LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF070717\

Data File : BF096577.D

Acq On 7 Jul 2017 23:40 Instrument :
Operator : SJ/MA BNA_F

Sample - 14070-10 ClientSampleld :
Misc - AU-05-070517-D
ALS Vial : 15 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:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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 4.887 470 476 487 rVB 353840 481900 17.47% 1.949%
2 5.310 543 548 551 rBV 2718610 2705211 98.09% 10.942%
3 6.340 717 723 740 rVB 2441659 2757872 100.00% 11.155%
4 6.469 740 745 748 rBV 2603431 2656281 96.32% 10.744%
5 6.692 780 783 787 rBvY 813573 687362 24.92% 2.780%
6 6.851 806 810 813 rBV 2231991 1973320 71.55% 7.982%
7 7.257 873 879 882 rBV 1851486 1703987 61.79% 6.892%
8 7.975 997 1001 1005 rBV 1082455 924306 33.52% 3.739%
9 9.057 1180 1185 1188 rBV 2621422 2534155 91.89% 10.250%
10 9.145 1194 1200 1204 rBVv4 31657 36973 1.34% 0.150%
11 9.445 1248 1251 1254 rBV 281347 214501 7.78% 0.868%
12 9.633 1277 1283 1287 rBV3 21830 43787 1.59% 0.177%
13 9.675 1287 1290 1293 rVB 50127 39317 1.43% 0.159%
14 9.728 1293 1299 1303 rBV 1086967 940122 34.09% 3.803%
15 10.145 1364 1370 1372 rBV3 24773 33690 1.22% 0.136%
16 10.175 1372 1375 1378 rVB 71553 57370 2.08% 0.232%
17 10.392 1407 1412 1415 rBV 26683 35219 1.28% 0.142%

18 10.510 1428 1432 1436 rBV 1408626 1390549 50.42% 5.625%
19 10.645 1451 1455 1463 rBV 86657 106161 3.85% 0.429%

20 11.092 1527 1531 1534 rBV2 62814 51759 1.88% 0.209%
21 11.204 1546 1550 1553 rBV 909915 754513 27 .36% 3.052%
22 11.527 1600 1605 1610 rVB2 98579 90435 3.28% 0.366%
23 11.704 1632 1635 1638 rBV2 133211 110089 3.99% 0.445%
24 11.745 1638 1642 1645 rBV2 43871 48755 1.77% 0.197%
25 11.939 1673 1675 1677 rBV2 84609 72636 2.63% 0.294%
26 11.957 1677 1678 1681 rVB 68458 36114 1.31% 0.146%
27 12.233 1722 1725 1727 rBV 50522 39481 1.43% 0.160%
28 12.292 1733 1735 1737 rBV3 38945 39567 1.43% 0.160%
29 12.316 1737 1739 1741 rVB2 41471 32687 1.19% 0.132%
30 12.410 1751 1755 1758 rBV 54354 47249 1.71% 0.191%

31 12.510 1769 1772 1775 rVB 167795 133179 4.83% 0.539%
32 12.616 1786 1790 1796 rBV3 163410 301095 10.92% 1.218%
33 12.786 1815 1819 1823 rBV 1731817 1738311 63.03% 7.031%
34 13.327 1908 1911 1914 rBV 76799 66681 2.42% 0.270%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF070717\

Data File : BF096577.D

Acg On 7 Jul 2017 23:40

Operator : SJ/MA

a?ggle i 14070-10 AU-05-070517-D
ALS Vial : 15 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
Title

> Z:\HPCHEM1I\BNA_F\METHODS\8270-BF070117 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.692 1969 1973 1981 rVB 138819 158714 5.75% 0.642%

36 13.833 1992 1997 2000 rBV 713855 675412 24.49% 2.732%

37 14.321 2078 2080 2084 rBV 47937 55784 2.02% 0.226%
38 14.621 2128 2131 2138 rBV3 32629 51947 1.88% 0.210%
39 14.751 2150 2153 2158 rVB3 53184 60742 2.20% 0.246%
40 14.951 2181 2187 2191 rBvV2 63887 103795 3.76% 0.420%
41 15.115 2212 2215 2218 rBvV2 38248 48045 1.74% 0.194%
42 15.233 2230 2235 2239 rBvV 549087 622861 22.58% 2.519%
43 15.686 2308 2312 2316 rBvV2 41391 60440 2.19% 0.244%
Sum of corrected areas: 24722374
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\Data\BFO070717\

BF096577.D

7 Jul 2017 23:40

SJ/MA

14070-10 AU-05-070517-D
15 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF096577.D

5{31
6.34

6.85

7.26

6.69

4.89

0
Time-->

T
7.50

I
6.00

T
6.50

T
7.00

4.50

T
5.00

T
5.50

T
3.50

T
4.00

Abundance

2500000

2000000

1500000

7.97

1000000

500000

TIC: BF096577.D
06

12.79

10.51

9.73
11.20

9.45
9%87
=9

128162
51111% mzm% .

0.15 11.0 1153479

0
Time-->

13.00

10.50 11.00 11. 50 12. OO

10.00 12 50

Abundance

2500000

2000000

1500000

1000000

500000

13.83

TIC: BF096577.D

15.23

14.32 14.64.7514.9%5 1

Time-->

14.00

19.00

18.00 18.50

17.00

17.50

16.00 16.50

15.00

15.50

14.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF070717\

Data File : BF096577.D

Acg On 7 Jul 2017 23:40

Operator : SJ/MA

a?ggle i 14070-10 AU-05-070517-D
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.89 14.02 ng 481900 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 477 (4.893 min): BF096577.D (-470) (-) m/z 43.00 100.00%
43
59
5000
101 R S R R
460 4.80 5.00 5.20
el sl e | 77 59.000  53.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 460 480 500 520
m/z 101.10 16.10%
15 31 101
\ 25 70 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
460 480 500 520
5000 m/z 58.00 14 .56%
41
29 101
53 73 86
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- R maa b AR
59 460 4.80 5.00 5.20
m/z 41.00 8.62%
5000 41
31
| [
N .1 O Y M-
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEMI\BNA_F\Data\BFO070717\

BF096577.D

7 Jul 2017 23:40

SJ/MA

14070-10 AU-05-070517-D
15 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= 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 unknown6.47 Concentration Rank 1

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

6.47 77.29 ng 2656280 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 745 (6.469 min): BF096577.D (-740) (-) m/z 132.00 100.00%
5000 68
40 54 % " 620 6.40 6.60 6.80
[ | Weus | m/z 68.10 37.19%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 U R UL U A
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 32.84%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132
" 620 6.40 6.60 6.80
5000 67 m/z 66.10 24.44%
41 97
53
29 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R AR AR
57 132 6.20 6.40 6.60 6.80
24 m/z 69.05 14.74%
5000 og M°
N ...,....,.?% .,m97.hq. A 158 ..,.1§?. SN A G | SN
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF070717\

Data File : BF096577.D

Acg On 7 Jul 2017 23:40

Operator : SJ/MA

a?ggle i 14070-10 AU-05-070517-D
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.65 2.81 ng 106161 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tetradecane, l1l-iodo- 324 C14H29l 019218-94-1 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Tridecane 184 C13H28 000629-50-5 86
5 Pentadecane 212 C15H32 000629-62-9 86
Abundance Scan 1456 (10.651 min): BF096577.D (-1451) (-) m/z 57.10 100.00%
57
43 71
5000

10.40 10.60 10.80 11.00
m/z 43.00 56.01%

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129492: Eicosane
57
43
71
5000 LIS L L LL  LL
85 10.40 10.60 10.80 11.00
29 m/z 71.10 52.81%
99
‘ L | 77 118127141156169183197211225039053 282
S M | YA NN M M e e SR
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
Ra s Ahiahh s i bt et
10.40 10.60 10.80 11.00
50000 & m/z 85.10 32.18%
85
15 99113127141155169 197
Wwwwmwmmmm
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83025: Hexadecane e e
43 57 10,40 10.60 10.80 11.00
m/z 41.00 26.21%
5000 n
85
29
| L L w 99113127141155169183197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.40 10 60 10. 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF070717\

Data File : BF096577.D

Acg On 7 Jul 2017 23:40

Operator : SJ/MA

a?ggle i 14070-10 AU-05-070517-D
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 unknownl1l1.53 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

11.53 2.40 ng 90435 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phosphorochloridous acid, diethy... 156 C4H10CI02P 000589-57-1 36
2 3,6-Dioxaoctanediamide, N,N-diet... 304 C13H24N206 1000196-53-4 25
3 Diisopropyl-(morpholine-4-yl)met... 217 C11H24NOP 062474-29-7 10
4 Perfluoro[l,2-bis(tetrahydrofury... 458 C10H2F1602 1000222-75-5 9
5 3-Morpholino-1,2-propanediol 161 C7H15NO3 006425-32-7 9

Abundance Scan 1605 (11.527 min): BF096577.D (-1600) (-) m/z 100.00 100.00%

0

5000

39 115 133 160 g 196 267 303 11.20 11.40 11.60 11.80
m/z 65.00 41.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #28547: Phosphorochloridous acid, diethyl ester
100
5000
29 65 11.20 11.40 11.60 11.80
‘ 83 121 156 m/z 101.00 37.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
100
72 ey b b
44 11.20 11.40 11.60 11.80
5000 29 m/z 102.00 34.84%
115130 157473
188 204 232 260 304
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74772: Diisopropyl-(morpholine-4-ylymethyl-phosphine
100 11.20 11.40 11.60 11.80
m/z 237.90 31.54%
so00{ 43
118
1 \1 ” il ‘ 134 217
w“'v“w'“w”"““|““"“v“'v“w'“'“"““ S aamaaa R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF070717\

Data File : BF096577.D

Acg On 7 Jul 2017 23:40

Operator : SJ/MA

a?ggle i 14070-10 AU-05-070517-D
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 Bicyclo[2.2_.1]hept-2-ene, 1... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.70 2.92 ng 110089 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicyclo[2.2.1]hept-2-ene, 1,2,3,... 332 C7H3CI17 005202-36-8 62
2 Indol-4(5H)-one, 3-ethyl-6,7-dih... 276 C16H24N202 007416-34-4 10
3 Benzyl pentyl maleate 276 C16H2004 105113-86-8 9
4 Phosphorochloridous acid, diethy... 156 C4H10CIO2P 000589-57-1 9
5 (Tetrafluorosuccinimido)sulfur p... 297 C4F9NO2S 080409-49-0 9

Abundance Scan 1634 (11.698 min): BF096577.D (-1632) (-) m/z 100.00 100.00%

5000
301 337 11.40 11.60 11.80 12.00
m/z 65.00 37.92%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #171176: Bicyclo[2.2.1]hept-2-ene, 1,2,3,4,5,7,7-heptachloro-
272
237
5000 299 11.40 11.60 11.80 12.00
117 m/z 102.00 33.45%
60 83 141157 191 216 f3 M 334
et prevepte ittt A e e T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
100
11.40 11.60 11.80 12.00
5000 m/z 39.00 29.15%
176
59 276
42 77 120 144160 192 218 245
mmmmﬂwmwmm
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #124285: Benzyl pentyl maleate
100 11.40 11.60 11.80 12.00
m/z 271.80 26.57%
5000 43
170
‘ \J\\ | 117133 || 189207 231 276
”q”upnq””.uq””.”.””.”.””.”.u”.”.””.u.nup. R
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 11. 40 11. 60 11. 80 12. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF070717\
Data File : BF096577.D

Acq On > 7 Jul 2017 23:40

Operator : SJ/MA

Sample : 14070-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 unknownl2.51 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.51 3.53 ng 133179 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-[3,4-Dichlorophenyl]-6,8-dichl... 371 C16H9CI4NO 038599-01-8 23
2 Thieno[2,3-b]pyridin-3-amine, 2-... 374 C17H15BrN20S 312316-45-3 17
3 6,8-Dichloro-2-(1-adamantanyl)-4... 375 C20H19CI2NO2 049647-91-8 10
4 2,5-Difluorobenzamide, N-(2-iodo... 373 C1l4H10F2INO 1000358-05-2 10
5 Quinoline, N-oxy-4-[2-[3-[p-chlo... 373 C23H16CINO2 1000211-32-6 9
Abundance Scan 1772 (12.510 min): BF096577.D (-1769) (-) m/z 372.85 100.00%
313
5000 237
o 65 272
119 AR BRSNS AR
%9 143 167 196 519 301 339 1220 1240 12.60 1280
m/z 374.90 95.02%
m/z--> 50 100 150 200 250 300 350
Abundance #197340: 2-[3,4-Dichlorophenyl]-6,8-dichloro-4-[hydroxymet...
373
5000 SRR SRR SR SRR
342 12.20 12.40 12.60 12.80

m/z 370.85 50.69%

272
214235 | 308
. MH ‘I ; M . : M,l‘ "

m/z--> 300 350
Abundance
373
e
12.20 12.40 12.60 12.80
5000 m/z 376.90 47 .04%
157
76 191 219 205
50 103 276
131 2 330
m/z--> 50 100 150 200 250 300 350
Abundance #199859: 6,8-Dichloro-2-(1-adamantanyl)-4-quinolinecarboxy... e AR maE
375 12.20 12.40 12.60 12.80
m/z 236.90 41.04%
5000
320
T 35 167 242 ‘
‘u Ll ol .1..5| L |18|8|213 ooy \J m n n ‘J \:?46 S A G | —
m/z--> 50 100 150 200 250 300 350 12.20 12.40 12 60 12.80

8270-BF070117.M Mon Jul 10 03:19:48 2017
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Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF070717\

Data File : BF096577.D

Acg On 7 Jul 2017 23:40

Operator : SJ/MA

a?ggle i 14070-10 AU-05-070517-D
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 trans-Chlordane Concentration Rank 4

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

12.62 8.92 ng 301095 Chrysene-di12 13.83

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 trans-Chlordane 406 C10H6CIS8 005103-74-2 99

2 Chlordane 406 C10H6CIS8 000057-74-9 99

3 cis-Chlordane 406 C10H6CIS8 005103-71-9 99

4 4,7-Methanoindene, 1,2,3,5,6,7,8... 406 C10H6CIS8 1000017-10-9 87

5 1-Piperidinecarbodithioic acid, ... 408 C12H10CI3F3N2S2 1000305-31-5 12
Abundance Scan 1791 (12.622 min): BF096577.D (-1786) (-) m/z 56.00 100.00%

5000

12.40 12.60 12.80 13.00
m/z 57.05 50.29%

m/z--> 50 100 150 200 250 300 350 400
Abundance #214242: trans-Chlordane

wmmJLmeMJU\wwwwdAw

12.I40 12!60 12.I80 13.I00
m/z 43.00  40.00%

5000

109 143 167 196917

m/z--> 50 100 150 200 250 300 350 400
Abundance
373
s AR e S
12.40 12.60 12.80 13.00
5000 m/z 41.00 35.06%
272
237
75
39 109 135 169 196917 301 337 410
A e a2 A o
m/z--> 50 100 150 200 250 300 350 400
Abundance #214240: cis-Chlordane A L R REmms e
373 12.40 12.60 12.80 13.00

m/z 55.05 32.29%

5000

272
75 237
109135 169 196517

T T I I
m/z--> 50 100 150 200 250 300 350 400 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF070717\

Data File : BF096577.D

Acg On 7 Jul 2017 23:40

Operator : SJ/MA

a?ggle i 14070-10 AU-05-070517-D
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 9 Heptadecyl trifluoroacetate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.69 4.70 ng 158714 Chrysene-di2 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 94
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 1-Docosene 308 C22H44 001599-67-3 91
Abundance Scan 1973 (13.692 min): BF096577.D (-1969) (-) m/z 57.00 100.00%

97

83

5000

13.40 13.60 13.80 14.00
m/z 55.00 91.83%

139457 179 215 239

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #185169: Heptadecy! trifluoroacetate
57

97

13.40 13.60 13.80 14.00
125 m/z 43.00 90.27%

154 1g2 210 238 0265283

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55 83
s o LA e
13.40 13.60 13.80 14.00
5000 111 m/z 83.05 75.98%
29
139 167 106 220238 266 204
WWTWWTTWWWWWWWTWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 M
Abundance #166292: Behenic alcohol R R
55 8 13.40 13.60 13.80 14.00
m/z 97.10 68.47%
5000
29 M LAA’/\"“
L0 167 106 224 252 280 308
aRmansaaab EEe R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF070717\
Data File : BF096577.D

Acq On > 7 Jul 2017 23:40

Operator : SJ/MA

Sample : 14070-10

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 10 Pentafluoropropionic acid, ... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14 .95 3.33 ng 103795 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 87
2 Carbonic acid, heptadecyl isobut... 356 C22H4403 1000314-61-4 86
3 Trichloroacetic acid, dodecyl ester 330 C14H25C1302 074339-50-7 83
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 81
5 2-Methyl-Z-4-tetradecene 210 C15H30 1000130-78-3 76
Abundance Scan 2187 (14.951 min): BF096577.D (-2181) (-) m/z 57.00 100.00%
g7
83
5000
139 L SUR B S
3 166 190210 231 253 277 316 14.60 14.80 15.00 15.20
e L m/z 43.10 86.23%
m/z--> 50 100 150 200 250 300 350
Abundance #199128: Pentafluoropropionic acid, pentadecyl ester
57
83
5000 AN U AU B
11 14.60 14.80 15.00 15.20
- 210 m/z 55.05 79.64%
! | “\‘ 1139 165182 237255 356
m/z--> 50 100 150 200 250 300 350
Abundance
57
14:60 14.80 15.00 15.20
5000 m/z 69.10 70.70%
83
111
29 139 168 210 239
m/z--> " 50 100 150 200 250 300 350
Abundance #168761: Trichloroacetic acid, dodecy! ester T
3 69 14.60 14.80 15.00 15.20
m/z 83.10 68.53%
97
5000
m/z--> 50 100 150 200 250 300 350 14,60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF070717\

Data File : BF096577.D

Acg On 7 Jul 2017 23:40

Operator : SJ/MA

a?ggle i 14070-10 AU-05-070517-D
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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... 4.89 14.0 ng 481900 1 6.69 687362 20.0
unknown6 .47 6.47 77.3 ng 2656280 1 6.69 687362 20.0
Eicosane 10.65 2.8 ng 106161 4 11.20 754513 20.0
unknownl11 .53 11.53 2.4 ng 90435 4 11.20 754513 20.0
Bicyclo[2.2.1]hep... 11.70 2.9 ng 110089 4 11.20 754513 20.0
unknownl12 .51 12.51 3.5 ng 133179 4 11.20 754513 20.0
trans-Chlordane 12.62 8.9 ng 301095 5 13.83 675412 20.0
Heptadecyl triflu... 13.69 4.7 ng 158714 5 13.83 675412 20.0
Pentafluoropropio... 14.95 3.3 ng 103795 6 15.23 622861 20.0
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