LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121517\
Data File : BF101447.D

Acq On : 15 Dec 2017 17:12

Operator : SJ/JU

Sample - 16684-03

Misc :

ALS Vial : 10 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-BF121417 .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 5.039 498 502 526 rBY 875799 1420893 34.84% 3.778%
2 5.439 566 570 593 rBV 3417568 3903947 95.72% 10.381%
3 6.457 738 743 761 rBvV 3150887 4078405 100.00% 10.845%
4 6.586 761 765 768 rBV 3785992 3603925 88.37% 9.583%
5 6.810 800 803 812 rBV 1124990 1080876 26.50% 2.874%
6 6.969 826 830 846 rBV 2864055 2766401 67.83% 7 .356%
7 7.381 896 900 917 rBV 2207192 2596863 63.67% 6.905%
8 8.098 1018 1022 1039 rBV 1298957 1473987 36.14% 3.919%
9 9.169 1200 1204 1214 rBV 3509031 3510203 86.07% 9.334%
10 9.239 1214 1216 1220 rVB 50160 45855 1.12% 0.122%

11 9.569 1265 1272 1279 rBV 248622 292648 7.18% 0.778%
12 9.769 1303 1306 1310 rBV 95676 80852 1.98% 0.215%
13 9.851 1316 1320 1334 rVB2 1662087 1570411 38.51% 4.176%
14 10.269 1388 1391 1394 rVB 148189 109187 2.68% 0.290%
15 10.486 1423 1428 1431 rBV 49162 62153 1.52% 0.165%

16 10.645 1451 1455 1469 rBV 2122174 2328501 57.09% 6.192%
17 10.739 1469 1471 1482 rVB 129794 168577 4._.13% 0.448%
18 11.192 1545 1548 1550 rBV 73026 61541 1.51% 0.164%
19 11.345 1570 1574 1583 rBV 1514700 1600213 39.24% 4._.255%
20 11.721 1634 1638 1641 rBV 143860 114374 2.80% 0.304%

21 11.857 1657 1661 1663 rBV2 65120 66480 1.63% 0.177%
22 12.404 1750 1754 1756 rBV3 190600 188932 4.63% 0.502%
23 12.427 1756 1758 1766 rVB 306098 272273 6.68% 0.724%
24 12.510 1769 1772 1776 rVB 92145 77486 1.90% 0.206%
25 12.563 1777 1781 1786 rBV 149671 141468 3.47% 0.376%

26 12.792 1814 1820 1826 rVB 161110 220945 5.42% 0.588%
27 12.927 1838 1843 1846 rBV 3143811 3037128 74.47% 8.076%
28 13.810 1989 1993 2006 rVB3 154558 224079 5.49% 0.596%
29 13.945 2013 2016 2019 rBV 143476 133228 3.27% 0.354%
30 13.992 2019 2024 2032 rVV 1140058 1200634 29.44% 3.193%

31 15.039 2199 2202 2204 rBV 44407 62218 1.53% 0.165%
32 15.062 2204 2206 2209 rVB2 83044 79682 1.95% 0.212%
33 15.462 2270 2274 2285 rVB 721693 980000 24.03% 2.606%
34 15.856 2339 2341 2346 rVB 40565 52703 1.29% 0.140%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121517\
Data File : BF101447.D

Acq On : 15 Dec 2017 17:12

Operator : SJ/JU

Sample - 16684-03

Misc :

ALS Vial : 10 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 37607068
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121517\
Data File : BF101447.D

Acq On : 15 Dec 2017 17:12

Operator : SJ/JU

Sample - 16684-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-

Quant Title : ASP BNA STANDARDS FOR 5 POINT

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

BF121417 .M
CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121517\
Data File : BF101447.D

Acq On : 15 Dec 2017 17:12

Operator : SJ/JU

Sample - 16684-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1 unknown5.04 Concentration Rank 3

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

5.04 26.29 ng 1420890 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 502 (5.039 min): BF101447.D (-498) (-) m/z 43.00 100.00%
43
59
5000
101 480 500 5.20 5.40
Ol Ll G088 w/z 59.00  54.97%
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 R L I
59 480 500 520 5.40
m/z 101.10 17.35%
31 83 g3 101
Ot P T P e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
4.80 500 5.20 5.40
5000 41 m/z 58.00 14._.77%
31
69 87
ol 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
50 4.80 500 5.20 5.40
m/z 41.05 8.98%
5000 41
68
0 50, 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121517\
Data File : BF101447.D

Acq On : 15 Dec 2017 17:12

Operator : SJ/JU

Sample - 16684-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.59 Concentration Rank 1

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

6.59 66 .69 ng 3603930 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 766 (6.592 min): BF101447.D (-761) (-) m/z 132.00 100.00%
5000
68
NS AR SR L
40 54 J 6.20 6.40 6.60 6.80 7.00
A T -|'| e .8.7.! Msus W+ m/z 68.10 35.19%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 USRS AR RSN R R
6.20 6.40 6.60 6.80 7.00
2 78 m/z 134.00 34.51%
0'""H‘II'H'I'l"'I""I""'I""""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 640 6.60 6.80 7.00
5000 gg 116 m/z 65.95 22.44%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180 N
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal A e e R
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 13.77%
5000 67
97
‘ o ‘ 117
o -‘.‘- bl es fa0s |
m/z--> 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121517\
Data File : BF101447.D

Acq On : 15 Dec 2017 17:12

Operator : SJ/JU

Sample - 16684-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tetracosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.74 2.11 ng 168577 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Tetradecane 198 C14H30 000629-59-4 87
5 Tritetracontane 605 C43H88 007098-21-7 83

Abundance Scan 1471 (10.739 min): BF101447.D (-1469) (-) m/z 57.05 100.00%

57
5000 85

‘ 113 10.40 10.60 10.80 11.00
140 167
(S 9 00 S riof L 0L A - — m/z 43.10 71.68%

m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57
5000 85 LA L L L L B |
10.40 10.60 10.80 11.00
29 m/z 71.05 60.89%
oL | L L d113 141 169 197 225 253 281 309 338
e e e e
m/z--> 50 100 150 200 250 300 350
Abundance
57
R R
10.40 10.60 10.80 11.00
5000 g5 m/z 85.05 40.11%
29
o 113 141 169 197 225 253 281 309 337 365 394
T T T T T T T T T e e e
m/z--> 50 100 150 200 250 300 350
Abundance #71393: Pentadecane T T T
57 10.40 10.60 10.80 11.00
m/z 41.05 29.64%
5000 85
29
113
O O e L T e A
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\BF121517\
Data File : BF101447.D

Acq On : 15 Dec 2017 17:12

Operator : SJ/JU

Sample - 16684-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Chloroethyl linoleate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

12.40 2.36 ng 188932 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Chloroethyl linoleate 342 C20H35CI02 025525-76-2 90
2 3,4-Octadiene, 7-methyl- 124 C9H16 037050-05-8 83
3 Bicyclo[2.2.2]octane, 2-methyl- 124 C9H16 000766-53-0 81
4 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 76
5 11,14-Eicosadienoic acid, methyl... 322 C21H3802 002463-02-7 70

Abundance Scan 1753 (12.398 min): BF101447.D (-1750) (-) m/z 67.10 100.00%

g7

5000

-

12.00 12.20 12.40 12.60 12.80
m/z 81.05 80.08%

0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #178355: 2-Chloroethyl linoleate

:

12.IOO 12!20 12.I4O 12.I60 12.I80
m/z 55.00 70.16%

5000

0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
a1 67
R R e o R ERA
12.00 12.20 12.40 12.60 12.80
5000 95 m/z 206.10 70.12%
124
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #10702: Bicyclo[2.2.2]octane, 2-methyl-
6 95 12.00 12.20 12.40 12.60 12.80
124 m/z 41.00 58.07%
B 41 W\JJ\)\_’/\J\»
0 R e e e e A
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 12.00 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121517\
Data File : BF101447.D

Acq On : 15 Dec 2017 17:12

Operator : SJ/JU

Sample - 16684-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 trans-13-Octadecenoic acid,... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.43 3.40 ng 272273 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 94
2 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 94
3 9-Octadecenoic acid (Z2)-, methyl... 296 C19H3602 000112-62-9 93
4 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 91
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 91
Abundance Scan 1758 (12.427 min): BF101447.D (-1756) (-) m/z 55.05 100.00%

5000

-

12.20 12.40 12.60 12.80
m/z 41.10 63.18%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141314: trans-13-Octadecenoic acid, methyl ester

:

12!20 12.I4O 12.I60 12.I80
m/z 69.10 62.06%

5000

. 123138153 180 507222 546 2% 09
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
L
24 12.20 12.40 12.60 12.80
5000 m/z 74.00 59.46%

97
29
264

123

o 138153 180 5,72 45 | 979296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester

-

12.20 12.40 12.60 12.80
m/z 83.10 57.84%

74

5000

123

.

180
138 465 207222 246 264 281296

T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121517\
Data File : BF101447.D

Acq On : 15 Dec 2017 17:12

Operator : SJ/JU

Sample - 16684-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pentafluoropropionic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.81 3.73 ng 224079 Chrysene-di2 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 90
2 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 90
3 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 90
4 n-Tetracosanol-1 354 C24H500 000506-51-4 87
5 Eicosyl pentafluoropropionate 444 C23H41F502 1000351-80-8 87
Abundance Scan 1993 (13.810 min): BF101447.D (-1989) (-) m/z 57.10 100.00%
g7
83
5000
139 167 p0p 229 1340 13.60 13.80 14.00 14.20
by, m/z 43.05 81.31%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester
57
5000 AR S SN SN
13.40 13.60 13.80 14.00 14.20
29 125 m/z 55.05 76.21%
0 \‘ \“ i “ H ‘\ \M‘\ \\154 182 210 238 283 384
m/z--> 50 250 300 350 400 450
Abundance
57
97 LR SRR DAL SUNRL B
13.40 13.60 13.80 14.00 14.20
5000 m/z 83.10 64 .50%
29 125
o 154 182 224 252 297 348
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #230207: Heptafluorobutyric acid, n-octadecy! ester AN BB E RS B
57 13.40 13.60 13.80 14.00 14.20
97 m/z 69.10 61.99%
5000
125
29
oL d Al l L 1010622252 a7 448
m/z--> 50 100 150 200 250 300 350 400 450 13.40 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121517\
Data File : BF101447.D

Acq On : 15 Dec 2017 17:12

Operator : SJ/JU

Sample - 16684-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
Quant Title : 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]
unknown5 .04 5.04 26.3 ng 1420890 1 6.81 1080880 20.0
unknown6 .59 6.59 66.7 ng 3603930 1 6.81 1080880 20.0
Tetracosane 10.74 2.1 ng 168577 4 11.35 1600210 20.0
2-Chloroethyl lin... 12.40 2.4 ng 188932 4 11.35 1600210 20.0
trans-13-Octadece... 12.43 3.4 ng 272273 4 11.35 1600210 20.0
Pentafluoropropio... 13.81 3.7 ng 224079 5 13.99 1200630 20.0
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