LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089493.D

Aca On > 1 Aug 2016 4:02

Operator : UM/SJ

Sample = H4222-08

Misc :

ALS Vial : 28 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-BF072716.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 51 rVB 1052107 2873059 100.00% 31.513%
2 4_.570 258 261 272 rBV 156312 232902 8.11% 2.555%
3 5.061 302 304 322 rBV 347953 633154 22.04% 6.945%
4 6.147 398 399 407 rBV 348442 628183 21.86% 6.890%
5 6.262 407 409 426 rVB 637635 713403 24.83% 7.825%
6 6.490 427 429 440 rVB 165555 194724 6.78% 2.136%
7 6.650 440 443 445 rBV 367156 462840 16.11% 5.077%
8 7.062 477 479 490 rBV 295615 379012 13.19% 4_.157%
9 7.782 540 542 544 rBV 195738 207225 7.21% 2.273%
10 8.856 634 636 639 rBV 720332 641981 22.34% 7.041%
11 9.256 669 671 674 rBV 89825 84824 2.95% 0.930%

12 9.519 692 694 697 rBvV 219133 210222 7.32% 2.306%
13 10.308 761 763 773 rVB 335659 327328 11.39% 3.590%
14 10.993 821 823 829 rBV 223856 212691 7.40% 2.333%
15 12.571 959 961 964 rBV 528424 650797 22.65% 7.138%

16 13.485 1039 1041 1045 rBV 49022 70260 2.45% 0.771%

17 13.611 1050 1052 1058 rBV2 260331 299930 10.44% 3.290%

18 14.708 1144 1148 1151 rBV2 30331 66221 2.30% 0.726%

19 14.948 1167 1169 1172 rBV 146262 197379 6.87% 2.165%

20 15.337 1200 1203 1205 rBvV 24252 31037 1.08% 0.340%
Sum of corrected areas: 9117172
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089493.D

Aca On : 1 Aug 2016 4:02

Operator : UM/SJ

Sample : H4222-08

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF072716.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: BF089493.D
1000000166
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200000 457 6.49
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Abundance TIC: BF089493.D
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200000, 778

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: BF089493.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089493.D

Aca On : 1 Aug 2016 4:02

Operator : UM/SJ

Sample = H4222-08

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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.

457 23.92ng 232002  1,4-Dichlorobenzene-da 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
cetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 32
-Hexanol . 2-methvl- 116 C7H160 000625-23-0 25

abrwNPE
GNNIZ>N

.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
-Hexen-2-one 98 C6H100 000109-49-9 9
Abundance Scan 261 (4.570 min): BF089493.D (-258) (-) m/z 43.10 100.00%
a3
59
5000
101 e N e T
51| 83 420 4.40 4.60 4.80 5.00
I N — m/z 59.10 61.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LI L L L LN L L BB B
59 420 4.40 4.60 4.80 5.00
m/z 101.10 23.44%
15 31 101
‘ H\‘ Ll 51 \‘ 83 Il ‘
O o e S R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
P — e
420 4.40 4.60 4.80 5.00
5000 M m/z 58.10 15.31%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8358: 2-Hexanol, 2-methyl- R e AR
59 420 4.40 4.60 4.80 5.00
m/z 41.10 9.66%
5000
43
101
31
15 0 ||| sy 60 88 A
O S L s LA o e e A R e —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089493.D

Aca On : 1 Aug 2016 4:02

Operator : UM/SJ

Sample = H4222-08

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 unknown6.26 Concentration Rank 2

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

6.26 73.27 ng 713403 1,4-Dichlorobenzene-d4 6.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 9

Abundance Scan 409 (6.262 min): BF089493.D (-407) (-) m/z 132.00 100.00%
5000 68
6
0 . 54 | 75 104 6.00 620 6.40 6.60
0 .,....,....:'.'.‘.‘.7,:.'..??...|,..'=~.,..5.‘.7,...|.,.':..,....,....,"...,.. m/z 68.10 39.15%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.00 6.20 6.40 6.60
78 m/z 134.00 32.94%
31 4 51
0'|“'wt“wwl“|L'w'“lw'”|“'w'“'w'“|“'w'“'|““ T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
117 6.00 6.20 6.40 6.60
5000 m/z 66.10 24 .73%
39 91
51 65
o 27 58 T g4 g 105 125
JUNERIUNEERS LR IS SURL UL UL IS S B B S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132 6.00 6.20 6.40 6.60
m/z 69.05 15.71%
5000
33 am o g7 105
0 W""PL"I”"?%"ﬁq"'l"Zi'?ﬁl"ﬂ'ﬁ"'l}}ﬁl""I“" T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089493.D

Aca On : 1 Aug 2016 4:02

Operator : UM/SJ

Sample = H4222-08

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 Trichloroacetic acid, penta... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.49 4.69 ng 70260 Chrysene-di12 13.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 l17-Pentatriacontene 491 C35H70 006971-40-0 87
4 1-Docosene 308 C22H44 001599-67-3 81
5 1-Hexadecanol 242 C16H340 036653-82-4 76
Abundance Scan 1041 (13.485 min): BF089493.D (-1039) (-) m/z 57.10 100.00%
57 83
5000 111
|139 13.20 13.40 13.60 13.80
o— e e e m/z 83.10 91.48%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #197885: Trichloroacetic acid, pentadecyl ester
43
83
5000
111 13.20 13.40 13.60 13.80
m/z 55.05 87 .35%
H ‘H 1% 182210
0 N'N'ﬂ"””|”'“w'"'w"'l”"l'”'l"”l"'w
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
43
13.20 13.40 13.60 13.80
5000 83 m/z 43.10 83.97%
18 111
o 140168196 238266 308336
mz-> 0 50 100 150 200 250 300 350 400 450 '
Abundance #234187: 17-Pentatriacontene Rl L R s B
43 13.20 13.40 13.60 13.80
m/z 69.10 76.91%
5000 83
J 111
o | ||| 139167196224 267292 321 462 490
mz-> 0 50 100 150 200 250 300 350 400 450 ' 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089493.D

Aca On : 1 Aug 2016 4:02

Operator : UM/SJ

Sample = H4222-08

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 1-Heptacosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.71 6.71 ng 66221 Perylene-di12 14.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 90
3 1-Heneicosanol 312 C21H440 015594-90-8 87
4 n-Nonadecanol-1 284 C19H400 001454-84-8 87
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 87
Abundance Scan 1148 (14.708 min): BF089493.D (-1144) (-) m/z 57.05 100.00%
g7 97
5000 /de_f\vvﬁ\/\JP\\AANNKAA-~J\«
125 UL A SRR
191 281 14.40 14.60 14.80 15.00
O S— O o m/z 97.10 89.68%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57 97
5000 UL LR S SN
125 14.40 14.60 14.80 15.00
m/z 83.10 89.42%
L 2L L1011 509 296 oma 200 a0 350 318
m/z--> 50 100 150 200 250 300 350
Abundance
57 83
14.40 1460 14.80 15.00
5000 11 m/z 43.10 88.14%
29 139
o 167 195 222 250 280 308 336 meJA,VAJ,WP\kvaVAvaAW
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol R e R RR B
55 83 14.40 14.60 14.80 15.00
m/z 55.10 79.57%
- } T W
29
oLl ‘ [ 1)1 167 106 530 260 200
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089493.D

Aca On : 1 Aug 2016 4:02

Operator : UM/SJ

Sample = H4222-08

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.34 3.14 ng 31037 Perylene-d12 14 .95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 86
2 Octacosane 394 C28H58 000630-02-4 86
3 Heptadecane 240 C17H36 000629-78-7 86
4 Hentriacontane 437 C31H64 000630-04-6 83
5 Heptacosane 380 C27H56 000593-49-7 80
Abundance Scan 1203 (15.337 min): BF089493.D (-1200) (-) m/z 57.10 100.00%
g7
85
5000
L so7 15.00 15.20 15.40 15.60
| "'|"|"....,....,....,....,...., m/z 71.10 69.50%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 R DU BRI BN B
mmmmmmmm
m/z 85.10 57.82%
29 113
0 \‘ Al ‘\ “\ ‘hw h‘ H‘ l 1?1\16‘9 197 225 253 296
m/z--> 55 160 1éo 260 2éo 360 3éo '
Abundance
57
15.00 15.20 15.40 15.60
5000 85 m/z 43.10 55.39%
29 118 441
0 169 197 225 253 281 309 337 365 394
m/z--> 55 160 150 260 250 360 3éo '
Abundance #94346: Heptadecane LI L L B R L
57 15.00 15.20 15.40 15.60
m/z 55.10 25.60%
85
5000
29
m/z--> 55 100 1éo 260 250 300 3éo ' 1500 1520 1540 1560
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEMI\BNA_F\DATA\BF073116\

BF089493.D

1 Aug 2016 4:02

UM/SJ

H4222-08

28 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

unknown6.26

Trichloroacetic a...

1-Heptacosanol
Heneicosane

8270-BF072716.M Mon Aug 01 19:46:27 2016

4.57 23.9 ng
6.26 73.3 ng
13.49 4.7 ng
14.71 6.7 ng
15.34 3.1 ng

RT EstConc Units Response

2-Pentanone, 4-hy...

232902
713403
70260
66221
31037

|--Internal Standard---|
| # RT Resp Conc]

194724 20.0
194724
299930 20.0
197379 20.0
197379 20.0
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