LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081217\
Data File : BF097643.D

Aca On 12 Aug 2017 19:48

Operator : SJ/JU

Sample : 14705-04

Misc :

ALS Vial : 12 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-BF081117.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 4.740 516 519 535 rBV2 92307 250533 10.06% 1.128%
2 5.416 629 634 658 rBY 1229174 2320712 93.22% 10.450%
3 7.057 908 913 926 rBVY 1621880 2459332 98.79% 11.074%
4 7.157 926 930 942 rVB 1668113 2489537 100.00% 11.210%
5 7.498 984 988 1002 rBV 498441 712189 28.61% 3.207%
6 7.734 1024 1028 1054 rVB 1194290 1716439 68.95% 7.729%
7 8.410 1138 1143 1165 rBvV 1049401 1445886 58.08% 6.511%
8 9.528 1329 1333 1351 rBV 721388 969655 38.95% 4 .366%
9 11.304 1629 1635 1650 rBVY 1858512 2316152 93.04% 10.429%
10 11.416 1650 1654 1661 rBvV3 13662 30570 1.23% 0.138%

11 11.992 1747 1752 1759 rBV 360104 441142 17.72% 1.986%
12 12.351 1808 1813 1818 rBV2 628375 807194 32.42% 3.635%

13 13.204 1951 1958 1963 rBV 36831 48610 1.95% 0.219%
14 13.557 2005 2018 2023 rBV3 12124 27110 1.09% 0.122%
15 13.645 2028 2033 2047 rBV 827874 1169383 46.97% 5.266%
16 13.974 2084 2089 2091 rBV 52417 68068 2.73% 0.306%
17 14.704 2209 2213 2216 rBV 32505 36545 1.47% 0.165%
18 14.745 2216 2220 2234 rVB2 484535 692452 27.81% 3.118%
19 14.886 2240 2244 2248 rBV3 16578 26271 1.06% 0.118%
20 15.533 2350 2354 2357 rBV 22208 26179 1.05% 0.118%
21 15.745 2386 2390 2397 rVB5 18773 29276 1.18% 0.132%
22 16.527 2520 2523 2526 rVV2 42873 57626 2.31% 0.259%
23 16.557 2526 2528 2535 rVB 56196 63436 2.55% 0.286%
24 16.857 2574 2579 2583 rBV2 49946 63753 2.56% 0.287%
25 17.104 2616 2621 2628 rVB 1251887 1458964 58.60% 6.569%
26 17.298 2649 2654 2656 rBv4 17511 25596 1.03% 0.115%
27 17.327 2656 2659 2665 rVB7 19344 27954 1.12% 0.126%
28 18.304 2821 2825 2830 rBV 49868 62936 2.53% 0.283%

29 18.362 2830 2835 2840 rBV 76485 144368 5.80% 0.650%
30 18.445 2844 2849 2854 rVvVv 482711 635130 25.51% 2.860%

31 18.515 2858 2861 2866 rVB3 26596 32942 1.32% 0.148%
32 18.574 2868 2871 2877 rVV2 37922 46344 1.86% 0.209%
33 18.727 2894 2897 2902 rBV2 16733 26249 1.05% 0.118%
34 18.774 2903 2905 2912 rVBS8 17540 29648 1.19% 0.133%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081217\
Data File : BF097643.D

Aca On 12 Aug 2017 19:48

Operator : SJ/JU

Sample : 14705-04

Misc :

ALS Vial : 12 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF081117.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 19.709 3060 3064 3068 rBV 169142 239332 9.61% 1.078%

36 19.827 3081 3084 3090 rBV 33624 45731 1.84% 0.206%
37 20.003 3110 3114 3118 rBV 108648 138497 5.56% 0.624%
38 20.062 3120 3124 3127 rBV 123959 129393 5.20% 0.583%
39 20.109 3129 3132 3138 rBV 408172 495265 19.89%% 2.230%

40 20.215 3147 3150 3156 rvVvB8 30933 40697 1.63% 0.183%
41 20.527 3200 3203 3206 rBV5 25928 46404 1.86% 0.209%
42 20.715 3233 3235 3239 rBV4 24498 32193 1.29% 0.145%
43 21.139 3306 3307 3310 rBvV2 23091 25516 1.02% 0.115%
44 21.215 3317 3320 3324 rVB6 24583 32500 1.31% 0.146%
45 21.339 3336 3341 3346 rBvV2 73474 114457 4 .60% 0.515%
46 21.444 3355 3359 3363 rBV7 36104 75871 3.05% 0.342%
47 22.991 3619 3622 3625 rBV5 20576 34321 1.38% 0.155%
Sum of corrected areas: 22208358
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081217\
Data File : BF097643.D

Aca On : 12 Aug 2017 19:48

Operator : SJ/JU

Sample : 14705-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF097643.D
7,66
1500000
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8.41
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500000 7.50

4.74

.
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6.00 6.50

T T T T T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50
Abundance TIC: BF097643.D
11,30

T I I
7.00 7.50 8.00 8.50

1500000

1000000
13.64
9.53
12.35

500000 14.74

11.99

o 11.42 1320 1356 1397 141,89 15.586.74 1855

Time--> 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50
Abundance TIC: BF097643.D

1500000
17.10

1000000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081217\
Data File : BF097643.D

Aca On : 12 Aug 2017 19:48

Operator : SJ/JU

Sample : 14705-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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.

4.74 7.04 ng 250533 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 519 (4.740 min): BF097643.D (-516) (-) m/z 42.95 100.00%
43.0
5000 50.0
| NS Th 4k abo 550
o) RY 7 EMISSSEY | PSS G S S m/z 59.00 49.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 4.40 4.60 4.80 5.00
0
150 a0 1010 m/z 58.00 14 .26%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
440 460 480 500
5000 m/z 101.10 13.61%
101.0
150 310 58.0 690 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3686: l—Propen—Z—oI, acetate LI LN L B B LR |
43.0 4.40 4.60 4.80 5.00
m/z 41.10 9.34%
5000
58.0
1§.0 270 N 72.0 100.0
O o o e e o S S o SNt
m/z--> 10 ' ' 40 50 6 70 8 9 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081217\
Data File : BF097643.D

Aca On : 12 Aug 2017 19:48

Operator : SJ/JU

Sample : 14705-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 unknown7.16 Concentration Rank 1

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

7.16 69.91 ng 2489540 1,4-Dichlorobenzene-d4 7.50
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-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 930 (7.157 min): BF097643.D (-926) (-) m/z 132.00 100.00%
13%.0
5000 68.0
400 540 | %.1 680 7.00 7.0 7.40
o Y S A SR =X N =X I 1 m/z 68.05 40.47%
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 SR N R I
6.80 7.00 7.20 7.40
2.0 510 m/z 134.00 31.69%
0'W'”'P'”I”'“'h'M'”I”'W”'W'”'P'”I”'W'”'P'”I"'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.80 7.00 7.20 7.40
5000 67.0 m/z 66.00 26.58%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LA LI L L L B B
132.0 6.80 7.00 7.20 7.40
m/z 69.05 15.46%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081217\
Data File : BF097643.D

Aca On : 12 Aug 2017 19:48

Operator : SJ/JU

Sample : 14705-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 Octadecyl trifluoroacetate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.36 4.55 ng 144368 Chrysene-di12 18.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Octadecvl trifluoroacetate

2 Heptadecvl trifluoroacetate

3 Docosvl pentafluoropropionate
4 Tricosvl pentafluoropropionate
5 Heneicosyl heptafluorobutyrate

366 C20H37F302
352 C19H35F302
472 C25H45F502
486 C26H47F502
508 C25H43F702

079392-43-1 90
1000351-87-0 90
1000351-80-9 83
1000351-81-0 83
1000351-83-8 83

Abundance Scan 2835 (18.362 min): BF097643.D (-2830) (-) m/z 57.10 100.00%
57.1
97.1
5000
39.1 179.1 18.00 18.20 18.40 18.60
0 m/z 55.00 91.43%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194196: Octadecyl trifluoroacetate
57.0
97.0
5000 LA L L L L L L
18.00 18.20 18.40 18.60
m/z 43.05 79.25%
L 190 40 a0 2570 o
e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
. R e
9r.0 18.00 18.20 18.40 18.60
5000 m/z 83.10 67.34%
o 1390 1870 238.0 2830 3340
i e e o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #231356: Docosy! pentafluoropropionate R AR EEEEE T
57.0 18.00 18.20 18.40 18.60
m/z 97.10 55.83%
97.0
5000
39.0 308.0
oLl ddl 17}, 1810 224.0 264.0 353.0 454.0
T T e e T T T R e
m/z--> 50 100 150 200 250 300 350 400 450 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081217\
Data File : BF097643.D

Aca On : 12 Aug 2017 19:48

Operator : SJ/JU

Sample : 14705-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081117_.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 unknown21.44 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

21.44 3.06 ng 75871 Perylene-di12 20.12

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Imino-1.4.4-triphenvl-2-imidaz... 343 C21H17N3S 052460-97-6 43
2 2.3.4-Trimethoxvbenzvlamine. PFP 343 C13H14F5N04 1000072-05-4 12
3 Silane. dimethvlisobutoxvpentade... 358 C21H4602Si 1000346-77-4 10
4 Silane. dimethvl(3-methvlpentvlo... 358 C21H4602Si 1000347-70-2 10
52,4

,4,5-Trimethoxybenzylamine, PFP 343 C13H14F5N0O4 1000072-05-8 10

Abundance Scan 3358 (21.439 min): BF097643.D (-3355) (-) m/z 343.10 100.00%
3438.1
81.1
55.0
5000
169.6 207.1
e
” | | 2|4Er.2 28i.1 21.20 21.40 21.60 21.80
(o} L e e m/z 81.10 68.33%
m/z--> 50 100 150 200 250 300 350
Abundance #179240: 5-Imino-1,4,4-triphenyl-2-imidazolinethione
343.0
119.0
5000 165.0 IIIIIIIIIIIIIIIIIIII
77.0 21.20 21.40 21.60 21.80
193.0 2250 m/z 55.00 50.16%
‘ ‘ 2060 3150
S S SV o i S
m/z--> 50 100 150 200 250 300 350
Abundance
343.0
e
96.0 21.20 21.40 21.60 21.80
5000 196. 4120 m/z 69.10 47.15%
166.0
410 goq 95.0 1230
Ol a g il e o
m/z--> 50 100 150 200 250 300 350
Abundance #189445: Silane, dimethylisobutoxypentadecyloxy- R EEEES
343.0 21.20 21.40 21.60 21.80
m/z 169.60 39.75%
5000
75.0 315.0
o230, ;qu 0 1310 161.0.457 0 2430 2850
——— . ; e e e T e
m/z--> 50 100 150 200 250 300 350 21.20 21.40 21.60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081217\
Data File : BF097643.D

Acq On 12 Aug 2017 19:48

Operator : SJ/JU

Sample : 14705-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081117 .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... 4.74 7.0 ng 250533 1 7.50 712189 20.0
unknown7 .16 7.16 69.9 ng 2489540 1 7.50 712189 20.0
Octadecyl trifluo... 18.36 4.5 ng 144368 5 18.44 635130 20.0
unknown21.44 21.44 3.1 ng 75871 6 20.12 495265 20.0
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