LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF092618\

Data File : BF109337.D

Aca On I 26 Sep 2018 15:35 Instrument :
Operator : JU/SJ BNA_F

Sample - J5056-01 ClientSampleld :
Misc - RA-BASELINE-WATER
ALS Vial : 8 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF092218 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.881 472 475 482 rBV 56993 70792 2.63% 0.303%
2 5.310 543 548 551 rBVY 1464399 1407805 52.27% 6.029%
3 6.340 719 723 726 rBVY 1386039 1073306 39.85% 4_.597%
4 6.475 742 746 749 rBVY 2541245 2254896 83.72% 9.657%
5 6.704 782 785 789 rBV 794534 636790 23.64% 2.727%
6 6.863 808 812 815 rBVY 2285209 1953809 72.54% 8.368%
7 7.269 874 881 884 rBY 1852388 1578980 58.62% 6.762%
8 7.987 1000 1003 1007 rBV 1008330 799430 29.68% 3.424%
9 8.239 1043 1046 1049 rVB 173767 120237 4._.46% 0.515%
10 8.675 1117 1120 1126 rBV3 47869 89119 3.31% 0.382%

11 8.939 1160 1165 1169 rBV 92203 144435 5.36% 0.619%
12 8.981 1169 1172 1175 rVB3 74732 85687 3.18% 0.367%
13 9.022 1175 1179 1182 rBV 87262 102342 3.80% 0.438%
14 9.063 1182 1186 1190 rBV 2898153 2693427 100.00% 11.535%
15 9.145 1198 1200 1203 rBV2 200251 193729 7.19% 0.830%

16 9.175 1203 1205 1207 rVB 118841 82877 3.08% 0.355%
17 9.269 1217 1221 1225 rVB2 167055 234595 8.71% 1.005%
18 9.451 1250 1252 1255 rBvV2 312531 275788 10.24% 1.181%
19 9.510 1259 1262 1267 rVB5 129954 158422 5.88% 0.678%
20 9.610 1276 1279 1282 rBV5 167877 212591 7.89% 0.910%

21 9.657 1284 1287 1290 rVB 497849 410381 15.24% 1.758%
22 9.686 1290 1292 1295 rBV2 134315 166542 6.18% 0.713%
23 9.739 1295 1301 1307 rBv2 938581 1160595 43.09% 4.971%
24 9.786 1307 1309 1314 rVB 95240 125171 4._.65% 0.536%
25 10.010 1345 1347 1352 rBV3 148672 187773 6.97% 0.804%

26 10.063 1354 1356 1357 rVV2 105027 84906 3.15% 0.364%
27 10.081 1357 1359 1362 rVB2 182811 149132 5.54% 0.639%
28 10.116 1362 1365 1367 rBV4 156557 168010 6.24% 0.720%
29 10.151 1368 1371 1374 rVB2 446470 386155 14.34% 1.654%
30 10.204 1378 1380 1382 rVVv2 99725 75724 2.81% 0.324%

31 10.281 1391 1393 1395 rBV2 132735 137572 5.11% 0.589%
32 10.522 1431 1434 1438 rBV 1433465 1421889 52.79% 6.090%
33 10.622 1449 1451 1454 rBV 177838 219502 8.15% 0.940%
34 10.657 1454 1457 1458 rVV2 274365 294650 10.94% 1.262%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\

Data File : BF109337.D

Aca On : 26 Sep 2018 15:35

Operator : JU/SJ

Samole - J5056-01 RA-BASELINE-WATER
Misc :

ALS Vial : 8 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

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF092218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 10.675 1458 1460 1464 rVB 421681 372159 13.82% 1.594%
36 10.804 1480 1482 1484 rVB 252729 169539 6.29% 0.726%
37 10.892 1494 1497 1499 rBV2 269759 242291 9.00% 1.038%
38 11.216 1549 1552 1555 rBV 664888 582011 21.61% 2.493%
39 11.445 1589 1591 1594 rBV 326587 353392 13.12% 1.514%
40 11.622 1618 1621 1624 rBV 1207563 945269 35.10% 4.048%

41 12.045 1690 1693 1701 rBV2 1158811 1527521 56.71% 6.542%

Sum of corrected areas: 23349241

8270-BF092218_.M Thu Sep 27 15:00:51 2018 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\

Data File : BF109337.D

Aca On : 26 Sep 2018 15:35

Operator : JU/SJ

Samole - J5056-01 RA-BASELINE-WATER
Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF109337.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\

Data File : BF109337.D

Aca On : 26 Sep 2018 15:35

Operator : JU/SJ

Samole - J5056-01 RA-BASELINE-WATER
Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.47 Concentration Rank 1

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

6.47 70.82 ng 2254900 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 745 (6.469 min): BF109337.D (-742) (-) m/z 132.00 100.00%
132.0
5000 68.1
" 620 640 6.60 6.80
0 B E e m/z 68.10 44 _87%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IEEBERAREE RS LRSS S
6.20 6.40 6.60 6.80
310 510 m/z 134.00 31.68%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
" 620 6.40 6.60 6.80
5000 m/z 66.10 29.35%
s 0o | ||
0'"'I'“W'k”"'u""I'h"l""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl B A e
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.05 18.55%
74.0
5000 98.0 116.0
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| T T
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\

Data Path :

Data File : BF109337.D

Aca On : 26 Sep 2018 15:35
Operator : JU/SJ

Sample - J5056-01

Misc :

ALS Vial : 8

Quant Method
Quant Title

TIC Library :
TIC Integration Parameters:

Sample Multiplier: 1

C:\DATABASENNIST11.L

LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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[3.1.1]heptan-3-one, ...

Concentration Rank 18

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

8.24 3.01 ng 120237 Naphthalene-d8 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.1Theptan-3-one. 2.6.... 152 C10H160 000547-60-4 53
2 Bicvclol3.1.1Theptan-2-one. 3.6.... 152 C10H160 016022-08-5 40
3 Bicvclol3.1.1Theptan-2-one. 6.6-... 138 C9H140 038651-65-9 38
4 Bicvclol3.1.11heptan-2-one. 6.6-... 138 C9H140 024903-95-5 32
5 Spiro[2.3]hexane-5-carboxylic ac... 278 C18H3002 1000152-25-7 25

Abundance Scan 1046 (8.239 min): BF109337.D (-1043) (-) m/z 83.10 100.00%
83.1
5000
97.1
410 550 1371 152.1 S .L“Tfﬁf“fff?ﬁd>7
60.0 119.1 165.2 8.00 8.20 8.40 8.60
o} ; m/z 81.05 43.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25371: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a...
83.0
55.0 69.0 W
5000 41.0 I R R R A
800 8.20 8.40 8.60
m/z 95.10 39.06%
27.0 97.0 1100 152.0
04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25251: Bicyclo[3.1.1]heptan-2-one, 3,6,6-trimethyl-
83.0
800 820 840 8.60
5000 5.0 m/z 97.10 38.16%
41.0
‘ 69.0 1090 152.0
137.0
O”P”'P”W“'W””P”'P”W”“P'“P“W'”W”}?EPP”W””I””P”W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #17642: Bicyclo[3.1.1]heptan-2-one, 6,6-dimethyl-, (1R)-
83.0 8.00 8.20 8.40 8.60
m/z 41.05 32.64%
5000 55.0
41.0
27.0 109.0
9 .0
‘ “ ‘ 1230 41380
OHP“W““L“ﬁ““JHW““V“ﬂJ“P“'““L“W““P“W““V“W““v' IRESERAERE RSN LR A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\

Data File : BF109337.D

Aca On : 26 Sep 2018 15:35

Operator : JU/SJ

Samole - J5056-01 RA-BASELINE-WATER
Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown9.15 Concentration Rank 16

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

9.15 3.34 ng 193729 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
12.4.4.6.6.8.8-Heptamethvl-1-nonene 224 C1l6H32 015796-04-0 38
2 4-t-Butvl-2-(1l-methvl-2-nitroeth... 241 C13H23N03 1000192-74-8 27
3 Octane. 2-bromo- 192 C8H17Br 000557-35-7 22
4 Cvclohexane. 1.1"-T1.2-bis(1.1-d... 306 C22H42 065149-85-1 22
5 2,4,4-Trimethyl-1-pentanol, trif... 226 C10H17F302 1000365-19-5 22

Abundance Scan 1201 (9.151 min): BF109337.D (-1198) (-) m/z 57.10 100.00%
57.1
5000
97.1
1231 i 5 5t ok 5k
39 79 : . . . .
o oaand m/z 97.10  34.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000 R S L R
8.80 9.00 9.20 9.40
650 113.0 m/z 55.10 31.95%
o ' 137.0 1680
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94790: 4-t-Butyl-2-(1-methyl-2-nitroethyl)cyclohexanone
57.0
880 9.00 920 9.40
5000 m/z 41.10 26 .30%
29.0
o ‘ | Jos0 w70 1790 2110 2420
m/z--> 20 Jo éo éo 160 150 150 1éo 180 200 220 240
Abundance #54934. Octane, 2-bromo- LA L L L B L
57.0 8.80 9.00 9.20 9.40
m/z 113.10 22.67%
s000; 280
113.0
0 ‘\ |, 830 | 1350 192.0
m/z--> ' ' éo éo 160 120 140 160 180 200 220 240 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\

Data File : BF109337.D

Aca On : 26 Sep 2018 15:35

Operator : JU/SJ

Samole - J5056-01 RA-BASELINE-WATER
Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Nonane, 2,5-dimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.27 4.04 ng 234595 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 2.5-dimethvl- 156 C11H24 017302-27-1 52
2 Oxalic acid. 6-ethvloct-3-vl iso... 286 C16H3004 1000309-34-1 47
3 Sulfurous acid. butvl tridecvl e... 320 C17H3603S 1000309-18-0 43
4 Octane. 2.5.6-trimethvl- 156 C11H24 062016-14-2 43
5 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1000309-18-1 43
Abundance Scan 1221 (9.269 min): BF109337.D (-1217) (-) m/z 57.10 100.00%
571.1
5000
99.1
19.1 141.1 2242 9.00 9.20 9.40 9.60
o....,....',...|.,..||?7.,¢.‘...',..’f.,....,....,l‘??.l.1.9.1..1.... G| m/z 43.10 30.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #28440: Nonane, 2,5-dimethyl-
57.0

5000

9.00 9.20 9.40 9.60
m/z 99.10 28 .64%

29.0
156.0

113.0

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #132800: Oxalic acid, 6-ethyloct-3-yl isobutyl ester
510 850
T
9.00 9.20 9.40 9.60
5000 m/z 85.10 24 _.13%
111.0
29.0 ‘ ‘ ‘ 141.0
0.”.“J.AH.J\mM.ﬁh.w.”.,”..w.”,.”}8§9...”,.”.“.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #161090: Sulfurous acid, butyl tridecyl ester R
57.0 9.00 9.20 9.40 9.60
m/z 41.05 23.78%
5000
85.0
29.0
,,,,,,, ARARAEAE LSRR R B A R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\

Data File : BF109337.D

Aca On : 26 Sep 2018 15:35

Operator : JU/SJ

Samole - J5056-01 RA-BASELINE-WATER
Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown9.45 Concentration Rank 13

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

9.45 4.75 ng 275788 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-cvclohexvlidene-3... 222 C15H260 313253-65-5 38
2 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 38
3 Silane. chlorodiethvlhexvloxv- 222 C10H23CIOSi 1000363-74-4 38
4 1H-Indene. octahvdro-2.2.4.4.7.7... 208 C15H28 054832-83-6 37
5 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 35

Abundance Scan 1252 (9.451 min): BF109337.D (-1250) (- m/z 193.15 100.00%
198.2
69.1
5000
9.20 9.40 9.60 9.80
0 209.2 m/z 69.10 60.28%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79434: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
198.0
5000 55.0 IR RS AN RN
109.0 9.20 9.40 9.60 9.80
81.0 m/z 123.10 48.69%
o ‘ || I ” 1870 155.0 175.0 222.0
o1 S I T ﬂ,..U.,.”u..pL..h' .%..]...'ﬁ,.. — A
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67964: Decahydro-4,4,8,9,10-pentamethyInaphthalene
198.0
1230 "5k o ko 3k
5000 69.0 950 m/z 83.10 47 .23%
SR RN G [T
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #78622: Silane, chlorodiethylhexyloxy- AR RREEE RS
198.0 9.20 9.40 9.60 9.80
83.0 1090 m/z 109.10 42 _.49%
5000
55.0
o,??'.".,....,....,....,....ﬁsf.,....1??-.0..,....,...2.?-;2:-9.
mz-> 20 40 60 80 100 120 140 160 180 200 220 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\

Data File : BF109337.D

Aca On : 26 Sep 2018 15:35

Operator : JU/SJ

Samole - J5056-01 RA-BASELINE-WATER
Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 7 Decahydro-4,4,8,9,10-pentam... Concentration Rank 15

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

9.61 3.66 ng 212591 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 92
2 1.5.9-Decatriene. 2.3.5.8-tetram... 192 C14H24 230646-72-7 25
3 Ethanone. 1-(1.4-dimethvl-3-cvcl... 152 C10H160 043219-68-7 25
4 Bicvclol3.1.11Theptane. 2.6.6-tri... 138 C10H18 004755-33-3 25
5 1H-Pyrazole, 1l-methyl-4-(4,4,5,5... 208 C10H17BN202 1000319-69-0 25

Abundance Scan 1279 (9.610 min): BF109337.D (-1276) (-) m/z 69.10 100.00%
. 97.1
5000
s | 3R om0 ek 35 100
O m/z 97.10 95.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67964: Decahydro-4,4,8,9,10-pentamethyInaphthalene
193.0
123.0
5000 69.0 95.0 | BBLNLINLE IR L L LB B L
9.20 9.40 9.60 9.80 10.00
m/z 109.10 88.95%
151.0
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54705: 1,5,9-Decatriene, 2,3,5,8-tetramethyl-
41.0 69.0
o obo Sk 550 Sk 100
5000 m/z 41.05 84 .40%
137.0
177.0
0 I"""‘N' ; .‘.‘lu“l‘..”‘” \H Hllgpl I\l‘ N ””\ B n B S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #25270: Ethanone, 1-(1,4-dimethyl-3-cyclohexen-1-yl)- A
109.0 9.20 9.40 9.60 9.80 10.00
67.0 m/z 193.20 82.96%
43.0
5000
137.0
‘ 91.0
0 |....l..‘.“.l.‘.‘..“l..w.l.‘l‘..‘l‘...‘.l.].'a.‘]:o.... e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.20 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\

Data File : BF109337.D

Aca On : 26 Sep 2018 15:35

Operator : JU/SJ

Samole - J5056-01 RA-BASELINE-WATER
Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown9.66 Concentration Rank 10

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

9.66 7.07 ng 410381 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (-)-trans-Pinane 138 C10H18 033626-25-4 30
2 I1.2.41Triazololl.5-alpvrimidin-... 193 C8H11N50 1000351-50-1 27
3 Acridine. 9-methvl- 193 C14H11N 000611-64-3 27
4 Bicvclol3.1.11heptane. 2.6.6-tri... 138 C10H18 000473-55-2 25
5 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 006876-13-7 25

Abundance Scan 1288 (9.663 min): BF109337.D (-1284) (-) m/z 193.20 100.00%
198.2

97.1
69.1
e U
123.1

152.1 9.40 9.60 9.80 10.00
174.1 208.2
Ot L—rv—"-v—v— m/Z 97-10 53-15%
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #16859: (-)-trans-Pinane

5000 AR RARRE B

39)0 9.40 9.60 9.80 10.00
123.0 m/z 69.10 46.20%
” 138.0
0 T L O o T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55576: [1,2,4]Triazolo[1,5-a]pyrimidin-7-ol, 6-amino-2-et...
198.0
R B A B
54.0 9.40 9.60 9.80 10.00
5000 165.0 m/z 41.10 37.56%
69.0 97.0 137.0
T |
R S NI M. <PV N I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55497: Acridine, 9-methyl- R B A B
198.0 9.40 9.60 9.80 10.00
m/z 109.10 35.05%
5000

390 630 2309891150 1390 1650 m

m/z--> 20 40 60 80 100 120 140 160 180 200 9.40 9.60 9. 80 10.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\

Data File : BF109337.D

Aca On : 26 Sep 2018 15:35

Operator : JU/SJ

Samole - J5056-01 RA-BASELINE-WATER
Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Sulfurous acid, dodecyl 2-p... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

9.69 2.87 ng 166542 Acenaphthene-d10 9.74

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Sulfurous acid. dodecvl 2-propvl... 292 C15H3203S 1000309-12-3 50

2 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 50

3 9-methvlheptadecane 254 C18H38 026741-18-4 49
4 2-methvltetracosane 352 C25H52 1000376-72-6 47

5 Pentadecane 212 C15H32 000629-62-9 46
Abundance Scan 1293 (9.692 min): BF109337.D (-1290) (-) m/z 123.10 100.00%

55.1 128.1
83.1
5000 193.2
152.1 PSR SR LA BN
05 9.40 9.60 9.80 10.00
ol 7. 2383 m/z 55.10 83.61%
m/z--> 200 40 60 80 100 120 140 160 180 200 220 240
Abundance #137569: Sulfurous acid, dodecyl 2-propyl ester
43.0
5000 71.0 LR B UL LN B

9.40 9.60 9.80 1000
m/z 69.10 78 .34%

97.0
0.26:0 L || A .I.‘ L, 1250 1690 2030 2330
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #149373: Sulfurous acid, 2-propyl tridecyl ester
43.0
A I
9.40 9.60 9.80 10.00
5000 710 m/z 41.10 75.89%
97.0
ol260 J | I I 1540 1820 2170
R B R e e e R,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105887: 9-methylheptadecane  EAmEmE RS
57.0 9.40 9.60 9.80 10.00
85.0 m/z 57.10 64 .92%
5000
140.0
29.0
1110
S T ST M V7Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.40 9.60 980 10 00

8270-BF092218_.M Thu Sep 27 15:00:58 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\

Data File : BF109337.D

Aca On : 26 Sep 2018 15:35

Operator : JU/SJ

Samole - J5056-01 RA-BASELINE-WATER
Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 10 unknownl10.01 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.01 3.24 ng 187773 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octatriacontvl trifluoroacetate 647 CA0H77F302 1000351-88-7 22
2 2-Hvdroxv-2-methvl-but-3-envl 2-... 184 C10H1603 080758-67-4 14
3 Cvclohexane. 1.1"-methvlenebis- 180 C13H24 003178-23-2 14
4 Hexatriacontvl pentafluoropropio... 669 C39H73F502 1000351-89-0 14
5 Tetratriacontyl heptafluorobutyrate 691 C38H69F702 1000351-84-1 14
Abundance Scan 1347 (10.010 min): BF109337.D (-1345) (-) m/z 133.10 100.00%
138.1
55.1
5000
204.2 SN SN B
9.60 9.80 10.00 10.20 10.40
ob il b m/z 55.10 68 .58%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #242122: Octatriacontyl trifluoroacetate
57.0
5000 SRS AL BRI IR B
111.0 9.60 9.80 10.00 10.20 10.40
m/z 83.10 61.37%
ol 1L1L67-0 222.0 278.0 334.0 390.0 446.0 504.0 577.0628.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #48352: 2-Hydroxy-2-methyl-but-3-enyl 2-methyl-2(2)-butenoate
83.0
9.60 9.80 10.00 10.20 10.40
5000 m/z 57.10 61.28%
0 . 136.0
m/z--> ' 100 150 200 250 300 350 400 450 500 550 600 |
Abundance #45730: Cyclohexane, 1,1'-methylenebis- A B o
83.0 9.60 9.80 10.00 10.20 10.40
m/z 43.10 57 .80%
5000
180.0
29.
Ouu“uu |||||||||||||||| |||||||||||||||| e e T T —_T —_ — —
m/z--> 50 1(')0 150 200 250 300 350 400 450 500 550 600 9.60 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\

Data File : BF109337.D

Aca On : 26 Sep 2018 15:35

Operator : JU/SJ

Samole - J5056-01 RA-BASELINE-WATER
Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 11 unknownl10.12 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.12 2.90 ng 168010 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. octahvdro-2.2.4.4.7.7... 208 C15H28 054832-83-6 38
2 Cvclohexane. l1l-ethvl-1.3-dimethv... 140 C10H20 062238-29-3 14
3 Triallvisilane 152 C9H16Si1 001116-62-7 14
4 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 14
5 2,3,4-Trimethyl-hex-3-enal 140 C9H160 1000193-72-9 14
Abundance Scan 1366 (10.122 min): BF109337.D (-1362) (-) m/z 69.10 100.00%

69.1 193.2

5000
218.2 9.80 10.00 10.20 10.40
0 m/z 193.20 87.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67971: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, trans-
69.0 193.0
: 123.0
41.0
5000 .
9.0 9.80 10.00 10.20 10.40
‘ m/z 123.10  72.55%
|
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #18072: Cyclohexane, 1-ethyl-1,3-dimethyl-, trans-
69.0
T
111.0 9.80 10.00 10.20 10.40
5000 m/z 41.00 72.47%
41.0
95.0
e e S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #26142: Triallylsilane e A REEEEEasS
69.0 9.80 10.00 10.20 10.40
m/z 55.10 71.53%
5000 43.0
111.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\

Data File : BF109337.D

Aca On : 26 Sep 2018 15:35

Operator : JU/SJ

Samole - J5056-01 RA-BASELINE-WATER
Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 12 Cyclohexene, 1,5,5-trimethy... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.15 6.65 ng 386155 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 1.5.5-trimethvl-6-a... 180 C12H200 211563-96-1 50
2 3-Fluorobenzoic acid. 3-methvlbu... 208 C12H13F02 154559-38-3 49
3 4-Fluorobenzoic acid. 3-methvlbu... 208 C12H13F02 1000299-15-1 47
4 1-Trimethvisilvlpent-1-en-4-vne 138 C8H14Si 079516-25-9 47
5 4-Fluorobenzoic acid, 2-pentadec... 350 C22H35F02 1000280-68-3 43
Abundance Scan 1371 (10.151 min): BF109337.D (-1368) (-) m/z 123.10 100.00%
128.1
5000 69.1
95.1
o 207.2 UV SRR

9.80 10.00 10.20 10.40
151.1 169.1 223.3
0 1851 m/z 69.10 39.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #45636: Cyclohexene, 1,5,5-trimethyl-6-acetylmethy!-
128.0
43.0
5000 LA L L L L L I
95.0 9.80 10.00 10.20 10.40
67.0 { 165.0 m/z 55.10 35.21%
X T Y 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67446: 3-Fluorobenzoic acid, 3-methylbut-2-enyl ester
123.0
I R maaa o
68.0 9.80 10.00 10.20 10.40
5000 m/z 109.10 34 .55%
41.0 9.0
b H L ‘ 1400 163.0 208.0
B L e B S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67444: 4-Fluorobenzoic acid, 3-methylbut-2-eny! ester R mE T o R
123.0 9.80 10.00 10.20 10.40
m/z 81.10 33.34%
5000 68.0
41.0 9.0
. o] | 1400 163.0179.0  208.0
B L e e I R maaa o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.80 10.00 10.20 10.40

8270-BF092218_.M Thu Sep 27 15:01:00 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\

Data File : BF109337.D

Aca On : 26 Sep 2018 15:35

Operator : JU/SJ

Samole - J5056-01 RA-BASELINE-WATER
Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 13 Carbonic acid, pentadecyl 2... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.62 7.54 ng 219502 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbonic acid. pentadecvl 2.2.2-__.. 402 C18H33CI303 1000314-56-1 50
2 Ethvl 2-thiopheneacetate 170 C8H1002S 057382-97-5 50
3 Cvclopentanecarboxvlic acid. 4-h._.. 338 C22H4202 1000282-77-5 50
4 2H-Pvran-2-one. 5.6-dihvdro-6-pe... 168 C10H1602 054814-64-1 50
5 2-Hexene, 3,4,4-trimethyl- 126 C9H18 053941-19-8 50
Abundance Scan 1451 (10.622 min): BF109337.D (-1449) (-) m/z 97.10 100.00%
97.1
5000 —_
2012 10,40 10.60 10.80 11.00
obpr 2P L 7oL ) 11601871 1601 THL 2302 nznT 57.10 37.38%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #212783: Carbonic acid, pentadecyl 2,2,2-trichloroethyl ester

5000

10.40 10.60 10.80 11.00
m/z 55.10 14.67%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38613: Ethyl 2-thiopheneacetate
97.0
e A REEE ma e
10.40 10.60 10.80 11.00
5000 m/z 41.10 11.47%
45.0
210 170.0
‘ Ly ‘ m‘ yll 124.0 ‘
0 ,....,....,....,....,....,....,....,....,.... T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #175516: Cyclopentanecarboxylic acid, 4-hexadecyl ester R e MR s o)
97.0 10.40 10.60 10.80 11.00
69.0 m/z 43.10 9.86%
5000 21.0
115.0
0 \‘ | \‘ ‘\H‘ \‘H . I ‘ 140.0 169 0 200.0 2240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10. 40 10 60 10. 80 11.00

8270-BF092218_.M Thu Sep 27 15:01:01 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\

Data File : BF109337.D

Aca On : 26 Sep 2018 15:35

Operator : JU/SJ

Samole - J5056-01 RA-BASELINE-WATER
Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 14 Azulene, 1,4-dimethyl-7-(1-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.66 10.13 ng 294650 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Azulene. 1.4-dimethvl-7-(l-methv... 198 C15H18 000489-84-9 64
2 Naphthalene. 1.6-dimethvl-4-(1-m... 198 C15H18 000483-78-3 47
3 Tetradecane. 4-methvl- 212 C15H32 025117-24-2 41
4 1-Nonene. 4.6.8-trimethvl- 168 C12H24 054410-98-9 35
5 4-Imidazolidinone, 2,2-dimethyl-._.. 169 C8H15N30 142071-78-1 30

Abundance Scan 1458 (10.663 min): BF109337.D (-1454) (-) m/z 71.10 100.00%

5000
127.1 1471 181.1 215.2 2442 10.40 10.60 10.80 11.00
0 m/z 57.10 87 .05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59909: Azulene, 1,4-dimethyl-7-(1-methylethyl)-
183.0
5000 LA L L L L L L LB LB
10.40 10.60 10.80 11.00
1ogo 1530 m/z 43.10 70.99%
o 39.0 63.0 83.0 10920 ’
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59914: Naphthalene, 1,6-dimethyl-4-(1-methylethyl)-
183.0
A REARE B
10.40 10.60 10.80 11.00
5000 m/z 85.10 45_.01%

153
28.0
51.0 83.0 102.0 128.0

Ot .l‘..‘,“.... A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71399: Tetradecane, 4-methyl-  ERa
43.0 71.0 10.40 10.60 10.80 11.00
m/z 41.10 33.66%
5000
‘ 99.0 1270 169.0
o SN S RN P Y o Y NS 1SRN S ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10. 40 10 60 10.80 11.00

8270-BF092218_.M Thu Sep 27 15:01:01 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\

Data File : BF109337.D

Aca On : 26 Sep 2018 15:35

Operator : JU/SJ

Samole - J5056-01 RA-BASELINE-WATER
Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 15 Pentadecane, 7-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.67 12.79 ng 372159 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 7-methvl- 226 C16H34 006165-40-8 83
2 Pentadecane. 4-methvl- 226 C16H34 002801-87-8 72
3 Heptane. 3-ethvl-5-methvl- 142 C10H22 052896-90-9 68
4 Sulfurous acid. butvl octvl ester 250 C12H2603S 1000309-17-5 59
5 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 53

Abundance Scan 1459 (10.669 min): BF109337.D (-1458) (-) m/z 57.10 100.00%

57.1

5000

85.1

10.40 10.60 10.80 11.00
m/z 71.10 86.45%

113.1

o 1411 1731 199.1221.2 246.2 280.3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83040: Pentadecane, 7-methyl-
57.0

5000 L e NLLELELE m e e
10 40 10. 60 10 80 11. 00

85.0
29.0 m/z 43.10 49 _.29%
120 4400
o Lod d . 1630 2110
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83044: Pentadecane, 4-methyl-
43.0
71.0 R EEEEE S
10.40 10.60 10.80 11.00
5000 m/z 41.10 25.56%
99.0 183.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19218: Heptane, 3-ethyl-5-methyl- R EEEEE S
57.0 10.40 10.60 10.80 11.00
m/z 85.10 25.00%
5000
29.0
113.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 40 10. 60 10 80 11. OO

8270-BF092218_.M Thu Sep 27 15:01:02 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\

Data File : BF109337.D

Aca On : 26 Sep 2018 15:35

Operator : JU/SJ

Samole - J5056-01 RA-BASELINE-WATER
Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 16 2,4,4,6,6,8,8-Heptamethyl-1.._. Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.80 5.83 ng 169539 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.4.6.6.8.8-Heptamethvl-1-nonene 224 C16H32 015796-04-0 78
2 6-Undecen-3-one. 5-butvl-2.2-dim... 252 C17H320 055976-05-1 53
3 Sulfurous acid. 2-ethvlhexvl hep... 432 C25H5203S 1000309-20-0 38
4 2.4.4-Trimethvl-1-pentanol. hept... 326 C12H17F702 1000365-01-4 38
5 Sulfurous acid, di(2-ethylhexyl)... 306 C16H3403S 1000309-19-1 37
Abundance Scan 1481 (10.798 min): BF109337.D (-1480) (-) m/z 57.10 100.00%
571.1
5000
113.1
83.1 10.40 1060 10.80 11.00 11.20
ol 38, 133.1 155.1175.1  203.2223.3243.3 n/z 113.10 33, 62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000 SR SR SUNLE IR B
10,40 10,60 10.80 11.00 11.20
83.0 113.0 m/z 97.10 28.09%
o ' 137.0  168.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #104168: 6-Undecen-3-one, 5-butyl-2,2-dimethyl-, (E)-
57.0
10.40 10.60 10,80 11.00 11.20
5000 m/z 55.10 25.88%
38,0 970
,L 180 L gra ™1 o 1530 i 2520
m/z--> ﬁo 40 eb 80 100 120 140 1éo 180 200 220 240
Abundance #222748: Sulfurous acid, 2-ethylhexyl heptadecy! ester A e o
57.0 10.40 10.60 10.80 11.00 11.20
m/z 41.10 22_.11%
5000
113.0
85.0
Nl N O SR Y SUSOU  JE  p
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10,40 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\

Data File : BF109337.D

Aca On : 26 Sep 2018 15:35

Operator : JU/SJ

Samole - J5056-01 RA-BASELINE-WATER
Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 17 unknownl10.89 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.89 8.33 ng 242291 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3-(chloromethvl)- 148 C8H17ClI 000123-04-6 43
2 Heptane. 2-i1odo- 226 C7H151 018589-29-2 37
3 Hexanoic acid. 2-tetradecvl ester 312 C20H4002 055193-21-0 37
4 1.4-Dioxaspirol4.51decan-8-ol 158 C8H1403 022428-87-1 27
5 2-Piperidinone 99 C5H9NO 000675-20-7 22
Abundance Scan 1497 (10.892 min): BF109337.D (-1494) (-) m/z 57.10 100.00%
57.1
99.1
5000
169.1 "a'en 0.0 1100 1100
10.60 10.80 11.00 11.20
o 203.2223.2 2463 m/z 99.10 60.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #23148: Heptane, 3-(chloromethyl)-
57.0
5000 LI IS B SR B
10,60 10.80 11.00 11.20
200 99.0 m/z 41.10 22.03%
o ' 77. 1190 1480
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83116: Heptane, 2-iodo-
57.0
10,60 10.80 11.00 11.20
5000 99.0 m/z 43.10 21.74%
29.0
0 “ W 1270 1550 183.0 2260
m/z--> 20 40 eb 80 100 120 140 160 180 200 220 240 260
Abundance #154956: Hexanoic acid, 2-tetradecy! ester  EAmEEmEEE RS
43.0 99.0 10.60 10.80 11.00 11.20
m/z 69.10 20.67%
5000 71.0
196.0
o 2301430 1680
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\

Data File : BF109337.D

Aca On : 26 Sep 2018 15:35

Operator : JU/SJ

Samole - J5056-01 RA-BASELINE-WATER
Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 18 Benzene, (l1-ethylundecyl)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.45 12.14 ng 353392 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-ethvlundecvl)- 260 C19H32 004534-52-5 98
2 Benzene. (l-ethvldecvl)- 246 C18H30 002400-00-2 49
3 Benzene. (l-ethvinonvl)- 232 C17H28 004536-87-2 47
4 _beta.-Ethviphenethvl alcohol 150 C10H140 002035-94-1 43
5 Hexane, 3,4-diphenyl- 238 C18H22 005789-31-1 43
Abundance Scan 1592 (11.451 min): BF109337.D (-1589) (-) m/z 91.10 100.00%
911
119.1
5000
Obrprrrr bbbt e 2L b b || M/Z 119.10  55.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #111018: Benzene, (1-ethylundecyl)-
91.0
119.0
5000 LR SIS I UL B

11.20 11,40 11.60 11.80
m/z 83.10 13.40%

41.0
o | .69.0 | | 147.0 1750 207023,10 260.0
R B e L A B e e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99242: Benzene, (1-ethyldecyl)-
91.0
R B R
119.0 11.20 11.40 11.60 11.80
5000 ' m/z 41.10 11.98%
41.0
. | 890 | | | ,147.0 1750 21? 0 246.0 ~Hm~v4k~vﬂ“f““”A¢JLAAAﬂ,ﬁ\fdvv
R B S AR BE s a e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #87783: Benzene, (1-ethylnonyl)- R RERREES RS
91.0 11.20 11.40 11.60 11.80
m/z 55.10 10.72%
5000 119.0 NWFNVJ\/x[ﬁJijJ¢,ﬂ)MNvmdv4f~vv
41.0
0 L 69.0 [ I 16:\L 0 20\3 0 232 0
A m R B A RARaaana s RS R B s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.20 11.40 11. 60 11. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\

Data File : BF109337.D

Aca On : 26 Sep 2018 15:35

Operator : JU/SJ

Samole - J5056-01 RA-BASELINE-WATER
Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 19 Benzene, (1-methyldodecyl)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.62 32.48 ng 945269 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l1l-methvldodecvl)- 260 C19H32 004534-53-6 91
2 Benzene. (l-methvlundecvl)- 246 C18H30 002719-61-1 80
3 Benzene. (l-methvlinonvl)- 218 C16H26 004537-13-7 72
4 Benzene. (l-methvldecvl)- 232 C17H28 004536-88-3 53
5 Benzene, (1-methylhexyl)- 176 C13H20 002132-84-5 47
Abundance Scan 1621 (11.622 min): BF109337.D (-1618) (-) m/z 105.10 100.00%
105.1
5000 L_
411 791 260.3 11.40 11.60 11.80 12.00
Ol it oL 194.2 2302 LT 2843 1 Tm/z 106.10  13.44%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #111019: Benzene, (1-methyldodecyl)-
105.0
5000 W--------“--
11.40 11.60 11.80 12.00
m/z 91.10 11.11%
0 430 790, | 133.0 166.0189.0 2210 260.0
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 2éo 280
Abundance #99254: Benzene, (1-methylundecyl)-
105.0
" 11.40 11,60 11.80 12,00
5000 m/z 41.10 4 _85%
0 410 790, | 147.0168.0  207.0 2460
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75971: Benzene, (1-methylnonyl)- BEEmEEEs
105.0 11.40 11.60 11.80 12.00
m/z 104.10 4 _83%
5000
o A0 TR0 | 1310 1610 189.0 21130
miz-> 20 40 60 85 100 120 140 160 180 200 220 240 260 280 1140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092618\

Data File : BF109337.D

Aca On : 26 Sep 2018 15:35

Operator : JU/SJ

Samole - J5056-01 RA-BASELINE-WATER
Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 20 Benzene, (1-methyldecyl)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.05 52.49 ng 1527520 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l1l-methvldodecvl)- 260 C19H32 004534-53-6 72
2 Benzene. (l-methvldecvI)- 232 C17H28 004536-88-3 64
3 Benzene. (l-methvlundecvl)- 246 C18H30 002719-61-1 64
4 Benzene. (1-methvltridecvl)- 274 C20H34 004534-59-2 52
5 Benzene, (1-methylnonyl)- 218 C16H26 004537-13-7 50
Abundance Scan 1694 (12.051 min): BF109337.D (-1690) (-) m/z 105.10 100.00%
106.1
5000
57.1 274.3 ' 11:80 12,00 12,20 12.40
79.1
O e e bl 23 1611 187.2 2121 2452 ©17 3033 1 7z 97.10 24.30%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #111020: Benzene, (1-methyldodecyl)-
106.0
5000 LR SR BRI IR B

11,80 12.00 12.20 12.40
m/z 106.10 13.03%

770 | 147.0168.0190.0 217.0238.025%-0
T R e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #87788: Benzene, (1-methyldecyl)-
105.0

11.80 12. 00 12. 20 12.40

o

5000 m/z 91.10 10.21%
o 70 | 147.0 175.0 2030 220
A B B e N L AR aE s e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #99258: Benzene, (1-methylundecyl)- R EmEEs e
105.0 11.80 12.00 12.20 12.40

m/z 57.10 8.67%

5000

55.0 77.0 | | 147.0 175.0 204.0 24?0
T e e e e e e  AEE EREEE RS

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.80 12.00 12.20 12.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092618\

Data File : BF109337.D

Acqg On : 26 Sep 2018 15:35 Instrument :
Operator : JU/SJ BNA_F

Sample - J5056-01 ClientSampleld :
Misc - RA-BASELINE-WATER
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .47 6.47 70.8 ng 2254900 1 6.70 636790 20.0
Bicyclo[3.1.1]hep... 8.24 3.0 ng 120237 2 7.99 799430 20.0
unknown9.15 9.15 3.3 ng 193729 3 9.74 1160600 20.0
Nonane, 2,5-dimet... 9.27 4.0 ng 234595 3 9.74 1160600 20.0
unknown9 .45 9.45 4.8 ng 275788 3 9.74 1160600 20.0
Decahydro-4,4,8,9. .. 9.61 3.7 ng 212591 3 9.74 1160600 20.0
unknown9 .66 9.66 7.1 ng 410381 3 9.74 1160600 20.0
Sulfurous acid, d... 9.69 2.9 ng 166542 3 9.74 1160600 20.0
unknown10.01 10.01 3.2 ng 187773 3 9.74 1160600 20.0
unknown10.12 10.12 2.9 ng 168010 3 9.74 1160600 20.0
Cyclohexene, 1,5,... 10.15 6.7 ng 386155 3 9.74 1160600 20.0
Carbonic acid, pe... 10.62 7.5 ng 219502 4 11.22 582011 20.0
Azulene, 1,4-dime... 10.66 10.1 ng 294650 4 11.22 582011 20.0
Pentadecane, 7-me... 10.67 12.8 ng 372159 4 11.22 582011 20.0
2,4,4,6,6,8,8-Hep... 10.80 5.8 ng 169539 4 11.22 582011 20.0
unknown10.89 10.89 8.3 ng 242291 4 11.22 582011 20.0
Benzene, (l-ethyl... 11.45 12.1 ng 353392 4 11.22 582011 20.0
Benzene, (1-methy... 11.62 32.5 ng 945269 4 11.22 582011 20.0
Benzene, (1-methy... 12.05 52.5 ng 1527520 4 11.22 582011 20.0
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