LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF081017\
Data File : BF097565.D
Aca On : 10 Aug 2017 18:36 Instrument :
Operator : SJ/JU E?Afs el

- _ lentosampleld :
3?2?:'6 - 14666-01 RO-124019-72-12014
ALS Vial : 7 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-BF072517.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 4.516 477 481 498 rBV 109979 232507 10.15% 0.749%
2 4.981 557 560 592 rBVY 1514161 2290901 100.00% 7 .380%
3 6.063 741 744 758 rBY 1930524 2282996 99.65% 7 .355%
4 6.163 758 761 768 rVB 2041812 2121146 92.59% 6.833%
5 6.392 796 800 813 rVB 650113 689101 30.08% 2.220%
6 6.545 822 826 839 rBVY 1621900 1644851 71.80% 5.299%
7 6.963 894 897 917 rBVY 1347986 1481941 64.69% 4_.774%
8 7.434 972 977 984 rBV2 31353 43024 1.88% 0.139%
9 7.675 1015 1018 1026 rBV 932939 896877 39.15% 2.889%
10 8.063 1077 1084 1088 rBv4 17699 35120 1.53% 0.113%
11 8.204 1105 1108 1110 rBV 49113 34534 1.51% 0.111%
12 8.263 1115 1118 1119 rBvV2 37243 33567 1.47% 0.108%
13 8.286 1120 1122 1128 rVB5 28061 38536 1.68% 0.124%
14 8.357 1132 1134 1136 rBvV2 27562 32426 1.42% 0.104%

15 8.439 1139 1148 1152 rBV3 58227 147530 6.44% 0.475%

16 8.610 1169 1177 1179 rBV2 92842 176767 7.72% 0.569%
17 8.657 1182 1185 1188 rBV2 83778 113665 4._.96% 0.366%
18 8.751 1197 1201 1205 rBV 2245085 2066621 90.21% 6.658%
19 8.904 1225 1227 1229 rBV2 45959 36468 1.59% 0.117%
20 8.951 1231 1235 1238 rVB3 126695 184421 8.05% 0.594%

21 8.998 1241 1243 1246 rVB2 66283 63276 2.76% 0.204%
22 9.051 1250 1252 1254 rBV 54741 53225 2.32% 0.171%
23 9.157 1267 1270 1275 rBV 511620 525329 22.93% 1.692%
24 9.304 1293 1295 1297 rBV2 53909 39270 1.71% 0.127%
25 9.416 1311 1314 1322 rVB 932939 906270 39.56% 2.920%
26 9.510 1327 1330 1332 rVvv2 91239 85684 3.74% 0.276%
27 9.533 1332 1334 1336 rVB2 48285 34175 1.49% 0.110%
28 9.633 1349 1351 1353 rBV3 58875 51767 2.26% 0.167%
29 9.804 1378 1380 1381 rBV 79223 64974 2.84% 0.209%

30 10.169 1440 1442 1444 rBV 157790 147433 6.44% 0.475%

31 10.210 1446 1449 1454 rVB2 752887 863767 37.70% 2.783%
32 10.286 1459 1462 1465 rVV 225266 218807 9.55% 0.705%
33 10.404 1479 1482 1484 rBV2 252543 221196 9.66% 0.713%
34 10.433 1484 1487 1491 rBV2 436241 463039 20.21% 1.492%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF081017\
Data File : BF097565.D
Aca On : 10 Aug 2017 18:36 Instrument :
Operator : SJ/JU E?Afs el

- _ lentosampleld :
3?2?:'6 - 14666-01 RO-124019-72-12014
ALS Vial : 7 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-BF072517.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 10.569 1508 1510 1515 rVB4 257398 356402 15.56% 1.148%

36 10.857 1556 1559 1563 rBV 313735 415284 18.13% 1.338%
37 10.892 1563 1565 1568 rBV 637324 636531 27.79% 2.051%
38 10.922 1568 1570 1573 rVV 375276 345856 15.10% 1.114%
39 10.957 1573 1576 1579 rVB3 210903 290951 12.70% 0.937%
40 11.127 1602 1605 1609 rBV2 572797 721081 31.48% 2.323%

41 11.216 1616 1620 1625 rBVY 554071 842873 36.79% 2.715%
42 11.298 1630 1634 1638 rBV2 830485 1179356 51.48% 3.799%
43 11.551 1674 1677 1680 rVB 269190 236270 10.31% 0.761%
44 11.716 1702 1705 1709 rBV 400725 439043 19.16% 1.414%
45 12.474 1831 1834 1838 rVB 1043668 1059038 46.23% 3.412%

46 13.233 1961 1963 1966 rVB2 138057 111819 4._.88% 0.360%
47 13.521 2009 2012 2017 rBV 385655 562071 24.53% 1.811%
48 13.592 2021 2024 2027 rBV2 260027 298439 13.03% 0.961%
49 13.715 2042 2045 2050 rBV3 201125 261864 11.43% 0.844%
50 13.763 2050 2053 2061 rVB3 235942 446732 19.50% 1.439%

51 13.886 2072 2074 2078 rVB2 238009 254274 11.10% 0.819%
52 14.010 2092 2095 2100 rVB3 191460 219277 9.57% 0.706%
53 14.057 2100 2103 2111 rVB3 299516 520420 22.72% 1.677%
54 14.127 2113 2115 2118 rBV3 88046 100260 4_.38% 0.323%
55 14.174 2121 2123 2130 rVB2 193158 270019 11.79% 0.870%

56 14.227 2130 2132 2138 rBV2 233191 290420 12.68% 0.936%
57 14.280 2138 2141 2147 rVB3 503067 691567 30.19% 2.228%
58 14.345 2149 2152 2158 rVB3 297721 419606 18.32% 1.352%
59 14.415 2162 2164 2167 rBV2 109530 132273 5.77% 0.426%
60 14.515 2178 2181 2187 rVB2 208240 293456 12.81% 0.945%

61 14.621 2196 2199 2204 rVB4 154478 207452 9.06% 0.668%
62 14.804 2227 2230 2236 rVVv4 130902 171515 7.49% 0.553%
63 14.862 2236 2240 2248 rVB 441466 635803 27.75% 2.048%
64 14.927 2248 2251 2260 rVB4 93696 207833 9.07% 0.670%

65 16.298 2481 2484 2486 rBV4 28270 37090 1.62% 0.119%

66 18.386 2838 2839 2843 rBV3 16542 25507 1.11% 0.082%

67 19.333 2997 3000 3008 rVBS8 16575 39483 1.72% 0.127%
Sum of corrected areas: 31041076
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF081017\

BF097565.D

10 Aug 2017 18:36

SJ/Ju

14666-01

7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

RO-124019-72-12014

TIC Integration Parameters: LSCINT.P
Abundance TIC: BF097565.D
6.16
2000000 6.06
4.98 655
1500000 6.96
1000000
6.39
500000
4.52 743
O B e e T B s i B e e
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF097565.D
8|75
12.47
2000000 11.30
10.21 10.891L
1500000 : 11 5151 72
0.42 | 10.43 ‘; 936
Qf0.57 108 13.!
1000000.67 1O|oﬁ l“
0.16 ‘h 13.23 k
\
500000 9.80
g h 59363/
H -("-‘ 93 ‘ i
48 K 5
. 8.08
e S S S S B e e S e .
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF097565.D
2000000
1500000
1000000
500000
18.39 19.33
o
Time-- 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081017\

Data File : BF097565.D

Aca On : 10 Aug 2017 18:36

Operator : SJ/JU

ﬁ?ggle i 14666-01 RO-124019-72-12014
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknown6.16 Concentration Rank 1

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

6.16 61.56 ng 2121150 1,4-Dichlorobenzene-d4 6.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 760 (6.157 min): BF097565.D (-758) (-) m/z 132.00 100.00%
132.0
5000 68.1
40.0 ‘ 96.1 L L R L I
54.0 5.80 6.00 6.20 6.40
o..,....,....,...!!'!...,!!..,::.'.|..'.'.,5‘?.9,..1.,}97.,0....,...., - m/z 68.10 46.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRR R U L
5.80 6.00 6.20 6.40
310 510 m/z 134.00 31.28%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
580 6.00 620 640
5000 m/z 66.00 30.67%
33.0 44.0 105.0

70.0
56.0 86.0

mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14491: 5-Aminoindole R e e R

132.0 580 6.00 6.20 6.40
m/z 69.10 17.78%

5000
104.0
66.0
ol 140 270 390 510 770 890 || 1150 ||

S NP R W 1V L SN S, £ EENE || N AR

mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 580 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081017\

Data File : BF097565.D

Aca On : 10 Aug 2017 18:36

Operator : SJ/JU

ﬁ?ggle i 14666-01 RO-124019-72-12014
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 3 N-(m-Toluoyl)glycine Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.43 14.55 ng 463039 Phenanthrene-d10 10.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N-(m-ToluovDalvcine 193 C10H11NO3 027115-49-7 50
2 Benzenepropanoic acid. .beta...b... 192 C12H1602 025080-84-6 47
3 Benzenepropanoic acid. .beta...b... 178 C11H1402 001010-48-6 47
4 2.4.4.6-Tetramethvl-6-phenvl-1-h... 230 C17H26 1000293-27-9 47
5 o-Toluic acid, oct-3-en-2-yl ester 246 C16H2202 1000292-51-3 47
Abundance Scan 1486 (10.427 min): BF097565.D (-1484) (-) m/z 119.10 100.00%
119.1
5000
so LT o0 1040 160 1050,
191.2 : : : :
ol 2311 2808 "7z 91.10 28.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55125: N-(m-Toluoyl)glycine
119.0
5000 91.0 LB UL SULIILN BN B
149.0 10.20 10.40 10.60 10.80
65.0 m/z 149.10 28.52%
Omowo | I ‘ ‘ 193.0
mz> 20 40 80 80 100 130 140 160 150 250 230 240 260 280
Abundance
119.0
10.20 10.40 10.60 10.80
5000 m/z 107 .05 26 .84%
91.0
41.0
65.0 145.0 192.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #43883: Benzenepropanom acid, .beta.,.beta.-dimethyl- R mEm s e
10.20 10.40 10.60 10.80

m/z 97.10 25.26%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 20 10. 40 10 60 10 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081017\

Data File : BF097565.D

Aca On : 10 Aug 2017 18:36

Operator : SJ/JU

ﬁ?ggle i 14666-01 RO-124019-72-12014
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknownlO0.57 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.57 11.20 ng 356402 Phenanthrene-d10 10.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-(1-Hvdroxv-cvclohexvIl)-2.2-dim... 238 C15H2602 083040-91-9 17
2 Hexane. 2.5-dimethvl- 114 C8H18 000592-13-2 10
3 Propanoic acid. 2.2-dimethvl-., 2... 248 C16H2402 054644-42-7 10
4 2.2-Dimethvl-3-octanone 156 C10H200 005340-64-7 9
5 2-Azido-2,4,4,6,6-pentamethylhep... 211 C12H25N3 1000293-29-0 9
Abundance Scan 1510 (10.569 min): BF097565.D (-1508) (-) m/z 57.10 100.00%
57.1
5000 99.1
‘ 149.1
121, 177.2 10.20 10.40 10.60 10.80
ob Al deg .|‘:|.'.|,|-...". b 02 2803 77799 10 | 48.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92375: 7-(1-Hydroxy-cyclohexyl)-2,2-dimethyl-hept-5-en-3-one
57.0
5000 85.0 USRS UL AR B
10,20 10.40 10.60 10.80
29.0 m/z 91.05 46.37%
‘ \ 70, 100,630 1050
0 IIIII\I‘”\I\‘I”HN .‘.M..H‘ u\ \ \ .J...‘l”“..‘.. ....l‘.... ..2.?0.(.).. S ARRRAREERE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
10.20 10.40 10.60 10.80
5000 99.0 m/z 149.10 34 .55%
0l15.0 78.0
mﬁmﬁwmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #100846: Propanoic acid, 2,2-dimethyl-, 2-(1,1-dimethyleth...
57.0 10.20 10.40 10.60 10.80
m/z 107.10 27 .97%
5000 149.0
85.0 121.0 248 0
o) S A — .‘.‘.. .‘... \”” S T T T Tt
m/z--> 20 40 60 85 100 120 140 160 180 200 220 240 260 280 1020 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081017\

Data File : BF097565.D

Aca On : 10 Aug 2017 18:36

Operator : SJ/JU

ﬁ?ggle i 14666-01 RO-124019-72-12014
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Benzene, (1,1-dimethylpropyl)- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.13 22 .66 ng 721081 Phenanthrene-d10 10.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1l.1-dimethvipropvl)- 148 C11H16 002049-95-8 72
2 Benzene. (l-ethvlundecvl)- 260 C19H32 004534-52-5 62
3 Pentadecane. 2-methvl-2-phenvl- 302 C22H38 029138-94-1 59
4 Benzene. (1l-ethvldecv)- 246 C18H30 002400-00-2 50
5 (.+/-.)-2-Phenylbutyric acid, di... 318 C15H21F302Si 1000375-60-0 47

Abundance Scan 1605 (11.127 min): BF097565.D (-1602) (-) m/z 119.10 100.00%
119.1
91.1
5000
411.0 5.0 | 147.1 175.1 202 1 231 2 260 3 288 3 ;I'68IOI I]';I'OIOI Illlzlo' Il;l'4|'0| ”
Orrrrprrretbr B2 el i 021 2021 252 2005 2883 Tzz 91.10  76.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #22803: Benzene, (1,1-dimethylpropyl)-
119.0
91.0
5000 AU IR UL RS
10.80 11.00 11.20 11.40
41.0 m/z 105.10 15.29%
15.0 148.0
OHHPWAHHPHM”hN”H””PL.””.”.””.”.””P”.””P”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
91.0
119.0 10.80 11.00 11.20 11.40
5000 m/z 41.05 13.62%
41.0
o 65.0 147.0 1750 207.02310 260.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #146687: Pentadecane, 2-methyl-2-phenyl- R R mamEE
119.0 10.80 11.00 11.20 11.40
m/z 43.10 11.84%
5000
41.0 91.0
0l15.0, | 650 | , J 1450 1750 2100 245.0 302.0
m/z--> ﬁo 40 60 85 100 120 140 160 180 200 220 240 260 280 300 10,80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081017\

Data File : BF097565.D

Aca On : 10 Aug 2017 18:36

Operator : SJ/JU

ﬁ?ggle i 14666-01 RO-124019-72-12014
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Pentadecane, 2-methyl-2-phe... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.22 26.48 ng 842873 Phenanthrene-d10 10.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2-methvl-2-phenvl- 302 C22H38 029138-94-1 83
2 Benzene. (1.1.4.6.6-pentamethvlh... 246 C18H30 055134-07-1 78
3 Benzene. (l.1-dimethvildecvI)- 246 C18H30 027854-40-6 74
4 Benzamide. N-[2-acetvl-1.1-di(tr... 383 C16H15F6NO3 1000276-52-7 72
5 3-Methylbenzoic acid, 4-chloro-2... 260 C15H13CI02 1000331-26-6 64
Abundance Scan 1621 (11.222 min): BF097565.D (-1616) (-) m/z 119.10 100.00%
119.1
5000
w1 9O 106 11120 1140 1160
o....,....,....,6.5?.0.,..|..,.'.. dhdol 1752 20322272 2581 2883 | "m/z 91.05 16.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #146687: Pentadecane, 2-methyl-2-phenyl-
119.0
5000 LR LR B I
11.00 11.20 11.40 11.60
41.0 91.0 m/z 105.10 9.62%
ol15.0, | 650 | , | 1450 1750 2100 245.0 302.0
m/z--> 20 40 60 85 100 120 140 160 180 200 220 240 260 280 300
Abundance
119.0
11,00 11:20 11.40 11.60
5000 m/z 120.10 9.41%
91.0
57.0
o 29.0 147.0 175.0 246.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #99265: Benzene, (1,1-dimethyldecyl)- R B o e
119.0 11.00 11.20 11.40 11.60
m/z 43.10 8.76%
5000
o 91.0
ol 16.0, 67.0 1590 1890 2460
m/z--> ﬁo 40 60 85 100 120 140 160 180 200 220 240 260 280 300 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081017\

Data File : BF097565.D

Aca On : 10 Aug 2017 18:36

Operator : SJ/JU

ﬁ?ggle i 14666-01 RO-124019-72-12014
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Benzene, (1-methyldodecyl)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.30 37.06 ng 1179360 Phenanthrene-d10 10.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-methvldodecvl)- 260 C19H32 004534-53-6 52
2 Benzene. (l-methvlinonvl)- 218 C16H26 004537-13-7 47
3 Benzene. (l-methvldecvl)- 232 C17H28 004536-88-3 43
4 Benzene. (l-methvlundecvl)- 246 C18H30 002719-61-1 43
5 1-Hexene, 3-methyl-6-phenyl-4-(1... 294 C21H260 1000194-52-4 35
Abundance Scan 1634 (11.298 min): BF097565.D (-1630) (-) m/z 105.10 100.00%
105.1
5000
41.1 79.1 260.3 11.00 11.20 11.40 11.60
Obrrrrrrrrrrt et e e el 4752 2032 2312 2005 2883 Tr777119.10  29.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #111019: Benzene, (1-methyldodecyl)-
105.0
5000 L B UL B UL
11,00 11.20 1140 11.60
m/z 91.10 15.90%
0 430 790 | 1330 166.0189.0 221.0 260.0
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220 240 2éo 280
Abundance
105.0
11.00 1120 11.40 11.60
5000 m/z 106.10 13.09%
olle.0 410 79.0 133.0 161.0 189.0 180
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #87788: Benzene, (1-methyldecyl)- R B B
105.0 11.00 11.20 11.40 11.60
m/z 41.10 8.31%
5000
o 70 147.0 1750 2030 23%0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11,00 11.20 1140 11.60

8270-BF072517.M Fri Aug 11 17:01:42 2017 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081017\

Data File : BF097565.D

Aca On : 10 Aug 2017 18:36

Operator : SJ/JU

ﬁ?ggle i 14666-01 RO-124019-72-12014
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 2-Butene-1,4-diol, 2,3-dibr... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.55 7.42 ng 236270 Phenanthrene-d10 10.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butene-1.4-diol. 2.3-dibromo-.... 244 C4H6Br202 021285-46-1 90
2 Benzene. (l-ethvlundecvl)- 260 C19H32 004534-52-5 72
3 Benzene. (l-ethvlinonvl)- 232 C17H28 004536-87-2 56
4 Benzene. (1.1.4.6.6-pentamethvlh... 246 C18H30 055134-07-1 50
5 Benzene, (1-ethyldecyl)- 246 C18H30 002400-00-2 50
Abundance Scan 1677 (11.551 min): BF097565.D (-1674) (-) m/z 91.10 100.00%
91.1 119.1
5000
1612 11120 11140 1760 1180
: 245 2 . . . .
o 830 gl 117281 2152 2902 2143 300 R R 5 g Ay,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #97616: 2-Butene-1,4-diol, 2,3-dibromo-, (E)-
29.0 57.0 85.0
5000 L S B B S B
11.20 11.40 11.60 11.80
m/z 41.10 17.99%
Ol
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
91.0
119.0 11:20 11.40 11.60 11.80
5000 m/z 105.10 12.24%
41.0
o 65.0 147.0 1750 207.0231-0 260.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #87783: Benzene, (1-ethylnonyl)- R AL
91.0 11.20 11.40 11.60 11.80
m/z 161.15 11.39%
5000 119.0
0 41[\0 \\65'0 L | 16:\L 0 20\3 0 232 0
m/z--> ﬁo Jo éo éo 160 150 150 160 180 200 220 240 2éo 280 360 11'20 11. 40 11. 60 11|80

8270-BF072517.M Fri Aug 11 17:01:43 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081017\

Data File : BF097565.D

Aca On : 10 Aug 2017 18:36

Operator : SJ/JU

ﬁ?ggle i 14666-01 RO-124019-72-12014
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknownl1l1.72 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

11.72 13.79 ng 439043 Phenanthrene-d10 10.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1-methvlpentadecvl)- 302 C22H38 013419-16-4 49
2 Benzene. (l1l-methvldecvl)- 232 C17H28 004536-88-3 47
3 Benzene. (l-methvlundecvl)- 246 C18H30 002719-61-1 43
4 Benzene. (1l-methvldodecvIl)- 260 C19H32 004534-53-6 43
5 Benzene, (1-methylnonyl)- 218 C16H26 004537-13-7 38

Abundance Scan 1706 (11.721 min): BF097565.D (-1702) (-) m/z 105.10 100.00%

10b.1
5000

| 147.1 11.40 11.60 11.80 12.00
2743
.,....,”...'.,....,..l. b 09:2217.22412 27093024 3364 77 119.10  39.52%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #146686: Benzene, (1-methylpentadecyl)-
105.0
5000 LA L L L L L L LB L |
11.40 11.60 11.80 12.00
m/z 97.10 24 .99%
o 230 770 | 1310 161.0189.0 23102500 302.0
Rt e LRR AR N o e e RAR RRAR Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
105.0
s e Ry
11.40 11.60 11.80 12.00
5000 m/z 57.10 17.51%
o 70 147.0 175.0 203.0 220
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #99254: Benzene, (1-methylundecyl)- e A REEEEEasS
105.0 11.40 11.60 11.80 12.00
m/z 91.05 17.03%
5000
0 410 79.0, | 147.0 175.0 207.0 246.0
T T T R T T e e e R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11. 40 11. 60 11. 80 12. 00

8270-BF072517.M Fri Aug 11 17:01:44 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081017\

Data File : BF097565.D

Aca On : 10 Aug 2017 18:36

Operator : SJ/JU

ﬁ?ggle i 14666-01 RO-124019-72-12014
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknownl3.59 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.59 10.62 ng 298439 Chrysene-di12 13.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Succinic acid. heptadecvl 4-meth... 440 C27H5204 1000349-23-5 22
2 1.3-Dioxolan-2-one. 4-methvl-5-m... 246 C15H1803 1000319-92-8 15
3 Benzamide. 4-methvIl-N-T2-(2-thie... 245 C14H15NOS 1000319-70-5 11
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 11
5 Pyridine, 5-ethenyl-2-methyl- 119 C8HOSN 000140-76-1 11
Abundance Scan 2024 (13.592 min): BF097565.D (-2021) (-) m/z 57.10 100.00%
57.1
105.1
5000 259.3

13.20 13.40 13.60 13.80 14.00
m/z 105.10 70.08%

L

m/z--> 50 100 150 200 250 300 350 400
Abundance #224895: Succinic acid, heptadecyl 4-methylpent-2-y| ester
119.0
85.0
5000 | BN L L L L LB L
43.0 13.20 13.40 13.60 13.80 14.00
239.0 m/z 43.10 69.49%
oL | h‘ Ll 1550 2030 pg3 3390 425.0
e e A T T T e
m/z--> 50 100 150 200 250 300 350 400
Abundance
119.0
S am e ERRaE R
13.20 13.40 13.60 13.80 14.00
5000 m/z 119.10 65.67%
41.0
77.0
0 159.0 202,90 246.0
T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #98155: Benzamide, 4-methyl-N-[2-(2-thienyl)ethyl]- B B E e
119.0 13.20 13.40 13.60 13.80 14.00
m/z 71.10 51.24%
5000
245.0
65.0
0l330, |l | 1650 2130
e i e L T LA e o B B B E e
m/z--> 50 100 150 200 250 300 350 400 13.20 13.40 13.60 13.80 14.00

8270-BF072517.M Fri Aug 11 17:01:44 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081017\

Data File : BF097565.D

Aca On : 10 Aug 2017 18:36

Operator : SJ/JU

ﬁ?ggle i 14666-01 RO-124019-72-12014
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknownl3.72 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.72 9.32 ng 261864 Chrysene-di12 13.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2-Dimethvipropanoic acid. 4-cv... 203 C12H13NO2 1000308-04-3 27
2 Benzamide. N-(3-chlorophenvl)-4-___. 245 C14H12CINO 1000306-95-8 22
3 Benzamide. N-(3-chlorophenvl)-2-.__. 245 C14H12CINO 1000307-00-4 22
4 Benzonitrile. 4-ethoxv- 147 C9HONO 025117-74-2 22
5 Benzamide, N-(3-chlorophenyl)-3-... 245 C14H12CINO 1000307-11-4 22
Abundance Scan 2046 (13.721 min): BF097565.D (-2042) (-) m/z 119.10 100.00%
1
5000
315.3344. 200.4 13.40 13.60 13.80 14.00
ol K m/z 57.10 86.55%
m/z--> 50 100 150 200 250 300 350 400
Abundance #63334: 2,2-Dimethylpropanoic acid, 4-cyanophenyl ester
57.0
5000 BRI RN
119.0 13.40 13.60 13.80 14.00
m/z 133.10 63.36%
0 270 | 9.0 160.0  204.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
119.0
13.40 13.60 13.80 14.00
5000 m/z 105.10 47 .18%
245.0
ol28.0 65.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #98091: Benzamide, N-(3-chlorophenyl)-2-methyl- T
119.0 13.40 13.60 13.80 14.00
m/z 273.30 43.56%
5000
245.0
0126.0 6?0 | 180.0 \
m/z--> 50 100 150 200 250 300 350 400 1340 13.60 13.80 14.00

8270-BF072517.M Fri Aug 11 17:01:45 2017

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081017\

Data File : BF097565.D

Aca On : 10 Aug 2017 18:36

Operator : SJ/JU

ﬁ?ggle i 14666-01 RO-124019-72-12014
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknownl3.76 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.76 15.90 ng 446732 Chrysene-di12 13.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-tert-butvl-2.4-dimethviphenol.... 274 C14H17F302 1000376-41-4 32
2 Silane. diethvlhexvloxv(3-hexvlo... 288 C16H3602Si 1000363-45-5 22
3 1H-Inden-5-0l. 2.3-dihvdro-1.1.3... 274 C19H300 093892-40-1 22
4 Dihvdrobenzimidazol-2-one. l-ace... 301 C16H19N303 1000280-84-2 18
5 Silane, diethyldi(2-methylpentyl... 288 C16H3602Si 1000363-12-6 14
Abundance Scan 2053 (13.763 min): BF097565.D (-2050) (-) m/z 43.10 100.00%
431 105.1 259.3
71.1
5000
1471 5030 -
I | 175 3013 gg7 43064 13.40 13.60 13.80 14.00
bbb L L m/z 105.10 97 .42%
m/z--> 50 100 150 200 250 300 350
Abundance #122447: 6-tert-butyl-2,4-dimethylphenol, trifluoroacetate...
259.0
5000 AR R R SRR
1340 13.60 13.80 14.00
41.0 69.0 130.0 m/z 259.30 94.14%
ol ‘.“ ““.““. “‘. %7“‘# M\, ‘{‘”.“‘,16.'2'.0.19.3]0.2%‘5.'0.‘ I —
m/z--> 50 100 150 200 250 300 350
Abundance
259.0
13.40 13.60 13.80 1400
5000 91.0 m/z 57.10 83.51%
175.0
290.0 63.0 145.0 231.0
m/z--> " 50 100 150 200 250 300 350
Abundance #122951: 1H-Inden-5-ol, 2,3-dihydro-1,1,3,3-tetramethyl-4,... R AR EEEEE T
259.0 13.40 13.60 13.80 14.00
m/z 119.10 70.26%
5000
175.0
43"0 91.0 141.0 217.0
0.“.‘.“‘..“..‘|‘.‘.JE‘."“l““.“.”‘.".‘ll."...|....|....|.... R e
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00

8270-BF072517.M Fri Aug 11 17:01:45 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081017\
Data File : BF097565.D

Aca On : 10 Aug 2017 18:36

Operator : SJ/JU

Sample : 14666-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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

RO-124019-72-12014

Peak Number 13 unknownl13.89 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.89 9.05 ng 254274 Chrysene-di12 13.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzamide. 2-methvl-. O-T(phenvl... 269 C15H15N302 1000112-26-4 23
2 Acetoxvacetic acid. undecvl ester 272 C15H2804 1000308-31-8 14
3 Succinic acid. 3-methvlbut-2-vl ... 440 C27H5204 1000329-89-6 12
4 Carbonic acid. 2.2.2-trichloroet... 293 C10H6CI3NO3 1000357-90-3 12
5 Pyridine, 5-ethenyl-2-methyl- 119 C8HOSN 000140-76-1 10
Abundance Scan 2075 (13.892 min): BF097565.D (-2072) (-) m/z 57.10 100.00%
5%.1 119.1
5000 259.3
’ A ‘ 189.2 01.3 USRS SN SUNAA SN
59.2 357.3 400.4 13.60 13.80 14.00 14.20
bbb, m/z 119.10 88.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #118144: Benzamide, 2-methyl-, O-[(phenylamino)carbonylJoxime
119.0
5000 SRR SR SO B
13.60 13.80 14.00 14.20
150.0 m/z 43.10 84 .19%
U S ”'l""|""|""|""|""|"
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0 119.0
| 13.60 13.80 14.00 14.20
0
5000 83.0 m/z 105.10 77.29%
154.0 199-0230.0
o 273.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #224886: Succinic acid, 3-methylbut-2-yl octadecyl ester O B .
119.0 13.60 13.80 14.00 14.20
m/z 71.10 48.11%
71.0
5000
41,0
oLt W LUl 1ss0100 PP hg0 w20
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20

8270-BF072517.M Fri Aug 11 17:01:46 2017

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081017\

Data File : BF097565.D

Aca On : 10 Aug 2017 18:36

Operator : SJ/JU

ﬁ?ggle i 14666-01 RO-124019-72-12014
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknownl14.01 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.01 7.80 ng 219277 Chrysene-di12 13.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Succinic acid. heptadecvl 4-meth... 440 C27H5204 1000349-23-5 27
2 1.1.3.3-Tetramethvl-1.3-di-n-pro... 218 C10H260Si2 018001-73-5 27
3 Benzene. l1l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 25
4 Benzenepropanol. 2.4.6-trimethvl- 178 C12H180 027645-07-4 22
5 Benzene, 4-(chloromethyl)-1,2-di... 154 C9H11ClI 000102-46-5 22
Abundance Scan 2095 (14.010 min): BF097565.D (-2092) (-) m/z 133.10 100.00%
138.1
57.1
5000
| 1992 12 5 05 a7 a0 13160 13130 14100 14,20 1440
0 SN U L Y I O OO I o S e e O m/z 119.10 77.07%
m/z--> 50 100 150 200 250 300 350 400
Abundance #224895: Succinic acid, heptadecyl 4-methylpent-2-y| ester
119.0
85.0
5000 UM BRI SRR B
43.0 1360 13.80 14.00 14.20 14.40
239.0 m/z 57.10 58.09%
0 \‘ I‘ H 1 \‘ .. 1550 2030 | 2830 3390 425.0
m/z--> 150 200 250 300 350 400
Abundance
133.0
13.60 13.80 14.00 14.20 14.40
5000 m/z 105.10 58.09%
175.0
73.0
218.0
L B L U UL UL S B
m/z--> 50 100 150 200 250 300 350 400
Abundance #14881: Benzene, 1-ethyl-2,4-dimethyl- R R e e
119.0 13.60 13.80 14.00 14.20 14.40
m/z 43.10 54 _.17%
5000
390 77.0
m/z--> 50 100 150 200 250 300 350 400 1360 13.80 14.00 14.20 14.40

8270-BF072517.M Fri Aug 11 17:01:46 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081017\

Data File : BF097565.D

Aca On : 10 Aug 2017 18:36

Operator : SJ/JU

ﬁ?ggle i 14666-01 RO-124019-72-12014
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknownl14.06 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.06 18.52 ng 520420 Chrysene-di12 13.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ent-bever-15-en-18-ol 288 C20H320 020107-90-8 22
2 Tolcapone 273 C14H11NO5 134308-13-7 18
3 benzldlisozazole. 3-ethvl- 147 C9HONO 066033-77-0 14
4 Urea. N-(3-methvlbenzovl)-N"-(5-... 259 C13H13N303 1000320-00-2 14
5 3,9-Dodecadiyne 162 C12H18 061827-89-2 14
Abundance Scan 2104 (14.063 min): BF097565.D (-2100) (-) m/z 57.10 100.00%
571 1051
259.3
5000
47.1
‘ ‘ 2082 01.3 13.80 14.00 14.20 14.40
' 371.3400.4 - - - -
ol ,I. LU, 380.2 m/z 43.10 92.70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #134739: Ent-beyer-15-en-18-ol
105.0 257.0288.0
35.0
5000 L S B SULRUL I
13.80 14.00 14.20 14.40
75.0 m/z 105.10 87 .15%
0"|""|""|""'|"" U DN DU S
m/z--> 50 100 150 200 250 300 350 400
Abundance
119.0
273.0 UL SRR DU SURIUR B
13.80 14.00 14.20 14.40
5000 m/z 119.10 56.60%
182.0
L %20 152.0 226.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #22556: benz[d]isozazole, 3-ethyl- e  RRRaE Bam s
119.0 13.80 14.00 14.20 14.40
m/z 259.25 56.17%
5000
63.0
148.0
m/z--> 50 100 150 200 250 300 350 400 13.80 14.00 14.20 14.40

8270-BF072517.M Fri Aug 11 17:01:47 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081017\

Data File : BF097565.D

Aca On : 10 Aug 2017 18:36

Operator : SJ/JU

ﬁ?ggle i 14666-01 RO-124019-72-12014
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknownl14.17 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14 .17 9.61 ng 270019 Chrysene-di12 13.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Ethvlbutvric acid. 4-methyvlpen... 200 C12H2402 1000370-50-4 14
2 5-EthvlInonadecane 296 C21H44 1000360-43-1 10
3 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 10
4 7-Hvdroxv-6-methvl-oct-3-enoic acid 172 C9H1603 1000185-72-0 10
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 9
Abundance Scan 2122 (14.168 min): BF097565.D (-2121) (-) m/z 57.10 100.00%
57.1
105.1
5000
‘ | 13.80 14.00 14.20 14.40
0 I T m/z 105.10 68.91%
m/z--> 0 50 100 150 200 250 300 350
Abundance #61206: 2-Ethylbutyric acid, 4-methylpent-2-yl ester
43.0 99.0
71.0
5000 R P BN B B
Bmmmmmmm
‘ m/z 71.10 56.59%
0 — .M. \IL\IMI I ‘.“‘. = .". }4.‘3.'0. |1§5;0| T
m/z--> 0 50 100 150 200 250 300 350
Abundance
57.0
13.80 14.00 14.20 14.40
5000 m/z 85.10 53.87%
85.0
o 113.0141.0 210.0239.0267.0
m/z--> 6' - 'éol B ﬁdoll ' ﬁéo" ' 560" ' 550" "300" ' ééo
Abundance #94352: Hexadecane, 2-methyl- L BT o e
57.0 13.80 14.00 14.20 14.40
m/z 43.10 35.96%
5000 85.0
29.0 197.0
UL psomoeo | Tz
ol r——h T e o e
m/z--> c') 5'0 100 1&'30 2(')0 250 3(')0 351;0 13. 80 14. oo 14 20 14'40 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081017\

Data File : BF097565.D

Aca On : 10 Aug 2017 18:36

Operator : SJ/JU

ﬁ?ggle i 14666-01 RO-124019-72-12014
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknownl4.23 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.23 9.14 ng 290420 Perylene-d12 14.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tolcapone 273 C14H11NO5 134308-13-7 30
2 Benzamide. N-(3-chlorophenv)-3-... 245 C14H12CINO 1000307-11-4 18
3 Benzamide. N-(3-chlorophenv)-4-__. 245 C14H12CINO 1000306-95-8 14
4 3Ah-pvrrolol3.4-dlisoxazole-3-ca... 274 C13H10N205 1000317-17-8 14
5 Benzamide, N-(3-chlorophenyl)-2-._. 245 C14H12CINO 1000307-00-4 14
Abundance Scan 2132 (14.227 min): BF097565.D (-2130) (-) m/z 119.10 100.00%
1 119.1
5000
14,00 14.20 14.40 14.60
(o} m/z 57.10 95.79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #121656: Tolcapone
119.0
273.0
5000 R B SO UL B
14.00 14.20 14.40 14.60
182.0 m/z 43.10 90.51%
oL %0 aseo | 20 |
m/z--> 50 100 150 200 250 300 350 400
Abundance
119.0
14,00 14.20 14.40 14.60
5000 m/z 105.10 77.37%
245.0
4280 65.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #98090: Benzamide, N-(3-chlorophenyl)-4-methyl- R mEEEE RS S
119.0 14.00 14.20 14.40 14.60
m/z 133.10 72.08%
5000
245.0
0?8"0'|6'5‘.'0'1|'l"|"" RN U B SN R B SO UL B
m/z--> 50 100 150 200 250 300 350 400 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081017\

Data File : BF097565.D

Aca On : 10 Aug 2017 18:36

Operator : SJ/JU

ﬁ?ggle i 14666-01 RO-124019-72-12014
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Tetradecanamide Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.28 21.75 ng 691567 Perylene-d12 14 .86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanamide 227 C14H29NO 000638-58-4 86
2 Hexadecanamide 255 C16H33NO 000629-54-9 78
3 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 78
4 7-Nonenamide 155 C9H17NO 090949-53-4 64
5 Dodecanamide 199 C12H25NO 001120-16-7 59
Abundance Scan 2141 (14.280 min): BF097565.D (-2138) (-) m/z 59.00 100.00%
59.0
5000 AVL
86.1 114.1 14,00 14.20 14.40 14.60
o i foh21841 23512632 20433208 | nzn 7210 52.72%
m/z--> 50 100 150 200 250 300
Abundance #83610: Tetradecanamide
59.0
5000 L S B UL B
mmmmmmmm
m/z 55.00 48.24%
29.0

] 97.0 128.0 184.0 227.0
0..‘&JHH1W.”HHN‘NM.1?QQ A
m/z--> 50 100 150 200 250 300
Abundance

59.0
14.00 14 20 14. 40 14.60
5000 m/z 41.05 29.97%
| 20 86.0 114.0142 0170.0 2120 255. V\/\/\/\/\/\/U\/k/\m%
e e i B A e
m/z--> 50 100 150 200 250 300
Abundance #174697: 13-Docosenamide, (2)- T
59.0 14. 00 14 20 14. 40 14 60
m/z 43.10 28.49%
5000
137.0
0 H‘H M\ IH‘ u\\ .‘\ “‘ 165.0193.0 240.0267. 02940 3310
m/z--> 50 00 150 200 250 300 14.00 14. 20 14. 40 14. 60

8270-BF072517.M Fri Aug 11 17:01:49 2017 Page: 20



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081017\

Data File : BF097565.D

Aca On : 10 Aug 2017 18:36

Operator : SJ/JU

ﬁ?ggle i 14666-01 RO-124019-72-12014
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknownl4.34 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.34 13.20 ng 419606 Perylene-di12 14.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Cvclohexene-l1-ethanol. .alpha.... 220 C15H240 055780-93-3 17
2 Benzene. 1-(bromomethvIl)-4-(l-me... 212 C10H13Br 073789-86-3 16
3 1-(.beta.-d-Arabinofuranosvl)-4-... 372 C10H11BrF2N206 102302-68-1 10
4 o-Cvmene 134 C10H14 000527-84-4 10
5 Octadecane, 1-chloro- 288 C18H37ClI 003386-33-2 10
Abundance Scan 2151 (14.339 min): BF097565.D (-2149) (-) m/z 43.10 100.00%
431
119.1
5000
3293 3854 14.00 14.20 14.40 14.60
Ok m/z 57.10 93.50%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #77640: 3-Cyclohexene-1-ethanol, .alpha.-ethenyl-.alpha.,3...
119.0
5000 U DR S BN AR
14. oo 14. 20 14.40 14.60
m/z 119.10 75.42%
0 ‘ M \‘ 1 18\7 02200
miz--> 0 § 100 1%0 260 250 300 3%0 460
Abundance
119.0
14.00 14.20 14.40 1460
5000 m/z 105.10 57.53%
39.0 77.0
o 214.0
miz-> 0 50 100 150 200 250 300 350 400
Abundance #197716: 1-(.beta.-d-Arabinofuranosyl)-4-difluoromethyl-5-... R A REER R
57.0 133.0 14.00 14.20 14.40 14.60
m/z 133.10 56.24%
5000
19. 4.0
241.0
o M\ H ‘750;”” | 2730.309.0341.03740 Y
miz--> 0 50 100 200 250 300 350 400 14. 00 14. 20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081017\

Data File : BF097565.D

Aca On : 10 Aug 2017 18:36

Operator : SJ/JU

ﬁ?ggle i 14666-01 RO-124019-72-12014
ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknownl4.52 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.52 9.23 ng 293456 Perylene-di12 14.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-(2-Methoxv-1-methvlethvI)-2-me... 164 C11H160 1000210-02-1 27
2 Tolcapone 273 C14H11NO5 134308-13-7 25
3 Benzamide. 2-methvl-N-(3-chloro-... 259 C15H14CINO 071267-56-6 22
4 2.8-Decadivne 134 C10H14 004116-93-2 22
5 Benzoic acid, 2-methyl-, anhydride 254 C16H1403 000607-86-3 18
Abundance Scan 2182 (14.521 min): BF097565.D (-2178) (-) m/z 252.10 100.00%
119.1 259.1
57.1
5000
\ l | | M 1611 203.2 14.20 14.40 14.60 14.80
Ol p b LA o m/z 119.10 95.74%
m/z--> 50 100 150 200 250 300 350 400
Abundance #33670: 1-(2-Methoxy-1-methylethyl)-2-methylbenzene
119.0
5000 UL AU B AR B
14.20 14.40 14.60 14.80
45.0 m/z 133.10 54 _.71%
. 77.0‘ 164.0
0.U‘l‘.“.“‘..“l‘”.“l.‘.l....|....|....|....|....|....
m/z--> 50 100 150 200 250 300 350 400
Abundance
119.0
273.0 UL R B AR B
14.20 14.40 14.60 14.80
5000 m/z 57.10 52.87%
182.0
65.0 226.0
e L L L L L WL B
m/z--> 50 100 150 200 250 300 350 400
Abundance #109920: Benzamide, 2-methyl-N-(3-chloro-4-methylphenyl)- e AREEEEEaSEE
119.0 14.20 14.40 14.60 14.80
m/z 273.25 51.06%
5000
259.0
65.0
o340, Lo 171.0 207.0 {
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081017\
Data File : BF097565.D
Acqg On : 10 Aug 2017 18:36 Instrument :
Operator : SJ/JU gﬁA{s el

- _ lentosampleld :
3?22'6 : 14666-01 RO-124019-72-12014
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .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]
unknown6.16 6.16 61.6 ng 2121150 1 6.39 689101 20.0
N-(m-Toluoyl)glycine 10.43 14.6 ng 463039 4 10.89 636531 20.0
unknown10.57 10.57 11.2 ng 356402 4 10.89 636531 20.0
Benzene, (1,1-dim... 11.13 22.7 ng 721081 4 10.89 636531 20.0
Pentadecane, 2-me... 11.22 26.5 ng 842873 4 10.89 636531 20.0
Benzene, (1-methy... 11.30 37.1 ng 1179360 4 10.89 636531 20.0
2-Butene-1,4-diol... 11.55 7.4 ng 236270 4 10.89 636531 20.0
unknownll1.72 11.72 13.8 ng 439043 4 10.89 636531 20.0
unknown13.59 13.59 10.6 ng 298439 5 13.52 562071 20.0
unknownl13.72 13.72 9.3 ng 261864 5 13.52 562071 20.0
unknownl13.76 13.76 15.9 ng 446732 5 13.52 562071 20.0
unknownl13.89 13.89 9.1 ng 254274 5 13.52 562071 20.0
unknownl14 .01 14 .01 7.8 ng 219277 5 13.52 562071 20.0
unknownl14 .06 14.06 18.5 ng 520420 5 13.52 562071 20.0
unknownl14 .17 14.17 9.6 ng 270019 5 13.52 562071 20.0
unknownl14 .23 14.23 9.1 ng 290420 6 14.86 635803 20.0
Tetradecanamide 14.28 21.8 ng 691567 6 14.86 635803 20.0
unknownl14 .34 14 .34 13.2 ng 419606 6 14.86 635803 20.0
unknownl14 .52 14 .52 9.2 ng 293456 6 14.86 635803 20.0
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