LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042518\
Data File : BF104783.D

Aca On = 25 Apr 2018 12:45

Operator : JU/SJ

Sample : J2501-02 5X

Misc :

ALS Vial : 4 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:\HPCHEM1I\BNA F\METHODS\8270-BF040618.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 3.669 262 269 277 rBV 102353 159165 4.34% 0.279%
2 5.410 562 565 576 rVB 233525 234875 6.40% 0.412%
3 6.434 736 739 749 rBV 140200 156951 4.28% 0.276%
4 6.569 758 762 767 rBV 537498 472324 12.87% 0.829%
5 6.798 797 801 806 rBV 794939 639043 17.41% 1.122%
6 6.951 824 827 834 rVB 562712 474638 12.93% 0.833%
7 7.363 893 897 900 rBV 363054 327251 8.92% 0.575%
8 8.087 1016 1020 1023 rBV 909033 794183 21.64% 1.394%
9 8.586 1102 1105 1107 rBV 120586 92190 2.51% 0.162%
10 8.751 1129 1133 1138 rBV5 57009 106645 2.91% 0.187%

11 8.822 1142 1145 1148 rBV3 98958 112040 3.05% 0.197%
12 8.904 1153 1159 1161 rBv4 91578 176518 4.81% 0.310%
13 9.010 1172 1177 1180 rBV 572698 586577 15.98% 1.030%
14 9.051 1181 1184 1186 rVV 320047 310463 8.46% 0.545%
15 9.075 1186 1188 1190 rVvV3 165222 153321 4.18% 0.269%

16 9.098 1190 1192 1194 rVVv 142347 130456 3.55% 0.229%
17 9.157 1198 1202 1206 rBV 819966 786861 21.44% 1.381%
18 9.198 1206 1209 1211 rBV3 108495 105968 2.89% 0.186%
19 9.228 1211 1214 1218 rBV 1495868 1493880 40.71% 2.623%
20 9.281 1220 1223 1224 rVV2 142829 123759 3.37% 0.217%

21 9.304 1225 1227 1230 rVV3 146212 173040 4.71% 0.304%
22 9.345 1231 1234 1238 rVB2 340553 470316 12.82% 0.826%
23 9.469 1253 1255 1257 rBV2 181629 184778 5.03% 0.324%
24 9.492 1257 1259 1263 rVvv4 398177 460477 12.55% 0.808%
25 9.545 1266 1268 1272 rVvV2 1871340 1870497 50.97% 3.284%

26 9.604 1276 1278 1282 rVB2 483550 513828 14.00% 0.902%
27 9.704 1292 1295 1298 rBV3 1247149 1394140 37.99% 2.448%
28 9.751 1300 1303 1306 rVB 2184599 2068437 56.36% 3.632%
29 9.792 1308 1310 1312 rVV 446652 433997 11.83% 0.762%
30 9.822 1312 1315 1318 rVV3 1015494 1447146 39.43% 2.541%

31 9.886 1322 1326 1328 rBV3 503154 734122 20.00% 1.289%
32 9.951 1335 1337 1341 rBV3 401293 494907 13.49% 0.869%
33 10.181 1371 1376 1379 rBV3 1113415 2149121 58.56% 3.773%
34 10.216 1380 1382 1385 rVV2 804424 841480 22.93% 1.477%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042518\
Data File : BF104783.D

Aca On = 25 Apr 2018 12:45

Operator : JU/SJ

Sample : J2501-02 5X

Misc :

ALS Vial : 4 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:\HPCHEM1I\BNA F\METHODS\8270-BF040618.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 10.257 1386 1389 1392 rBV3 1830908 2091850 57.00% 3.673%

36 10.775 1474 1477 1480 rBV3 1219445 1470600 40.07% 2.582%
37 11.304 1563 1567 1570 rBV 1762301 2215753 60.37% 3.890%
38 11.357 1574 1576 1579 rBV 970829 1000581 27.26% 1.757%
39 11.457 1590 1593 1595 rBV 944393 880975 24.00% 1.547%
40 11.569 1609 1612 1615 rBV 1244685 1500774 40.89%% 2.635%

41 11.757 1638 1644 1646 rBV 2149680 3669996 100.00% 6.443%
42 12.163 1709 1713 1715 rBV 1859743 1957778 53.35% 3.437%
43 14.863 2168 2172 2179 rVB4 1560685 3274908 89.23% 5.750%
44 14.927 2180 2183 2190 rBV6 955749 2143917 58.42% 3.764%
45 15.057 2199 2205 2210 rBV3 1821789 3449495 93.99%% 6.056%

46 15.186 2222 2227 2230 rVB2 1386003 2081831 56.73% 3.655%
47 15.263 2236 2240 2245 rVV4 623752 1367483 37.26% 2.401%
48 15.310 2245 2248 2258 rVB4 1025424 1830556 49.88% 3.214%
49 15.398 2258 2263 2268 rVB2 1611077 2559861 69.75% 4.494%
50 15.545 2281 2288 2292 rVB2 838815 1705734 46.48% 2.995%

51 15.798 2328 2331 2341 rVB 646495 1067361 29.08% 1.874%
52 16.174 2392 2395 2407 rVB 285825 638145 17.39% 1.120%

53 16.598 2463 2467 2475 rVB 403795 740063 20.17% 1.299%
54 17.951 2692 2697 2708 rVB2 244434 636050 17.33% 1.117%

Sum of corrected areas: 56957105
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042518\
Data File : BF104783.D

Aca On : 25 Apr 2018 12:45

Operator : JU/SJ

Sample : J2501-02 5X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042518\
Data File : BF104783.D

Aca On : 25 Apr 2018 12:45

Operator : JU/SJ

Sample : J2501-02 5X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 2 2,4,4,6,6,8,8-Heptamethyl-1.._. Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

9.23 20.65 ng 1493880 Acenaphthene-d10 9.85

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
12.4.4.6.6.8.8-Heptamethvl-1-nonene 224 C1l6H32 015796-04-0 50
2 Sulfurous acid. di(2-ethvlhexvl)... 306 C16H3403S 1000309-19-1 43
3 Sulfurous acid. 2-ethvlhexvl oct... 446 C26H5403S 1000309-20-1 40
4 1-Pentanol. 3-methvl-2-propvl- 144 C9H200 054004-40-9 38
5 2,4,4-Trimethyl-1-pentanol 130 C8H180 016325-63-6 35
Abundance Scan 1214 (9.228 min): BF104783.D (-1211) (-) m/z 57.10 100.00%

57
5000
97
4l 69 83 T
193 8.80 9.00 9.20 9.40 9.60
ol 197 159174 ~y° 208 m/z 97.10  30.27%
mz-> 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
5000

_r'_'_'_'—l_'_'_'_'—l_'_'_'_'—l_'_'_'_'—l_'_'_r
8.80 9.00 9.20 9.40 9.60

&397 113 m/z 113.10 27.15%
69
o N OS] “ \‘ 126139 153 168
e e T e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
71 I RREEE By e e
8.80 9.00 9.20 9.40 9.60
5000 m/z 55.05 26.07%
43
113
29
83 99 129
o} T R R M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #226284: Sulfurous acid, 2-ethylhexyl octadecy! ester R B a B
57 8.80 9.00 9.20 9.40 9.60
1 m/z 41.10 20.00%
5000
43 113
0” Mwmmmmmm 253
,,,, B R A BEEEE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 880 9.00 920 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042518\
Data File : BF104783.D

Aca On : 25 Apr 2018 12:45

Operator : JU/SJ

Sample : J2501-02 5X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown9.70 Concentration Rank 17

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

9.70 19.27 ng 1394140 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 49
2 Silane. chlorodiethvl(2-methvlpe... 222 C10H23CIOSi 1000363-12-7 43
3 Silane. chlorodiethvlhexvloxy- 222 C10H23CI0Si 1000363-74-4 38
4 Borinic acid. diethvl-. 3.3.5-tr... 208 C13H25B0 057387-76-5 25
5 3-Cyclohexene-1-carboxaldehyde, ... 152 C10H160 040702-26-9 18

Abundance Scan 1294 (9.698 min): BF104783.D (-1292) (-) m/z 69.10 100.00%
5000
208, '9.40 9.60 9.80 10.00
o} m/z 109.10 86.92%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193
123
5000 69 95109 LIS L L L L L L L L LB
137 9.40 9.60 9.80 10.00
m/z 193.20 76.54%
151 208
ey i \ L - C [ A
m/z--> 20 40 100 120 140 160 180 200 220
Abundance
109
123 193
9.40 9.60 9.80 10.00
5000 83 m/z 41.10 75.62%
43
55 95
B oS A -
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #78622: Silane, chlorodiethylhexyloxy- R R B
193 9.40 9.60 9.80 10.00
83 109 m/z 55.10 69.87%
5000
123
55 5
L2 e | w \‘ s | o
m/z--> ﬁo Jo b 85 160 150 150 1éo 1§o 260 250 gho 9%0 980 1000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042518\
Data File : BF104783.D

Aca On : 25 Apr 2018 12:45

Operator : JU/SJ

Sample : J2501-02 5X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 1H-Indene, octahydro-2,2,4,... Concentration Rank 11

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

9.75 28.59 ng 2068440 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. octahvdro-2.2.4.4.7.7... 208 C15H28 054832-83-6 53

1-(2-FurvD)-4.4 . 4-trifluoro-1.3-... 206 C8H5F303 000326-90-9 22
3 2-Pentene. 3-ethvl-4._.4-dimethvl- 126 C9H18 053907-59-8 22
4 Cvclohexane. 1.17.1""-(l-ethanvl... 276 C20H36 055682-86-5 22
5 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H160 000547-60-4 18
Abundance Scan 1303 (9.751 min): BF104783.D (-1300) (-) m/z 193.20 100.00%
193
69 97
5000
208 504 9.40 9.60 9.80 10.00
o} m/z 69.10 74 .10%
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-
193
69
83 123 15
5000 i 109
55 % 9.40 9.60 9.80 10.00
29 m/z 97.10 72 .98%
Obrrrry .‘.‘. .“‘. il “:“. wll .‘.‘l“ P T -“| 152165179 | ||298” -
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
69 95
137 AR SRR U
9.40 9.60 9.80 10.00
5000 m/z 109.10 63.54%
39 206
53
oL 1 27 81 108119 | 149 178
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #11611: 2-Pentene, 3-ethyl-4,4-dimethyl- R mE T o R
55 69 97 9.40 9.60 9.80 10.00
41 m/z 41.10 59.61%
5000
111
29 126
F RN
0'“'|J"w'Vl“” et e e AR U
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042518\
Data File : BF104783.D

Aca On : 25 Apr 2018 12:45

Operator : JU/SJ

Sample : J2501-02 5X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Decahydro-8a-ethyl-1,1,4a,6... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.18 29.70 ng 2149120 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-8a-ethvl-1.1.4a.6-tetr... 222 C16H30 1000100-23-6 72
2 1H-Indene. octahvdro-2.2.4.4.7.7... 208 C15H28 054832-83-6 59
1-(2-Furv-4._.4 4-trifluoro-1.3-... 206 C8H5F303 000326-90-9 22
4 4H-1.3.2-Dioxaborin, 4-ethenvl-2_... 208 C12H21B02 074630-04-9 14
5 Cyclopentene, 1,2,3,4,5-pentamet... 138 C10H18 1000154-28-6 11
Abundance Scan 1376 (10.181 min): BF104783.D (-1371) (-) m/z 193.20 100.00%
123 193
69
109
a > 81 o 137
5000
159 4 207 ISR RN RO SN
9.80 10.00 10.20 10.40
0 |||. Jy I‘ s ||.||| iy |I| |.|I| || |. e '.l. . |2|2|2|2|3:5|| . m/z 123.10 90.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #79579: Decahydro-8a-ethyl-1,1,4a,6-tetramethylnaphthalene
95 109 123 207
69
81 137 193
5000 55 R SR BN BULELS B
9.80 10.00 10.20 10.40
151 222 m/z 69.10 80.46%
L L] e |
0”'%'”'P'”IA'A'JLPH“ A RSAsasan s e s ne s na s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
193
69
83 123137 [rr T
a1 109 9.80 10.00 10.20 10.40
5000 55 95 m/z 109.10 69.05%
29
0 152165179 208
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #66448: 1-(2-Furyl)-4,4,4-trifluoro-1,3-butanedione A B o
69 9 9.80 10.00 10.20 10.40
137 m/z 95.10 63.41%
5000
39 206
53
0 14 H \‘H \“\ \H\ 8\1 I 108121 | 149 178 "
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042518\
Data File : BF104783.D

Aca On : 25 Apr 2018 12:45

Operator : JU/SJ

Sample : J2501-02 5X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknownl10.26 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.26 28.91 ng 2091850 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Fluorobenzoic acid. 3-methvlbu... 208 C12H13F02 154559-38-3 43
2 (Phenvlthio)acetic acid. cvclobu... 222 C12H1402S 1000299-95-5 43
3 Cvclohexene. 1.5.5-trimethvl-6-a... 180 C12H200 211563-96-1 43
4 4-Fluorobenzoic acid. 2-butvl ester 196 C11H13F02 090172-12-6 38
5 1-Trimethylsilylpent-1-en-4-yne 138 C8H14Si 079516-25-9 38
Abundance Scan 1390 (10.263 min): BF104783.D (-1386) (-) m/z 123.10 100.00%
123
5000
41 55 69 , % 109 207
137 LRSI SN SURLN
155 170 222 10.00 10.20 10.40 10.60
o 184 237 266 m/z 109.10  33.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67446: 3-Fluorobenzoic acid, 3-methylbut-2-enyl ester
123
68
5000 LR SRR SR BUGRR A B
mmmmmmmm
41 95 m/z 69.10 31.87%
ol 27 . 55 H ‘ M0 163 208
m/z--> 25 45 éo éo 160 150 110 1éo 1éo 200 220 250 2é0
Abundance
123
110,00 10,20 1040 10.60
5000 222 m/z 81.10 30.85%
55
26 39 77 g1 109 151 168 194
m/z--> 25 45 éo éo 160 150 110 160 180 200 220 250 2é0
Abundance #45636: Cyclohexene, 1,5,5-trimethyl-6-acetylmethyl-  ERa
123 10.00 10.20 10.40 10.60
43 m/z 95.10 30.78%
5000
95
81 ‘ 109 165
OI Iy \“H \M H‘H\ ‘H\ HH “‘.?-.37.:!-5.? .‘..].-89...........|....|.... s R o
miz--> 20 80 100 120 140 160 180 200 220 240 260 10. oo 10 20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042518\
Data File : BF104783.D

Aca On : 25 Apr 2018 12:45

Operator : JU/SJ

Sample : J2501-02 5X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Naphthalene, 1,6-dimethyl-4__._. Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

10.77 29.39 ng 1470600 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6-dimethvl-4-(1-m... 198 C15H18 000483-78-3 70
2 6-1sopropvl-1.4-dimethvInaphthalene 198 C15H18 000489-77-0 50
3 Azulene. 1l.4-dimethvl-7-(l-methv... 198 C15H18 000489-84-9 45
4 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 25
5 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 25

Abundance Scan 1476 (10.769 min): BF104783.D (-1474) (-) m/z 183.10 100.00%

183
5000 57 o 168 | 108

43

153

10.40 10.60 10.80 11.00

5
99113128 216 244 266280 m/z 57.10 44 .21%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59916: Naphthalene, 1,6-dimethyl-4-(1-methylethy!)-
183
5000 LA L L L L LB L
168 | 198 10.40 10.60 10.80 11.00
153 m/z 71.10 39.15%
83
39 63 99 113128
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
o R
10.40 10.60 10.80 11.00
5000 m/z 168.10 37.21%
168

39 6276 91105 128 3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59912: Azulene, 1,4-dimethyl-7-(1-methylethyl)- e e e AR RE
183108 10.40 10.60 10.80 11.00
m/z 198.10 34.72%
5000
153168
PN UL/ - N O SO | PROVONOW L1, 2P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. 40 10. 60 10.80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042518\
Data File : BF104783.D

Aca On : 25 Apr 2018 12:45

Operator : JU/SJ

Sample : J2501-02 5X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Benzene, (1-methylundecyl)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.30 44_.29 ng 2215750 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l1l-methvlundecvl)- 246 C18H30 002719-61-1 91
2 Benzene. (l-methvinonvI)- 218 C16H26 004537-13-7 72
3 Benzene. (l-methvldecvI)- 232 C17H28 004536-88-3 56
4 Benzene. (1-methvldodecvl)- 260 C19H32 004534-53-6 50
5 Benzene, (1,3,3-trimethylnonyl)- 246 C18H30 054986-44-6 50
Abundance Scan 1566 (11.298 min): BF104783.D (-1563) (-) m/z 105.10 100.00%
105
5000 I
—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—
a1 11.00 11.20 11.40 11.60
77 246
Ol 03 S | 120 147 169183198 23277 275 | n757106.10  13.84Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #99254: Benzene, (1-methylundecyl)-
105
L

5000 R e R
11. 00 11. 20 11. 40 11. 60

m/z 91.10 10.98%

91
oL 27 41 55 77 77 | 119133147162 189 207 231246
T R e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
105

11.00 11. 20 11. 40 11.60

5000 m/z 104.10 4.98%
91
ol 27 41 57 77 119133147161175189203 >
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #87787: Benzene, (1-methyldecyl)- T T T
105 1100 11. 20 1140 11. 60

m/z 246.20 4.94%

ol

‘ 119133147161175 203217 232
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.00 11.20 1140 11.60

5000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042518\
Data File : BF104783.D

Aca On : 25 Apr 2018 12:45

Operator : JU/SJ

Sample : J2501-02 5X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Benzene, (l1-ethylundecyl)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.57 30.00 ng 1500770 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-ethvlundecvl)- 260 C19H32 004534-52-5 94
2 Hexane. 3.4-diphenvl- 238 C18H22 005789-31-1 64
3 Aziridine. 1l-phenvl- 119 C8HON 000696-18-4 64
4 Benzene. (l-ethvloctvl)- 218 C16H26 004621-36-7 56
5 Benzene, (1-ethylnonyl)- 232 C17H28 004536-87-2 56

Abundance Scan 1612 (11.569 min): BF104783.D (-1609) (-) m/z 91.10 100.00%

g1

41 105 231 11.20 11.40 11.60 11.80

7 133147161 260
e O e A A6 P 278292 Tz 119.10  48.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #111018: Benzene, (1-ethylundecyl)-

o

5000 LA L L L L LB L
11.20 11.40 11.60 11.80
0
a1 105 )21 m/z 92.10 8.07%
ol27 I ST | | 133147161175189 207 ST 260
R A B A = e AR RARRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
91
o A
11.20 11.40 11.60 11.80
5000{ ,q 119 m/z 231.20 8.06%
44
o 63 /7 | 105 165179
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9134: Aziridine, 1-phenyl- T
91 11. 20 11. 40 11. 60 11. 80

m/z 105.10 6.36%

5000 119
77
51 ‘
oy J 105

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.20 11.40 11.60 11.80

o

8270-BF040618.M Thu Apr 26 16:37:21 2018 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042518\
Data File : BF104783.D

Aca On : 25 Apr 2018 12:45

Operator : JU/SJ

Sample : J2501-02 5X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Benzene, (1-methyldodecyl)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.76 73.36 ng 3670000 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l1l-methvldodecvl)- 260 C19H32 004534-53-6 87
2 Benzene. (l-methvldecvI)- 232 C17H28 004536-88-3 64
3 Benzene. (l-methvlinonvI)- 218 C16H26 004537-13-7 64
4 Benzene. (1-methvlundecvl)- 246 C18H30 002719-61-1 64
5 Phthalic acid, 4-methoxyphenyl 2... 376 C23H2005 1000315-58-2 40
Abundance Scan 1645 (11.763 min): BF104783.D (-1638) (-) m/z 105.10 100.00%
105
5000
43 | 119133 260 11.40 11.60 11.80 12.00
69 : : : :
O tbrrtr o S i b ATIGLITSNB0 207223 246 | 274292 | p75 91 10 27.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #111020: Benzene, (1-methyldodecyl)-
105
5000 LR BRI SN SN BN

11.40 11.60 11.80 12.00
m/z 260.20  15.36%

91
o 62 77 | | 119133147161176190 217 245200
R N N —
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
105
e AR
11.40 11.60 11.80 12.00
5000 m/z 106.10 12.45%

91
274l 55 77 119133147161175 203217232

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75971: Benzene, (1-methylnonyl)- e LN R EEaE
105 11.40 11.60 11.80 12.00

m/z 43.10 5.75%

5000

91

218
27 4155 77 | | 119133147161175189203" ]

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.40 11. 60 11. 80 12. OO

8270-BF040618.M Thu Apr 26 16:37:22 2018 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042518\
Data File : BF104783.D

Aca On : 25 Apr 2018 12:45

Operator : JU/SJ

Sample : J2501-02 5X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknownl4.86 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .86 38.40 ng 3274910 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane. dimethvl(4-heptvloxv)non... 316 C18H4002Si 1000347-60-4 14
2 Silane. dimethvlhexvloxvnonvloxyv- 302 C17H3802Si 1000346-90-8 14
3 Pentacvclol12.3.0.0(¢1.13).0(2.10... 332 C20H2804 1000192-08-1 12
4 Pvrazololl.5-alpvrimidine. 6.7-d... 273 C18H15N3 186956-30-9 11
5 Pyrrolidine-3-carboxamide, N-(3,... 354 C17H20CI2N202 309921-63-9 11
Abundance Scan 2172 (14.863 min): BF104783.D (-2168) (-) m/z 273.20 100.00%
213
43
5000 - 119 1I7
217 \ 301 385 414 HA SN BN SUN AU
14.60 14.80 15.00 15.20
329
ol ‘ i | l,|h e L) [ ] 32 se T | e ®0ea 0 99 730
m/z--> 50 100 150 200 250 300 350 400
Abundance #158106: Silane, dimethyl(4-heptyloxy)nonyloxy-
273
5000 LA DR DU SURRURI SR
14.60 14.80 15.00 15.20
201 m/z 43.10 64 .45%
75 131 301
ol 4 o Tasnme | e |
m/z--> 50 100 150 200 250 300 350 400
Abundance
287
14,60 14.80 15.00 15.20
5000 m/z 57.10 62.18%
77
29 55 | 101 131 159 189 231
miz-> 50 100 150 200 250 300 350 400
Abundance #170941: Pentacyclo[12.3.0.0(1,13).0(2,10).0(5,9)]heptadec... e  RRRaE Bam s
273 14.60 14.80 15.00 15.20
m/z 147.10 45 .64%
5000 55 105
332
300
mz-> 50 100 150 200 250 300 350 400 14,60 14.80 15.00 15.20

8270-BF040618.M Thu Apr 26 16:37:23 2018 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042518\
Data File : BF104783.D

Aca On : 25 Apr 2018 12:45

Operator : JU/SJ

Sample : J2501-02 5X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknownl14.93 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.93 25.14 ng 2143920 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Naphthalenamine. 5.6.7.8-tetra... 147 C10H13N 002217-41-6 43
2 (2-Benzimidazolvl)methvlamine 147 C8HON3 005805-57-2 38
3 1.3.2-Benzoxazaborole. 2-ethvl-2... 147 C8H10BNO 129363-62-8 38
4 1H-Isochromene-3-carboxvlic acid... 220 C12H1204 016266-88-9 38
5 1H-Indazol-5-amine, 3-methyl- 147 C8HON3 1000338-20-2 18
Abundance Scan 2183 (14.927 min): BF104783.D (-2180) (-) m/z 119.10 100.00%
119 147
5000
343 428 14,60 14.80 15.00 15.20
315
0 37139 m/z 147.10 91.55%
m/z—-> 0 50 100 150 200 250 300 350 400
Abundance #22299: 1-Naphthalenamine, 5,6,7,8-tetrahydro-
119 147
5000 R N IR BRI UGS
14.60 14.80 15.00 15.20
39 65 91 m/z 57.10 64.72%
15 | \Lh \hh i ‘\‘ \m\‘h h‘h ‘h‘ ‘\ I\H il
O s U U WL WL UL UL S
m/z-> 0 50 100 150 200 250 300 350 400
Abundance
119 147
14,60 14.80 15.00 15.20
5000 m/z 43.10 55.10%
30 o1
65
L S B U WL WL WL SR S
m/z-> 0 50 100 150 200 250 300 350 400
Abundance #22459: 1,3,2-Benzoxazaborole, 2-ethyl-2,3-dihydro- R a R mamEE L
119 147 14.60 14.80 15.00 15.20
m/z 71.10 50.70%
5000
40 63 911 |
mz-> 0 50 100 150 200 250 300 350 400 | 14,60 14.80 15.00 15.20

8270-BF040618.M Thu Apr 26 16:37:23 2018 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042518\
Data File : BF104783.D

Aca On : 25 Apr 2018 12:45

Operator : JU/SJ

Sample : J2501-02 5X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknownl5.06 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.06 40.45 ng 3449500 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3Ah-pvrrolol3.4-dlisoxazole-3-ca... 274 C13H10N205 1000317-17-8 18
2 N-Methvlpiperidinol2.4-b.c11.2.3... 273 C18H27NO 1000128-54-7 18
3 Cvclohexene. 3.5.5-trimethvl-3-p... 288 C18H280Si 172468-18-7 14
4 3.3.6.6.9-Pentamethvl-3.4.5.6.7.... 288 C18H2403 019225-63-9 14
5 Octahydroxanthen-1,9-dione, 3,3,... 316 C20H2803 030038-63-2 14
Abundance Scan 2206 (15.063 min): BF104783.D (-2199) (-) m/z 273.30 100.00%
213
133
5000
43 105
71 ‘ 301
ol AL Lh ) et 28 295 | | !.13.?7.35.7.3.8?, 142 Tn77133.10 0 73.00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #122286: 3Ah-pyrrolo[3,4-d]isoxazole-3-carboxylic acid, 4,...
119
5000 L B B SUU BIUR
274 14.80 15.00 15.20 15.40
9 91 m/z 119.10 59.79%
oL.33 ‘M‘ ‘ 143 173198 243 |
m/z--> §0 160 1éo 260 2éo 360 3éo 460 '
Abundance
273
14,80 15.00 15.20 1540
5000 m/z 259.20 58.27%
o 44 47 105 136159 187 215 244
mz-> 50 100 150 200 250 300 350 400
Abundance #134592: Cyclohexene, 3,5,5-trimethyl-3-phenyl-1-(trimethy...
273 14.80 15.00 15.20 15.40
m/z 43.10 36.09%
5000
73
0 45 t 105129 155 183 211 241
m/z--> 5'0 1(')0 1&'30 2(')0 25'30 3(')0 35'30 4(')0 ' 14|8O 15. 00 15. 20 15'40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042518\
Data File : BF104783.D

Aca On : 25 Apr 2018 12:45

Operator : JU/SJ

Sample : J2501-02 5X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknownl5.19 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.19 24 .41 ng 2081830 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tolcapone 273 C14H11NO5 134308-13-7 18
2 1H-Indole-2.3-dione 147 C8H5NO2 000091-56-5 14
3 1-lodomethvl-3-(2-hvdroxvpropion... 376 C9H21104Si2 1000280-22-1 14
4 2.4.4.6-Tetramethvl-6-phenvlheptane 232 C17H28 1000293-28-6 11
5 Silane, dimethylhexyloxynonyloxy- 302 C17H3802Si 1000346-90-8 10
Abundance Scan 2228 (15.192 min): BF104783.D (-2222) (-) m/z 119.10 100.00%
149 273
147 301
5000 57
| T h 2 309 428 14150 1500 1550 15,40 15.65
187 245 - - - - -
ol b .-|.|', Lol 8 ,~-.ll. Lol L] 335364 1 | 456 | 17 273.30  95.33%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #121656: Tolcapone
119
273
5000
91 14.80 15.00 15.20 15.40 15.60
182 m/z 287.30 94 .27%
L= w
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
119
92 14.80 15.00 15.20 15.40 15.60
5000 147 m/z 301.30 73.83%
64
38
L L L B LA A B N B WL B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #200803: 1-lodomethyl-3-(2-hydroxypropionylmethyl)-1,1,3,3... LI e e
245 273 14.80 15.00 15.20 15.40 15.60
a5 m/z 147.10 72 .35%
5000 73 131 163
L 102 207
185
0 .‘H.L“.‘ IlL.IJILI |l.lL'.LJi.... ‘I" ; NIII " i.“.luuu '|3?]'-"|' e R B w oI
m/z--> 50 100 150 200 250 300 350 400 450 14.80 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042518\
Data File : BF104783.D

Aca On : 25 Apr 2018 12:45

Operator : JU/SJ

Sample : J2501-02 5X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknownl5.26 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.26 16.03 ng 1367480 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.7.7-Trimethvl-2-vinvlbicvclol2... 162 C12H18 130930-56-2 43
2 benzldlisozazole. 3-ethvl- 147 C9HONO 066033-77-0 35
3 Benzonitrile. 4-ethoxv- 147 C9HONO 025117-74-2 35
4 1H-Indole-2.3-dione 147 C8H5NO02 000091-56-5 35
5 Benzonitrile, 3-ethoxy- 147 C9HONO 025117-75-3 35
Abundance Scan 2240 (15.263 min): BF104783.D (-2236) (-) m/z 119.10 100.00%
119
s000] O/ 147 287
J J h 1 357 15,00 15.20 1540 15.60
201 442 15.00 15.20 15.40 15.60
o Py L5029 | jass 7 sewas TUT L 2 T80 50170
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #32337: 1,7,7-Trimethyl-2-vinylbicyclo[2.2.1]hept-2-ene
119
91
s000{ 41 147 L S B IR LA

15.00 15.20 15.40 15.60

69 m/z 287.30 46.45%
AT PR T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
119
91 IIIIIIIIIIIIIIIIIIIIIII
147 15.00 15.20 15.40 15.60
5000 m/z 43.10 42 .24%
63
41
oot b A
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #22536: Benzonitrile, 4-ethoxy- e  RRRaE Bam s
119 15.00 15.20 15.40 15.60
m/z 147.10 41.77%
5000
147
39 64 91
-ttt SN~
m/z--> 50 100 150 200 250 300 350 400 450 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042518\
Data File : BF104783.D

Aca On : 25 Apr 2018 12:45

Operator : JU/SJ

Sample : J2501-02 5X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknownl15.31 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.31 21.46 ng 1830560 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Succinic acid. 6-ethvloct-3-vl p... 468 C29H5604 1000324-93-2 25
2 Benzonitrile. 4-ethoxv- 147 CO9HONO 025117-74-2 14
3 4-Methvlbenzoic acid. 4-biphenvl... 288 C20H1602 1000354-15-9 14
4 Benzamide. 3-methvIl-N-allvl- 175 C11H13NO 1000339-09-8 11
5 3-Methylbenzoic acid, 3-fluoroph... 230 C14H11FO2 1000331-26-2 10
Abundance Scan 2248 (15.310 min): BF104783.D (-2245) (-) m/z 119.10 100.00%
119

57

287

5000

15.00 15.20 15.40 15.60

361 385 413 442

(o} m/z 57.10 78.14%
m/z--> 50 100 150 200 250 300 350 400
Abundance #230751: Succinic acid, 6-ethyloct-3-yl pentadecy! ester
119
5000 R mE e e  REREE m e
57 g5 15.00 15.20 15.40 15.60
141 211 329 m/z 105.10 67.46%
o 8 0T L O . S - -/ S
m/z--> 50 100 150 200 250 300 350 400
Abundance
119

15.00 15.20 15.40 15.60
5000 65 m/z 287.30 66.37%

39 91 147

15
i N
m/z--> 50 100 150 200 250 300 350 400
Abundance #134702: 4-Methylbenzoic acid, 4-bipheny! ester Y RS
119 15.00 15.20 15.40 15.60
m/z 43.10 57.84%
5000
a1 288
39 65 | | 141170
T T e R Rma e e mmaa
m/z--> 50 100 150 200 250 300 350 400 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042518\
Data File : BF104783.D

Aca On : 25 Apr 2018 12:45

Operator : JU/SJ

Sample : J2501-02 5X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Tolcapone Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.40 30.01 ng 2559860 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tolcapone 273 C14H11NO5 134308-13-7 35
4-T2-(4-0x0-4H-benzold1l1.3Toxaz... 274 C17H10N202 1000297-20-9 25
3 Benzene. 1.4-diethvl-2-methvl- 148 C11H16 013632-94-5 25
4 1-Bromo-1.4.4a.5.8.8a-hexahvdron... 212 C10H13Br 1000192-97-4 14
5 Silane, diethyldecyloxypropoxy- 302 C17H3802Si 1000363-32-6 12
Abundance Scan 2263 (15.398 min): BF104783.D (-2258) (-) m/z 133.10 100.00%
l 273
5000 43 105
7 315 15.00 15.20 15.40 15.60 15.80
217 428 - - - - -
ol J,J Ll 4 ) A 100187, 77295, | | 1 340360 399 MPAS6 | “m/z 119.10  81.17%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #121656: Tolcapone
119
273
5000 AL BRI BRI I
91 15.00 15.20 15.40 15.60 15.80
182 m/z 273.25 76.48%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
119
90 274 15.00 15.20 15.40 15.60 15.80
5000 156 m/z 287.30 61.98%
50 218 245
190
L U A UL L U UL LS B W
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #22797: Benzene, 1,4-diethyl-2-methyl-
133 15.00 15.20 15.40 15.60 15.80
m/z 105.10 38.83%
5000
105
77
m/z--> 50 100 150 200 250 300 350 400 450 15.00 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042518\
Data File : BF104783.D

Acq On : 25 Apr 2018 12:45

Operator : JU/SJ

Sample - J2501-02 5X

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

15.52 1705730 20.0
15.52 1705730 20.0

unknownl15.31 15.31 21.5 ng 1830560
Tolcapone 15.40 30.0 ng 2559860

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2,4,4,6,6,8,8-Hep... 9.23 20.6 ng 1493880 3 9.85 1447150 20.0
unknown9.70 9.70 19.3 ng 1394140 3 9.85 1447150 20.0
1H-Indene, octahy... 9.75 28.6 ng 2068440 3 9.85 1447150 20.0
Decahydro-8a-ethy... 10.18 29.7 ng 2149120 3 9.85 1447150 20.0
unknown10.26 10.26 28.9 ng 2091850 3 9.85 1447150 20.0
Naphthalene, 1,6-... 10.77 29.4 ng 1470600 4 11.36 1000580 20.0
Benzene, (1-methy... 11.30 44_.3 ng 2215750 4 11.36 1000580 20.0
Benzene, (l1-ethyl... 11.57 30.0 ng 1500770 4 11.36 1000580 20.0
Benzene, (1-methy... 11.76 73.4 ng 3670000 4 11.36 1000580 20.0
unknownl14 .86 14.86 38.4 ng 3274910 6 15.52 1705730 20.0
unknownl14 .93 14.93 25.1 ng 2143920 6 15.52 1705730 20.0
unknown15.06 15.06 40.5 ng 3449500 6 15.52 1705730 20.0
unknown15.19 15.19 24 _4 ng 2081830 6 15.52 1705730 20.0
unknownl15.26 15.26 16.0 ng 1367480 6 15.52 1705730 20.0

6
6
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