LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043018\
Data File : BF104937.D

Aca On : 30 Apr 2018 17:14

Operator : JU/SJ

Sample = J2609-02

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-BF040618.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 4.998 490 495 505 rBV 99887 136384 5.27% 0.588%
2 5.410 561 565 583 rBY 2222104 2212874 85.57% 9.534%
3 6.434 734 739 753 rBVY 1949077 2257395 87.29% 9.726%
4 6.563 757 761 764 rBVY 2576832 2285285 88.37% 9.846%
5 6.787 796 799 803 rBV 854499 707703 27.37% 3.049%
6 6.945 822 826 829 rBVY 2114800 1843025 71.27% 7.941%
7 7.357 891 896 899 rBVY 1465700 1390121 53.75% 5.989%
8 8.075 1014 1018 1026 rBY 1050694 919396 35.55% 3.961%
9 9.151 1196 1201 1204 rBV 2980686 2586082 100.00% 11.142%
10 9.545 1264 1268 1274 rVB 232750 225006 8.70% 0.969%
11 9.751 1300 1303 1307 rVB 88352 64093 2.48% 0.276%
12 9.828 1312 1316 1325 rVB2 1122084 1038613 40.16% 4_475%
13 10.251 1385 1388 1391 rVB2 112800 87884 3.40% 0.379%
14 10.469 1419 1425 1428 rBvV 31152 40078 1.55% 0.173%

15 10.622 1447 1451 1461 rBV 1595426 1507063 58.28% 6.493%

16 10.722 1466 1468 1476 rVB 87402 115890 4.48% 0.499%

17 11.175 1541 1545 1547 rBV2 54860 51002 1.97% 0.220%
18 11.198 1547 1549 1557 rVB4 22127 32147 1.24% 0.139%
19 11.322 1566 1570 1572 rBV 1095076 946744 36.61% 4_.079%
20 11.339 1572 1573 1580 rVB 99555 89098 3.45% 0.384%

21 11.839 1649 1658 1666 rBV3 119772 201790 7.80% 0.869%
22 11.933 1671 1674 1676 rBV 40102 34417 1.33% 0.148%
23 12.533 1773 1776 1781 rVB 135552 123285 4.77% 0.531%
24 12.763 1810 1815 1818 rBV2 92671 111875 4_.33% 0.482%
25 12.910 1835 1840 1843 rBV 2197937 2069960 80.04% 8.918%

26 13.086 1865 1870 1873 rBv4 24074 41909 1.62% 0.181%
27 13.792 1987 1990 1998 rVB2 236712 245928 9.51% 1.060%
28 13.933 2011 2014 2016 rBV 215824 182986 7.08% 0.788%
29 13.969 2016 2020 2023 rVV 715675 691255 26.73% 2.978%

30 14.427 2095 2098 2103 rVB5 18275 31160 1.20% 0.134%
31 15.010 2194 2197 2201 rBV2 34182 43841 1.70% 0.189%
32 15.310 2245 2248 2254 rVB 25880 33626 1.30% 0.145%
33 15.433 2264 2269 2285 rVB 514150 709623 27 .44% 3.057%
34 15.915 2347 2351 2355 rBV7 23208 37682 1.46% 0.162%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043018\
Data File : BF104937.D

Aca On : 30 Apr 2018 17:14

Operator : JU/SJ

Sample = J2609-02

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 - 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-BF040618.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 17.815 2667 2674 2682 rVB2 47588 114957 4._.45% 0.495%

Sum of corrected areas: 23210177
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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:\HPCHEM1I\BNA F\DATA\BF043018\

BF104937.D

30 Apr 2018 17:14

JussJ

J2609-02

12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF104937.D

6.56

5.41
6.95

6.43

7.36

6.79

5.00

0
Time-->

5.00

5.50

6.00

6.50

T
7.00 7.50

Abundance

2500000

2000000

1500000

1000000

500000

0!

Time--> 8.00

8.07

TIC: BF104937.D

12.91

10.62

9.83 11.32

13.00 13.50

12.00

8.50 9.00 11.00 11.50 12.50

Abundance

2500000

2000000

1500000

1000000

1

500000

TIC: BF104937.D

3.97
15.43

13.13,03

14.43 15.01 153 15.92 17.82

Time-->

14.00

19.00

18.00 18.50

17.00 17.50

15.50

16.00 16.50

14.50 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043018\
Data File : BF104937.D

Aca On : 30 Apr 2018 17:14

Operator : JU/SJ

Sample : J2609-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 5

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

5.00 3.85 ng 136384 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Guanidine 59 CH5N3 000113-00-8 43
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 38
4 3-Hexanol 102 C6H140 000623-37-0 25
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 25

Abundance Scan 495 (4.998 min): BF104937.D (-490) (-) m/z 42.95 100.00%
a3
59
5000
101 S A N
4.60 4.80 5.00 5.20 5.40
83
o...,....,....,..3.6.','.-:..5,0..~!'Ii....,....,.-...,...:,....,. m/z 59.10 68.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 R S R I
460 480 500 520 5.40
m/z 101.00 24 _.50%
o 25 31 37 83 o3 '
miz--> A " S N T
Abundance
43 59
460 480 500 520 540
5000 18 m/z 58.10 16.78%
28
12
e S S UL SULIURS SUSIIL IS IULILS SULILS LI L
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime e e e e
43 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.93%
5000
101
15 58
0 \ 28 g7ll, 51 | 69 84
m/z--> 10 20 3'0 40 50 6 70 80 90 1(')0 110 460 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043018\
Data File : BF104937.D

Aca On : 30 Apr 2018 17:14

Operator : JU/SJ

Sample : J2609-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown6.56 Concentration Rank 1

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

6.56 64 .58 ng 2285290 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 760 (6.557 min): BF104937.D (-757) (-) m/z 132.00 100.00%
5000 68
40 | 6 620 640 6.60 680
54 75 104 . . . .
o282 02| R e LWt ms W w/z 68.10  41.28%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 SRR U SN
6.20 6.40 6.60 6.80
2 78 m/z 134.00 31.72%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
97 620 640 6.60 680
5000 o m/z 66.00 25.87%
52
st 44 60 78 gg 105 116
Ol P e T T T T T T T T T T e
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine e ,/.k. R ARREmEEE
132 6.20 6.40 6.60 6.80
m/z 69.05 16.11%
97
5000
70
31
R . A ST T
m/z--> 30 40 50 60 7'0 80 90 100 110 120 130 140 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043018\
Data File : BF104937.D

Aca On : 30 Apr 2018 17:14

Operator : JU/SJ

Sample : J2609-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 4 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.72 2.45 ng 115890 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Dodecane. 1l-iodo- 296 C12H251 004292-19-7 86
3 Tetracosane 338 C24H50 000646-31-1 86
4 Octadecane 254 C18H38 000593-45-3 86
5 9-methylheptadecane 254 C18H38 026741-18-4 80
Abundance Scan 1468 (10.722 min): BF104937.D (-1466) (-) m/z 57.05 100.00%
g7
5000 85
3 113 169 10.40 10.60 10.80 11.00
0 ,,I At B e | M/Zz 71.05 71.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #94346: Heptadecane
57
85
5000 A DARAR AR ARAR ARSI
10.40 10.60 10.80 11.00
29 m/z 43.10 64 .50%
0 | i H‘1}3‘\141 169 197 240
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
10.40 10,60 10,80 11.00
5000 85 m/z 85.10 46 .80%
29
. 113 155 183
B R AR B N R LA AL AR LA LARAN LARAN LAY LA AR AR ARAN A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane T T T
57 10.40 10.60 10.80 11.00
m/z 41.10 30.44%
5000 85
29 113
0 |70 141 169 197 225 253 281 309 338
m/z--> 2'0 40 60 8|0 100 120 140 160 180 200 220 240 260 280 300 320 340 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043018\
Data File : BF104937.D

Aca On : 30 Apr 2018 17:14

Operator : JU/SJ

Sample : J2609-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.84 4.26 ng 201790 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 53
5 Dodecanoic acid 200 C12H2402 000143-07-7 50
Abundance Scan 1658 (11.839 min): BF104937.D (-1649) (-) m/z 73.00 100.00%
73
43 60
5000 129
143157171185 11.60 11.80 12.00 12.20
(o} m/z 60.00 82.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 ‘v—v—v—v—y—v—v—v—v—rvL"V"rﬁ—v—v—rv—v—v
11.60 11.80 12.00 12.20
m/z 43.05 74 .83%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
" 11'60 11,80 12.00 12:20
5000 129 m/z 57.05 66.07%
29 87
115 | 143 199 242
101 185
s 157171 213506
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #72647: Tridecanoic acid R B e S
60 73 11.60 11.80 12.00 12.20
43 m/z 55.10 65.79%
129
5000 29
143157 214
(o} e A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043018\
Data File : BF104937.D

Aca On : 30 Apr 2018 17:14

Operator : JU/SJ

Sample : J2609-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Heptafluorobutyric acid, pe... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.79 7.12 ng 245928 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
2 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 94
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202

5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94

1000282-98-2 94

Abundance Scan 1990 (13.792 min): BF104937.D (-1987) (-) m/z 83.10 100.00%
57 83
5000 111 L/\—M“
l 139 13.40 13,60 13.80 14.00 14.20
] 168190 219 248 ' : ' ' ;
ol b e e 81—  m/z 57.05 94.49%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
57
1 e
5000 111 | BN L L L L LB L
13.40 13.60 13.80 14.00 14.20
0
s e m/z 97.05  84.39%
ol Al d ] e A0 s e 306
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
83 IIIIIIIIIIIIIIIIIIIIIII
13.40 13.60 13.80 14.00 14.20
5000 11 m/z 55.10 82.61%
29 169
L LA i oo e e e L e e R LA e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester L e e e
13.40 13.60 13.80 14.00 14.20
83 m/z 43.05 81.83%
B I %\JJ\»/—/\—/
29 ‘
139
ol ULl 18220 255 e o] o e
m/z--> 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043018\
Data File : BF104937.D

Aca On : 30 Apr 2018 17:14

Operator : JU/SJ

Sample : J2609-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 1-Diisopropyloctylsilyloxy-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.82 3.24 ng 114957 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Diisopropvloctvisilvloxv-3.5-d... 348 C22H400Si 1000307-85-1 59
2 Furol2.3-Hlcoumarine. 6-methvl-1... 305 C19H15NO3 298684-60-3 32
3 Bucindolol. N.O-di(trimethvisilv... 507 C28H41N302Si2 1000292-78-4 32
N-T4.6-Dimethoxvnaphthvimethvlen... 305 C20H19N0O2 1000257-03-0 23
5 4-(2,4-Diphenyl-2H-pyrazol-3-yl)... 305 C19H19N30 088743-50-4 9
Abundance Scan 2675 (17.821 min): BF104937.D (-2667) (-) m/z 305.15 100.00%
305
5000 193 ?s
112
| 1 ]83 14}8 221 | 217 17.60 17.80 18.00 18.20 :
b ,'""'.n.,:..w....,.”.,...w.n..,.”., m/z 193.00 38.65%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #182969: 1-Diisopropyloctylsilyloxy-3,5-dimethylbenzene
305
193
165
5000 LI B BN UL B
17,60 17.80 18.00 18.20
348 m/z 57.10 37.28%
ol28 79105139 | | 235 277
m/z--> 50 160 150 260 250 300 3%0 400 450
Abundance
305
17,60 17.80 18.00 18.20
5000 m/z 70.05 27.92%
248
ol 39 65 91115 152175204 276
mz-> 50 100 150 200 250 300 350 400 450
Abundance #236001: Bucindolol, N,O-di(trimethylsilyl) deriv. e
73 305 17.60 17.80 18.00 18.20
m/z 71.10 25.03%
5000
| 98 130158 202 244 492
O T T e e B T R S et R o B e o
m/z--> 50 160 150 200 250 300 350 400 450 ' 17,60 17.80 18.00 18.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF043018\
Data File : BF104937.D

Acq On : 30 Apr 2018 17:14

Operator : JU/SJ

Sample - J2609-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_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... 5.00 3.9 ng 136384 1 6.79 707703 20.0
unknown6 .56 6.56 64.6 ng 2285290 1 6.79 707703 20.0
Heptadecane 10.72 2.5 ng 115890 4 11.32 946744 20.0
n-Hexadecanoic acid 11.84 4.3 ng 201790 4 11.32 946744 20.0
Heptafluorobutyri... 13.79 7.1 ng 245928 5 13.97 691255 20.0
1-Diisopropylocty... 17.82 3.2 ng 114957 6 15.43 709623 20.0
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