LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF088994.D

Aca On 14 Jul 2016 19:18

Operator : UM/SJ

Sample = H3996-01

Misc :

ALS Vial : 6 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-BF063016.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 1.655 5 6 15 rVB 122945 250500 14.28% 1.175%
2 1.781 15 17 23 rvB 1011171 1256314 71.61% 5.895%
3 2.821 106 108 118 rVB 18606 31974 1.82% 0.150%
4 4.833 281 284 290 rVB 109794 156941 8.95% 0.736%
5 5.221 316 318 321 rBV 15297 22640 1.29% 0.106%
6 5.279 321 323 325 rVB 1405063 1359368 77.48% 6.378%
7 6.330 412 415 418 rBV 993995 1483730 84.57% 6.962%
8 6.456 423 426 428 rBV 1649211 1556193 88.70% 7.302%
9 6.684 444 446 448 rBV 473735 382723 21.82% 1.796%
10 6.844 457 460 462 rBV 1205409 1242037 70.80% 5.828%

11 7.256 493 496 498 rBvV 874329 1014147 57.81% 4_759%
12 7.965 556 558 560 rBvV 397850 440313 25.10% 2.066%
13 9.050 650 653 655 rBV 1916391 1754373 100.00% 8.232%
14 9.439 685 687 690 rBvV 249612 213113 12.15% 1.000%
15 9.713 709 711 713 rBV 516850 460198 26.23% 2.159%

16 10.502 777 780 782 rVB 734230 697516 39.76% 3.273%

17 10.628 790 791 796 rBV 19572 32418 1.85% 0.152%
18 11.073 828 830 832 rBV 28814 39263 2.24% 0.184%
19 11.188 838 840 843 rvv 444807 404346 23.05% 1.897%
20 11.245 843 845 848 rvv2 49645 86720 4.94% 0.407%
21 11.348 851 854 856 rBvV2 15996 22383 1.28% 0.105%
22 11.428 859 861 866 rvB 24654 37013 2.11% 0.174%
23 11.508 866 868 870 rBvV 23740 28369 1.62% 0.133%
24 11.748 887 889 892 rBvV2 65098 110910 6.32% 0.520%
25 11.885 898 901 902 rBV 10660 19790 1.13% 0.093%
26 12.262 929 934 935 rBV3 8703 21506 1.23% 0.101%
27 12.388 944 945 947 rVB 77013 86408 4._.93% 0.405%

28 12.536 955 958 960 rBV 256374 390236 22.24% 1.831%
29 12.616 962 965 968 rVB 93077 107882 6.15% 0.506%
30 12.776 976 979 981 rBV 1097438 1098909 62.64% 5.156%

31 13.016 997 1000 1002 rBV2 32341 40313 2.30% 0.189%
32 13.199 1015 1016 1018 rBV 28264 28211 1.61% 0.132%
33 13.245 1018 1020 1022 rVB3 13285 20838 1.19% 0.098%
34 13.359 1028 1030 1032 rVB 92409 75719 4._.32% 0.355%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF088994.D

Aca On 14 Jul 2016 19:18

Operator : UM/SJ

Sample = H3996-01

Misc :

ALS Vial : 6 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-BF063016.-M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.565 1046 1048 1049 rBV2 14740 24055 1.37% 0.113%

36 13.691 1057 1059 1061 rBV 223272 249324 14.21% 1.170%
37 13.817 1067 1070 1075 rVB2 309464 508730 29.00% 2.387%
38 13.999 1084 1086 1089 rBV 208447 225156 12.83% 1.056%
39 14.308 1110 1113 1118 rBV 308401 356778 20.34% 1.674%

40 14.491 1127 1129 1130 rBVY 22302 22556 1.29% 0.106%
41 14.594 1136 1138 1141 rBV 191290 240238 13.69% 1.127%
42 14.662 1141 1144 1146 rBV 54202 49922 2.85% 0.234%
43 14.719 1148 1149 1152 rBV2 26003 38884 2.22% 0.182%

44 14.799 1153 1156 1160 rBVY 73888 161019 9.18% 0.756%
45 14.902 1162 1165 1166 rBVY 288053 390892 22.28% 1.834%

46 15.062 1177 1179 1181 rBV 44491 53830 3.07% 0.253%
47 15.120 1182 1184 1187 rVV 48286 71591 4.08% 0.336%
48 15.177 1187 1189 1192 rVV 246804 296052 16.88% 1.389%
49 15.234 1192 1194 1199 rVB 171450 237592 13.54% 1.115%

50 15.405 1206 1209 1211 rBV 39836 70818 4._.04% 0.332%
51 15.508 1216 1218 1220 rVB3 32541 44887 2.56% 0.211%
52 15.611 1224 1227 1229 rBV 231447 334019 19.04% 1.567%
53 15.657 1229 1231 1235 rVB4 44885 78036 4._.45% 0.366%
54 15.794 1241 1243 1244 rBV2 19252 25560 1.46% 0.120%
55 16.045 1262 1265 1268 rVB 85422 126670 7.22% 0.594%
56 16.297 1285 1287 1291 rVB4 19704 34408 1.96% 0.161%
57 16.445 1298 1300 1302 rBV2 21035 35379 2.02% 0.166%
58 16.560 1307 1310 1313 rBV 69691 121919 6.95% 0.572%
59 16.617 1313 1315 1317 rBV2 21927 46971 2.68% 0.220%
60 16.834 1331 1334 1339 rVB 24407 57781 3.29% 0.271%

61 16.971 1342 1346 1353 rBV4 173064 610412 34.79% 2.864%
62 17.154 1359 1362 1367 rVB2 67913 168185 9.59% 0.789%
63 17.245 1367 1370 1373 rVVv4 21207 62695 3.57% 0.294%
64 17.360 1377 1380 1384 rVV3 65846 216902 12.36% 1.018%
65 17.451 1384 1388 1392 rVB3 96297 275530 15.71% 1.293%

66 17.691 1402 1409 1415 rBvV4 89150 395186 22.53% 1.854%
67 17.851 1420 1423 1429 rVB4 42161 126654 7.22% 0.594%
68 18.091 1441 1444 1446 rBv4 11125 28937 1.65% 0.136%
69 18.594 1484 1488 1495 rVvv4 41986 149825 8.54% 0.703%
70 18.743 1495 1501 1509 rVB5 124587 401132 22.86% 1.882%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF088994.D

Aca On 14 Jul 2016 19:18

Operator : UM/SJ

Sample = H3996-01

Misc :

ALS Vial : 6 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 21311839
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF088994.D

Aca On 14 Jul 2016 19:18

Operator : UM/SJ

Sample = H3996-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF088994.D
6.46
1500000 508
6.84
1.78
1000000 6.33
7.26
500000 6.68
1.66
4.83
2.82 A 5
o ——— ! - — e N
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: BF088994.D
9los
1500000
12.78
1000000
10.50
9.71
500000 796 11.19
0.44 12.54
12.39/12.62 <3
. 1063 1L0¥lAmp11L g8 127 13028304 13
—_— e Y e e e e P e TN i e e T B
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: BF088994.D
1500000
1000000
500000
O e B S O I e e
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\BF071416\
Data File : BF088994.D

Aca On 14 Jul 2016 19:18

Operator : UM/SJ

Sample = H3996-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 unknown6.46 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.46 81.32 ng 1556190 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 N-(-3.4-Methvlenedioxvphenvlisop... 267 C17H17N0O2 1000378-96-6 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10
Abundance Scan 426 (6.456 min): BF088994.D (-423) (-) m/z 132.00 100.00%
132
5000 68
96 EERI SRS AU U I
40 54 81 115 6.20 6.40 6.60 6.80
0 m/z 68.10 44 _.69%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 RSN SRR U
6.20 6.40 6.60 6.80
33 105 m/z 134.00 33.62%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
132
9 " 620 6.40 6.60 6.80
5000 m/z 66.10 29.25%
31 51
e L R R A L A S S LS RS AR AN RARE
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #116545: N-(-3,4-Methylenedioxyphenylisopropyl)benzaldimine T ..f\. ERREEEEE
132 6.20 6.40 6.60 6.80
m/z 69.10 18.88%
5000
105
77
oL 38 ea || 90 | 118 | 147 165 190 224 267
m/z--> 4'0 6|O 80 100 120 140 160 180 200 220 240 2('30 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF088994.D

Aca On 14 Jul 2016 19:18

Operator : UM/SJ

Sample = H3996-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.54 15.34 ng 390236 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 n-Decanoic acid 172 C10H2002 000334-48-5 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 62
5 Undecanoic acid 186 C11H2202 000112-37-8 50
Abundance Scan 958 (12.536 min): BF088994.D (-955) (-) m/z 73.05 100.00%
78
43 o
129
5000
12.20 12.40 12.60 12.80
(o} m/z 43.10 77.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 73
5000 129 USSR B BN RS
nmnmnmnm
m/z 60.00 72 .31%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
12.20 12.40 12.60 12.80
5000 129 m/z 57.10 71.07%
29 87
115 @ 143 199 242
101 185
WWTWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39474: n-Decanoic acid LI L L B B L
78 12.20 12.40 12.60 12.80
m/z 55.10 69.04%
129
5000
87
4% 1011 | 143 172 Aﬂ__,-JvVMJ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1220 1240 1260 1280
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF088994.D

Aca On 14 Jul 2016 19:18

Operator : UM/SJ

Sample = H3996-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Sulfurous acid, dodecyl 2-p... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.69 9.80 ng 249324 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. dodecvl 2-propvl... 292 C15H3203S 1000309-12-3 91
2 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 91
3 1-Octadecanesulphonvl chloride 352 C18H37CI102S 1000342-70-4 91
4 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 91
5 Tritetracontane 605 C43H88 007098-21-7 91
Abundance Scan 1059 (13.691 min): BF088994.D (-1057) (-) m/z 57.10 100.00%
57
5000
SR AN SN SUNURE B
141 169 13.40 13.60 13.80 14.00
olrb A, J-J“l' S A e M/Z 71.10  71.39%
m/z--> 50 100 150 200 250 300 350 400
Abundance #137569: Sulfurous acid, dodecyl 2-propy! ester
43
5000 71 A RN LN SUAIN B
13,40 13.60 13.80 14.00
o7 m/z 43.10 65 .55%
oLl 1 10 s
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
' 13.40 13.60 13.80 14.00
5000 g5 m/z 85.10 53.97%
29
o 113 141161183 211231253273 301323343 371 394414
m/z--> 50 100 150 200 250 300 350 400
Abundance #185101: 1-Octadecanesulphony! chloride T T
57 13.40 13.60 13.80 14.00
m/z 55.10 33.85%
5000 85 AﬂvvAvw\ﬂm/wAkwfkﬁAJAVJ\J
29
L2 L HM??A?{ I S B ottt
m/z--> 50 150 200 250 300 350 400 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF088994.D

Aca On 14 Jul 2016 19:18

Operator : UM/SJ

Sample = H3996-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Hexacosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.00 8.85 ng 225156 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane 394 C28H58 000630-02-4 90
3 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 1086 (13.999 min): BF088994.D (-1084) (-) m/z 57.10 100.00%
57
5000 85 }
NN SR B
113 13.60 13.80 14.00 14.20 14.40
141 217 249
ol H LA ae0 aor2d7 249 njz 71.10  69.40%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
13.60 13.80 14.00 14.20 14.40
m/z 43.10 64 .66%
. 201 h | | |M3 141 160 197 225 253 205 323 367
m/z--> 55 160 1%0 260 250 360 3éo
Abundance
57
13.60 13.80 14.00 14.20 14.40
5000 g5 m/z 85.10 50.35%
29
o 113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance #140552: Dodecane, 1-iodo- L L B B R A N
57 13.60 13.80 14.00 14.20 14.40
m/z 41.10 24 .21%
5000 85 M
B
oL—L—% — T R R R R B
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 35'30 ' 13.|60 13.I80 14.'00 14.'20 14.'40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF088994.D

Aca On 14 Jul 2016 19:18

Operator : UM/SJ

Sample = H3996-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Heptadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.31 14.03 ng 356778 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Hexadecane 226 C16H34 000544-76-3 93
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 1113 (14.308 min): BF088994.D (-1110) (-) m/z 57.10 100.00%
g7
5000
| 1 ]I 113 21169 197 soas o 14.00 14.20 14.40 14.60
ob——i T m/z 71.10 71.71%
m/z--> 50 150 200 250 300 350
Abundance #94346: Heptadecane
57
85
5000 UAUALA S AR
14.00 14.20 14.40 14.60
m/z 43.10 62.23%
o |4 \\1%3‘\1?1 169 107 240
m/z--> 50 100 150 200 250 300 350
Abundance
57
14.00 14.20 14.40 14.60
5000 85 m/z 85.10 54_.21%
0 29 113 941 169 197 226
m/z--> " 50 100 150 200 250 300 350
Abundance #194493: Hexacosane L L L L B B
57 14.00 14.20 14.40 14.60
m/z 55.10 25.71%
- ] \MJ\VW
29 i 13 14
oL h A |7 M 109 107 225 253 | 295 sp3 367
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF088994.D

Aca On 14 Jul 2016 19:18

Operator : UM/SJ

Sample = H3996-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 2-methyloctacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.90 26.41 ng 390892 Perylene-di12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 1165 (14.902 min): BF088994.D (-1162) (-) m/z 57.10 100.00%
57
85
5000
l|113 141 169 107 25 22 201 14.60 14.80 15.00 15.20
ol b 323270 225 2 281 m/z 71.10 76.11%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 L SR SN SRS B
14.60 14.80 15.00 15.20
113 m/z 43.10 59.24%
o2 ‘ H 141 169 197 225 267 205 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
o 14.60 14.80 15.00 15.20
5000 m/z 85.10 56.87%
29 113
0 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #202661: Heptacosane e R R REm e S
57 14.60 14.80 15.00 15.20
m/z 55.10 23.07%
29 113 141
o 0L 77,18 169 197 225 253 281 309 337 380
m/z--> 50 100 1&1,0 2(')0 250 300 350 ' 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF088994.D

Aca On 14 Jul 2016 19:18

Operator : UM/SJ

Sample = H3996-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.23 16.05 ng 237592 Perylene-d12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Octadecane. 2-methvl- 268 C19H40 001560-88-9 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 91
Abundance Scan 1194 (15.234 min): BF088994.D (-1192) (-) m/z 57.10 100.00%
57
85
5000

15.00 15.20 15.40 15.60

141
162183
o...l,.-|...||.'1.l.a, 20282 28 m/z 71.10 76.54%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 LIS L L L L L

15.00 15.20 15.40 15.60
m/z 85.10 58.40%

41 169 1197 225 253 282

O.WN e I,
m/z--> 100 150 200 250 300 350
Abundance
57
T T T
15.00 15.20 15.40 15.60
5000 85 m/z 43.10 58.25%
113
0 29 141 169 197 225 267 295 365 393
—— T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #117648: Octadecane, 2-methyl- R B B B
43 15.00 15.20 15.40 15.60
m/z 55.10 23.86%
71
5000
99
— ettt R B B B
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15. 40 15 60

8270-BF063016-M Fri Jul 15 18:01:19 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF088994.D

Aca On 14 Jul 2016 19:18

Operator : UM/SJ

Sample = H3996-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Hexadecane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.61 22.56 ng 334019 Perylene-di12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Triacontane 422 C30H62 000638-68-6 91

Abundance Scan 1227 (15.611 min): BF088994.D (-1224) (-) m/z 57.10 100.00%
57
5000
LSRR IR SRR DU B
141 15.20 15.40 15.60 15.80 16.00
oL, ],l “ L= 19 197 225258 281 ‘m/z 71.10 73.60%
m/z--> 50 100 150 200 250 300 350
Abundance #83028: Hexadecane
57
5000 85 R A SURIRE BN
15.20 15.40 15.60 15.80 16.00
m/z 43.10 57 .57%
oL 20 I | 1M 169 107 220
m/z--> 50 100 150 200 250 300 350
Abundance
57
15.20 15.40 15.60 15.80 16.00
5000 85 m/z 85.10 54 _.26%
. 29 13 141 169 107 205 253 295 323 367
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane R A
57 15.20 15.40 15.60 15.80 16.00
m/z 55.10 23.00%
29
oL ] | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 ﬁo 200 250 300 350 ' 15.20 15.40 15.60 15.80 16.00

8270-BF063016-M Fri Jul 15 18:01:19 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF088994.D

Aca On 14 Jul 2016 19:18

Operator : UM/SJ

Sample = H3996-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 Octacosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.05 8.56 ng 126670 Perylene-di12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Docosane 310 C22H46 000629-97-0 91
Abundance Scan 1265 (16.045 min): BF088994.D (-1262) (-) m/z 57.10 100.00%
57
85
UL 101 a0 om0 230 15160 16100 16,20 1640
DI NP B B 2 N A — m/z 71.10 73.69%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85 LRI SRR SR SURIURA SUM
15.80 16.00 16.20 16.40
29 m/z 43.10 55.10%
oLl h | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance
57
" 15:80 16.00 16.20 1640
5000 85 m/z 85.10 54 _.99Y%
. 29 13 141 169 107 205 253 205 323 367
m/z--> 55 160 1%0 260 250 360 3éo
Abundance #175557: Tetracosane A A BA R
57 15.80 16.00 16.20 16.40
m/z 41.10 18.44%
29 113
0 | ] | gl 770,141 169 197 225 253 281 309 338
m/z--> 55 160 1%0 260 250 300 3éo ' 1580 1&00 1650 1&20

8270-BF063016-M Fri Jul 15 18:01:20 2016 Page: 13



Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF071416\
BF088994 .D

14 Jul 2016 19:18

UM/SJ

H3996-01

6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 _beta.-Sitosterol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.97 41.24 ng 610412 Perylene-di12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 99
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 89
3 Kauren-18-ol. acetate. (4.beta.)- 330 C22H3402 072150-74-4 43
4 Stiamastan-3.5-diene 396 C29H48 1000214-16-4 38
5 5._alpha.Androst-16-0l, 17-ethyli... 414 C27H4203 1000124-58-6 27

Abundance Scan 1346 (16.971 min): BF088994.D (-1342) (-) m/z 43.10 100.00%
ile]
T A/\AJJ\NV/\/uAyNAfvﬂ
5000
255 303 329 R e R AR
381 414 16.60 16.80 17.00 17.20
Ok m/z 55.10 67.12%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #217433: .beta.-Sitosterol
43
5000 A DL B U B
81 105 " 16.60 16.80 17.00 17.20 '
18 m/z 107 .05 63.65%
miz--> 0 200 250 300 350 400
Abundance
43
16,60 16.80 17.00 17.20
5000 81 197 m/z 105.10 63.47%
145 213 303 ae
1
173 255 829 381
0 234 | 276 354
miz--> 0 55 160 1%0 200 2%0 360 3éo 460
Abundance #169498: Kauren-18-ol, acetate, (4.beta.)- R R RREEE T
43 16.60 16.80 17.00 17.20
6 m/z 95.10 55.03%
5000 93 /\f,~\4/\\¢v,jf\\\ff\ynvx/\/\
123
159 187 257 330
0 III\UIHIMI\ \‘i “ o ‘\ “.?‘.7.”‘.2‘2.8.7'.‘...|....|...  EEBRAREamE e
miz--> 0 50 100 150 200 250 300 350 400 16. 60 16 80 17.00 17.20

8270-BF063016-M Fri Jul 15 18:01:21 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF088994.D

Aca On 14 Jul 2016 19:18

Operator : UM/SJ

Sample = H3996-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 unknownl7.15 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.15 11.36 ng 168185 Perylene-d12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 49
2 Heptacosane 380 C27H56 000593-49-7 49
3 Tetratetracontane 619 C44H90 007098-22-8 49
4 2-methvltetracosane 352 C25H52 1000376-72-6 49
5 Octadecane 254 C18H38 000593-45-3 46
Abundance Scan 1362 (17.154 min): BF088994.D (-1359) (-) m/z 57.10 100.00%

i

5000

16.80 17.00 17.20 17.40

0 m/z 71.10 74 .34%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane
57
5000 LA L L B L L L L L L L
16.80 17.00 17.20 17.40
99 m/z 85.10 60.72%
o2l e s 26
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
B e e
16.80 17.00 17.20 17.40
5000 m/z 43.10 59.43%

99
26 141 183 225 267 309 380

iy

B a EEH——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane R e R R
57 16.80 17.00 17.20 17.40
m/z 218.20 54 _69%
5000

é

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L N R S IS8

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 16.80 17.00 17.20 17.40

8270-BF063016.-M Fri Jul 15 18:01:22 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF088994.D

Aca On 14 Jul 2016 19:18

Operator : UM/SJ

Sample = H3996-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Pyrene, hexadecahydro- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.36 14.65 ng 216902 Perylene-di12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. hexadecahvdro- 218 C16H26 002435-85-0 62
5-(1-NaphthvDtricvclol4.1.0.0(2... 218 C17H14 107729-05-5 58
3 Anthracene. 9-(2-propenvl)- 218 C17H14 023707-65-5 53
4 3a-Methvl-3.3a-dihvdropvrrolol3.... 218 C11H10N20S 017163-68-7 49
51,2,3,4-Tetrahydro-1-phenyl-1,2,... 218 C17H14 138089-69-7 47
Abundance Scan 1380 (17.360 min): BF088994.D (-1377) (-) m/z 218.15 100.00%
218

203

5000

147
119133447 161175189

243257 o0, 17.00 17.20 17.40 17.60
0 m/z 203.20 76.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75966: Pyrene, hexadecahydro-
218
41
5000 LA L L L L L LB L L B
67 a1 175 17.00 17.20 17.40 17.60
9% 151135 180 m/z 95.10 28.98%
161
ol 203
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
218
202 N —
17.00 17.20 17.40 17.60
5000 m/z 69.10 25.64%
108
189

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75987: Anthracene, 9-(2-propenyl)- R e EEaE L
218 17.00 17.20 17.40 17.60
m/z 81.10 24 .52%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 00 17. 20 17. 40 17.60

8270-BF063016.-M Fri Jul 15 18:01:23 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF088994.D

Aca On 14 Jul 2016 19:18

Operator : UM/SJ

Sample = H3996-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 1-[4-Hydroxymethyl-5-(2-mer... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.45 18.61 ng 275530 Perylene-d12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1-T4-Hvdroxvmethvl-5-(2-mercapto... 272 C11H16N204S 128453-39-4 56
2 Sesauirosefuran 218 C15H220 039007-93-7 55
3 13.15-0Octacosadivne 386 C28H50 024643-46-7 38
4 2.3.3-Trimethvl-2-(3-methvl-buta... 206 C14H220 1000193-60-6 38
5 Boron, 1,5-cyclooctanediyl(2,4-p... 218 C13H23BN2 136704-99-9 35
Abundance Scan 1388 (17.451 min): BF088994.D (-1384) (-) m/z 95.10 100.00%
55 9
v T W
205
5000 161 213
425 T AT At
|| | | 3T3 | 17.20 17.40 17.60 17.80
ol /8 N m/z 55.10 86.45%
m/z--> 50 100 150 200 250 300 350 400
Abundance #120389: 1-[4-Hydroxymethyl-5-(2-mercaptoethyl)tetrahydrof...
41 ®
69
143
5000 LB SULRLE IR B
17,20 17.40 17.60 17.80
L m/z 81.10 78.36%
ol A ﬂ 4 193 241 272
m/z--> 50 100 150 200 250 300 350 400
Abundance
69 123
o5 1720 17.40 17.60 17.80
5000 41 m/z 107.10 77.57%
149 175 218
S L L WA WL WL L LB WU
m/z--> 50 100 150 200 250 300 350 400
Abundance #205920: 13,15-Octacosadiyne A RRREs EEa S
17.20 17.40 17.60 17.80
m/z 69.10 73.90%
0! B
m/z--> 50 100 150 200 250 300 350 400 17.20 17.40 17.60 17.80

8270-BF063016-M Fri Jul 15 18:01:24 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF088994.D

Aca On 14 Jul 2016 19:18

Operator : UM/SJ

Sample = H3996-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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

Concentration Rank 6

Peak Number

18 unknownl7.69

R.T. EstConc Area Relative to ISTD R.T.
17.69 26.70 ng 305186  Perylene-di2 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Benzofblnaphthol2.3-d1furan 218 C16H100 000243-42-5 49

1000188-66-5 46
1000298-97-8 43
014730-92-8 38

2 2(1H)Naphthalenone. 3.5.6.7.8.8a... 218 C15H220
3 (1S.6R.99)-5.5.9.10-Tetramethvlt... 218 C16H26
4 3-Amino-5-piperonvl-1.2.4-triazole 218 C10H10N402

5 p-(3-Methyl-5-0x0-2-pyrazolin-1-._.. 218 C11H10N203 060875-16-3 35
Abundance Scan 1409 (17.691 min): BF088994.D (-1402) (-) m/z 218.20 100.00%
218 f ?
5000 55 69 95 135 189,503

241 257 273 17.40 17.60 17.80 18.00
m/z 95.10 43.23%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75958: Benzo[b]naphtho[2,3-d]furan
2

i

5000

17.40 17.60 17.80 18.00
m/z 69.10  42.94%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 M
Abundance
218
41 91 133 203 17.I40 17.I60 17.I80 18!00
5000 55 105119 | 147161175 m/z 135.10 42 .92%
77
27
190
S L I LA R S A LA LA LSS LS RARAE RARSE RARAE jNJA/\vAJ/\V“\,\N$VM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75986: (1S,6R,9S)-5,5,9,10- Tetramethyltricyclo[7.3.0.0(1,... T
108 218 17.40 17.60 17.80 18.00

m/z 55.10 42 _.73%

5000

?

17.40 17. 60 17. 80 18 00

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

8270-BF063016.-M Fri Jul 15 18:01:25 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF088994.D

Aca On 14 Jul 2016 19:18

Operator : UM/SJ

Sample = H3996-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 1,4-Methanoazulen-7(1H)-one... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.59 10.12 ng 149825 Perylene-di12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Methanoazulen-7(1H)-one. oct... 220 C15H240 018319-28-3 60
2 1-Formvl-2.2-dimethvl-3-trans-(3... 220 C15H240 1000144-09-7 45
3 Bicvclol2.2.1Theptane., 2.2.3-tri... 138 C10H18 020536-41-8 42
6-(3-Bromopropv)-2(1H)-pvridinone 215 C8H10BrNO 101773-69-7 25
5 1H-1,3a-Ethanopentalen-4-ol, hex... 152 C10H160 117306-48-6 25
Abundance Scan 1488 (18.594 min): BF088994.D (-1484) (-) m/z 95.10 100.00%

5000

-

18.20 18.40 18.60 18.80 19.00
m/z 69.10 99.54%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #77608: 1,4-Methanoazulen-7(1H)-one, octahydro-4,8,8,9-tet...

41

s

135149 165 18.20 18.40 18.60 18.80 19.00
205 220 m/z 109.10 75.71%

5000

187

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
69
R o R BARAS B
18.20 18.40 18.60 18.80 19.00
5000 109 m/z 81.10 72.01%
91
123
137191 177197 205 220
| NSRS || | A s ——

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #16994: Bicyclo[2.2.1]heptane, 2,2,3-trimethyl-, exo- R e
95 18.20 18.40 18.60 18.80 19.00
m/z 96.10 65.72%

55 109
41
5000 0
‘ 123138

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18. 20 18 40 18 60 18 80 109. OO

8270-BF063016-M Fri Jul 15 18:01:26 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF088994.D

Aca On 14 Jul 2016 19:18

Operator : UM/SJ

Sample = H3996-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 5-Bromo-4-oxo0-4,5,6,7-tetra... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.74 27.10 ng 401132 Perylene-d12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Bromo-4-o0x0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 68
2 6-1sopropenvl-4.8a-dimethvl-4a.5... 218 C15H220 086917-79-5 64
3 Methvl Camphorsulfonates 246 C11H1804S 046471-67-4 56
4 Bicvclol3.1.1Theptan-3-one. 2-(b... 192 C13H200 1000163-96-1 43
5 Germacra-1(10),4,11(13)-trien-12... 232 C15H2002 000553-21-9 42
Abundance Scan 1501 (18.743 min): BF088994.D (-1495) (-) m/z 69.10 100.00%

5000

%

18.40 18.60 18.80 19.00
m/z 95.10 85.35%

231o46 273 302

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74466: 5-Bromo-4-0x0-4,5,6,7-tetrahydrobenzofurazan

i

5000

18.40 18.60 18.80 19.00
m/z 109.10  74.72%

o
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
95
R
123 18.40 18.60 18.80 19.00
5000 41 67 218 m/z 81.10 70.92%
203
147 475
ol.26
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #98475: Methyl Camphorsulfonates R R Bmman
18.40 18.60 18.80 19.00

m/z 55.10 65.63%

5000

s

189203
L e BB e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18. 40 18 60 18.80 19.00

8270-BF063016.-M Fri Jul 15 18:01:27 2016
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071416\
Data File : BF088994.D

Acq On 14 Jul 2016 19:18

Operator : UM/SJ

Sample - H3996-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.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 .46 6.46 81.3 ng 1556190 1 6.68 382723 20.0
Octadecanoic acid 12.54 15.3 ng 390236 5 13.82 508730 20.0
Sulfurous acid, d... 13.69 9.8 ng 249324 5 13.82 508730 20.0
Hexacosane 14.00 8.8 ng 225156 5 13.82 508730 20.0
Heptadecane 14 .31 14.0 ng 356778 5 13.82 508730 20.0
2-methyloctacosane 14 .90 26.4 ng 390892 6 15.18 296052 20.0
Eicosane 15.23 16.1 ng 237592 6 15.18 296052 20.0
Hexadecane 15.61 22.6 ng 334019 6 15.18 296052 20.0
Octacosane 16.05 8.6 ng 126670 6 15.18 296052 20.0
-beta.-Sitosterol 16.97 41.2 ng 610412 6 15.18 296052 20.0
unknownl17.15 17.15 11.4 ng 168185 6 15.18 296052 20.0
Pyrene, hexadecah... 17.36 14.7 ng 216902 6 15.18 296052 20.0
1-[4-Hydroxymethy... 17.45 18.6 ng 275530 6 15.18 296052 20.0
unknownl17 .69 17.69 26.7 ng 395186 6 15.18 296052 20.0
1,4-Methanoazulen... 18.59 10.1 ng 149825 6 15.18 296052 20.0
5-Bromo-4-oxo0-4,5... 18.74 27.1 ng 401132 6 15.18 296052 20.0
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