LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120817\
Data File : BF101244.D

Aca On : 8 Dec 2017 19:04

Operator : SJ/JU

Sample : 16680-05

Misc :

ALS Vial : 11 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 5.051 497 504 516 rBV 44302 69475 6.82% 0.776%
2 5.445 567 571 581 rBVY 1045297 957489 94.05% 10.691%
3 5.728 616 619 622 rBB 14340 13086 1.29% 0.146%
4 6.463 739 744 759 rVB 983189 997348 97.96% 11.136%
5 6.598 762 767 770 rBVY 1129924 1018104 100.00% 11.368%
6 6.822 802 805 809 rBV 301688 261885 25.72% 2.924%
7 6.981 828 832 835 rBV 933312 765123 75.15% 8.543%
8 7.392 897 902 905 rBV 655958 591415 58.09% 6.604%
9 8.081 1015 1019 1020 rBV 18875 14299 1.40% 0.160%
10 8.104 1020 1023 1027 rVB 398292 321596 31.59% 3.591%
11 8.516 1089 1093 1096 rBV 13247 12735 1.25% 0.142%
12 8.686 1118 1122 1127 rBV 26710 23479 2.31% 0.262%
13 9.181 1202 1206 1209 rBvV 1204113 971928 95.46% 10.853%
14 9.251 1215 1218 1222 rBV 36630 33152 3.26% 0.370%
15 9.575 1267 1273 1275 rBV 120080 94525 9.28% 1.055%
16 9.781 1301 1308 1313 rBV 51311 49450 4 .86% 0.552%
17 9.863 1318 1322 1326 rVB 402023 321079 31.54% 3.585%
18 10.280 1391 1393 1396 rVB 51800 41254 4 .05% 0.461%
19 10.498 1424 1430 1434 rBvV 16895 21066 2.07% 0.235%
20 10.657 1453 1457 1460 rBV 550362 505622 49.66% 5.646%
21 10.757 1471 1474 1479 rBV 46420 54948 5.40% 0.614%
22 11.204 1547 1550 1553 rBV 26160 20393 2.00% 0.228%
23 11.233 1553 1555 1560 rVB3 11699 12487 1.23% 0.139%
24 11.351 1572 1575 1578 rBV 342381 274313 26.94% 3.063%
25 11.633 1619 1623 1628 rVB 14953 13911 1.37% 0.155%
26 11.869 1658 1663 1668 rBV2 20630 23748 2.33% 0.265%
27 12.569 1779 1782 1785 rBV 12326 12368 1.21% 0.138%
28 12.798 1819 1821 1824 rVB 24791 18604 1.83% 0.208%
29 12.933 1841 1844 1848 rBV 711339 672641 66.07% 7.511%
30 13.498 1937 1940 1943 rBV2 17613 16904 1.66% 0.189%
31 13.821 1992 1995 2002 rVB 93978 96734 9.50% 1.080%
32 13.998 2021 2025 2028 rBV 347787 312942 30.74% 3.494%
33 14.145 2047 2050 2053 rBv4 18598 23950 2.35% 0.267%
34 14.445 2099 2101 2104 rBv4 18580 21682 2.13% 0.242%

8270-BF113017.M Mon Dec 11 15:32:09 2017 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120817\

Data File : BF101244.D

Aca On : 8 Dec 2017 19:04

Operator : SJ/JU

ﬁ?ggle i 16680-05 CL-01-120617-C
ALS Vial : 11 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

Method
Title

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

35 15.468 2270 2275 2280 rBV 228176 295954 29.07% 3.305%

Sum of corrected areas: 8955689
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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\BF120817\

BF101244.D

8 Dec 2017 19:04

SJ/JU

16680-05 CL-01-120617-C
11 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

AOLB5556,
1000000
800000
600000

400000

200000

TIC: BF101244.D
6.60

5.45

6.46
6.98

7.39

6.82

5.05

0
Time-->

H
5.50

5.00

AOLB5556,
1000000
800000
600000

400000

200000

8.10

TIC: BF101244.D

12.93

10.66

9.86
11.35

9.57

9.7 13.50

e 11.6311.87 12.5712.80

0 T
Time-->

12.50

P.ZS
N v W O :
9.50 10.00 10.50 11.00 11.50 12.00 13.00 13.50

Abundance
1200000

1000000

800000

600000

400000

200000

TIC: BF101244.D

14.00

15.47

14.14 14.44

Time-->

14.00

18.50 19.00

17.00 17.50 18.00

16.00 16.50

14.50

15.00 15.50

8270-BF113017.

M Mon Dec 11 15:32:10 2017 Page: 3




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120817\

Data File : BF101244.D

Aca On : 8 Dec 2017 19:04

Operator : SJ/JU

ﬁ?ggle i 16680-05 CL-01-120617-C
ALS Vial : 11 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 4

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

5.05 5.31 ng 69475 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2-Propvn-1-ol. acetate 98 C5H602 000627-09-8 9
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 504 (5.051 min): BF101244.D (-497) (-) m/z 43.00 100.00%
43
59
5000
101
| 83 | 4.80 5.00 5.20 5.40
| A | PSS | SN, ~ SN m/z 59.00 58.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LN UL UL UL I
59 480 500 520 5.40
m/z 101.10 20.14%
15 31 101
o | 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
480 5.00 520 5.40
5000 m/z 58.00 14 .30%
55 70 98
e S S UL SULIURS SUSILILS IS IULILS SULILS UL LI
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime R B R REama mas
43 480 5.00 520 5.40
m/z 41.10 10.24%
5000
101
o 15 253137 | 5 %8 g9 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120817\

Data File : BF101244.D

Aca On : 8 Dec 2017 19:04

Operator : SJ/JU

ﬁ?ggle i 16680-05 CL-01-120617-C
ALS Vial : 11 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 77.75 ng 1018100 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 767 (6.598 min): BF101244.D (-762) (-) m/z 132.00 100.00%
132
5000 68
96 NSRS SR SRR
40 5y 78 06 6.20 6.40 6.60 6.80 7.00
01 e B m/z 68.10 37.81%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 S LRI IS R I
a1 97 620 6.40 6.60 6.80 7.00
53 17 m/z 134.00 34.21%
Ouuuluuuu‘l‘...‘. |||||]|-()|7|||||||||||||||||||||
m/z--> 20 80 100 120 140 160 180
Abundance
57 132
74 620 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.10 23.81%
158 189
R S B S S UL W BRI
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole SN NN LI N B
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14 .75%
5000
104
ol 14 27 39 1 77 g | us ‘
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 1('30 1éo 6. 20 6. I40 6.60 6. éo 7. I00
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF120817\

BF101244.D

8 Dec 2017 19:04

SJ/JU

16680-05 CL-01-120617-C
11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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 Tetradecane Concentration Rank 8

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

9.25 2.07 ng 33152 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Hexadecane 226 C16H34 000544-76-3 83
3 Tridecane 184 C13H28 000629-50-5 78
4 Pentadecane 212 C15H32 000629-62-9 72
5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 64

Abundance Scan 1218 (9.251 min): BF101244.D (-1215) (-) m/z 57.05 100.00%
43 57
71
5000 a5
9 4113 9.00 9.20 9.40 9.60
(o} m/z 43.05 87 .06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59881: Tetradecane
43 ¥
71
5000
85 9.00 9.20 9.40 9.60
29 m/z 71.10 58.75%
. “ A ‘ il % 113 127 141 155 169 198
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance
43 ¥
9.00 9.20 9.40 9.60
5000 71 m/z 41.05 47 .95%
85
29
o 99 113 127 141 155 169 183 197 226
m/z--> ﬁo Jo éo 8b 160 150 150 160 180 200 250
Abundance #48835: Tridecane
43 97 9.00 9.20 9.40 9.60
m/z 85.10 36.44%
71
5000
85
29
das [ L] e A
m/z--> ﬁo Jo éo éo 160 150 140 160 180 260 250 960 950 gho 9%0
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

EAECE R e e e

Peak Number

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF120817\

BF101244.D

8 Dec 2017 19:04

SJ/JU

16680-05 CL-01-120617-C
11 Sample Multiplier: 1

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

C:\DATABASENNIST11.L
LSCINT.P

ion Parameters:

EAE R R R ok R R R e R AR O R AR R R AR R o R R R R R AR R R R R R G R R Sk R o Sk R R R AR e e

6 Hexadecane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.28 2.57 ng 41254 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tridecane 184 C13H28 000629-50-5 90
3 Tetradecane 198 C14H30 000629-59-4 86
4 Nonadecane 268 C19H40 000629-92-5 86
5 Undecane, 5,7-dimethyl- 184 C13H28 017312-83-3 72

Abundance Scan 1393 (10.280 min): BF101244.D (-1391) (-) m/z 57.10 100.00%
q7
43
71
5000 85
9 113 127 710100 1020 1040 10160
01 m/z 43.10 74.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83027: Hexadecane
57
43
71
5000 85 N BN TN BN UL
mmmmmmmm
29 9 m/z 71.05 57.60%
ol 14 L T -4 141 155 169 183 107 226
m/z--> 25 Jo éo éo 160 150 140 160 180 260 250
Abundance
43 57
71 10.00 10.20 10.40 10.60
5000 m/z 85.10 41 .93%
85
29
ol 15 99 113 127 141 155 184
m/z--> 25 Jo éo éo 160 120 140 160 180 260 250
Abundance #59880: Tetradecane
57 10.00 10.20 10.40 10.60
43 m/z 41.05 33.40%
71
5000 85
29
ol 15 “ Lo ?ﬁ 113 127 141 155 169 198
m/z--> 25 Jo éo éo 160 150 140 160 180 260 250 10.00 10.20 1040 1060
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120817\

Data File : BF101244.D

Aca On : 8 Dec 2017 19:04

Operator : SJ/JU

ﬁ?ggle i 16680-05 CL-01-120617-C
ALS Vial : 11 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 7 Nonadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

10.76 4.01 ng 54948 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 87
2 Pentadecane 212 C15H32 000629-62-9 86
3 Hexadecane 226 C16H34 000544-76-3 83
4 Octane. 2.4.6-trimethvl- 156 C11H24 062016-37-9 72
5 Tetradecane 198 C14H30 000629-59-4 72

Abundance Scan 1475 (10.763 min): BF101244.D (-1471) (-) m/z 57.05 100.00%

57
71

5000

10.40 10.60 10.80 11.00
m/z 71.10 68.47%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117637: Nonadecane
57

5000
10.40 10.60 10.80 11.00

m/z 43.05 54 .52%

99

113127141155169183197

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
43 R R LEEEEEERES o
71 10.40 10.60 10.80 11.00
5000 o m/z 85.00 30.84%
29 99
oL 15 113127141155169183 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83023: Hexadecane
57 10.40 10.60 10.80 11.00
43 m/z 41.05 24 _.72%
71
5000 85
o ‘ ‘ I ) 113127141155169183197 226
R R A B L A RAA RARES B ARRRREEEE LR R e REEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120817\
Data File : BF101244.D

Aca On : 8 Dec 2017 19:04

Operator : SJ/JU

Sample : 16680-05

Misc :

ALS Vial : 11 Sample Multiplier: 1

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

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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 Docosyl pentafluoropropionate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.82 6.18 ng 96734 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 93
2 Tricosvl pentafluoropropionate 486 C26H47F502 1000351-81-0 90
3 Eicosvl heptafluorobutvrate 494 C24H41F702 1000351-83-5 90
4 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 90
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 90

Abundance Scan 1995 (13.821 min): BF101244.D (-1992) (-) m/z 57.10 100.00%
57
83
5000
s AR e S
139 167 10522145 13.60 13.80 14.00 14.20
0 m/z 43.05 87.03%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #231356: Docosy! pentafluoropropionate
57
5000 LA L L L L L LB
13. 60 13. 80 14. OO 14. 20
125 m/z 55.10 81.67%
0 ZPJ ‘” M hh‘j,153181 224250 280308 353 454
T T A T
m/z--> 50 15 250 300 350 400 450
Abundance
57
s AR e S
97 13.60 13.80 14.00 14.20
5000 m/z 69.10 70.25%
125
29
o 153 181 210 238264 294 322 367 468
T T T T T T T T T T e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #234498: Eicosyl heptafluorobutyrate A L R REmms e
57 13.60 13.80 14.00 14.20
97 m/z 83.10 70.05%
5000
125
o 201 l | “169 196 224 252 280 305 476
I e L e L e e
m/z--> 50 100 150 200 250 300 350 400 450 13. 60 13. 80 14. OO 14. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120817\

Data File : BF101244.D

Acq On : 8 Dec 2017 19:04

Operator : SJ/JU

3?22'6 i 16680-05 CL-01-120617-C
ALS Vial : 11 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... 5.05 5.3 ng 69475 1 6.82 261885 20.0
unknown6 .60 6.60 77.8 ng 1018100 1 6.82 261885 20.0
Tetradecane 9.25 2.1 ng 33152 3 9.86 321079 20.0
Hexadecane 10.28 2.6 ng 41254 3 9.86 321079 20.0
Nonadecane 10.76 4.0 ng 54948 4 11.35 274313 20.0
Docosyl pentafluo... 13.82 6.2 ng 96734 5 14.00 312942 20.0
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