LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091217\
Data File : BF098464.D

Aca On : 12 Sep 2017 21:42

Operator : SJ/JU

Sample : 15140-05

Misc :

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-BF091117.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 3.593 249 256 266 rBV 479902 752931 13.98% 1.617%
2 4.851 466 470 480 rBV 672937 1004247 18.65% 2.157%
3 5.281 538 543 557 rBY 4770511 5192991 96.42% 11.155%
4 6.316 714 719 731 rBVY 4550501 5385935 100.00% 11.569%
5 6.439 735 740 743 rVV 5274957 5069037 94.12% 10.889%
6 6.498 745 750 755 rVB2 70209 90189 1.67% 0.194%
7 6.663 774 778 785 rBVY 1660605 1380616 25.63% 2.966%
8 6.822 800 805 808 rBVY 4082552 3983540 73.96% 8.557%
9 7.234 870 875 878 rBVY 3419667 3290046 61.09% 7.067%
10 7.263 878 880 884 rVB2 82275 78068 1.45% 0.168%
11 7.675 938 950 952 rBV7Y 25487 71843 1.33% 0.154%
12 7.704 952 955 961 rVvv3 49228 59940 1.11% 0.129%

13 7.945 990 996 998 rBvV 2135187 1792101 33.27% 3.850%
14 7.969 998 1000 1006 rvB2 214652 218079 4._05% 0.468%

15 8.657 1115 1117 1119 rBV 98648 72150 1.34% 0.155%
16 8.757 1131 1134 1140 rVB3 78705 97085 1.80% 0.209%
17 8.963 1166 1169 1173 rVB5 57037 69684 1.29% 0.150%

18 9.022 1174 1179 1182 rBV 5242011 4638116 86.12% 9.963%
19 9.104 1188 1193 1195 rBV3 116893 158113 2.94% 0.340%
20 9.416 1243 1246 1250 rVB 607892 528338 9.81% 1.135%

21 9.557 1268 1270 1275 rBvV2 112301 132304 2.46% 0.284%
22 9.633 1280 1283 1286 rBV 108109 87925 1.63% 0.189%
23 9.692 1287 1293 1297 rBV 1693663 1679565 31.18% 3.608%
24 10.133 1365 1368 1373 rBV 100403 108164 2.01% 0.232%
25 10.486 1424 1428 1431 rBV 2158319 1900570 35.29% 4.083%

26 10.604 1445 1448 1456 rVB 227919 309957 5.75% 0.666%
27 11.051 1522 1524 1527 rBV 117424 102144 1.90% 0.219%
28 11.174 1542 1545 1548 rBV 1430725 1336321 24.81% 2.871%
29 11.198 1548 1549 1554 rVB 301985 231283 4._.29% 0.497%
30 12.386 1748 1751 1754 rVB 522142 403352 7.49% 0.866%

31 12.616 1787 1790 1792 rBV 395291 306486 5.69% 0.658%
32 12.763 1811 1815 1818 rBV 3244602 2887806 53.62% 6.203%
33 13.663 1965 1968 1974 rVB3 329903 407171 7.56% 0.875%
34 13.810 1989 1993 1996 rBV3 1131914 1337212 24.83% 2.872%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091217\
Data File : BF098464.D

Aca On : 12 Sep 2017 21:42

Operator : SJ/JU

Sample : 15140-05

Misc :

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 - 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-BF091117.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.157 2219 2222 2228 rVB2 291349 386787 7.18% 0.831%

36 15.215 2229 2232 2244 rVB 735550 1003259 18.63% 2.155%

Sum of corrected areas: 46553355
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Data Path
Data File

Aca On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091217\
BF098464.D

12 Sep 2017 21:42

SJ/JU

15140-05

19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF098464.D

5.28

4.85

6.32
6.82

7.23

6.66

0
Time-->

2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00

Abundance

5000000

4000000

3000000

2000000

1000000

0

TIC: BF098464.D

10.49

12.76

Time-->

8.50 9.00 9.50 10.00 10.50 11.00 11.50

12.00 12.50 13.00

13.50

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF098464.D

13.81

15.22
15.16

Time-->

14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091217\
Data File : BF098464.D

Aca On : 12 Sep 2017 21:42

Operator : SJ/JU

Sample : 15140-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me...

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
485 14.55ng 1004250  1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59

2 3-Hexanol .

4-methvl- 116 C7H160

3 Propane. 2-methvl-2-(l1-methvleth... 116 C7H160

4 2-Hexanol.

2-methvl- 116 C7H160

5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2

000615-29-2 33
017348-59-3 33
000625-23-0 28
001116-98-9 25

Abundance Scan 470 (4.851 min): BF098464.D (-466) (-)
43.0
59.0
5000
101.0
71.0 83.0
I A e o N B o e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 50.0
15.0 101.0
31.0
...,”t.,”.Wﬂ”.uﬂh..,”:.,”..,”..?%9.,”.:J”..“
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
5000 41.0
31.0
69.0 87.0
15.0 50.0 98.0
T i o B o e o LA I e i o o o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
5000
41.0
‘\‘\ ‘ \‘\50'0‘\ 1y 73.0 86.0 ‘
T e T e e e e T e e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110

m/z 43.00 100.00%

|

460 480 500 520

m/z 59.00 56.68%

|

4.60 4.80 5.00 5.20

m/z 58.00 17.08%

)

4.60 4.80 5.00 5.20

m/z 101.00 16.67%

4.60 4.80 5.00 5.20

m/z 41.00 8.22%

-

4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path :

Data File : BF098464.D

Aca On - 12 Sep 2017 21:42
Operator : SJ/JU

Sample - 15140-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF091217\

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 1

Peak Number 3 unknown6.44

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

6.44 73.43 ng 5069040 1,4-Dichlorobenzene-d4 6.66
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 16
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 740 (6.439 min): BF098464.D (-735) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 PSR SRS LR
400 540 ‘ 6.20 6.40 6.60 6.80
et e 780 | 1980189 L 76800 42.39%
m/z--> 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 UL RN A R
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.05%
'”'ﬂ'MIJ'WH”'P'JI”?EQ”'P'”I”'W'”'P'”I“” T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
620 6.40 6.60 6.80
5000 67.0 m/z 66.00 28.29%
41.0 97.0
53.0
79.0 117.0
107.0
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine A L i RE
132.0 6.20 6.40 6.60 6.80
m/z 69.00 15.84%
5000
33.0 44.0 00 105.0
m/z--> 30 40 5'0 6|0 70 8IO 9 100 110 12'0 130 140 6.20 6.40 6.60 6.80

8270-BF091117.M Wed Sep 13 15:02:46 2017

Page: 5



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091217\
Data File : BF098464.D

Aca On : 12 Sep 2017 21:42

Operator : SJ/JU

Sample : 15140-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Tridecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.60 4.64 ng 309957 Phenanthrene-d10 11.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 80
2 Undecane. 2-methvl- 170 C12H26 007045-71-8 72
3 Heneicosane 296 C21H44 000629-94-7 72
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 72
5 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 72
Abundance Scan 1447 (10.598 min): BF098464.D (-1445) (-) m/z 57.00 100.00%
57.0
5000
85.0
109.1133.0 183.1 10.20 10.40 10.60 10.80 11.00
et e e i s e b 02 241 Tnjz 43.00  67.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48832: Tridecane
57.0
5000 A AR DU SRR BN
29.0 85.0 mmmmmmmmnm

m/z 71.00 51.49%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0
R B
71.0 10.20 10.40 10.60 10.80 11.00
5000 m/z 85.00 34.52%
99.0 127.0
15.0 155.0
WWWTWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane N e o
57.0 10.20 10.40 10.60 10.80 11.00
m/z 41.00 33.20%
85.0
5000
29.0 113.0
20 || 30 1430 1600 1670 2250 ps30 2960
R AR B B L B3 AR RAN ERALaEanss EESTa R B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10. 20 10 40 10. 60 10. 80 11. 00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF091217\
Data File : BF098464.D

Aca On : 12 Sep 2017 21:42

Operator : SJ/JU

Sample : 15140-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091117_.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 Ethanol, 2-(tetradecyloxy)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.66 6.09 ng 407171 Chrysene-di12 13.82

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 96
2 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 87
3 Tricosvl heptafluorobutvrate 536 C27H47F702 1000351-83-4 86
4 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 86
5 1-Hexadecanesulfonyl chloride 324 C16H33CI102S 038775-38-1 86
Abundance Scan 1968 (13.663 min): BF098464.D (-1965) (-) m/z 57.00 100.00%

51.0
5000 7.0
230.1 e
13.40 13.60 13.80 14.00
155.1 292.3
oAb 1220L | 2923 sws2 w77 43.00 0 73.81%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57.0
5000 LN BN BN UL I

13. 40 13 60 13.80 14.00

m/z 55.00 61.28%

18. ‘ 390 196.
miz--> 0 50 20 250 300 350 400 450 500
Abundance
57.0
T
13.40 13.60 13.80 14.00
5000 m/z 71.00 55.03%
97.0

139.0 224.0 269.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #238204: Tricosyl heptafluorobutyrate B EERR Bam e L

57.0 13.40 13.60 13.80 14.00
m/z 83.05 52.90%

97.0
5000
L 3 01281 0222 0265.0 322.0367.0 518.0

N R . o R

m/z--> 0 50 100 150 200 250 300 350 400 450 500 13. 40 13 60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF091217\
Data File : BF098464.D

Acq On : 12 Sep 2017 21:42

Operator : SJ/JU

Sample - 15140-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .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... 4.85 14.6 ng 1004250 1 6.66 1380620 20.0
unknown6 .44 6.44 73.4 ng 5069040 1 6.66 1380620 20.0
Tridecane 10.60 4.6 ng 309957 4 11.17 1336320 20.0
Ethanol, 2-(tetra... 13.66 6.1 ng 407171 5 13.82 1337210 20.0
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