LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\
Data File : BF088263.D

Aca On 22 Jun 2016 21:45

Operator : UM/SJ

Sample : H3676-03

Misc :

ALS Vial : 18 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-BF060716.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 1.724 11 12 39 rvB 755280 1477008 68.90% 7.924%
2 4.730 273 275 292 rBV 187032 325675 15.19% 1.747%
3 5.187 312 315 331 rBVY 1564437 1732967 80.84% 9.297%
4 6.262 407 409 411 rBVY 1606404 1772080 82.66% 9.506%
5 6.376 417 419 421 rBV 1462123 1848146 86.21% 9.915%
6 6.604 437 439 446 rBB 407789 411588 19.20% 2.208%
7 6.753 450 452 455 rBV 1436455 1388704 64.78% 7 .450%
8 7.176 487 489 491 rBV 1223959 1200014 55.98% 6.438%
9 7.885 549 551 554 rBV 602662 613981 28.64% 3.294%
10 8.970 643 646 648 rBY 2213725 2143739 100.00% 11.500%

11 9.370 679 681 683 rBv 216348 183202 8.55% 0.983%
12 9.633 702 704 707 rVB 688981 658875 30.73% 3.535%

13 10.079 741 743 745 rBV 33660 26265 1.23% 0.141%
14 10.422 771 773 776 rBV 1163415 1089548 50.82% 5.845%
15 10.548 782 784 789 rVB 40364 50400 2.35% 0.270%
16 10.993 821 823 825 rBV 23503 24302 1.13% 0.130%

17 11.108 832 833 836 rBvV 474518 623590 29.09% 3.345%
18 12.696 970 972 974 rBV 1694236 1632221 76.14% 8.756%
19 13.622 1047 1053 1056 rBV5 30083 108103 5.04% 0.580%
20 13.737 1061 1063 1068 rBV 349262 529969 24.72% 2.843%

21 13.919 1077 1079 1081 rBV 23038 30936 1.44% 0.166%
22 14.011 1085 1087 1091 rBvV4 17368 39169 1.83% 0.210%
23 14.079 1091 1093 1095 rBV2 17368 26228 1.22% 0.141%
24 15.108 1180 1183 1188 rVB 361449 450233 21.00% 2.415%
25 15.497 1214 1217 1222 rBV3 27359 66680 3.11% 0.358%
26 15.668 1230 1232 1240 rVB3 41458 96692 4_.51% 0.519%
27 16.023 1261 1263 1268 rVB3 29304 62431 2.91% 0.335%
28 16.503 1303 1305 1307 rVB2 19501 28080 1.31% 0.151%
Sum of corrected areas: 18640826
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\
Data File : BF088263.D

Aca On 22 Jun 2016 21:45

Operator : UM/SJ

Sample : H3676-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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: BF088263.D
2000000
519 6.26
1500000 6.38 675
7.18
1000000
1.72
500000 6.60
4.73
o= N S 5 b
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: BF088263.D
8|97
2000000
12.70
1500000
10.42
1000000
9.63
7.88
500000 1111
9.37
. A 10.08 J1Q§5 10.9
— 11—t e e e e
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF088263.D
2000000
1500000
1000000
500000] 13 74 1511
2 62| 1319008 1550567  16.02 16.50
O o e e e N T e 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\BF062216\
Data File : BF088263.D

Aca On 22 Jun 2016 21:45

Operator : UM/SJ

Sample : H3676-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.73 15.83 ng 325675 1,4-Dichlorobenzene-d4 6.60
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 25
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 275 (4.730 min): BF088263.D (-273) (-) m/z 43.10 100.00%
43
59
5000
101 SN B NU——
440 4.60 4.80 5.00
83
o...,....,....,....','::..‘??.'rli....,....,.-...,...:,....,....,....,....,...., m/z 59.10 64.96%
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 L L UL I U
59 440 460 480 500
m/z 101.10 24 .39%
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
59
440 460 4.80 500
5000 M m/z 58.00 17.40%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3152: 5-Hexen-2-one R e ERmamae
43 4.40 4.60 4.80 5.00
m/z 41.10 9.15%
5000 /\
55
o T | esm 8 o8
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 460 480 500

8270-BF060716.M Thu Jun 23 18:50:14 2016 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\
Data File : BF088263.D

Aca On 22 Jun 2016 21:45

Operator : UM/SJ

Sample : H3676-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 unknown6.38 Concentration Rank 1

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

6.38 89.81 ng 1848150 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Xenon 132 Xe 007440-63-3 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 419 (6.376 min): BF088263.D (-417) (-) m/z 132.00 100.00%
5000
68
96 TTTTTTT T IIIIIIIIII
40 54 ‘ 75 104 6.00 6.20 6.40 6.60 6.80
o....,....;-:..“ﬁ....,‘?l.',..'..,..5.‘?,..!.,....,.1.1?.,....,-'...,.. m/z 134.00 33.81%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR RS AR SRR
6.00 6.20 6.40 6.60 6.80
2 78 m/z 68.10 30.62%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
SRR LARSE RS RN
6.00 6.20 6.40 6.60 6.80
5000 67 m/z 66.10 19.68%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14560: Xenon LI L L LB L LB B
132 6.00 6.20 6.40 6.60 6.80
m/z 96.10 13.07%
5000
66
0"”I'”'I”"P"W"”I'”'I”"P"W"”I'”'I}%§l'” T ERRESE N AR AR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\
Data File : BF088263.D

Aca On 22 Jun 2016 21:45

Operator : UM/SJ

Sample : H3676-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 1-Heptacosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.62 4.08 ng 108103 Chrysene-di12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 91
2 n-Tetracosanol-1 354 C24H500 000506-51-4 90
3 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 87
4 Octacosvl acetate 452 C30H6002 018206-97-8 87
5 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 83
Abundance Scan 1053 (13.622 min): BF088263.D (-1047) (-) m/z 57.10 100.00%
g7
5000
125 153178503 235 LI IS SRR B I
| MJIJ il 13.40 13.60 13.80 14.00
ob—— LY o R m/z 97.10 73.28%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #210517: 1-Heptacosanol
57 |97
5000 LI I SRR B I
125 13140 13.60 13.80 14.00
m/z 83.10 72.23%
L2 l“ 4 L‘ 1123 181 20236 264 292 320 350378
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance
57 83
13140 13.60 13.80 14.00
5000 11 m/z 55.10 71.09%
29 139
0 167 195 222 250 280 308 336 LM/J“”JV““J/\mﬂ\/ﬂﬁﬁﬂﬁﬂv
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #235928: Octacosyl trifluoroacetate R Al RRRES B
57 13.40 13.60 13.80 14.00
m/z 69.10 70.59%
97
5000
125
o 29 l (153181208 250278306334 364392 437 488
m/z--> 55 160 150 200 250 300 350 400 450 ' 13140 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\
Data File : BF088263.D

Aca On 22 Jun 2016 21:45

Operator : UM/SJ

Sample : H3676-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 unknownl15.50 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.50 2.96 ng 66680  Perylene-di2 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 49

2 Hexacosane 366 C26H54 000630-01-3 49
3 Triacontane 422 C30H62 000638-68-6 46
4 Eicosane 282 C20H42 000112-95-8 46
5 Tetratetracontane 619 C44H90 007098-22-8 46
Abundance Scan 1217 (15.497 min): BF088263.D (-1214) (-) m/z 57.10 100.00%
57
g5 \/\W\J\M\\/
5000
113 140 166 191 231 258 289 15.20 15.40 15.60 15.80
oL— m/z 71.10 70.50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43
71
5000 LA L L L L L L L
mmmmmmmm
m/z 85.10 55.71%
oL il ‘\ 1 M “1?7‘155 183 225253 295 337
— " e T o
m/z--> 150 200 250 300 350 400
Abundance
57
R
15.20 15.40 15.60 15.80
5000 85 m/z 43.10 52.26%
. 29 113 141 169 107 225 253 205 323 367
R B el e e T R
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane e R e
57 15.20 15.40 15.60 15.80
m/z 55.10 28.56%
5000 85
113 141
oL2) i J | 70T, 169 197 225 253 281 309 337 365 393 422
T T [T T T T T T R
m/z--> 50 100 150 200 250 300 350 400 1520 1540 1560 1580
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\
Data File : BF088263.D

Aca On 22 Jun 2016 21:45

Operator : UM/SJ

Sample : H3676-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 unknownl5.67 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.67 4.30 ng 96692 Perylene-di12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1-(9-Phenanthrenvl)-2-propanone 234 C17H140 1000326-08-9 35
2 Anthracene. 1-butvl- 234 C18H18 1000156-51-7 35
3 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 30
4 5-(p-Aminophenvl)-2-thiazolamine 191 C9HON3S 090349-87-4 27
5 3-Buten-2-one, 4-(2,5,6,6-tetram... 206 C14H220 000079-70-9 27
Abundance Scan 1232 (15.668 min): BF088263.D (-1230) (-) m/z 191.15 100.00%
191
5000 9% 177

109123

o0g 227 246 269 289 15.40 15.60 15.80 16.00

0 m/z 95.10 50.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89241: 1-(9-Phenanthrenyl)-2-propanone
191
5000 LIS L L L L L L L
15.40 15.60 15.80 16.00
165 234 m/z 81.10 44 _98%
ol 29 \ 63 83 115 139 | | 206
T e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
191
234 R A EEERERE
15.40 15.60 15.80 16.00
5000 m/z 177.10 44 _47%
2741 63 gri0lyy  151°%° 205220
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66143: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl) R B LA M e e
191 15.40 15.60 15.80 16.00
m/z 109.10 34.88%
5000 57
29
‘ 77 93107121 149 206
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15 60 15. 80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062216\
Data File : BF088263.D

Aca On 22 Jun 2016 21:45

Operator : UM/SJ

Sample : H3676-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 unknownl16.02 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.02 2.77 ng 62431 Perylene-d12 15.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.5-bis(l.1-dimethvlethvl)- 206 C14H220 005875-45-6 47
2 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 46
3 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 45
4 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 45
5 1H-Inden-1-one, 2,3-dihydro-5,6-... 206 C12H1403 004082-25-1 43
Abundance Scan 1263 (16.023 min): BF088263.D (-1261) (-) m/z 191.15 100.00%
191
95
5000

69 163

41

206223 263 285301 15.80 16.00 16.20 16.40
0! m/z 95.10 59.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66110: Phenol, 2,5-bis(1,1-dimethylethyl)-
191
5000 LA I L L LB L L B
15. 80 16 00 16 20 16. 40
57 163 206 m/z 81.10 41 .59%
a 73 91 115133148 |
0.”“”.L”w.”w”.wmﬁplnpm.h”w”..””..”.”..”w”.w”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
191
s e A
15.80 16.00 16.20 16.40
5000 m/z 123.10 29.34%
43 123 149
N 60 91107 176 | 206
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66143: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl) R  RREEEEES e
191 15.80 16.00 16.20 16.40
m/z 137.10 28.60%
5000 57
29
‘ | 77 93 121 1T 206
o ST Y TN T NV 2 R —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15. 80 16 00 16 20 16. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062216\
Data File : BF088263.D

Acq On 22 Jun 2016 21:45

Operator : UM/SJ

Sample : H3676-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.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]
2-Pentanone, 4-hy... 4.73 15.8 ng 325675 1 6.60 411588 20.0
unknown6 .38 6.38 89.8 ng 1848150 1 6.60 411588 20.0
1-Heptacosanol 13.62 4.1 ng 108103 5 13.75 529969 20.0
unknown15.50 15.50 3.0 ng 66680 6 15.11 450233 20.0
unknownl15.67 15.67 4.3 ng 96692 6 15.11 450233 20.0
unknownl16 .02 16.02 2.8 ng 62431 6 15.11 450233 20.0
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