LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089001.D

Aca On 14 Jul 2016 22:51

Operator : UM/SJ

Sample = H3996-19

Misc :

ALS Vial : 13 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 1.667 5 7 15 rvv 54499 119341 6.30% 0.683%
2 1.781 15 17 22 rVW 584254 751202 39.67% 4.298%
3 1.850 22 23 38 rvB2 47379 112874 5.96% 0.646%
4 2.821 107 108 114 rBvV 25330 39296 2.07% 0.225%
5 4.833 281 284 291 rBV 115576 189226 9.99% 1.083%
6 5.279 320 323 326 rBVY 1154749 1677144 88.56% 9.595%
7 6.341 413 416 418 rVB 1489015 1592642 84.10% 9.112%
8 6.456 423 426 429 rVB 1582674 1561126 82.43% 8.932%
9 6.684 444 446 448 rBV 422377 345501 18.24% 1.977%
10 6.844 457 460 462 rBVY 1585951 1387765 73.28% 7.940%

11 7.256 493 496 498 rBV 1083571 1090637 57.59% 6.240%
12 7.976 556 559 561 rBvV 338955 461216 24.35% 2.639%
13 9.050 650 653 655 rBV 2140028 1893788 100.00% 10.835%
14 9.439 685 687 690 rBvV 212461 197947 10.45% 1.133%
15 9.713 709 711 713 rBV 403896 412403 21.78% 2.359%

16 9.919 723 729 732 rBV2 21742 54227 2.86% 0.310%
17 9.965 732 733 734 rVB 56414 38700 2.04% 0.221%
18 10.022 734 738 743 rBV3 69511 135758 7.17% 0.777%
19 10.502 777 780 782 rBV 906686 812615 42.91% 4.649%

20 10.628 790 791 795 rBvV2 10912 20398 1.08% 0.117%
21 11.085 829 831 832 rBV 21428 31485 1.66% 0.180%
22 11.188 838 840 844 rVB 383662 351274 18.55% 2.010%
23 11.702 881 885 886 rBV3 36789 69984 3.70% 0.400%
24 11.736 886 888 890 rvv2 65024 82406 4 _.35% 0.471%
25 11.816 892 895 898 rvB2 18177 23675 1.25% 0.135%
26 12.228 929 931 936 rBv4 57124 74248 3.92% 0.425%
27 12.399 944 946 948 rBV 34673 46815 2.47% 0.268%
28 12.616 961 965 968 rBV 50380 63160 3.34% 0.361%
29 12.719 972 974 976 rBV2 26381 25727 1.36% 0.147%
30 12.776 976 979 981 rBV 1464022 1327486 70.10% 7.595%
31 12.994 996 998 1002 rBV3 18137 51383 2.71% 0.294%
32 13.051 1002 1003 1004 rVvVv 30816 22410 1.18% 0.128%

33 13.679 1054 1058 1061 rBV 140212 163233 8.62% 0.934%
34 13.817 1067 1070 1071 rBV 351527 428602 22.63% 2.452%

8270-BF063016.M Fri Jul 15 18:04:20 2016 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089001.D

Aca On 14 Jul 2016 22:51

Operator : UM/SJ

Sample = H3996-19

Misc :

ALS Vial : 13 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 13.999 1084 1086 1091 rBvV4 13821 34078 1.80% 0.195%
36 14.125 1093 1097 1098 rBV3 16194 38993 2.06% 0.223%
37 14.228 1105 1106 1109 rVB3 15753 23425 1.24% 0.134%

38 14.308 1111 1113 1120 rVV 63243 135434 7.15% 0.775%
39 14.571 1134 1136 1138 rBV 112080 125318 6.62% 0.717%

40 14.731 1147 1150 1151 rBV 59423 83235 4._.40% 0.476%
41 14.799 1155 1156 1161 rVB 28560 53826 2.84% 0.308%
42 14.925 1161 1167 1172 rBV3 82098 251575 13.28% 1.439%
43 15.119 1182 1184 1185 rBV 25007 33049 1.75% 0.189%
44 15.177 1187 1189 1191 rBV 215076 255386 13.49% 1.461%
45 15.291 1198 1199 1202 rVB3 28692 38568 2.04% 0.221%
46 15.405 1208 1209 1212 rVB 53396 52301 2.76% 0.299%
47 15.611 1224 1227 1229 rBV 59089 78547 4.15% 0.449%
48 15.657 1229 1231 1234 rVV3 26242 41169 2.17% 0.236%
49 16.297 1284 1287 1290 rVB2 31214 60471 3.19% 0.346%
50 16.445 1298 1300 1305 rBVv4 11129 31104 1.64% 0.178%
51 16.560 1307 1310 1311 rBV2 19251 38651 2.04% 0.221%
52 16.834 1331 1334 1340 rBV3 19045 44881 2.37% 0.257%
53 17.245 1365 1370 1372 rBV5 13452 38268 2.02% 0.219%
54 17.520 1390 1394 1399 rBV5 18276 51577 2.72% 0.295%
55 17.611 1399 1402 1404 rVB3 21832 27295 1.44% 0.156%
56 18.674 1494 1495 1496 rBV 26309 28183 1.49% 0.161%
57 18.754 1499 1502 1503 rVVv2 34986 50176 2.65% 0.287%
58 18.788 1503 1505 1506 rVvVv 36538 40248 2.13% 0.230%
59 18.834 1506 1509 1512 rVB5 11447 32753 1.73% 0.187%
60 19.006 1522 1524 1527 rBV3 11559 26089 1.38% 0.149%
61 19.051 1527 1528 1530 rVB2 26464 21121 1.12% 0.121%
62 19.257 1544 1546 1547 rBV2 23092 23765 1.25% 0.136%
63 19.326 1551 1552 1555 rVB2 26453 38774 2.05% 0.222%
64 19.508 1566 1568 1570 rVB2 29133 24553 1.30% 0.140%
Sum of corrected areas: 17478507
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089001.D

Aca On 14 Jul 2016 22:51

Operator : UM/SJ

Sample - H3996-19

Misc :

ALS Vial : 13 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: BF089001.D
2000000
6.46 6.84
1500000 6.34
5.28
7.26
1000000
1.78
500000 6.68
4.83
1.671.85 2.82
-1 - M
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: BF089001.D
2000000 9105
1500000 12.78
1000000 10.50
500000
7.98 9.71 11.19
9.44
. \ o962 106 110 Witk 1228240288)1 12305
— — e e S S A e T T P o
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: BF089001.D
2000000
1500000
1000000
500000{ ;5 g,
13.6
16.3¢. 16,56 16.83  17.25 1715261 1816788509005 9.2639.5.
R e e e B e e e e 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 : BF089001.D

Aca On 14 Jul 2016 22:51

Operator : UM/SJ

Sample - H3996-19

Misc :

ALS Vial : 13 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 Propane, 1,1-dimethoxy- Concentration Rank 10

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

1.85 6.53 ng 112874 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 78
2 Glvcine 75 C2H5N02 000056-40-6 7
3 Silanol. trimethvl- 90 C3H100Si 001066-40-6 4
4 1.3-Dioxolane. 2-(1-bromoethvl)- 180 C5H9Bro2 005267-73-2 4
5 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 4

Abundance Scan 23 (1.850 min): BFO89001.D (-22) (-) m/z 75.00 100.00%
75
5000 45
o || o Tk 3ho 2k
= L o S T m/z 73.05 69 .58%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4784: Propane, 1,1-dimethoxy-
75
5000 L L R N
180 200 220
m/z 45.05 42 _.22%
o | 25\\ H\ > 69| 88 103
'”I'”'I”"P"W"”I'”'I”"P"W"”I'”'I”"P
m/z--> 10 20 60 70 80 90 100 110
Abundance
30
180 200 220
5000 m/z 41.05 23.80%
75
45 57 69
S U SR I SIS UL I UL SULIL LS WL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2245: Silanol, trimethyl- LI L L L B L
75 1.80 200 2.20
m/z 47.05 16.79%
5000
45
| ‘ ‘ 53 5\9 | 89
S U UL I SRS UL IR I SIS WAL I N N N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 180 200 220
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089001.D

Aca On 14 Jul 2016 22:51

Operator : UM/SJ

Sample - H3996-19

Misc :

ALS Vial : 13 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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.83 10.95 ng 189226 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 284 (4.833 min): BF089001.D (-281) (-) m/z 43.10 100.00%
43
59
5000
101 USRI U L U
51| 83 | 440 4.60 4.80 5.00 5.20
P P L — m/z 59.10 61.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 USRI U L R R
440 4.60 4.80 5.00 5.20
m/z 101.10 21.14%
31 83 g3 101
0“'w'“v'”T““T“'WH‘W“'W'“W““'P“'$'“V'“|““l”'W“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
440 4.60 480 5.00 520
5000 m/z 58.10 15.22%
101
o 1B 31 502 69 86
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e B
59 440 4.60 4.80 5.00 5.20
m/z 41.10 9.69%
5000 41
68
0 Il 50 | 126 14
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 440 4.60 480 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089001.D

Aca On 14 Jul 2016 22:51

Operator : UM/SJ

Sample - H3996-19

Misc :

ALS Vial : 13 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 unknown6.46 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.46 90.37 ng 1561130 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Cvclopropanamine., 1-phenvl- 133 C9H11N 1000351-26-2 10
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10
Abundance Scan 426 (6.456 min): BF089001.D (-423) (-) m/z 132.00 100.00%
32
5000 68
40 ‘ 75 0 620 640 6.60 6.80
104 ) . . .
o..,....,....,...:,“.'.‘.‘7," Sh. '|....,..5.‘.7,....,.'!..,.1.1:‘3.,...., - m/z 68.10 A47.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 RSN AR R
6.20 6.40 6.60 6.80
2 78 m/z 134.00 32.47%
38
0'W'”'P'”I”J“'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

6.20 6.40 6.60 6.80
5000 m/z 66.10 31.10%

15 28 39 52 6 77 o0 104 o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine A EaEREEE RS T
132 6.20 6.40 6.60 6.80
m/z 69.10 20.16%
5000
33 44 o g7 105
78
0 ‘ 51 69 [ 86 ‘ | 115 I
AR B e R A B o o R B e
m/z--> 10 20 30 40 50 60 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\BF071416\
Data File : BF089001.D

Aca On 14 Jul 2016 22:51

Operator : UM/SJ

Sample - H3996-19

Misc :

ALS Vial : 13 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 unknownl11.70 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.70 3.98 ng 69984 Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehvde. 2-hvdroxv-5-nitro-... 351 C15H14CIN305 1000272-77-8 14
2 2.4-Diamino-6-IT4-phenvl-2-thiaz... 351 C17H13N5S2 074396-38-6 9
3 Propionamide. 3.3.3-trifluoro-N-... 351 C14H11F6N30 1000303-58-1 9
4 Akuammilan-16-carboxvlic acid. 1... 424 C24H28N205 038734-62-2 8
5 4-(4-Chlorophenyl)-5-morpholin-4._.. 351 C17H18CINO3S 1000287-42-4 5
Abundance Scan 885 (11.702 min): BF089001.D (-881) (-) m/z 351.50 100.00%
3581
307 424
5000 184 268 s
470
49 84 133 211240 509 L e e
11.40 11.60 11.80 12.00
(o} m/z 347.00 69.42%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #184297: Benzaldehyde, 2-hydroxy-5-nitro-, (4-chloro-2,5-d...
351
5000 L UL BULRLLE B IR
123 186 11.'40 11.|60 11.I8O 12.'00 !
53 158 m/z 307.50 62 .36%
o) \\I N .““‘.‘?‘zf“l“‘.‘ ‘.“‘.‘ .‘“‘l“hl‘ I L‘ 227254 28|9 ?]:9.‘. s B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
351
11:40 11,60 11.80 12.00
5000 134 m/z 423.90 52.64%
43
89 191
. 161 | 217 249276 319
m/z--> 55 160 1%0 200 250 300 3éo 460 4éo 560 séo
Abundance #184273: Propionamide, 3,3,3-trifluoro-N-(5-methyl-4-pheny... L DL B |
351 11.40 11.60 11.80 12.00
m/z 306.60 52.02%
200
69 145 J
o B H\MMHH\HI 2aazes 31 | e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.40 11. 60 11. 80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089001.D

Aca On 14 Jul 2016 22:51

Operator : UM/SJ

Sample - H3996-19

Misc :

ALS Vial : 13 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 9 unknownll.74 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.74 4.69 ng 82406 Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
N-(5-0xo-tetrahvdro-furan-2-vIme... 157 C7H11NO3 1000188-71-2 22
2 1-Propanol 60 C3H80 000071-23-8 4
3 Acetic acid. ethoxv- 104 C4H803 000627-03-2 4
4 Desulphosiniarin 279 C10H17NO6S 005115-81-1 4
5 1,3-Diamino-2-propanol 90 C3H10N20 000616-29-5 4
Abundance Scan 888 (11.736 min): BF089001.D (-886) (-) m/z 73.10 100.00%
43 1B
5000 129
455 .........A....’\.f\...’J\
157 213 294 420 508 7 1140 11.60 11.80 12.00
0 e | — m/z 60.00 87.81%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29368: N-(5-Oxo-tetrahydro-furan-2-ylmethyl)-acetamide
30
73
5000 A DARRE AARRSRARRA RARES o

11.40 11.60 11.80 12.00
m/z 43.05  84.15%

0 J H\‘

| ‘115 157
o L B B B R EmmaE o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
31
R AR R
11.40 11.60 11.80 12.00
5000 m/z 41.10 72.30%
59
ot e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4685: Acetic acid, ethoxy- B B ma et S
31 11. 40 11. 60 11. 80 12. 00

m/z 55.10 71.22%

59
5000
J 86

|
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11. 40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089001.D

Aca On 14 Jul 2016 22:51

Operator : UM/SJ

Sample - H3996-19

Misc :

ALS Vial : 13 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 unknownl2.23 Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
12.23 4.23 ng 74248 Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzisothiazole. 3-T(4-nitro... 318 C14H10N205S 055124-69-1 42
2 9.10-0-Benzeno-9.10-dihvdroanthr... 284 C20H1202 003519-82-2 27
3 3-(2-Pvridvlimino)l1.2.41thiadia... 228 C11H8N4S 024097-57-2 25
4 2-acetvlpvridine 4-I4-Bromophenv... 348 C14H13BrN4S 070618-09-6 25
5 Thiobenzoic acid [2-pyridyl-1-et... 255 C14H13N3S 214001-05-5 25

Abundance Scan 931 (12.228 min): BF089001.D (-929) (-) m/z 77.00 100.00%
7
153
181 206 421
5000 134 256279 4 365
109
36 28 39 454
12.00 12.20 12.40 12.60
o} m/z 75.20 86.34Y%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #159168: 1,2-Benzisothiazole, 3-[(4-nitrophenyl)methoxy]-,...
78 103
5000 LI U U BN B
50 12.00 12.20 12.40 12.60
180208 01 m/z 78.00 78.78%
152
o IIIhﬂwljnmlg??ILNI@IIWIJ?%7 271 S —
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
76
50 180 RN NN SRR A
152 208 12.00 12.20 12.40 12.60
5000 284 m/z 78.30 77.32%
101 126 255
0 230
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #83995: 3—(2—Pyridy|imin0)[l,2,4]thiadiazo|o[4,3—a]pyridine LI L
78 12.00 12.20 12.40 12.60
m/z 70.20 73.20%
5000 51
124 228
0 "{“Hﬁ'}?%h'kl }?q S ALY UL UL UL SURLELL B RN SN SRR A
m/z--> 50 100 150 200 250 300 350 400 450 12.00 12.20 12.40 12.60

8270-BF063016.-M Fri
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089001.D

Aca On 14 Jul 2016 22:51

Operator : UM/SJ

Sample - H3996-19

Misc :

ALS Vial : 13 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 n-Tetracosanol-1 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.68 7.62 ng 163233 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91

Abundance Scan 1058 (13.679 min): BF089001.D (-1054) (-) m/z 57.10 100.00%

g7

5000 111

:

139 13.40 13.60 13.80 14.00
165
0 207 m/z 83.05 96.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57 83
5000 111 LA L L L L LN
13.40 13.60 13.80 14.00
m/z 55.10 95.86%
29
ok il 167 195 222 250 280 308 336
AL s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
e B
13.40 13.60 13.80 14.00
5000 111 m/z 43.10 93.55%
29

139 167 106 238 266 294

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol R o e e e
55 83 13.40 13.60 13.80 14.00
m/z 69.10 84 .49Y%
5000
29
o il 167 196 224 252 280 308
AsaanseaassEieae R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00

8270-BF063016-M Fri Jul 15 18:04:28 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089001.D

Aca On 14 Jul 2016 22:51

Operator : UM/SJ

Sample - H3996-19

Misc :

ALS Vial : 13 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 12 Ethanol, 2-(tetradecyloxy)- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
14.31 6.32 ng 135434 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 90
2 Tetrapentacontane. 1.54-dibromo- 915 C54H108Br2 1000156-09-4 87
3 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 81
4 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 70
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 70

Abundance Scan 1113 (14.308 min): BF089001.D (-1111) (-) m/z 57.10 100.00%
57
5000
153 208 201 14.00 14.20 14.40 14.60
ol ""-.-"- R S m/z 43.10 73.52%
m/z--> 0 300 400 500 600 700 800
Abundance #109268. Ethanol, 2-(tetradecyloxy)-
57
5000 L B B SRR U
14.00 14.20 14.40 14.60
Tl m/z 55.10 64.39%
196
Olll#...l.%sﬁul \258 B T
m/z--> 0 100 200 300 400 500 600 700 800
Abundance
57
14.00 14.20 14.40 1460
5000 m/z 71.10 61.32%
111
0 155197 253295337 415457499543586 670 755 835
m/z--> 6 160 200 300 460 500 660 700 860
Abundance #143260: 1-Dodecanoal, 2-octyl- R e R RR B
57 14.00 14.20 14.40 14.60
m/z 83.10 52.08%
5000
11
oLl l 154106 280
m/z--> c') 100 2(')0 300 4(')0 5(')0 6(I)O 700 8(I)O 14'00 14 20 14. 40 14|60 '

8270-BF063016-M Fri Jul 15 18:04:29 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089001.D

Aca On 14 Jul 2016 22:51

Operator : UM/SJ

Sample - H3996-19

Misc :

ALS Vial : 13 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 9-Octadecenamide, (Z)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .57 9.81 ng 125318 Perylene-d12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 91
2 Tetradecanamide 227 C14H29NO 000638-58-4 53
3 Octadecanamide 283 C18H37NO 000124-26-5 47
4 Dodecanamide 199 C12H25N0 001120-16-7 43
5 2-Butanamine, N,N-dimethyl- 101 C6H15N 000921-04-0 27
Abundance Scan 1136 (14.571 min): BF089001.D (-1134) (-) m/z 59.10 100.00%
5000
8 1% 1450 1elao 1050 a0
3 170 213 274 : : : :
ol i fO1T0103213 239 2t 3 S nyz 72.10 0 73.77%
m/z--> 50 100 150 200 250 300 350
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 N SURRUR BRI UM SULRIE

14.20 14.40 14.60 14.80
m/z 55.10  49.34%

29 81
oLl 100750 154 184010 2a8 2L
m/z--> 50 100 150 200 250 300 350
Abundance
59
RN R
14.20 14.40 14.60 14.80
5000 m/z 43.10 33.85%
227
. 29 97 128 ;-, 184 208
— e e T
m/z--> 50 100 150 200 250 300 350
Abundance #130204: Octadecanamide R R RREEEEa
59 14.20 14.40 14.60 14.80
m/z 41.10 31.53%
5000
oL Ll 1% 10912 16 104 10 200 7
— A= B RN R
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80

8270-BF063016-M Fri Jul 15 18:04:30 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089001.D

Aca On 14 Jul 2016 22:51

Operator : UM/SJ

Sample - H3996-19

Misc :

ALS Vial : 13 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 Octadecanal Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.73 6.52 ng 83235 Perylene-d12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 90
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 86
3 1.19-Eicosadiene 278 C20H38 014811-95-1 83
4 17-Octadecenal 266 C18H340 056554-86-0 80
5 Pentadecanal- 226 C15H300 002765-11-9 68
Abundance Scan 1150 (14.731 min): BF089001.D (-1147) (-) m/z 82.10 100.00%
43 57
5000
111 e
150166 185199 215 239254 14.40 14.60 14.80 15.00
0 m/z 57.10 90.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117604: Octadecanal
43

57

14.40 14.60 14.80 15.00
m/z 43.10 82.33%

5000

110

1241381 52166180194208222

0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
82 96
R M
43 o7 14.40 14.60 14.80 15.00
5000 m/z 96.10 75.17%
110
29 124138
oL15 152166180194 211 236250 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126192: 1,19-Eicosadiene e o o
55 14. 40 14. 60 14. 80 15. oo
82 m/z 55.10 68.37%
41
5000
110
‘ 124430
0 27 I | 152166180194208222236250 278
N e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1440 1460 1480 1500

8270-BF063016-M Fri Jul 15 18:04:32 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089001.D

Aca On 14 Jul 2016 22:51

Operator : UM/SJ

Sample - H3996-19

Misc :

ALS Vial : 13 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 15 Heptadecyl trifluoroacetate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.93 19.70 ng 251575 Perylene-di12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 93
2 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 93
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 93
4 Behenic alcohol 326 C22H460 000661-19-8 87
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 81

Abundance Scan 1167 (14.925 min): BF089001.D (-1161) (-) m/z 57.10 100.00%
57 7
5000 V\,Np\\djtﬂJ¢[\\,/\J_V/L«ﬁhj\
125 Tryrrrryrrrryrrrrrrororr
7 167 192 215 23|9 274 315337 14.60 14.80 15.00 15.20
0 L L S B I O m/z 97.10 96.20%
m/z--> 50 100 150 200 250 300 350
Abundance #185169: Heptadecy! trifluoroacetate
57
97
5000 LA L L L L LB LN |
14.60 14.80 15.00 15.20
- 125 m/z 83.10 95.16%
L o B e .,.... A e e o e e e ML B e
m/z--> 50 100 150 200 250 300 350
Abundance
57
97 R I REEEEmEmas
14.60 14.80 15.00 15.20
5000 m/z 55.10 84.17%
125
29
0 77 154 182 224 252 297 328348
I o e e L e o e e L A B e s e o
m/z--> 50 100 150 200 250 300 350
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester LI B e e e e e
57 14.60 14.80 15.00 15.20
o7 m/z 43.10 83.43%
29 125
B B e e L B B e e N E I E s e
m/z--> 50 100 150 200 250 300 350 14.60 14. 80 15. 00 15 20

8270-BF063016.-M Fri

Jul 15 18:04:33 2016

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089001.D

Aca On 14 Jul 2016 22:51

Operator : UM/SJ

Sample - H3996-19

Misc :

ALS Vial : 13 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 unknownl5.41 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.41 4.10 ng 52301 Perylene-d12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (2)-14-Tricosenvl formate 366 C24H4602 077899-10-6 49
2 3.9-Diazabicvclol4.2.1Tnonan-4-o0... 168 C9H16N20 001128-77-4 49
3 8-Azabicvclol3.2.1Toctan-3-o0l. 8... 157 C8H15N02 032663-71-1 43
4 Oxirane. hexadecvl- 268 C18H360 007390-81-0 25
5 Bicyclo[3.1.0]hexan-2-one, 3,3,6... 138 C9H140 053966-40-8 14
Abundance Scan 1209 (15.405 min): BF089001.D (-1208) (-) m/z 57.10 100.00%
57 82
111 139 166 447 ——
192 221 233 - 1500 15.20 15.40 15.60 15.80
0 m/z 82.10 87 .49Y%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194460: (2)-14-Tricoseny! formate
55
5000 AR DR DAL BURBLI B
110 mmﬁmﬁmmmﬁm
138 m/z 43.10 81.15%
oL LI H\ 17166 194 222 250 278 %0 348
m/z--> §0 15 260 250 360 3éo 460 4%0
Abundance
42 82
15.00 15.20 15.40 15.60 15.80
5000 m/z 96.10 69 .55%
168
124
e L e L L S WL WL UL
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #29464: 8-Azabicyclo[3.2.1]octan-3-ol, 8-methyl-, 8-oxide,... A B
8 15.00 15.20 15.40 15.60 15.80
m/z 55.10 63.78%
5000
124
11N
ok .,... ‘UMMJ,....,.... L R R A e
m/z--> 100 150 200 250 300 350 400 450 1500 1520 1540 15.60 15.80

8270-BF063016-M Fri Jul 15 18:04:33 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089001.D

Aca On 14 Jul 2016 22:51

Operator : UM/SJ

Sample - H3996-19

Misc :

ALS Vial : 13 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 Hexacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.61 6.15 ng 78547 Perylene-di12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 1227 (15.611 min): BF089001.D (-1224) (-) m/z 57.10 100.00%
57
85
5000 \J\JJ/\V\__/\\
13 149 15:20 15.40 15.60 15.80 16.00
169 211 266 - - - :
0...,“.“.1 o | M7z 71.10  71.52%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194494: Hexacosane
57
5000 85 U SRR DR B B
15 20 15. 40 15. 60 15. 80 16. oo
113 m/z 43.10 59.53%
0 2\‘9 ‘\ ‘ ‘H\ \h\ ‘\‘ H‘ u‘lﬂil 169 197 225 253 295 366
m/z--> §o 160 1éo 260 2%0 360 3%0 460 '
Abundance
57
15:20 15.40 15.60 15.80 16.00
5000 85 m/z 85.10 54 _71%
113 149
o 169 197 225 253 281 309 337 365 437
m/z--> §o 160 1éo 260 250 360 3%0 460 '
Abundance #185533: Pentacosane A RREEE R L
57 15.20 15.40 15.60 15.80 16.00
m/z 55.10 26.41%
5000 8 ’AV’Vr\’/\AfoAVK”wJ\Aa/x\fwv
113
oL LT 4t 380 211 239 267 295 323 352
m/z--> % ﬁo @ 2& 250 ﬁ 3% ﬁo ! mmmmmmmmmm

8270-BF063016.-M Fri Jul 15 18:04:34 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089001.D

Aca On 14 Jul 2016 22:51

Operator : UM/SJ

Sample - H3996-19

Misc :

ALS Vial : 13 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 18 Oxirane, hexadecyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.30 4.74 ng 60471 Perylene-di12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 64
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 58
3 1.19-Eicosadiene 278 C20H38 014811-95-1 58
4 Octadecanal 268 C18H360 000638-66-4 53
5 Pentadecanal- 226 C15H300 002765-11-9 50

Abundance Scan 1287 (16.297 min): BF089001.D (-1284) (-) m/z 57.10 100.00%

5000

278 LA L L L L L L L
16.00 16.20 16.40 16.60

m/z 82.05 79.15%

221

159 177193207

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117618: Oxirane, hexadecyl-

16.I00 16!20 16.I40 16!60
m/z 43.10 67.39%

5000

4138

152166180194 211 236250 268

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 82
96 AR DR DA
57 16.00 16.20 16.40 16.60
5000{ g m/z 83.10 64.23%

110
0 152166180194208222236250264 282

mﬁmﬁmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126193: 1,19-Eicosadiene R EEEER RS S
16.00 16.20 16.40 16.60
m/z 97.10 52.87%

5000

11995

151165180194208222236250 278
A R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.00 16.20 16.40 16.60

8270-BF063016-M Fri Jul 15 18:04:35 2016 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089001.D

Aca On 14 Jul 2016 22:51

Operator : UM/SJ

Sample - H3996-19

Misc :

ALS Vial : 13 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 unknownl7.52 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.52 4.04 ng 51577 Perylene-di12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanal 212 C14H280 000124-25-4 27
2 Heptadecanal 254 C17H340 1000376-70-0 22
3 9-Octadecen-1-ol. (2)- 268 C18H360 000143-28-2 14
4 1.1"-Bicvclohexvl. 4.47-dimethvl- 194 C14H26 054823-99-3 14
5 3-Dimethylaminoacrylonitrile 96 C5H8N2 002407-68-3 11
Abundance Scan 1394 (17.520 min): BF089001.D (-1390) (-) m/z 43.10 100.00%

71 96

5000

131 173 194 239 336

17.20 17.40 17.60 17.80
m/z 57.10 96.54%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #71299: Tetradecanal

5000

17.20 17.40 17.60 17.80
m/z 71.10 71.52%

(o}
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43
82
e A ma
17.20 17.40 17.60 17.80
5000 m/z 82.05 69 .35%
109
o 26 68 137154 180 208 23654
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #117623: 9-Octadecen-1-0l, (2)- R R ma AR
55 g 17.20 17.40 17.60 17.80

m/z 96.10 65.41%

5000

250
138 166 194 222 268
e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.20 17. 40 17. 60 17.80

o

8270-BF063016-M Fri Jul 15 18:04:36 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071416\
Data File : BF089001.D

Aca On 14 Jul 2016 22:51

Operator : UM/SJ

Sample - H3996-19

Misc :

ALS Vial : 13 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 Stannane, tetraphenyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
18.75 3.93 ng 50176 Perylene-di12 15.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stannane. tetraphenvl- 428 C24H20Sn 000595-90-4 53
2 6-Bromo-2-phenvl-1H-benzoldeliso... 351 C18H10BrNO2 1000331-92-1 27
3 47 .5.8-Trichlorocinchophen 351 C16H8CI3NO2 1000255-66-5 25
4 Indol-2(3H)-one. 5-bromo-3-(2-aqu... 350 C18H11BrN20 337351-93-6 14
5 1-Triphenylstannyl-1,2-propadiene 390 C21H18Sn 004104-90-9 11
Abundance Scan 1502 (18.754 min): BF089001.D (-1499) (-) m/z 261.20 100.00%
261
5000
151373 205 232 I |
18.40 18.60 18.80 19.00
o} m/z 261.80 79.03%
m/z--> 50 100 150 200 250 300 350
Abundance #221595: Stannane, tetraphenyl-
351
120
197
5000 274 N SRR U I
18.40 18.60 18.80 19.00
51 m/z 353.20 77 .69%
ol27 | "Moo | 175 | 228249 | 209 328 || 401424
m/z--> 50 100 150 200 250 300 350 400
Abundance
352
- 18.40 18.60 18.80 19.00
5000 125 m/z 352.50 73.12%
258
51 ° 99 151 204 306
oL 175 280
m/z--> 50 100 150 200 250 300 350 400
Abundance #184365: 4',5,8-Trichlorocinchophen R BRAE B e m m  o
351 18.40 18.60 18.80 19.00
m/z 349.90 69.69%
45 316
5000
0 L S NN SRR SRR I
m/z--> 50 100 150 200 250 300 350 400 18.40 18.60 18.80 19.00

8270-BF063016-M Fri Jul 15 18:04:37 2016 Page: 19



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071416\
Data File : BF089001.D

Acq On 14 Jul 2016 22:51

Operator : UM/SJ

Sample - H3996-19

Misc :

ALS Vial : 13 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]
Propane, 1,1-dime... 1.85 6.5 ng 112874 1 6.68 345501 20.0
2-Pentanone, 4-hy... 4.83 10.9 ng 189226 1 6.68 345501 20.0
unknown6 .46 6.46 90.4 ng 1561130 1 6.68 345501 20.0
unknown11.70 11.70 4.0 ng 69984 4 11.19 351274 20.0
unknownll.74 11.74 4.7 ng 82406 4 11.19 351274 20.0
unknownl12.23 12.23 4.2 ng 74248 4 11.19 351274 20.0
n-Tetracosanol-1 13.68 7.6 ng 163233 5 13.82 428602 20.0
Ethanol, 2-(tetra... 14.31 6.3 ng 135434 5 13.82 428602 20.0
9-Octadecenamide, ... 14.57 9.8 ng 125318 6 15.18 255386 20.0
Octadecanal 14.73 6.5 ng 83235 6 15.18 255386 20.0
Heptadecyl triflu... 14.93 19.7 ng 251575 6 15.18 255386 20.0
unknownl15.41 15.41 4.1 ng 52301 6 15.18 255386 20.0
Hexacosane 15.61 6.2 ng 78547 6 15.18 255386 20.0
Oxirane, hexadecyl- 16.30 4.7 ng 60471 6 15.18 255386 20.0
unknownl7 .52 17.52 4.0 ng 51577 6 15.18 255386 20.0
Stannane, tetraph... 18.75 3.9 ng 50176 6 15.18 255386 20.0
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