LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101817\

Data File : BF099636.D

Aca On 19 Oct 2017 00:01 Instrument :

Operator : SJ/JU E?Afs el
- _ lentosampleld :

3?22'6 : 15935-13 2X CL-02-101617-E

ALS Vial : 19 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-BF092317.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 5.040 499 502 512 rBV 110174 127766 15.03% 1.354%
2 5.451 569 572 590 rBV 858291 826967 97.29% 8.761%
3 6.469 741 745 759 rBV 833743 809275 95.21% 8.573%
4 6.598 764 767 775 rBVY 1041150 849984 100.00% 9.005%
5 6.828 803 806 815 rBV 610256 494855 58.22% 5.242%
6 6.981 829 832 842 rBV 787841 659275 77 .56% 6.984%
7 7.392 898 902 914 rBV 513677 452709 53.26% 4_.796%
8 8.110 1020 1024 1027 rBV 678924 568252 66.85% 6.020%
9 9.181 1202 1206 1209 rBV 949656 771881 90.81% 8.177%
10 9.251 1215 1218 1221 rBV 12340 10666 1.25% 0.113%
11 9.575 1267 1273 1280 rVB2 22877 28349 3.34% 0.300%
12 9.728 1292 1299 1301 rBV 11474 13012 1.53% 0.138%
13 9.781 1303 1308 1310 rvv3 12242 10958 1.29% 0.116%

14 9.863 1318 1322 1326 rVB 576492 499553 58.77% 5.292%
15 10.651 1453 1456 1466 rVB 435999 369233 43.44% 3.912%

16 10.763 1470 1475 1478 rVvVv2 11154 15447 1.82% 0.164%
17 11.198 1546 1549 1552 rBV2 9882 9926 1.17% 0.105%
18 11.351 1571 1575 1578 rBV 576400 503831 59.28% 5.337%
19 11.375 1578 1579 1585 rVB3 20744 13651 1.61% 0.145%
20 11.622 1618 1621 1627 rVB 11332 11390 1.34% 0.121%
21 11.863 1657 1662 1663 rBV2 17838 23320 2.74% 0.247%
22 11.880 1663 1665 1668 rVB 18062 14975 1.76% 0.159%
23 11.963 1676 1679 1681 rBV2 14573 15969 1.88% 0.169%
24 11.986 1681 1683 1686 rVB 12143 10058 1.18% 0.107%
25 12.145 1705 1710 1713 rBV6 7613 11181 1.32% 0.118%
26 12.398 1750 1753 1755 rBV 27549 25221 2.97% 0.267%
27 12.492 1765 1769 1772 rBV3 8017 14469 1.70% 0.153%
28 12.563 1778 1781 1784 rBV 32133 30425 3.58% 0.322%
29 12.663 1795 1798 1803 rVB3 13274 16668 1.96% 0.177%
30 12.716 1803 1807 1809 rBV5 13289 19144 2.25% 0.203%
31 12.792 1815 1820 1826 rBV2 58913 73260 8.62% 0.776%
32 12.845 1827 1829 1831 rVV2 14818 10824 1.27% 0.115%
33 12.904 1836 1839 1840 rBV3 12032 11793 1.39% 0.125%

34 12.927 1840 1843 1847 rBV 936149 760564 89.48% 8.057%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101817\

Data File : BF099636.D

Aca On 19 Oct 2017 00:01

Operator : SJ/JU

3?22'6 i 15935-13 2X CL-02-101617-E
ALS Vial : 19 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-BF092317 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.010 1853 1857 1858 rBv4 11496 13824 1.63% 0.146%
36 13.110 1870 1874 1875 rBvV4 14255 17872 2.10% 0.189%
37 13.145 1878 1880 1882 rVVv2 15465 12370 1.46% 0.131%
38 13.227 1892 1894 1897 rVB2 16310 12564 1.48% 0.133%
39 13.321 1907 1910 1911 rBV 13407 9920 1.17% 0.105%
40 13.351 1913 1915 1921 rVB6 16065 25038 2.95% 0.265%
41 13.492 1936 1939 1942 rBV4 15328 14088 1.66% 0.149%
42 13.816 1991 1994 1998 rBVY 89453 99795 11.74% 1.057%
43 13.992 2020 2024 2028 rBV 685661 629069 74.01% 6.664%
44 14.433 2097 2099 2103 rBV3 36038 44137 5.19% 0.468%

45 15.463 2269 2274 2278 rVB 362242 475946 55.99% 5.042%

Sum of corrected areas: 9439474
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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\BF101817\

BF099636.D

19 Oct 2017 00:01

SJ/JU

15935-13 2X CL-02-101617-E
19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
1000000

800000

600000

400000

200000

TIC: BF099636.D
60

5.45 6.47

6.98

6.83
7.39

5.04
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Time-->

5.00

5.50

6.00

6.50

7.00

7.50
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1000000

800000

600000

400000

200000

0

8.11

TIC: BF099636.D
12.93

9.86 11.35

10.65

D

0.25 9579738 0.76  11.26437 11.62 TUMBEMED. 15 12142402

A

Time-->

13.00

12.00 12.50

I
10.50 11.00 11.50

10.00

Abundance
1000000

800000

600000

400000

200000

13.82

TIC: BF099636.D

13.99

15.46

14.43

Time-->

14.00
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17.50 18.00

16.50 17.00

15.50 16.00

14.50 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101817\

Data File : BF099636.D

Aca On : 19 Oct 2017 00:01

Operator : SJ/JU

ﬁ?ggle i 15935-13 2X CL-02-101617-E
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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.

5.04 5.16 ng 127766 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 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 23
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 10
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 502 (5.040 min): BF099636.D (-499) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0
| 83.0 | 4.80 5.00 5.20 5.40
RN Y ! NSRS m/z 59.00 59.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LRI UL I IS R
59.0 480 500 520 5.40
m/z 101.00 22.83%
?1‘.0 il L 83.0 10:‘I"0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 5.00 520 540
5000 m/z 58.00 17.65%
43.0 101.0
31.0 :
15.0 710 830
wmmmwwmwmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester A R EA
59.0 480 5.00 5.20 5.40
m/z 41.00 9.00%
5000 41.0
'w"“l'“'l“'JhL'w'“”i'”lzﬁq'v"w"“l'“'l“"ﬁ??ﬁ'”%f%q'l R UL L IR I
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:\HPCHEM1\BNA F\DATA\BF101817\

Data File : BF099636.D

Aca On : 19 Oct 2017 00:01

Operator : SJ/JU

ﬁ?ggle i 15935-13 2X CL-02-101617-E
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 34.35 ng 849984 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 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 1-Aminoindan 133 C9H11N 034698-41-4 9

Abundance Scan 767 (6.598 min): BF099636.D (-764) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0 oAb A ket AT
401 540 6.20 6.40 6.60 6.80 7.00
..,....,....,....,....,.:..,..I.|,..'..,?‘f‘.?,..!.,.-:..,1.1.“?9,...., b m/z 68.10  35.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LI R R
6.20 6.40 6.60 6.80 7.00
310 510 ‘ m/z 134.00 32 .55%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 21.90%
41.0 97.0
53.0
79.0 117.0
wwmmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 N
Abundance #14491: 5-Aminoindole A RAREE s S
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 13.85%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.0 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101817\

Data File : BF099636.D

Aca On : 19 Oct 2017 00:01

Operator : SJ/JU

ﬁ?ggle i 15935-13 2X CL-02-101617-E
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 1-Hexadecanesulfonyl chloride Concentration Rank 4

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

13.82 3.17 ng 99795 Chrysene-di12 13.99

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 87
2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 64
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 64
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 64
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 64

Abundance Scan 1995 (13.821 min): BF099636.D (-1991) (-) m/z 57.10 100.00%

5000

234.0 A
13.60 13.80 14.00 14.20

m/z 83.00 65.40%

185.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164026: 1-Hexadecanesulfonyl chloride

13.I60 13!80 14.IOO 14.I20
m/z 97.10 62.69%

5000

23.0 139.0

167.0 196.0 2240 271.0 44579

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
83.0 IIIIIIIIIIIIIIIIIIIIIII
13.60 13.80 14.00 14.20
5000 1110 m/z 43.05 62.10%
29.0

140.0  182.0 210.0 255.0 306.0

mﬁm@mﬁmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane A L R REmms e
13.60 13.80 14.00 14.20

m/z 71.10 58 .59%

5000

269.0

154.0 196.0 224.0 320.0
N L N EREEE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20

8270-BF092317.M Thu Oct 19 20:30:12 2017 Page: 6



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101817\

Data File : BF099636.D

Acg On : 19 Oct 2017 00:01

Operator : SJ/JU

ﬁ?ggle i 15935-13 2X CL-02-101617-E
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.04 5.2 ng 127766 1 6.83 494855 20.0
unknown6 .60 6.60 34.4 ng 849984 1 6.83 494855 20.0
1-Hexadecanesulfo... 13.82 3.2 ng 99795 5 13.99 629069 20.0
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