LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121117\
Data File : BF101316.D

Aca On : 12 Dec 2017 6:03

Operator : SJ/JU

Sample : 16764-06 2X

Misc :

ALS Vial : 38 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 4.410 392 395 400 rBV 12108 15912 3.42% 0.350%
2 5.034 497 501 511 rBV 240271 255622 54.99% 5.627%
3 5.445 568 571 583 rBV 169629 204559 44 _.01% 4 .503%
4 6.463 741 744 757 rBV 361193 375600 80.80% 8.268%
5 6.598 764 767 775 rBV 372041 305318 65.68% 6.721%
6 6.828 803 806 814 rBV 299747 243925 52.47% 5.370%
7 6.986 829 833 842 rBB 341235 314467 67 .65% 6.922%
8 7.392 899 902 910 rBV 242431 214207 46.08% 4_.715%
9 8.086 1016 1020 1021 rBV 16179 12957 2.79% 0.285%
10 8.110 1021 1024 1031 rVB 323216 297809 64.07% 6.556%
11 8.522 1090 1094 1097 rBV 11799 9547 2.05% 0.210%
12 8.692 1120 1123 1127 rVB 29207 22375 4.81% 0.493%
13 9.122 1194 1196 1199 rVB 12337 8248 1.77% 0.182%
14 9.186 1203 1207 1210 rBV 600164 464853 100.00% 10.233%
15 9.257 1215 1219 1223 rBV 40531 32280 6.94% 0.711%
16 9.580 1268 1274 1281 rBV 58383 59919 12.89% 1.319%
17 9.727 1296 1299 1301 rBV3 6312 6092 1.31% 0.134%
18 9.786 1304 1309 1313 rVVv 41883 35247 7.58% 0.776%
19 9.869 1320 1323 1327 rBv2 360945 301603 64.88% 6.639%
20 10.110 1361 1364 1368 rVB3 9472 8851 1.90% 0.195%
21 10.286 1391 1394 1397 rVB 37226 26273 5.65% 0.578%
22 10.504 1427 1431 1434 rBV 11458 12200 2.62% 0.269%
23 10.669 1455 1459 1463 rVB2 17190 16653 3.58% 0.367%
24 10.763 1472 1475 1480 rBV 29427 34132 7.34% 0.751%
25 11.210 1544 1551 1554 rBV 17115 15126 3.25% 0.333%
26 11.239 1554 1556 1560 rVB2 6243 6896 1.48% 0.152%
27 11.363 1573 1577 1585 rBV 337787 278133 59.83% 6.123%
28 11.639 1620 1624 1627 rVB 9597 9378 2.02% 0.206%
29 12.045 1690 1693 1696 rVB 6868 6068 1.31% 0.134%
30 12.580 1781 1784 1786 rBV 10075 8544 1.84% 0.188%
31 12.810 1818 1823 1829 rVB2 13258 14570 3.13% 0.321%
32 12.945 1843 1846 1849 rBV 464460 369291 79.44% 8.129%
33 13.151 1879 1881 1887 rVB5 3843 6249 1.34% 0.138%
34 13.833 1995 1997 2007 rVB3 31458 42650 9.17% 0.939%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121117\
Data File : BF101316.D

Aca On : 12 Dec 2017 6:03

Operator : SJ/JU

Sample : 16764-06 2X

Misc :

ALS Vial : 38 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 - 0 Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF113017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.010 2023 2027 2031 rBV 258753 263237 56.63% 5.795%

36 14.451 2100 2102 2104 rBvV2 9463 9676 2.08% 0.213%

37 15.492 2274 2279 2286 rVB 159241 209663 45.10% 4.615%

38 16.039 2370 2372 2373 rBv2 10666 8084 1.74% 0.178%

39 16.427 2436 2438 2439 rBvV2 10978 9586 2.06% 0.211%

40 18.409 2773 2775 2778 rBvV4 6878 6928 1.49% 0.153%
Sum of corrected areas: 4542728
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF121117\

BF101316.D

12 Dec 2017 6:03

SJ/Ju

16764-06 2X

38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121117\
Data File : BF101316.D

Aca On : 12 Dec 2017 6:03

Operator : SJ/JU

Sample : 16764-06 2X

Misc :

ALS Vial : 38 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.

5.03 20.96 ng 255622 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 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 500 (5.028 min): BF101316.D (-497) (-) m/z 43.10 100.00%
a3
59
5000
ot 460 480 5.00 520 540
o...,....,....,....','::..?.1.~!.|i....,....,?.3..,...:,|....,....,....,....,...., m/z 59.10 58.15%
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 SR S R
59 460 4.80 5.00 520 5.40
m/z 101.10 19.46%
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
460 480 500 520 540
5000 M m/z 58.10 14 .73%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime T e B
43 460 4.80 5.00 5.20 5.40

m/z 41.00 9.75%

5000

101
15 31 8 6 86

T T e e e e e e e I e o o S R

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 500 5.20 5.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121117\
Data File : BF101316.D

Aca On : 12 Dec 2017 6:03

Operator : SJ/JU

Sample : 16764-06 2X

Misc :

ALS Vial : 38 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 2

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

6.60 25.03 ng 305318 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 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 9

Abundance Scan 767 (6.598 min): BF101316.D (-764) (-) m/z 132.00 100.00%
32
5000 68
96
40 54 g2 75 104 6.20 6.40 6.60 6.80 7.00
o O A . A N | R m/z 68.10 39.68%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 A I LA A
6.20 6.40 6.60 6.80 7.00
3 78 m/z 134.00 32.35%
133
44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.10 23.51%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine P P A
132 6.20 6.40 6.60 6.80 7.00

m/z 69.10 15.20%

5000

33 4 0 g7 105
78
| 5160 s | | us ‘

B e 1 .

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121117\
Data File : BF101316.D

Aca On : 12 Dec 2017 6:03

Operator : SJ/JU

Sample : 16764-06 2X

Misc :

ALS Vial : 38 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 Dodecane Concentration Rank 7

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

9.26 2.14 ng 32280 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 72
2 Undecane 156 C11H24 001120-21-4 72
3 Tridecane 184 C13H28 000629-50-5 72
4 Hexadecane 226 C16H34 000544-76-3 72
5 Tetradecane 198 C14H30 000629-59-4 64

Abundance Scan 1220 (9.263 min): BF101316.D (-1215) (-) m/z 57.10 100.00%
g7
43
71
5000 85
| 97 109 9.00 9.20 9.40 9.60
O S m/z 43.05 72.21%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38316: Dodecane
43 57
71
5000
85 9.00 9.20 9.40 9.60
29
m/z 71.10 50.03%
| ‘ 98 113 127 141 170
0 ...l....‘lk...‘l..“k.|l...Hl..l‘.l.‘...l....l..‘..l...
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
43 57
9.00 9.20 9.40 9.60
5000 71 m/z 41.00 38.61%
85
29
o 15 99 113 127 156
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48833: Tridecane
3 57 9.00 9.20 9.40 9.60
m/z 85.10 37 .84%
71
5000 29 85
184
o ...,.‘l..hh .nM,..d:.,ﬂu..%?.}}?,%%? }ﬁ+.%§2 }ﬁg.,l..
m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121117\
Data File : BF101316.D

Aca On : 12 Dec 2017 6:03

Operator : SJ/JU

Sample : 16764-06 2X

Misc :

ALS Vial : 38 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 Octane, 2,4,6-trimethyl- Concentration Rank 6

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

9.79 2.34 ng 35247 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.4.6-trimethvl- 156 C11H24 062016-37-9 90
2 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 86
3 Tetradecane 198 C14H30 000629-59-4 80
4 Pentadecane 212 C15H32 000629-62-9 78
5 Tridecane 184 C13H28 000629-50-5 78

Abundance Scan 1310 (9.792 min): BF101316.D (-1304) (-) m/z 57.10 100.00%
43
71
5000 g5
‘ 99 113 9.40 9.60 9.80 10.00 10.20
o e m/z 43.05 73.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28445: Octane, 2,4,6-trimethyl-
57
43
5000
9.40 9.60 9.80 10.00 10.20
29 L85 m/z 71.10 54.00%
0 \‘ \‘\ \‘\ H‘ \‘ 9\9 113 127 141 156
LSURUEEE S FURL L SN SRS UNRLELELAS BARLELEL SARLELLAS R WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
43
71 g5 9.40 9.60 9.80 10.00 10.20
5000 m/z 41.10 38.34Y%
29 113
99
L L SO L WL BRI WL UL S B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59881: Tetradecane
3 57 9.40 9.60 9.80 10.00 10.20
4 o m/z 85.10 36.76%
5000 -
29
Ll ) % s 1 1 1 e 108
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 1('30 15';0 2(')0 9.40 9.60 9.80 10.00 10.20

8270-BF113017.M Tue Dec 12 16:05:41 2017

Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121117\
Data File : BF101316.D

Aca On : 12 Dec 2017 6:03

Operator : SJ/JU

Sample : 16764-06 2X

Misc :

ALS Vial : 38 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 6 Tetradecane Concentration Rank 5

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

10.76 2.45 ng 34132 Phenanthrene-d10 11.36

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 80
2 Hexadecane 226 C16H34 000544-76-3 72
3 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 58
4 3-Ethvl-3-methvlheptane 142 C10H22 017302-01-1 53
5 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 53

m/z 57.05 100.00%

10.40 10.60 10.80 11.00

m/z 43.05 87 .39%

10.40 10.60 10.80 11.00

Abundance Scan 1475 (10.763 min): BF101316.D (-1472) (-)
43 57
71
5000 85
97 113
ol N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59881: Tetradecane
57
43
71
5000 85
29
99
ol Ll 7 118127 141 155 169 198
B o o e T e o L e e o o B
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance

m/z 71.10 79.17%

10.40 10.60 10.80 11.00

10.40 10.60 10.80 11.00

m/z 85.10 50.79%

m/z 41.10 48 .54%

43 57
71
5000
85
29
o 99 113 127 141 155 169 183 226
e M. .
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48875: Undecane, 2,6-dimethyl-
57
5000 43 1
98
29
okl 1l I 8 M8 197 141 155 169 184
A -
mz-> 20 40 60 80 100 120 140 160 180 200 220

10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121117\
Data File : BF101316.D

Aca On : 12 Dec 2017 6:03

Operator : SJ/JU

Sample : 16764-06 2X

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF113017 .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 7 2- Chloropropionic acid, oc... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.83 3.24 ng 42650 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 87
2 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 87
3 l1l-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 83
4 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 80
5 1-Dodecanol, 2-octyl-, acetate 340 C22H4402 074051-84-6 80
Abundance Scan 1996 (13.827 min): BF101316.D (-1995) (-) m/z 57.10 100.00%
57
5000
157 179 209229 281
‘ | 1360 13.80 14.00 14.20
ob— T m/z 43.05 84_.61%
m/z--> 50 100 150 250 300 350
Abundance #190678 2- Chloroproplonlc acid, octadecyl ester
57
5000 AR UL UL UL B
13.60 13.80 14.00 14.20
29 250 m/z 71.05 80.45%
139 5
o .”.w“‘ A wwlm}§8l%9? 224 - ?97- 360
m/z--> 50 200 250 300 350
Abundance
57 83
13.60 13.80 14.00 14.20
5000 11 m/z 55.05 71.38%
29
o 139 168 191210 238 266 205
m/z--> 50 100 150 200 250 300 350
Abundance #164026: 1-Hexadecanesulfonyl chloride R mEEEE RS S
57 13.60 13.80 14.00 14.20
83 m/z 56.00 59.15%
5000 11
29 139 196 224
0 \J 1| P | 1 \i i\ i ‘h‘ Il 197 " | | 2532?1289307325
m/z--> 50 100 150 200 250 300 350 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 : BF101316.D

Acq On : 12 Dec 2017 6:03

Operator : SJ/JU

Sample - 16764-06 2X

Misc :

ALS Vial : 38 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... 5.03 21.0 ng 255622 1 6.83 243925 20.0
unknown6 .60 6.60 25.0 ng 305318 1 6.83 243925 20.0
Dodecane 9.26 2.1 ng 32280 3 9.87 301603 20.0
Octane, 2,4,6-tri... 9.79 2.3 ng 35247 3 9.87 301603 20.0
Tetradecane 10.76 2.5 ng 34132 4 11.36 278133 20.0
2- Chloropropioni... 13.83 3.2 ng 42650 5 14.01 263237 20.0
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