LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF031117\
Data File : BF093601.D

Acq On : 12 Mar 2017 9:55

Operator : SJ/MA

Sample : 12198-02

Misc :

ALS Vial : 36 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEMI1\BNA_F\METHODS\8270-BF030717_.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 height area % max. total
1 4.870 259 261 270 rBvV 102785 215286 4_20% 0.683%
2 5.316 298 300 320 rBvV 1566584 2145055 41.84% 6.810%
3 6.379 391 393 401 rBY 980872 1539918 30.04% 4.889%%
4 6.493 401 403 415 rVB 3893745 3863539 75.37% 12.265%
5 6.722 421 423 425 rBVY 920967 1004785 19.60% 3.190%

6.870 434 436 439 rBV 3135233 3514693 68.56% 11.158%
7.293 471 473 476 rBV 2450480 2838750 55.38% 9.012%
8.013 533 536 538 rBvV 927226 1315357 25.66% 4.176%
9.088 627 630 632 rBV 5197667 5126331 100.00% 16.274%
9.488 663 665 670 rVvB 110786 100127 1.95% 0.318%

=
QO ~NO®

11 9.762 686 689 691 rBV 1091248 1318534 25.72% 4.186%
12 10.551 755 758 761 rBV 1965937 1974235 38.51% 6.268%
13 10.665 766 768 775 rVvB2 59210 108125 2.11% 0.343%
14 11.111 805 807 808 rBvV 41479 56814 1.11% 0.180%
15 11.248 816 819 821 rBV 880823 1055973 20.60% 3.352%

16 12.722 945 948 954 rBV 79745 108434 2.12% 0.344%
17 12.825 954 957 959 rBV 3466903 3292226 64.22% 10.452%
18 13.728 1033 1036 1039 rBV2 58114 98421 1.92% 0.312%
19 13.877 1047 1049 1052 rBV 904593 955819 18.65% 3.034%
20 15.283 1169 1172 1176 rBV 579016 867030 16.91% 2.753%

Sum of corrected areas: 31499452
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA_F\DATA\BF031117\

BF093601.D

12 Mar 2017 9:55

SJ/MA

12198-02

36 Sample Multiplier: 1

Z:\HPCHEM1I\BNA_F\METHODS\8270-BF030717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF031117\
Data File : BF093601.D

Acq On : 12 Mar 2017 9:55

Operator : SJ/MA

Sample : 12198-02

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4._.87 4.29 ng 215286 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 40
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
5 3-Heptanol, 4-methyl- 130 C8H180 014979-39-6 33

Abundance Scan 261 (4.870 min): BF093601.D (-259) (-) m/z 43.05 100.00%
43
59
5000
53 83 1C|)1 4.60 4.80 5.00 5.20
L MMM A K m/z 59.10 58.37%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
4.60 4.80 5.00 5.20
59 m/z 101.10 16.81%
21 37| 53 ‘ 67 77 83 o1 ‘1?1
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
460 480 500 520
5000 m/z 58.10 14 .83%
43 101
15 a 53 69 83
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- s
50 4.60 4.80 5.00 5.20
m/z 41.05 9.36%
5000
41
29 101
T '|""|"'H““ "Jlﬁ”"|§$¢* i""l??"l' gp'l""lt"'l'
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF031117\
Data File : BF093601.D

Acq On : 12 Mar 2017 9:55

Operator : SJ/MA

Sample : 12198-02

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown6.49 Concentration Rank 1

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

6.49 76.90 ng 3863540 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 403 (6.493 min): BF093601.D (-401) (-) m/z 132.10 100.00%
132
5000 68
6 R e
40 _ 54 | 75 104 6.20 6.40 6.60 6.80
o R 1 ??...'....,..5.‘.7,....,.-:..,.1.1.5.,....,~'...,... m/z 68.10 40.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RS R R
6.20 6.40 6.60 6.80
78 m/z 134.10 33.21%
1, | 1
s B B B o % % 1 110 1% 1% 1k
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.05 26.07%
41 97
53 2 117
34 60 89 105 124
wwmm‘mmmﬁmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole BRI R
132 6.20 6.40 6.60 6.80
m/z 69.10 15.71%
5000
104
66
14 27 37445158 0 7T g9 g7 | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF031117\
Data File : BF093601.D

Acq On : 12 Mar 2017 9:55

Operator : SJ/MA

Sample : 12198-02

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.67 2.05 ng 108125 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
2 Pentadecane 212 C15H32 000629-62-9 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Tetradecane 198 C14H30 000629-59-4 86
Abundance Scan 768 (10.665 min): BF093601.D (-766) (-) m/z 57.10 100.00%
g7
5000
85
113 10.40 10.60 10.80 11.00
— .|-, el s 328 m/z 71.10 56.49%
m/z--> 50 100 150 200 250 300 350
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl-
57
5000 85 RN LN SN SN SUR
10.40 10.60 10.80 11.00
m/z 43.05 55.88%
I h [ ‘\1ﬁ3 141 183 211 239 267 296
m/z--> 50 100 150 200 250 300 350
Abundance
57
10.40 10,60 10.80 11.00
5000 g5 m/z 85.10 34 .84%
29
113 141 169 212
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57 10.40 10.60 10.80 11.00
m/z 41.10 24 _51%
5000
85
290 (113 141 169 107 205 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF031117\
Data File : BF093601.D

Acq On : 12 Mar 2017 9:55

Operator : SJ/MA

Sample : 12198-02

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.72 2.27 ng 108434 Chrysene-d12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 4,4"-(1-methylethylidene... 228 C15H1602 000080-05-7 94
2 2H,8H-Benzo[1,2-b:5,4-b"]dipyran... 228 C14H1203 000553-19-5 53
3 Carbanilic acid, p-phenyl- 213 C13H11NO2 004474-53-7 50
4 Carbamic acid, [1,1"-biphenyl]-3... 213 C13H11NO2 055030-29-0 47
5 1,4-Puran, 5,6-dihydro-3-[3-indo... 213 C14H15NO 1000128-72-9 40
Abundance Scan 948 (12.722 min): BF093601.D (-945) (-) m/z 213.10 100.00%
213
5000
o 107 | 28 12140 12160 1280 1300 |
41 53 65 77 135 153165 197 : : -
e S T L 338 1R 18 107 | | m/Z 119.05  20.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75158: Phenol, 4,4'-(1-methylethylidene)bis-
213
5000 A SASSUARRA RS RARAE
228 12.40 12.60 12.80 13.00
119 m/z 214.10 15.22%
15 27 39 51 65 77 91 107 L 135 152165 183 197 |
m/z--> 20 4b eb éo 160 120 140 160 180 200 220
Abundance
213
1240 12,60 12.80 13.00
5000 m/z 228.20 14.17%
185 228
2739 51 69 92 114 128141 157 171 | 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64967: Carbanilic acid, p-phenyl- R e Ry
213 12.40 12.60 12.80 13.00
m/z 91.05 10.69%
5000
167 196
51 6577 o8 115 139 ‘
m/z--> 20 40 eb éo 100 120 140 160 180 200 220 12:40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF031117\
Data File : BF093601.D

Acq On : 12 Mar 2017 9:55

Operator : SJ/MA

Sample : 12198-02

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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-Docosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.73 2.06 ng 98421 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 68
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 64
3 1-Tetracosanol 354 C24H500 000506-51-4 62
4 1-Octadecene 252 C18H36 000112-88-9 58
5 Cyclopentadecane 210 C15H30 000295-48-7 53

Abundance Scan 1036 (13.728 min): BF093601.D (-1033) (-) m/z 43.10 100.00%

69 97

¢

5000

125

150 177195 217 13.40 13.60 13.80 14.00
m/z 57.10 96 .50%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #121981: 1-Docosene
55

k

5000 LA L L L L L L L L
29 1340 1360 13.80 14.00
m/z 55.10 91.41%
rerebelbedbe
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43
69 s
97 13.40 13.60 13.80 14.00
5000 m/z 97.10 80.35%
125
26 153 196 224
mmmmmmwmwrmm
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #142901: 1-Tetracosanol R R ma AR
43 13.40 13.60 13.80 14.00
m/z 69.10 77 .39%
5000 83 PFJv/»vaJVd\fj\\f\ﬂMA\AAPNNA
18
| L e 140 168 196 238 266 308 336

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:\HPCHEMI1\BNA_F\DATA\BF031117\
Data File : BF093601.D

Acq On : 12 Mar 2017 9:55

Operator : SJ/MA

Sample : 12198-02

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.87 4.3 ng 215286 1 6.72 1004790 20.0
unknown6 .49 6.49 76.9 ng 3863540 1 6.72 1004790 20.0
Heptadecane, 2,6,... 10.67 2.0 ng 108125 4 11.25 1055970 20.0
Phenol, 4,4"-(1-m... 12.72 2.3 ng 108434 5 13.88 955819 20.0
1-Docosene 13.73 2.1 ng 98421 5 13.88 955819 20.0
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