LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061516\
Data File : BF088066.D

Aca On : 16 Jun 2016 6:53

Operator : UM/SJ

Sample : H3570-16

Misc :

ALS Vial : 37 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 1.701 7 10 18 rVB 166236 383446 13.86% 1.944%
2 1.815 18 20 31 rvvV 1538299 2766265 100.00% 14.023%
3 1.953 31 32 70 rvB 97256 473563 17.12% 2.401%
4 4.901 288 290 300 rVB 81197 111000 4_.01% 0.563%
5 5.336 325 328 330 rBVY 1419440 1664025 60.15% 8.435%

6.376 417 419 422 rBV 1161173 1654672 59.82% 8.388%
6.513 428 431 433 rBV 1255986 1705896 61.67% 8.648%
6.742 448 451 453 rBvV 675376 576597 20.84% 2.923%
6.902 462 465 467 rBV 1106511 1365819 49.37% 6.924%
7.313 498 501 503 rBvV 879275 1099214 39.74% 5.572%

=
QO ~NO®

11 8.033 561 564 566 rBvV 557376 733599 26.52% 3.719%
12 9.108 655 658 660 rBY 2028308 1744307 63.06% 8.842%
13 9.508 690 693 695 rBvV 426216 414498 14.98% 2.101%
14 9.782 714 717 719 rvV 899635 806085 29.14% 4.086%

15 10.216 754 755 757 rVB 50843 46380 1.68% 0.235%
16 10.433 771 774 778 rBV 16656 34865 1.26% 0.177%
17 10.571 783 786 788 rBV2 676342 923572 33.39% 4.682%
18 10.696 795 797 801 rBV 47325 79276 2.87% 0.402%
19 11.142 834 836 837 rBV 26036 28928 1.05% 0.147%

20 11.256 844 846 849 rBV 757859 661837 23.93% 3.355%

21 12.845 982 985 987 rBV 1247872 1227594 44 .38% 6.223%

22 13.748 1062 1064 1074 rBV 43053 97499 3.52% 0.494%
23 13.885 1074 1076 1079 rBV 482714 544402 19.68% 2.760%
24 14.651 1141 1143 1147 rBV2 17992 32993 1.19% 0.167%

25 15.291 1196 1199 1201 rBV 430277 550122 19.89% 2.789%

Sum of corrected areas: 19726454
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061516\
Data File : BF088066.D

Aca On : 16 Jun 2016 6:53

Operator : UM/SJ

Sample : H3570-16

Misc :

ALS Vial : 37 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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061516\
Data File : BF088066.D

Aca On : 16 Jun 2016 6:53

Operator : UM/SJ

Sample : H3570-16

Misc :

ALS Vial : 37 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 Propane, 1,1-dimethoxy- Concentration Rank 4

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

1.95 16.43 ng 473563 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 64
2 1.3-Dioxolane. 2-(1-bromoethvI)- 180 C5H9Br02 005267-73-2 10
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 10
4 1.3-Dioxolane. 2-(chloromethvl)- 122 C4H7CI02 002568-30-1 9
5 Silanol, trimethyl- 90 C3H100Si 001066-40-6 9

Abundance Scan 32 (1.953 min): BF088066.D (-31) (-) m/z 75.10 100.00%
75
5000
45
rrryrTrTrTTTT T T T T T
57 1.80 2.00 2.20
o 39 B e m/Zz  73.10  74.57%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4784: Propane, 1,1-dimethoxy-
75
5000 ' B U L B
1.80 2.00 2.20
“ m/z 45.05 34.73%
OIII\IIIHH I\H‘ .‘l‘l|.8.8..]|-0.3...|....|....|....|..
m/z--> 20 80 100 120 140 160 180
Abundance
73
S S S B
1.80 2.00 2.20
5000 45 m/z 41.05 23.50%
27
0 57 89 107 119 135 179
miz--> 20 40 60 80 100 120 140 160 180
Abundance #4436: Pentane, 3-methoxy- e L ma e o
73 180 200 2.20

m/z 47.00 15.61%

5000
45
55
‘ 101
0....,.‘.‘..,‘...‘.,...‘.,....,....,....,....,.... -
1.80 2.

m/z--> 20 40 60 80 100 120 140 160 180
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061516\
Data File : BF088066.D

Aca On : 16 Jun 2016 6:53

Operator : UM/SJ

Sample : H3570-16

Misc :

ALS Vial : 37 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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.90 3.85 ng 111000 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 12
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 290 (4.901 min): BF088066.D (-288) (-) m/z 43.10 100.00%
43
59
5000
101
4.60 4.80 5.00 5.20
83
o...,....,....,....I,'::..?.l.~:.|,....,....,.-...,....~,|....,....,....,....,...., m/z 59.10 59.53%
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 LR L I I L
59 460 480 500 520
m/z 101.10 20.39%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 4.80 500 520
5000 41 m/z 58.10 17.45%
31
69 87
o 15 51 98
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 Em e e RRaEas
59 4.60 4.80 5.00 5.20
m/z 41.10 9.17%
5000 41
68
0 150 . 126 147
R I AN IR UL LI I IR IR LA SRR LRSS RS SRS BARRY A R RS LN LR
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\BF061516\
Data File : BF088066.D

Aca On : 16 Jun 2016 6:53

Operator : UM/SJ

Sample : H3570-16

Misc :

ALS Vial : 37 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 3-Chloro-6-fluoro-pyrazine Concentration Rank 2

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

6.51 59.17 ng 1705900 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 50
2 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 37
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 33
4 Amphetaminil 250 C17H18N2 017590-01-1 28
5 1H-Indazole, 7-methyl- 132 C8H8N2 1000316-00-7 25

Abundance Scan 431 (6.513 min): BF088066.D (-428) (-) m/z 132.00 100.00%
5000
68
40 54 7 a7 105115 6.20 640 6.60 6.80
o R B m/z 134.00 33.72%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 N UL LR RS AR
6.20 6.40 6.60 6.80
2 78 m/z 68.10 28.42%
0""'“‘II'H'I'l"'I""I""'I""""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
S NS RS LRSS AR
74 6.20 6.40 6.60 6.80
5000 gg 116 m/z 66.10 17.81%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180 0
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R RN EEEREmEa
132 6.20 6.40 6.60 6.80
m/z 96.10 12.07%
5000 67
97
‘ o ‘ 117
oL ---‘.‘- bl es fa0s | I | B
m/z--> 60 80 100 120 140 160 180 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061516\
Data File : BF088066.D

Aca On : 16 Jun 2016 6:53

Operator : UM/SJ

Sample : H3570-16

Misc :

ALS Vial : 37 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 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.70 2.40 ng 79276 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Hexadecane 226 C16H34 000544-76-3 90
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 797 (10.696 min): BF088066.D (-795) (-) m/z 57.10 100.00%
g7
5000 85
4 S W S
| 13 10.40 10.60 10.80 11.00
Ot m/z 71.10 71.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane
57
85
5000 BRSNS N B
4 10.40 10.60 10.80 11.00
13 m/z 43.05 59.96%
0 | H\ H\ A Y 141 169 197212 240
m/z--> 25 40 60 80 100 120 140 1éo 180 200 220 240 260 280 300
Abundance
57
10.40 10.60 10.80 11.00
5000 85 m/z 85.10 45 .25%
41
113

141156 183 211 239 267 296

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105884: Octadecane

57 10.40 10.60 10.80 11.00

m/z 41.05 26.39%
5000 85
4
. ‘ T 197225 258

m/z--> 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\BF061516\
Data File : BF088066.D

Aca On : 16 Jun 2016 6:53

Operator : UM/SJ

Sample : H3570-16

Misc :

ALS Vial : 37 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 n-Tetracosanol-1 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.75 3.58 ng 97499 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 91
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
3 1-Heneicosanol 312 C21H440 015594-90-8 91
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
Abundance Scan 1064 (13.748 min): BF088066.D (-1062) (-) m/z 57.10 100.00%
5000
111
207 13.40 13.60 13.80 14.00
Olrrrprrrr ke m/z 55.10 83.58%
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 1l
13.40 13.60 13.80 14.00
m/z 83.10 82.27%
29
ok il 167 195 222 250 280 308 336
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43
69 '|A“'w"w'4“¢“"w
97 13.40 13.60 13.80 14.00
5000 m/z 43.10 81.75%
125
0 26 153 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
55 83 13.40 13.60 13.80 14.00

m/z 69.10 73 .25%

5000

29

ol | 167 196 233 266 294
I

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
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061516\
Data File : BF088066.D

Acq On : 16 Jun 2016 6:53

Operator : UM/SJ

Sample : H3570-16

Misc :

ALS Vial : 37 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]
Propane, 1,1-dime... 1.95 16.4 ng 473563 1 6.74 576597 20.0
2-Pentanone, 4-hy... 4.90 3.9 ng 111000 1 6.74 576597 20.0
3-Chloro-6-fluoro. .. 6.51 59.2 ng 1705900 1 6.74 576597 20.0
Heptadecane 10.70 2.4 ng 79276 4 11.26 661837 20.0
n-Tetracosanol-1 13.75 3.6 ng 97499 5 13.89 544402 20.0
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