotetrasiloxane, octamethyl-
281
" 10.20 10.40 10,60 10.80
5000 m/z 192.90 9.84%
207
15 45 73 96 ug 163 9] 2% |
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 300
Abundance #128506: Benzene, 1-phenyl-4-(2-cyano-2-phenylethenyl) B B R
281 10.20 10.40 10.60 10.80
m/z 265.10 7.46%
5000
203
ol 27 >t 120 152 a7 227
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV100318\
Data File : VV008047.D

Aca On : 03 Oct 2018 12:57

Operator : SY/MD

Sample : J5182-21

Misc : 25.0 mL/MSVOA V/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA _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 4-(2-Acetylamino-1-(trimeth... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

12.30  0.79 ug/L 37504  1,4-Dichlorobenzene-d4  11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

4-(2-Acetvlamino-1-(trimethvlsil... 339 C16H29N0O3Si2 1000373-43-5 64
2 Benzoic acid. 2-I(trimethvisilvl... 282 C13H2203Si2 003789-85-3 59
3 3-Hvdroxvmandelic acid. ethvyl es... 340 C16H2804Si2 1000071-88-9 53
4 Benzeneethanamine. N-butvl-_beta... 353 C18H35N02Si2 040629-66-1 50
5 4-Hydroxymandelic acid, ethyl es... 340 C16H2804Si2 1000071-53-3 50

Abundance Scan 3486 (12.299 min): VV008047.D (-3476) (-) m/z 73.00 100.00%
73
267
5000
45 193 251 12.00 12.20 12.40 12.60
133 154 177 223
Obrrrprrrrphrrdrr e et e ..l..,....,....,.... m/z 267.00 61.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175766: 4-(2-Acetylamino-1-(trimethylsilyloxy)ethyl)pheno...
267
73
5000 LA L L L L L L LB L |
12.00 12.20 12.40 12.60
m/z 268.00 15.48%
116
o 27 P oL 0 145 17789309 234251 | pg3 324
P R T T e [ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #128753: Benzoic acid, 2-[(trimethylsilyl)oxy]-, trimethyl...
73
e m i m
12.00 12.20 12.40 12.60
5000 267 m/z 268.90 10.97%
45 135
oL 28 | . 91 115 90151 175193209 233249
T [ P T P T T T [ T T o [ P T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #176392: 3-Hydroxymandelic acid, ethyl ester, di-TMS e e e |
73 267 12.00 12.20 12.40 12.60
m/z 250.90 9.10%
5000
. 5 | 103 13" 1eal? 207 237 | 207 25
R maa L EE Aaa M Lan o e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. 00 12.20 12.40 12.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV100318\
Data File : VV008047.D

Acq On : 03 Oct 2018 12:57

Operator : SY/MD

Sample - J5182-21

Misc : 25.0 mL/MSVOA_V/WATER

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVTR092718WMA .M
TRACE VOA SOMO01.0

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Benzoic acid, 3-m... 10.43 1.6 ug/L 76054 3 11.30 235903 5.0
4-(2-Acetylamino-... 12.30 0.8 ug/L 37504 3 11.30 235903 5.0
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