LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121217\
Data File : BF101349.D

Aca On : 13 Dec 2017 00:02

Operator : SJ/JU

Sample : 16822-05

Misc :

ALS Vial : 24 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 5.057 502 505 517 rBV 62849 104513 7.27% 0.861%
2 5.451 568 572 575 rBVY 1367172 1351364 94.03% 11.129%
3 6.469 740 745 759 rBVY 1291037 1424254 99.10% 11.729%
4 6.598 762 767 770 rBVY 1646862 1437226 100.00% 11.836%
5 6.822 802 805 812 rBB 333481 265837 18.50% 2.189%
6 6.981 828 832 835 rBVY 1213513 1033256 71.89% 8.509%
7 7.392 897 902 905 rBV 874630 822891 57.26% 6.777%
8 8.104 1020 1023 1029 rBV 403763 343779 23.92% 2.831%
9 9.180 1201 1206 1209 rBV 1466728 1252731 87.16% 10.317%
10 9.575 1268 1273 1276 rBV 166989 136919 9.53% 1.128%
11 9.780 1304 1308 1313 rVB2 26680 25296 1.76% 0.208%
12 9.863 1318 1322 1326 rBV 397339 343338 23.89% 2.827%
13 10.280 1386 1393 1396 rBvV 35376 36619 2.55% 0.302%
14 10.663 1453 1458 1461 rBvV 802638 817472 56.88% 6.732%
15 10.757 1471 1474 1478 rVB 25402 27347 1.90% 0.225%
16 10.963 1502 1509 1511 rBvV6 9327 18010 1.25% 0.148%
17 11.204 1547 1550 1554 rBvV3 19199 26172 1.82% 0.216%
18 11.357 1572 1576 1578 rBV 418685 364026 25.33% 2.998%
19 11.380 1578 1580 1584 rVB 81401 68486 4.77% 0.564%
20 11.968 1678 1680 1683 rBV2 26871 31947 2.22% 0.263%
21 12.574 1780 1783 1786 rBV 116261 94854 6.60% 0.781%

22 12.804 1817 1822 1829 rBV 115944 153863 10.71% 1.267%
23 12.945 1842 1846 1849 rBV 1091095 974542 67.81% 8.026%
24 13.827 1993 1996 2003 rVB3 75294 89487 6.23% 0.737%
25 14.010 2022 2027 2029 rBvV2 371701 373284 25.97% 3.074%

26 14.033 2029 2031 2034 rVB 61197 47184 3.28% 0.389%
27 15.057 2201 2205 2213 rVB 43770 91946 6.40% 0.757%
28 15.357 2253 2256 2262 rVB 30812 47641 3.31% 0.392%
29 15.421 2264 2267 2272 rVB 42176 49850 3.47% 0.411%
30 15.486 2273 2278 2282 rBV 199177 238422 16.59% 1.963%
31 16.968 2528 2530 2537 rVB3 19792 31645 2.20% 0.261%
32 17.421 2604 2607 2611 rVB4 11903 18698 1.30% 0.154%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121217\
Data File : BF101349.D

Aca On : 13 Dec 2017 00:02

Operator : SJ/JU

Sample : 16822-05

Misc :

ALS Vial : 24 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

Sum of corrected areas: 12142899
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

= Z:\HPCHEMI\BNA F\DATA\BF121217\
: BF101349.D

- 13 Dec 2017 00:02

: SJ/JU

: 16822-05

24 Sample Multiplier: 1

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

- C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P

Abundance

1500000
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500000

TIC: BF101349.D
60
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Time-->
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500000
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12.94

10.66

9.86 11.36

12.5712.80
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11.
10.28 L&7q0961120
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Time-->

13.50
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13.00
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1500000

1000000

500000

0

TIC: BF101349.D

14.01

16.97 17.42

Time-->
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17.00 17.50

16.00 16.50
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14.50 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101349.D

Aca On : 13 Dec 2017 00:02

Operator : SJ/JU

Sample : 16822-05

Misc :

ALS Vial : 24 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.06 7.86 ng 104513 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 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 Ethanone. 1-(2-methvlcvclopropvl)- 98 C6H100 000930-56-3 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 505 (5.057 min): BF101349.D (-502) (-) m/z 43.00 100.00%
43
59
5000
101 U L R R I
| 83 | 4.80 500 5.20 5.40
SRRSO 1 SNSRI SRS MM m/z 59.10 59.33%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R U L L A
59 480 500 520 540
m/z 101.00 19.89%
15 31 101
| 25 7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 480 5.00 520 540
5000 m/z 58.00 15.50%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime R A REamama
43 4.80 500 5.20 5.40
m/z 41.00 10.43%
5000
101
15 253137 || 51 %8 9 86
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101349.D

Aca On : 13 Dec 2017 00:02

Operator : SJ/JU

Sample : 16822-05

Misc :

ALS Vial : 24 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 2 unknown6.60 Concentration Rank 1

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

6.60 108.13 ng 1437230 1,4-Dichlorobenzene-d4 6.82
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-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 767 (6.598 min): BF101349.D (-762) (-) m/z 132.00 100.00%
32
5000 68
6 TTTT T T T T T T T T T T
40 _ 54 75 104 6.20 6.40 6.60 6.80 7.00
N — T ??.l.' SO M - m/z 68.10 38.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 R I AR A
6.20 6.40 6.60 6.80 7.00
78 m/z 134.00 32.36%
| P | !
mz-> 10 20 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 24.18%
41 97
53 2 117
34 60 89 105 124
wwmwwwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole R AREE R
132 6.20 6.40 6.60 6.80 7.00

m/z 69.10 15.49%

5000

104
66
14 27 37445168 P 77 g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101349.D

Aca On : 13 Dec 2017 00:02

Operator : SJ/JU

Sample : 16822-05

Misc :

ALS Vial : 24 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 4 Tetradecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.28 2.13 ng 36619 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 86
2 Octadecane 254 C18H38 000593-45-3 86
3 Heptadecane 240 C17H36 000629-78-7 83
4 Pentadecane 212 C15H32 000629-62-9 78
5 Silane, trichlorooctadecyl- 386 C18H37CI3Si 000112-04-9 64
Abundance Scan 1393 (10.280 min): BF101349.D (-1386) (-) m/z 57.10 100.00%
43 3
71
5000 85
| 13127 155 10,00 10,20 10.40 10.60
SN -,.h.“..,--!...',....,....,...'. e || M7z 43.10  82.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59880: Tetradecane
57
43
71
5000 85 LI BB BUCILN BRI B
mmmmmmmm
29 m/z 71.10 53.52%
15 \‘ A ' ?P 113127141155 169 198
m/z--> ﬁo 45 eb éo 160 150 140 160 180 200 220 250 2éo
Abundance
43 57
71 10.00 10.20 10.40 10.60
5000 85 m/z 85.10 50.92%
29 99
113127141155169183197211225 254
m/z--> ﬁo 45 eb éo 160 150 110 160 180 200 220 250 2éo
Abundance #94345: Heptadecane
57 10.00 10.20 10.40 10.60
43 m/z 41.10 35.29Y%
71
5000 85
29 99
L e s 160169106010 240
m/z--> 2'0 4'0 6|0 8|0 1c')o 12'0 140 160 180 200 220 24'10 260 10 00 10. 20 10. 40 10 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121217\
Data File : BF101349.D

Aca On : 13 Dec 2017 00:02

Operator : SJ/JU

Sample : 16822-05

Misc :

ALS Vial : 24 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 5 Heptadecyl heptafluorobutyrate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.83 4.79 ng 89487 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptadecvl heptafFluorobutvrate
2 Heptadecvl trifluoroacetate
3 Octadecvl trifluoroacetate

452 C21H35F702
352 C19H35F302
366 C20H37F302

959085-66-6 87
1000351-87-0 87
079392-43-1 87

959218-78-1 87
1000314-61-4 87

4 Pentafluoropropionic acid. hepta... 402 C20H35F502
5 Carbonic acid, heptadecyl isobut... 356 C22H4403

Abundance Scan 1996 (13.827 min): BF101349.D (-1993) (-) m/z 57.05 100.00%

83

5000

273 303 13.60 13.80 14.00 14.20
m/z 55.05 88.78%

m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57
5000 LA L L L L L L L LB
111 13 60 13. 80 14. 00 14 20
29 m/z 43.10 85.21%
I Ll \‘ ‘ “ ‘\ ‘\ \ . 210 23\8 283 434
N A e
m/z--> 50 200 250 300 350 400
Abundance
57
97 IIIIIIIIIIIIIIIIIIIIIII
13.60 13.80 14.00 14.20
5000 m/z 83.10 75.71%
29 125
154 182 210 238 283 334
— T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #194196: Octadecyl trifluoroacetate R mEEEE RS S
57 13.60 13.80 14.00 14.20
97 m/z 97.10 62.13%
5000
125
29
| ] ;154 182 224 252 297 348
e ...., — T R mEEEE RS S
m/z--> 50 100 150 200 250 300 350 400 13 60 13. 80 14. 00 14 20

8270-BF113017.M Wed Dec 13 14:40:19 2017 Page: 7



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121217\
Data File : BF101349.D

Acq On : 13 Dec 2017 00:02

Operator : SJ/JU

Sample - 16822-05

Misc :

ALS Vial : 24 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.06 7.9 ng 104513 1 6.82 265837 20.0
unknown6 .60 6.60 108.1 ng 1437230 1 6.82 265837 20.0
Tetradecane 10.28 2.1 ng 36619 3 9.86 343338 20.0
Heptadecyl heptaf... 13.83 4.8 ng 89487 5 14.01 373284 20.0
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