LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071316\
Data File : BF088963.D

Aca On 13 Jul 2016 17:42

Operator : UM/SJ

Sample = H3980-05

Misc :

ALS Vial : 8 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 16 rVB 185020 305581 13.71% 1.515%
2 1.781 16 17 26 rvB 1199127 1884792 84.57% 9.345%
3 4.856 283 286 294 rVB 125875 201198 9.03% 0.998%
4 5.301 322 325 327 rBVY 1405375 2023794 90.80% 10.035%
5 6.353 413 417 419 rVB 1617487 2228726 100.00% 11.051%
6 6.467 424 427 429 rVB 2109009 2100116 94.23% 10.413%
7 6.696 445 447 449 rBV 438269 408239 18.32% 2.024%
8 6.856 458 461 463 rVB 1396098 1655173 74.27% 8.207%
9 7.267 493 497 499 rBV 1115518 1432636 64.28% 7.104%
10 7.382 502 507 509 rBV 26204 36379 1.63% 0.180%

11 7.976 557 559 562 rBvV 517535 509309 22.85% 2.525%
12 9.062 651 654 656 rBV 2389421 2214436 99.36% 10.980%
13 9.450 686 688 691 rBvV 352023 449890 20.19% 2.231%
14 9.725 710 712 715 rBV2 482871 545166 24.46% 2.703%

15 10.182 750 752 753 rVB 20172 27393 1.23% 0.136%
16 10.513 779 781 784 rBV2 1123875 1258330 56.46% 6.239%
17 10.650 791 793 797 rBV 40373 68969 3.09% 0.342%
18 11.096 830 832 833 rBvV 36842 38014 1.71% 0.188%
19 11.199 839 841 844 rBV 387722 474282 21.28% 2.352%
20 11.519 867 869 871 rvB 26714 23230 1.04% 0.115%
21 11.748 886 889 893 rBvV 44196 59261 2.66% 0.294%

22 12.788 978 980 983 rBV 1323506 1343999 60.30% 6.664%
23 13.691 1057 1059 1063 rBV 72227 101431 4 _55% 0.503%
24 13.828 1069 1071 1073 rBV 383161 349800 15.70% 1.734%

25 14.331 1112 1115 1121 rBV 37001 52537 2.36% 0.260%

26 15.199 1188 1191 1194 rBV 313610 345849 15.52% 1.715%

27 18.777 1499 1504 1507 rBvV4 9624 29467 1.32% 0.146%
Sum of corrected areas: 20167997
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF071316\
BF088963.D

13 Jul 2016 17:42

UM/SJ

H3980-05

8 Sample Multiplier: 1

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

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071316\
Data File : BF088963.D

Aca On 13 Jul 2016 17:42

Operator : UM/SJ

Sample = H3980-05

Misc :

ALS Vial : 8 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4._86 9.86 ng 201198 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Acetone 58 C3H60 000067-64-1 10
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 286 (4.856 min): BF088963.D (-283) (-) m/z 43.10 100.00%
43
59
5000
101 e N
4.60 4.80 5.00 5.20
83
0...,....,....,....','!:..‘?.1.-!1,-....,....,.-...,...:,....,....,....,....,...., m/z 59.10 62.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R U L U
4.60 4.80 5.00 5.20
59 101 m/z 101.10 24.09%
0 s s | e 8
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 4.80 500 520
5000 M m/z 58.10 15.99%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #217: Acetone e ERma e a s
43 4.60 4.80 5.00 5.20
m/z 41.10 10.35%
5000
58
15 27
s A A AN KRR RS RARAS RRARA LA RRAAS SRR LASN SARAS LRI ARRY T AT
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071316\
Data File : BF088963.D

Aca On 13 Jul 2016 17:42

Operator : UM/SJ

Sample = H3980-05

Misc :

ALS Vial : 8 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 unknown6.47 Concentration Rank 1

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

6.47 102.89 ng 2100120 1,4-Dichlorobenzene-d4 6.70
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 16
3 N-(-3.4-Methvlenedioxvphenvlisop... 267 C17H17N0O2 1000378-96-6 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 427 (6.467 min): BF088963.D (-424) (-) m/z 132.00 100.00%
132
5000 68
96 R R R
40 54 81 115 6.20 6.40 6.60 6.80
0 m/z 68.10 44 _41%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 L R L I I
6.20 6.40 6.60 6.80
31 51 ‘ m/z 134.00 33.23%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
132
620 640 6.60 6.80
5000 m/z 66.10 28.92%
33 105
51 70 g
- e e e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #116545: N-(-3,4-Methylenedioxyphenylisopropyl)benzaldimine R o e e B EmEa
132 6.20 6.40 6.60 6.80
m/z 69.10 18.37%
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('30 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071316\
Data File : BF088963.D

Aca On 13 Jul 2016 17:42

Operator : UM/SJ

Sample = H3980-05

Misc :

ALS Vial : 8 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 Eicosane, 10-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.65 2.91 ng 68969 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 90
2 Heptadecane 240 C17H36 000629-78-7 90
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 90
4 Dodecane. 1-i1odo- 296 C12H251 004292-19-7 86
5 Tetracosane 338 C24H50 000646-31-1 86
Abundance Scan 793 (10.650 min): BF088963.D (-791) (-) m/z 57.10 100.00%
g7
5000 8
4
‘ 113 169 10,40 1060 10.80 11.00

o

S m/z 71.05 74.69%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141431: Eicosane, 10-methyl-
i y\/\

5000 85 T T LI L L L TTT
4 10,40 10.60 10.80 11.00
m/z 43.05 63.59%
113 154
0 Al ‘ L 777 1397) 169 197 224239 266281296
e L eSS AR oA
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
e .
85 10.40 10.60 10.80 11.00
5000 A m/z 85.10 51.33%
ol 28 M3 141 160 197210 240
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57 10.40 10.60 10.80 11.00
m/z 41.10 33.51%
5000 85
4
0 ‘ Ll d 141156 183 211 239 267 296
e e e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071316\
Data File : BF088963.D

Aca On 13 Jul 2016 17:42

Operator : UM/SJ

Sample = H3980-05

Misc :

ALS Vial : 8 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 Undecanoic acid Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.75 2.50 ng 59261 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Undecanoic acid 186 C11H2202 000112-37-8 59
2 n-Decanoic acid 172 C10H2002 000334-48-5 53
3 Maltose 342 C12H22011 000069-79-4 43
4 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 25
5 Oxalic acid, dodecyl propyl ester 300 C17H3204 1000309-26-5 22

Abundance Scan 889 (11.748 min): BF088963.D (-886) (-) m/z 73.00 100.00%
7B
57
5000
85 g7 129
| | 115 157 171 185 213 11.40 11.60 11.80 12.00
o — m/z 43.10 96.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50051: Undecanoic acid
60 73 kNVA-MwWM
43
5000 LA LI L L L L B L L B B
11.40 11.60 11.80 12.00
29 s 129 143 156 m/z 57.10 80.35%
97 ‘
0 ..%?.\.\ W ,u\\...u,w....,....  BTeg T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
60 73
129 11.40 11.60 11.80 12.00
5000 m/z 60.10 79.64%
43
87
115
o 101 143155 172
R I e e e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #177853: Maltose e
73 11.40 11.60 11.80 12.00
60 m/z 41.10 79.11%
5000 43 97
31 85
18 126
0 109 145 163174 191204 221
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071316\
Data File : BF088963.D

Aca On 13 Jul 2016 17:42

Operator : UM/SJ

Sample = H3980-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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 3-Eicosene, (E)-

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.69 5.80 ng 101431 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
2 1-Docosene 308 C22H44 001599-67-3 81
3 1l-Hexadecanol 242 C16H340 036653-82-4 68
4 5-Eicosene. (BE)- 280 C20H40 074685-30-6 58
5 1-Hexacosanol 382 C26H540 000506-52-5 58

Abundance Scan 1059 (13.691 min): BF088963.D (-1057) (-) m/z 55.10 100.00%
55
5000 111 d\ﬂJ\v\N\
3 139 . 13.40 13.60 13.80 14.00
Obrrrr bl m/z 83.10 99.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #127771: 3-Eicosene, (E)-
41 57
5000 AN RN Ry B
13.40 13.60 13.80 14.00
m/z 57.10 93.88%
o 139154 182 210 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
o7 13.40 13.60 13.80 14.00
5000 71 m/z 43.10 92.17%
29
125
oL14 153168 308
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95980: 1-Hexadecanol R L
13.40 13.60 13.80 14.00
m/z 69.05 89.35%
5000
o 139154 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071316\
Data File : BF088963.D

Aca On 13 Jul 2016 17:42

Operator : UM/SJ

Sample = H3980-05

Misc :

ALS Vial : 8 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 17-Pentatriacontene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .33 3.00 ng 52537 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 1-Docosene 308 C22H44 001599-67-3 90
3 Carbonic acid. isobutvl octadecv... 370 C23H4603 1000314-61-5 87
4 n-Tetracosanol-1 354 C24H500 000506-51-4 86
5 1-Hexacosanol 382 C26H540 000506-52-5 86
Abundance Scan 1115 (14.331 min): BF088963.D (-1112) (-) m/z 57.10 100.00%
57 83
5000 Nl \«/\/\\/\A_AJ\/AV\
| [0 14.00 14.20 14.40 14.60
o I 8 m/z 83.05 89.53%
miz--> 0 50 100 150 200 250 300 350 400 450

Abundance #234187: 17-Pentatriacontene

%

5000 83 AL BRI L L L L LA |
14.00 14.20 14.40 14.60
111 m/z 43.10 78.88%
0 H‘Md \ F39167196224 267292 321 462 490
T B LA
m/z--> 0 5 150 200 250 300 350 400 450
Abundance
55
B RN RaEES RS
97 14.00 14.20 14.40 14.60
5000 m/z 97.10 75.95%
29
125
153181 308
oA A e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #197139: Carbonic acid, isobutyl octadecy! ester AR EEREE TS
57 14.00 14.20 14.40 14.60
m/z 69.10 71.06%
5000
83
29 111
o I | [,139 168 196 224 253
e B AN RamES RS
m/z--> 0 50 100 150 200 250 300 350 400 450 14.00 14.20 14.40 14.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071316\
Data File : BF088963.D

Acq On 13 Jul 2016 17:42

Operator : UM/SJ

Sample - H3980-05

Misc :

ALS Vial : 8 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]
2-Pentanone, 4-hy... 4._.86 9.9 ng 201198 1 6.70 408239 20.0
unknown6 .47 6.47 102.9 ng 2100120 1 6.70 408239 20.0
Eicosane, 10-methyl- 10.65 2.9 ng 68969 4 11.20 474282 20.0
Undecanoic acid 11.75 2.5 ng 59261 4 11.20 474282 20.0
3-Eicosene, (E)- 13.69 5.8 ng 101431 5 13.83 349800 20.0
17-Pentatriacontene 14 .33 3.0 ng 52537 5 13.83 349800 20.0
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