LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121117\

Data File : BF101292.D

Aca On : 11 Dec 2017 16:29

Operator : SJ/JU

3?22'6 i 16747-02 ENV-109-2(0-5)DUP
ALS Vial : 16 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-BF113017.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 5.069 503 507 519 rBV 59408 99731 6.07% 0.784%
2 5.457 569 573 584 rBY 1323538 1362435 82.88% 10.711%
3 6.475 740 746 754 rBVY 1318033 1457076 88.64% 11.456%
4 6.604 763 768 771 rBV 1647448 1472648 89.59% 11.578%
5 6.828 803 806 810 rBV 381053 305800 18.60% 2.404%

6 6.987 829 833 836 rBV 1354437 1142537 69.51% 8.983%
7 7.398 898 903 906 rBV 910740 895289 54.46% 7.039%
8 8.110 1020 1024 1030 rBV 468272 397673 24.19% 3.127%
9 9.186 1202 1207 1210 rBV 1767218 1643817 100.00% 12.924%
10 9.581 1269 1274 1281 rBB 144428 123603 7.52% 0.972%
11 9.786 1306 1309 1313 rBV 51036 41924 2.55% 0.330%
12 9.869 1319 1323 1331 rVB 544875 436262 26.54% 3.430%
13 10.286 1391 1394 1397 rVB 50645 37029 2.25% 0.291%
14 10.663 1454 1458 1462 rBV 899656 864821 52.61% 6.799%
15 10.757 1471 1474 1479 rBV 32458 32524 1.98% 0.256%
16 11.363 1573 1577 1580 rBV 459862 413532 25.16% 3.251%
17 12.422 1754 1757 1759 rBV 30798 27173 1.65% 0.214%
18 12.445 1759 1761 1764 rVB 81181 59456 3.62% 0.467%
19 12.945 1842 1846 1850 rBV 1283199 1301005 79.15% 10.228%
20 13.827 1993 1996 2000 rBV 37981 39217 2.39% 0.308%

21 14.010 2023 2027 2031 rBV 329531 288625 17.56% 2.269%
22 15.486 2273 2278 2283 rBV2 225588 277243 16.87% 2.180%

Sum of corrected areas: 12719420
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA F\DATA\BF121117\

BF101292.D

11 Dec 2017 16:29

SJ/JuU

16747-02

16 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF113017.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:\HPCHEM1I\BNA F\DATA\BF121117\
Data File : BF101292.D

Aca On : 11 Dec 2017 16:29

Operator : SJ/JU

Sample : 16747-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.07 6.52 ng 99731 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 507 (5.069 min): BF101292.D (-503) (-) m/z 43.10 100.00%
a3
59
5000
101 URREE RS S IR
| 83 | 4.80 500 5.20 5.40
Obrrr e e e m/z 59.10 56.77%
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 59 480 500 520 540
m/z 101.10 19.28%
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
480 500 520 540
5000 M m/z 58.00 15.49%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone A e Eam ma
43 4.80 500 5.20 5.40
m/z 41.10 9.53%
5000 101
28 59
15 ‘ ‘ 70 84
0'”P”'PJw'”wm'E%Mi“”L““Pw”P“'U”W'”W”'W””I””I R RN LS IR
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:\HPCHEM1I\BNA F\DATA\BF121117\
Data File : BF101292.D

Aca On : 11 Dec 2017 16:29

Operator : SJ/JU

Sample : 16747-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 unknown6.60 Concentration Rank 1

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

6.60 96.31 ng 1472650 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 767 (6.598 min): BF101292.D (-763) (-) m/z 132.00 100.00%
5000 68
20 g . 620 640 6.60 6.80 7.00
o} B e e B m/z 68.10 40.68%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 3
5000 R IR AR R
6.20 6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 31.47%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
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 66.10 25.18%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180 i
Abundance #14144: 5-Fluoro-2-chloropyrimidine R BB RE L
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.62%
5000
33 am o 105
m/z--> 40 60 80 100 120 140 160 180 6.0 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121117\
Data File : BF101292.D

Aca On : 11 Dec 2017 16:29

Operator : SJ/JU

Sample : 16747-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 trans-13-Octadecenoic acid,... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.45 2.88 ng 59456 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-13-Octadecenoic acid. meth... 296 C19H3602 1000333-61-3 90
2 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 90
3 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 90
4 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 87
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 86
Abundance Scan 1762 (12.451 min): BF101292.D (-1759) (-) m/z 55.10 100.00%
55
5000 84
111

|" 12.20 12.40 12.60 12.80
e e m/z 84.00 48 .86%

0
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
55
l
5000 LA L B L B L L L L LB

74 12.20 12.40 12.60 12.80
m/z 69.10 44.20%

. 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
24 12.20 12.40 12.60 12.80
5000 m/z 41.05 42.39%
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 96.00 40.63%

74

5000

123
180
138 465 207222 246 264281296
L N ENEALE e e

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

8270-BF113017.M Tue Dec 12 15:51:29 2017 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121117\
Data File : BF101292.D

Aca On : 11 Dec 2017 16:29

Operator : SJ/JU

Sample : 16747-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 Docosyl pentafluoropropionate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.83 2.72 ng 39217 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 87
2 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 87
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 87
4 Tricosvl pentafluoropropionate 486 C26H47F502 1000351-81-0 86
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 81
Abundance Scan 1996 (13.827 min): BF101292.D (-1993) (-) m/z 57.05 100.00%
5000
| 163 ' 13.60 13.80 14.00 14.20
0..'., ' N m/z 55.10 89.90%
m/z--> 50 150 200 250 300 350 400 450
Abundance #231356. Docosyl pentafluoropropionate
57
5000 LRI BN SULIILE B B
13.60 13.80 14.00 14.20
125 m/z 43.05 82 .34%
o %9‘ i M h M‘J ,153 181 _ 224 250 280 308 353 454
m/z--> 50 200 250 300 350 400 450
Abundance
57
97 R BRI SO B B
13.60 13.80 14.00 14.20
5000 m/z 83.05 73.62%
- 125
o 154 182 224 252 297 348
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #185169: Heptadecy! trifluoroacetate
57 13.60 13.80 14.00 14.20
97 m/z 69.10 59.82%
5000
29 125
o L ‘l 154 182 210 238 283 334
m/z--> 50 100 1%0 200 2%0 300 350 400 450 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121117\
Data File : BF101292.D

Acq On : 11 Dec 2017 16:29

Operator : SJ/JU

Sample - 16747-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017 .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... 5.07 6.5 ng 99731 1 6.83 305800 20.0
unknown6 .60 6.60 96.3 ng 1472650 1 6.83 305800 20.0
trans-13-Octadece... 12.45 2.9 ng 59456 4 11.36 413532 20.0
Docosyl pentafluo... 13.83 2.7 ng 39217 5 14.01 288625 20.0
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