LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081917\
Data File : BF097884.D

Aca On 19 Aug 2017 17:43

Operator : SJ/JU

Sample - 14846-08

Misc :

ALS Vial : 14 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-BF081517.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 2.134 5 8 36 rvB4 63831 240065 4 _.56% 0.338%
2 4.969 485 490 503 rvB 574045 1001327 19.01% 1.412%
3 5.381 553 560 563 rBY 3893647 4806137 91.23% 6.777%
4 6.404 722 734 737 rBVY 3882247 5267979 100.00% 7.428%
5 6.534 747 756 760 rBY 3904953 4787083 90.87% 6.750%
6 6.763 791 795 802 rVB2 1065910 1088278 20.66% 1.534%
7 6.822 802 805 808 rBV 72909 77399 1.47% 0.109%
8 6.922 816 822 825 rBVY 3648412 3651503 69.32% 5.149%
9 7.039 839 842 845 rVB2 116165 122104 2.32% 0.172%
10 7.081 845 849 851 rBV2 96665 124263 2.36% 0.175%
11 7.104 851 853 857 rVvB4 62988 56448 1.07% 0.080%
12 7.157 857 862 865 rBV2 129421 150560 2.86% 0.212%
13 7.251 872 878 880 rBV2 61448 95720 1.82% 0.135%

14 7.328 880 891 894 rvv 2706651 3654175 69.37% 5.152%
15 7.410 900 905 909 rBV5 225147 323609 6.14% 0.456%

16 7.457 909 913 914 rBv4 84211 119625 2.27% 0.169%
17 7.481 914 917 921 rVvV3 155991 168617 3.20% 0.238%
18 7.533 921 926 927 rVvVv3 122106 189921 3.61% 0.268%
19 7.569 927 932 936 rVB3 245858 430383 8.17% 0.607%
20 7.686 942 952 956 rBV7 340613 725928 13.78% 1.024%

21 7.733 956 960 962 rBV2 164467 169941 3.23% 0.240%
22 7.769 962 966 967 rBv2 217506 201652 3.83% 0.284%
23 7.786 967 969 971 rvVv 179479 128007 2.43% 0.180%
24 7.810 971 973 976 rVB3 137776 139652 2.65% 0.197%
25 7.845 976 979 981 rBv2 170559 174826 3.32% 0.247%

26 7.916 988 991 993 rBV 199634 205807 3.91% 0.290%
27 7.951 995 997 1001 rVB3 148077 119739 2.27% 0.169%
28 8.004 1001 1006 1008 rBv4 248062 405571 7.70% 0.572%
29 8.045 1008 1013 1016 rVvV 1505709 1799784 34.16% 2.538%
30 8.110 1019 1024 1027 rVvVv 990673 1095936 20.80% 1.545%

31 8.139 1027 1029 1032 rVV3 197125 172686 3.28% 0.243%
32 8.169 1032 1034 1036 rVB3 159655 130212 2.47% 0.184%
33 8.222 1036 1043 1045 rBVv7 217804 431757 8.20% 0.609%
34 8.245 1045 1047 1050 rvB2 236967 274288 5.21% 0.387%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081917\
Data File : BF097884.D

Aca On 19 Aug 2017 17:43

Operator : SJ/JU

Sample - 14846-08

Misc :

ALS Vial : 14 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-BF081517.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 8.286 1050 1054 1056 rBv2 106002 119024 2.26% 0.168%

36 8.339 1058 1063 1066 rBV5 504780 656754 12.47% 0.926%
37 8.392 1070 1072 1075 rVvB3 270387 233217 4.43% 0.329%
38 8.428 1075 1078 1082 rVB3 268444 306365 5.82% 0.432%
39 8.475 1082 1086 1090 rBV 1870333 1940575 36.84% 2.736%
40 8.510 1090 1092 1095 rVvB3 340321 294384 5.59% 0.415%

41 8.551 1095 1099 1102 rBV2 569250 547496 10.39% 0.772%
42 8.592 1102 1106 1107 rBV3 205889 258748 4.91% 0.365%
43 8.645 1111 1115 1116 rBV3 153046 203153 3.86% 0.286%
44 8.704 1123 1125 1127 rVB2 359350 268042 5.09% 0.378%
45 8.739 1127 1131 1137 rVB4 583013 819001 15.55% 1.155%

46 8.792 1137 1140 1143 rBv4 230965 279007 5.30% 0.393%
47 8.822 1143 1145 1147 rBV2 168392 186014 3.53% 0.262%
48 8.869 1149 1153 1155 rVB2 445916 485654 9.22% 0.685%
49 8.927 1160 1163 1165 rBv4 253951 236533 4._.49% 0.334%
50 8.957 1165 1168 1172 rBV3 337535 309044 5.87% 0.436%

51 9.075 1184 1188 1191 rBV 1811674 1559826 29.61% 2.199%
52 9.127 1191 1197 1200 rVB 4320474 4890403 92.83% 6.895%
53 9.163 1201 1203 1205 rBV2 139433 108188 2.05% 0.153%
54 9.198 1205 1209 1215 rBV3 1239930 1626669 30.88% 2.294%
55 9.275 1219 1222 1224 rVB 268474 247939 4.71% 0.350%

56 9.375 1237 1239 1245 rVB3 337418 604091 11.47% 0.852%
57 9.433 1246 1249 1250 rBV3 257655 244193 4.64% 0.344%
58 9.457 1250 1253 1255 rVV 526357 479927 9.11% 0.677%
59 9.480 1255 1257 1259 rVB2 382422 303208 5.76% 0.428%
60 9.527 1259 1265 1268 rBV3 1963888 2573774 48.86% 3.629%

61 9.616 1277 1280 1282 rBV4 345075 280832 5.33% 0.396%
62 9.669 1285 1289 1291 rBV3 295917 432499 8.21% 0.610%
63 9.692 1291 1293 1294 rVV 443823 365345 6.94% 0.515%
64 9.710 1294 1296 1299 rVB2 555058 451178 8.56% 0.636%
65 9.798 1308 1311 1314 rVB 1376221 1242071 23.58% 1.751%

66 9.839 1316 1318 1326 rVB5 212367 254305 4._.83% 0.359%
67 9.998 1342 1345 1348 rVB 462404 394515 7.49% 0.556%
68 10.039 1350 1352 1354 rVB 174477 103749 1.97% 0.146%
69 10.063 1354 1356 1361 rVB4 313002 345834 6.56% 0.488%
70 10.116 1362 1365 1367 rBV 294973 312892 5.94% 0.441%

71 10.169 1372 1374 1377 rBV2 151687 172187 3.27% 0.243%

8270-BF081517.M Mon Aug 21 17:01:35 2017 Page: 2



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081917\
Data File : BF097884.D

Aca On 19 Aug 2017 17:43

Operator : SJ/JU

Sample - 14846-08

Misc :

ALS Vial : 14 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-BF081517.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 10.204 1378 1380 1387 rVB6 185241 246797 4.68% 0.348%
73 10.257 1387 1389 1392 rBV3 168357 168542 3.20% 0.238%
74 10.339 1400 1403 1405 rBV3 228316 247083 4 .69% 0.348%
75 10.457 1420 1423 1428 rVB 1023964 939670 17.84% 1.325%

76 10.592 1440 1446 1449 rBV 2055778 2530846 48.04% 3.568%
77 10.721 1463 1468 1472 rBV 1920675 2095407 39.78% 2.954%
78 11.186 1544 1547 1552 rVB 957200 884594 16.79% 1.247%
79 11.280 1560 1563 1566 rBV 1214861 1041374 19.77% 1.468%
80 11.533 1604 1606 1610 rVB 319182 294257 5.59% 0.415%

81 12.327 1739 1741 1744 rVB2 181167 176703 3.35% 0.249%
82 12.868 1828 1833 1836 rBV2 3271746 3554463 67.47% 5.012%
83 13.762 1982 1985 1992 rVB 248457 274125 5.20% 0.387%
84 13.904 2006 2009 2013 rVB 789515 751936 14.27% 1.060%
85 14.757 2151 2154 2158 rVB 122795 122610 2.33% 0.173%

86 15.327 2246 2251 2256 rBV 603287 720299 13.67% 1.016%

87 15.833 2334 2337 2345 rVB4 33369 60535 1.15% 0.085%

88 16.886 2514 2516 2529 rVB4 21974 56858 1.08% 0.080%

89 17.580 2628 2634 2644 rBV4 35004 89520 1.70% 0.126%
Sum of corrected areas: 70923237
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF081917\
BF097884.D

19 Aug 2017 17:43

SJ/JU

14846-08

14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081917\
Data File : BF097884.D

Aca On 19 Aug 2017 17:43

Operator : SJ/JU

Sample - 14846-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

4.97 18.40 ng 1001330 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 12
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 490 (4.969 min): BF097884.D (-485) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 S R R L
| 83.0 | 4.60 4.80 5.00 5.20 5.40
1 1S S SR NS S m/z 59.00 54.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R I UL R
59.0 460 480 500 520 5.40
0
150 4, 1010 m/z 101.00 19.87%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520 5.40
5000 410 m/z 58.00 16.48%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime s e o
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 8.81%
5000
101.0
oL 150 310 | 80690 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081917\
Data File : BF097884.D

Aca On 19 Aug 2017 17:43

Operator : SJ/JU

Sample - 14846-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.53 Concentration Rank 1

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

6.53 87.98 ng 4787080 1,4-Dichlorobenzene-d4 6.76
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 12
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 755 (6.528 min): BF097884.D (-747) (-) m/z 132.10 100.00%
13p.1
5000 68.1
40.0 ‘ sa.0 620 6.40 6.60 6.80
54.0 . . . .
o....,...:l'.'...,:...,::.'.|,...E.‘,°.... oeo W w7z 68.10  49.00%
m/z--> 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 LA RS LR IR LS
620 6.40 6.60 6.80
310 510 m/z 134.00 32.67%
0'”'A'NHJ'WH“'P'JI“Yﬁq”'P'”I“'W'”'P'”I“'W'”'
m/z--> 30 40 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 6.40 6.60 6.80
5000 m/z 66.00 31.22%
33.0 44.0 0.0 105.0
O |""|"'§?l?"'|:"§q'9"'|' "'I""I%%Q.pl""I""I""
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14770: Cyclopropanamine, 1-phenyl- e e
132.0 6.20 6.40 6.60 6.80
m/z 69.05 20.50%
104.0
5000
51.0 77.0
39.0 65.0 ‘ 91.0 115.0
0”'%'“JW"ll'W“m'PIH\“'W““'PJ“I”MW'”'It“l“" USSR SRS N AR
m/z--> 30 40 50 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081917\
Data File : BF097884.D

Aca On 19 Aug 2017 17:43

Operator : SJ/JU

Sample - 14846-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Naphthalene, decahydro-2-me... Concentration Rank 12

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

7.69 8.07 ng 725928 Naphthalene-d8 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 86
2 1-Methvldecahvdronaphthalene 152 C11H20 002958-75-0 86
3 Bicvclol3.1.11heptane. 2.6.6-tri... 138 C10H18 004795-86-2 72
4 5-Octen-1-ol. (2)- 128 C8H160 064275-73-6 55
5 9-Methylbicyclo[3.3.1]nonane 138 C10H18 025107-01-1 55

Abundance Scan 953 (7.692 min): BF097884.D (-942) (-) m/z 131.10 100.00%
131.1
67.0 152.2
43.0 82.1
119.1
5000 5.0 96.0
1971 1631
‘ Ml ||I| || il L | || Ll ” 140 EC T8 B0
QY S M W B 1) R O L R ....,...., .| 'm/z 133.10 89.72%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25445: Naphthalene, decahydro-2-methyl-
41.0 67.0
95.0
550 81.0 152.0
5000
137.0 7.40 7.60 7.80 8.00
109.0 m/z 67.00 79.90%
W I I T
O'I”'Jm'ﬁudﬁ'ﬂ'b”hb*“ﬁw‘"“N”'W”'W'”'P”'Ph”P'”I”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
41.0 67.0
95.0 A
55.0 81.0 152.0 7.40 7.60 7.80 8.00
5000 m/z 152.20 75.60%
137.0
109.0
123.0
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #17016: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-, [1R-(1.al...
41.0 55.0 7.40 7.60 7.80 8.00
m/z 43.05 66 .93%
67.0 95.0
5000 81.0
‘ 109.0 1230
0 'I""IH'"I“ I ....;...‘.‘}.:.. u\‘ Illll‘ll|||||‘|||||]|-?|8|9||||||||||||||||
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081917\
Data File : BF097884.D

Aca On 19 Aug 2017 17:43

Operator : SJ/JU

Sample - 14846-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Undecane, 2,6-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
811 12.18ng 1095940  Naphthalene-d8 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 93
2 Hexadecane 226 C16H34 000544-76-3 64

3 Sulfurous acid. butvl octvl ester 250 C12H2603S 1000309-17-5 64
4 Decane. 6-ethvl-2-methvl- 184 C13H28 062108-21-8 64
5 Undecane, 6-ethyl- 184 C13H28 017312-60-6 64
Abundance Scan 1024 (8.110 min): BF097884.D (-1019) (-) m/z 57.10 100.00%
57.1
5000
98.0 7.80 8.00 8.20 8.40
39L ‘
Okttt bl A2LLAALL 691 Ty 71.05 46.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48882: Undecane, 2,6-dimethyl-
57.0
5000
7.80 8.00 8.20 8.40
m/z 43.10 43.92%
29.0 98.0
0 | \ L 780 T 141.0  169.0
T o R T I e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
7.80 8.00 8.20 8.40
5000 m/z 41.05 23.45%
85.0
29.0
0 113.0  141.0 169.0 197.0 226.0
e o o I I e e R e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101974: Sulfurous acid, butyl octyl ester R m e B
57.0 7.80 8.00 8.20 8.40
m/z 56.05 13.20%
5000
290
o H | 80 1180 4390 1650
”,.”.,”..,”..“..w..”,..”,.”. e e S R e R e e ey
m/z--> 60 80 100 120 140 160 180 200 220 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081917\
Data File : BF097884.D

Aca On 19 Aug 2017 17:43

Operator : SJ/JU

Sample - 14846-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cyclohexane, (4-methylpentyl)- Concentration Rank 14

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

8.34 7.30 ng 656754 Naphthalene-d8 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. (4-methvlpentvl)- 168 C12H24 061142-20-9 58
2 Cvclohexane. hexvl- 168 C12H24 004292-75-5 53
3 Cvclohexane. octvl- 196 C14H28 001795-15-9 53
4 Cvclohexane. undecvl- 238 C17H34 054105-66-7 53
5 Cyclohexane, butyl- 140 C10H20 001678-93-9 53

Abundance Scan 1063 (8.339 min): BF097884.D (-1058) (-) m/z 83.10 100.00%

5000
3 160.1 177.2 8.00 8.20 8.40 8.60
O m/z 55.05 71.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36844: Cyclohexane, (4-methylpentyl)-
83.0
55.0
5000 LA L L L L L L LN LB |
8.00 820 8.40 8.60
m/z 82.05 62.60%
290
0 “ 109.0125.0140.0  168.0
...,....,....,....,....,....,....,....,....,....,.
m/z--> 80 100 120 140 160 180 200
Abundance
55.0 83.0
R B REERE
8.00 8.20 8.40 8.60
5000 m/z 41.10 43 .33%
29.0 168.0
14.0 111.0
O T T e T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58302: Cyclohexane, octyl- e A REARE
83.0 8.00 820 8.40 8.60
55.0 m/z 67.00 25.62%
5000
290
o U Wl 1120 1300 1680 190
,,,,,,,, T R S RERns
m/z--> 20 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60

8270-BF081517.M Mon Aug 21 17:01:40 2017 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081917\
Data File : BF097884.D

Aca On 19 Aug 2017 17:43

Operator : SJ/JU

Sample - 14846-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octane, 3,6-dimethyl- Concentration Rank 6

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

8.47 21.56 ng 1940580 Naphthalene-d8 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 78
2 Oxalic acid. 2-ethvlhexvl ethvl ... 230 C12H2204 1000309-38-4 72
3 Heptane. 5-ethvl-2-methvl- 142 C10H22 013475-78-0 72
4 Octane. 3-ethvl- 142 C10H22 005881-17-4 72
5 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 64

Abundance Scan 1085 (8.469 min): BF097884.D (-1082) (-) m/z 57.10 100.00%
541 71.1
5000
41)0
—v—v—v—v-|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—|—v—v—v—r
g7 1131 8.20 8.40 8.60 8.80
ol e i 1AL11852 18321981 | o771 10 89.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19198: Octane, 3,6-dimethyl-
57.0
5000
43.0 820 8.40 8.60 8.80
113.0 m/z 43.05 56.22%
e | | o mo |
Or—r T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
" 820 840 860 8.80
5000 43.0 m/z 41.05 31.35%
28.0 83.0 112.0
0 98.0 1320 1570
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19216: Heptane, 5-ethyl-2-methyl- e B R R m e
43.0 57.0 8.20 8.40 8.60 8.80

m/z 56.05 20.78%

5000

27.0
113.0
0 98.0

o . — Ehba At aldl ettt

|
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80

7
|

8270-BF081517.M Mon Aug 21 17:01:41 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081917\
Data File : BF097884.D

Aca On 19 Aug 2017 17:43

Operator : SJ/JU

Sample - 14846-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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, 1,2,3,4-tetrah... Concentration Rank 19

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

8.55 6.08 ng 547496 Naphthalene-d8 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 93
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 90
3 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 Cl11H14 006682-71-9 46
4 Benzene. (1.2-dimethvl-1-propenvl)- 146 C11H14 000769-57-3 46
5 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 38

Abundance Scan 1099 (8.551 min): BF097884.D (-1095) (-) m/z 131.05 100.00%
131.1
146.1
5000
165.2
8.20 8.40 860 8.80
ol Lm0z 10 84,810
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21669: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
146.0
5000
910105.0 8.20 8.40 860 8.80
. 0,
390 650 770 ‘ m/z 146.10 63.34%
ol— .|....‘|‘l .“k‘. ,“l‘.‘l I‘hl ! .|“l‘. ; “I I\H\l "IHW" T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
131.0
146.0 8.20 8.40 860 8.80
5000 117.0 m/z 117.10 44 .09%
39.0 91.0
15.0 63.0 77.0
L L L L U UL B L B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21654: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0 8.20 8.40 860 8.80
m/z 115.05 29.92%
5000 146.0
ob— |‘|||‘.||‘|‘| ‘N:‘i:‘::‘:: |‘||l“|‘|“|| NI ——T —— A L S —
m/z--> 20 40 60 80 100 120 140 160 180 820 840 8.60 880

8270-BF081517.M Mon Aug 21 17:01:41 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081917\
Data File : BF097884.D

Aca On 19 Aug 2017 17:43

Operator : SJ/JU

Sample - 14846-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Dodecane, 2,7,10-trimethyl- Concentration Rank 5

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

9.07 25.12 ng 1559830 Acenaphthene-d10 9.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 80
2 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 80
3 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 72
4 Bacchotricuneatin c 342 C20H2205 066563-30-2 72
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 68

Abundance Scan 1187 (9.069 min): BF097884.D (-1184) (-) m/z 57.10 100.00%
e _/\/\ANAV/\J
41
RSN AR SR RN
159.1 8.80 9.00 9.20 9.40
o 174.2 1972 m/z 71.10 95.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57.0
5000 (AR LN NS RS IR
a1lo 8.80 9.00 9.20 9.40
85.0 m/z 43.10 55.40%
o 26,0 “ I ‘ 130 14101560 1830
m/z--> 20 40 60 éo 160 120 140 160 180 200
Abundance
57.0
880 9.00 9.20 9.40
5000 m/z 85.10 38.15%
41.0
85.0
oL 260 11301550 1550 1830 206.0
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #71411: Dodecane, 2,6,ll—trimethyl— LI L L L N B BB
57.0 8.80 9.00 9.20 9.40
m/z 41.10 34 .99%
5000
41)0
85.0
oL 260 ‘ IR w 130 1410 1600  197.0
m/z--> 20 4'0 60 80 1(')0 120 140 160 180 200 8.80 9.00 9.20 9.40

8270-BF081517.M Mon Aug 21 17:01:42 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081917\
Data File : BF097884.D

Aca On 19 Aug 2017 17:43

Operator : SJ/JU

Sample - 14846-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown9.20 Concentration Rank 4

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

9.20 26.19 ng 1626670 Acenaphthene-d10 9.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1H)-Naphthalenone. octahvdro-4... 194 C13H220 054699-31-9 43
2 Cvclohexane. 1.2.4.5-tetraethvl-... 196 C14H28 061142-24-3 30
3 1.2-Dodecanediol 202 C12H2602 001119-87-5 27
4 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 25
5 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C10H18 020536-40-7 15

Abundance Scan 1209 (9.198 min): BF097884.D (-1205) (-) m/z 193.20 100.00%
198.2
69.1 95.1 123.1
411
5000
151.2 8.80 9.00 9.20 9.40 9.60
o...,”..h”JJ,a Al.,L.u,mt.,f?}“...Fﬂ9?, m/z 69.10  75.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56429: 2(1H)-Naphthalenone, octahydro-4a,7,7-trimethyl-, ...
55.0 109.0
83.0
194.0
5000 137.0 NSRBI RSB R
165.0 8.80 9.00 9.20 9.40 9.60
‘ ‘ m/z 55.10 70.62%
0|||||||||||||| ||||||||||| ‘ L \H‘ IH ‘\‘\ i||||||||||
m/z--> 20 40 60 80 100 120 14 1 180 200
Abundance
55.0
97.0 880 9.00 9.20 940 9.60
5000 m/z 95.10 67.75%
29.0 710 167.0
0 12501110 196.0
m/z--> 25 45 65 éo 160 150 140 1é0 1§o 260 '
Abundance #62617: 1,2-Dodecanediol A EEEEE B
69.0 97.0 8.80 9.00 9.20 9.40 9.60
m/z 123.10 67.73%
43.0
5000 171.0
0 "'|""|""|""|""|"%119'%%%9"'|""|""|""| SRR S B
m/z--> 200 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60

8270-BF081517.M Mon Aug 21 17:01:42 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081917\
Data File : BF097884.D

Aca On 19 Aug 2017 17:43

Operator : SJ/JU

Sample - 14846-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Naphthalene, 1,3-dimethyl- Concentration Rank 11

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

9.37 9.73 ng 604091 Acenaphthene-d10 9.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 96
2 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 96
3 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 96
4 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 96
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 95

Abundance Scan 1238 (9.369 min): BF097884.D (-1237) (-) m/z 156.10 100.00%
156.1
5000
77.0 115.0
200 1 96.1 1321 174.1 101 2 9.00 9.20 940 9.60 9.80
of i Tt e m/z 141.10 64.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28479: Naphthalene, 1,3-dimethyl-
141.0
5000
9.00 9.20 9.40 9.60 9.80
115.0 m/z 155.10 37.41%
51.0 760 137.0
0 |”|2|7|'(|)|‘|”\;||q . .‘l“,..‘.g.8',0...‘; : L .“..‘ﬁ‘,....,....,...
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
156.0
9.00 9.20 9.40 9.60 9.80
5000 m/z 115.00 19.83%
115.0
270 5L0 1O 139.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #28500: Naphthalene, 1,6-dimethyl- B EE E
156.0 9.00 9.20 9.40 9.60 9.80
m/z 145.10 18.46%
5000
770 115.0
SR I (- Y 0 | IO S ) WAL,
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081917\
Data File : BF097884.D

Aca On 19 Aug 2017 17:43

Operator : SJ/JU

Sample - 14846-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Naphthalene, 1,6-dimethyl- Concentration Rank 13

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

9.46 7.73 ng 479927 Acenaphthene-d10 9.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 96
2 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 95
3 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 95
4 Naphthalene. 1.2-dimethvl- 156 C12H12 000573-98-8 95
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 95

Abundance Scan 1254 (9.463 min): BF097884.D (-1250) (-) m/z 156.10 100.00%
156.1
5000
51.0 193.2 9.20 9.40 9.60 9.80
o A0 2092 m/z 141.10 96.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28501: Naphthalene, 1,6-dimethyl-
156.0
5000
9.20 9.40 9.60 9.80
m/z 155.10 27 .09%
115.0 139.0
ol 280 400 690 e80 | il M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
156.0
9.20 9.40 9.60 9.80
5000 m/z 115.05 17.43%
115.0
oL 270 510 700 og9 1390
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #28497: Naphthalene, 1,4-dimethyl- R B o
156.0 9.20 9.40 9.60 9.80
m/z 157.10 16.06%
5000
0 L 5:!-\0 1l 7‘1\.0 ‘970 11?‘) ‘\‘\13\ [0 ‘H\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 920 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081917\
Data File : BF097884.D

Aca On 19 Aug 2017 17:43

Operator : SJ/JU

Sample - 14846-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown9.67 Concentration Rank 17

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

9.67 6.96 ng 432499 Acenaphthene-d10 9.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Disparlure 282 C19H380 029804-22-6 47
2 Acetic acid. trifluoro-. undecvl... 268 C13H23F302 053800-01-4 38
3 1-Cvclohexvl-1-(4-methvlcvclohex... 208 C15H28 002027-12-5 30
4 Cvclohexane. 1.2-dimethvl-3-pent... 224 C16H32 062376-17-4 30
5 Cyclohexane, (1,2-dimethylbutyl)- 168 C12H24 061142-37-8 27

Abundance Scan 1289 (9.669 min): BF097884.D (-1285) (-) m/z 69.10 100.00%

5000

9.40 9.60 9.80 10.00
m/z 55.10 71.98%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129459: Disparlure

5000

9.40 9.60 980 1000
m/z 83.10 70.46%

211.0 239.0 264.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
69.0
43.0 IIIIIIIIIIIIIIIIIIIIIII
97.0 9.40 9.60 9.80 10.00
5000 ' m/z 41.10 64.21%
126.0
0l15.0 1540 199.0 250.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67961: 1-Cyclohexyl-1-(4-methylcyclohexyl)ethane AR EEEEEEEEE
. 9.40 9.60 9.80 10.00
m/z 97.10 55.28%
5000
83.0 110.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.40 9.60 980 10 00

8270-BF081517.M Mon Aug 21 17:01:43 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081917\
Data File : BF097884.D

Aca On 19 Aug 2017 17:43

Operator : SJ/JU

Sample - 14846-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown9.69 Concentration Rank 20

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

9.69 5.88 ng 365345 Acenaphthene-d10 9.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-8a-ethvl-1.1.4a.6-tetr... 222 C16H30 1000100-23-6 43
2 2(1H)-Naphthalenone. octahvdro-4... 208 C14H240 054594-42-2 32
3 (laR.3S.3aS.7R.7aR.7bS)-(-)-1a.2... 222 C15H260 028329-86-4 30
4 cis.cis-2.8-Dimethvlspirol5.5lun... 180 C13H24 095530-75-9 22
5 Ethanone, 1-(l1-ethyl-1H-pyrazol-... 138 C7H10N20 1000316-95-0 18

Abundance Scan 1293 (9.692 min): BF097884.D (-1291) (-) m/z 123.10 100.00%
05.1 128.1 207.2
69.1
5000
411
‘ ‘ 151.2 ‘J LA L L L L N B
711 293.3 9.40 9.60 9.80 10.00
ol ..'|,|... ,.'~~.'..-,'...,..|.'. piueey | 283 0 /7 95.10  99.45%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #79579: Decahydro-8a-ethyl-1,1,4a,6-tetramethylnaphthalene
95.0 123.0 207.0
69.0
5000 L R I RN U
9.40 9.60 980 1000
151.0 222.0 m/z 109.10 97.21%
0 R e R B T e R B e e
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
81.0
'9.40 9.60 9.80 10.00
5000 109.0 m/z 207.20 87 .39%
137.0  165.0
65.0
193020&0
L S L B L W L L WL WL B S
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #79505: (1aR,3S,3aS,7R,7aR, 7bS)-(-)-1a,2,3,3a,4,5,6,7,7a,7... S e
95.0 9.40 9.60 9.80 10.00
124.0 m/z 81.10 73.81%
41.0 :
5000 69.0
1610 4590
L] e
0"|'”'|'”'|'”'|'”'|'”'“'”'|'”'|'”'|M”'”'” RN L N B
m/z--> 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\BF081917\
Data File : BF097884.D

Aca On 19 Aug 2017 17:43

Operator : SJ/JU

Sample - 14846-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown9.71 Concentration Rank 16

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

9.71 7.26 ng 451178 Acenaphthene-d10 9.80

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.7-Nonadiene. 4.8-dimethvl- 152 C11H20 062108-28-5 42
2 7-Ethvl-2-undecen-6-one 196 C13H240 1000374-14-9 27
3 Silane. T(l1l1-chloroundecvDoxvlt... 278 C14H31CIOSi 026305-82-8 22

4 Cvclopropanemethanol. 2-methvl-2... 168 C11H200 098678-70-7 22

5 Cyclopentane, (2-methylpropyl)- 126 C9H18 003788-32-7 20
Abundance Scan 1296 (9 710 min): BF097884.D (-1294) (-) m/z 69.00 100.00%
41.1
5000
| 9.40 9.60 9.80 10.00
O m/z 97.10 90.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25437: 1,7-Nonadiene, 4,8-dimethyl-
41.0 69.0
5000 LA L L L L L LB L L |
9.40 9.60 9.80 10.00
109.0 m/z 193.20 80.13%
i 137.0
O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
69.0
R RE AR e
97.0 9.40 9.60 9.80 10.00
5000 410 m/z 41.10 74 .40%
12600 196.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #125668: Silane, [(11-chloroundecyl)oxy]trimethyl- I E  EREEEEEaES A
69.0 | 97.0 9.40 9.60 9.80 10.00
m/z 83.10 72 .46%
5000
41.0
‘ 123.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.40 9.60 980 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081917\
Data File : BF097884.D

Aca On 19 Aug 2017 17:43

Operator : SJ/JU

Sample - 14846-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Naphthalene, 1,4,6-trimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.00 6.35 ng 394515 Acenaphthene-d10 9.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 95
2 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 93
3 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 92

4 Naphthalene. 1.4.5-trimethvl- 170 C13H14 002131-41-1 64
5 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 64

Abundance Scan 1345 (9.998 min): BF097884.D (-1342) (-) m/z 155.10 100.00%

156.1

9.60 9.80 10.00 10.20 10.40

183 2 207 2 2342

0 e AR AR m R m/z 170.10 98.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38369: Naphthalene, 1,4,6-trimethyl-
155.0
5000
9.60 9.80 10.00 10.20 10.40
128.0 m/z 57.10 74 _.85%
630 ‘
R T Gl v -2 B TN | Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
155.0
e
9.60 9.80 10.00 10.20 10.40
5000 m/z 71.10 62.64%
115.0
o 51.0 76.0 959 134.0
L B R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38371: Naphthalene, 2,3,6-trimethyl- T T T T [ T
170.0 9.60 9.80 10.00 10.20 10.40
m/z 43.10 54 _48%
5000
ol 270 510 760 102.0 1280 1520 LNWANNAAJMMMA
e B e A mamaa s e ) L B .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 960 980 10. OO 10. 20 10 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081917\
Data File : BF097884.D

Aca On 19 Aug 2017 17:43

Operator : SJ/JU

Sample - 14846-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.46 15.13 ng 939670 Acenaphthene-d10 9.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 80
2 Heptacosane 380 C27H56 000593-49-7 80
3 Tridecane 184 C13H28 000629-50-5 64
4 Hexadecane 226 Cl16H34 000544-76-3 64
5 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 62
Abundance Scan 1424 (10.463 min): BF097884.D (-1420) (-) m/z 57.10 100.00%
57.1
o | 8.0 A_A,_/\/«\__LJ L__,J«\
HURR ISR BN SUNRN B
1
169.1 10.20 10.40 10.60 10.80
o..'.|,.l-"|1..?4.1,1....,21.3.2.. e m/z  71.10  71.16%
m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 85.0 WM- T
10,20 1040 10.60 10.80
m/z 43.10 46.88%
0 | h h“ ‘33?0}410 183.0211.0239.0267.0296.0
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
110.20 10.40 10.60 10.80
5000 m/z 85.05 35.82%
85.0
0 290 113.0141.0169.0197.0225.0253.0281.0  323.0351.0380.0
m/z--> 50 100 150 200 250 300 350
Abundance #48831: Tridecane R B LA e S
57.0 10.20 10.40 10.60 10.80
m/z 41.05 21.98%
5000
29.0 85.0
m/z--> 50 100 150 200 250 300 350 10,20 1040 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081917\
Data File : BF097884.D

Aca On 19 Aug 2017 17:43

Operator : SJ/JU

Sample - 14846-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Sulfurous acid, 2-ethylhexy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.72 40.24 ng 2095410 Phenanthrene-d10 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 86
2 Sulfurous acid. 2-ethvlhexvl non... 320 C17H3603S 1000309-19-2 74
3 Heptane. 3-ethvl-5-methvl- 142 C10H22 052896-90-9 64
4 Tetradecane 198 C14H30 000629-59-4 59
5 Sulfurous acid, 2-ethylhexyl pen... 264 C13H2803S 1000309-18-9 52
Abundance Scan 1468 (10.721 min): BF097884.D (-1463) (-) m/z 57.10 100.00%
57.1
5000 Ah\,VUA“,N,VJ
113.1 e T T
183.2 10.40 10.60 10.80 11.00
o 1411601 2122  244.2 m/z 71.10 92.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57.0
5000 A%LA'_')"""""I
10.40 10.60 10.80 11.00
29.0 85.0 m/z 43.10 53.68%
0 \‘ ‘ ‘ 1l ‘ | 11? 0 141.0 183 0
m/z--> 20 Jo eb 85 100 150 140 160 180 200 220 240 260
Abundance
57.0
10.40 10.60 10.80 11.00
5000 m/z 85.10 35.40%
29.0 85.0 1130
e RN R N R SRR LA LS SRS AR LARR SRS AR RN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #19218: Heptane, 3-ethyl-5-methyl- LB i St
57.0 10.40 10.60 10.80 11.00
m/z 41.10 23.63%
5000
29.0
113.0
Y N N ) [ PO
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081917\
Data File : BF097884.D

Aca On 19 Aug 2017 17:43

Operator : SJ/JU

Sample - 14846-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.19 16.99 ng 884594 Phenanthrene-d10 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 83
3 Heptadecane 240 C17H36 000629-78-7 83
4 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 80
5 Hexadecane 226 C16H34 000544-76-3 78
Abundance Scan 1548 (11.192 min): BF097884.D (-1544) (-) m/z 57.10 100.00%
57.1
85.1
5000
|| 1131 10,80 11.00 11.20 11.40 11.60
41.1 : : : : :
ol A b A | péllieontor2 os22 m/z 71.10  99.15%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 850 LA L L L L L L L LB
10 80 11. oo 11. 20 11. 40 11. 60
m/z 85.10 54 .56%
. %%MW ﬂl}MMwMWM%mmoz%mmoswo
m/z--> éo 150 260 2%0 360 3%0
Abundance
57.0
10,80 11.00 11.20 11.40 11.60
5000 85.0 m/z 43.10 46 .83%
0 11301410 183.0211.0239.0267.0296.0
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance #94344: Heptadecane [TT T T[T T[T T [ TTrr [T
57.0 10.80 11.00 11.20 11.40 11.60
m/z 41.10 23.70%
5000 85.0
0 2?9 | | [130141.0160.0197.0 240.0
mz> 50 | T N P s e e 10,80 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081917\
Data File : BF097884.D

Aca On 19 Aug 2017 17:43

Operator : SJ/JU

Sample - 14846-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 E-14-Hexadecenal Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.76 7.29 ng 274125 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-14-Hexadecenal 238 C16H300 330207-53-9 93
2 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 91
3 1-Hexadecanol 242 C16H340 036653-82-4 90
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 90
5 n-Nonadecanol-1 284 C19H400 001454-84-8 90
Abundance Scan 1985 (13.762 min): BF097884.D (-1982) (-) m/z 83.10 100.00%
57.1 83.1
5000 A\\*JL‘/\
N AR AU B
139.1162.0 207.0230-1 . 13.40 13.60 13.80 14.00
I 185.1 253.2215.2 m/z 57.10 91.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92510: E-14-Hexadecenal
43.0
5000 AR R R SRR
anmnmmm
m/z 97.05 86.86%
0 ‘ 140.0 168.0 210.0 238.0
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0 83.0
13.40 13.60 13.80 1400
5000 1110 m/z 69.05 85.13%

29.0

HH

i 139.0 1680  210.0 238.0 2660 295.0

WWWWTWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #95980: 1-Hexadecanol R AR EEEEE T
13.40 13.60 13.80 14.00

m/z 55.00 80.31%

5000

s

139.0 168.0 196.0 224.0
R e EEmE

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 40 13 60 13. 80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081917\
Data File : BF097884.D

Acq On 19 Aug 2017 17:43

Operator : SJ/JU

Sample - 14846-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .M
Quant Title : 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]
2-Pentanone, 4-hy... 4_97 18.4 ng 1001330 1 6.76 1088280 20.0
unknown6 .53 6.53 88.0 ng 4787080 1 6.76 1088280 20.0
Naphthalene, deca... 7.69 8.1 ng 725928 2 8.05 1799780 20.0
Undecane, 2,6-dim... 8.11 12.2 ng 1095940 2 8.05 1799780 20.0
Cyclohexane, (4-m... 8.34 7.3 ng 656754 2 8.05 1799780 20.0
Octane, 3,6-dimet... 8.47 21.6 ng 1940580 2 8.05 1799780 20.0
Naphthalene, 1,2,... 8.55 6.1 ng 547496 2 8.05 1799780 20.0
Dodecane, 2,7,10-... 9.07 25.1 ng 1559830 3 9.80 1242070 20.0
unknown9 .20 9.20 26.2 ng 1626670 3 9.80 1242070 20.0
Naphthalene, 1,3-... 9.37 9.7 ng 604091 3 9.80 1242070 20.0
Naphthalene, 1,6-... 9.46 7.7 ng 479927 3 9.80 1242070 20.0
unknown9 .67 9.67 7.0 ng 432499 3 9.80 1242070 20.0
unknown9 .69 9.69 5.9 ng 365345 3 9.80 1242070 20.0
unknown9.71 9.71 7.3 ng 451178 3 9.80 1242070 20.0
Naphthalene, 1,4,... 10.00 6.3 ng 394515 3 9.80 1242070 20.0
Heptadecane, 2,6,... 10.46 15.1 ng 939670 3 9.80 1242070 20.0
Sulfurous acid, 2... 10.72 40.2 ng 2095410 4 11.28 1041370 20.0
Hexacosane 11.19 17.0 ng 884594 4 11.28 1041370 20.0
E-14-Hexadecenal 13.76 7.3 ng 274125 5 13.90 751936 20.0
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