LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032717\
Data File : BF093960.D

Aca On 27 Mar 2017 23:41

Operator : SJ/MA

Sample = 12409-07

Misc :

ALS Vial : 22 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-BF032217.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 4.069 367 371 379 rVB 176128 179331 3.70% 0.534%
2 4.463 434 438 442 rBV 1964423 1812340 37.44% 5.395%
3 5.528 614 619 622 rBY 1232788 1128087 23.31% 3.358%
4 5.681 639 645 648 rBY 3208962 3271868 67 .59% 9.739%
5 5.934 684 688 692 rBY 1010797 962069 19.88% 2.864%
6 6.004 696 700 712 rVB6 29834 54796 1.13% 0.163%
7 6.116 712 719 723 rBVY 2971582 3009984 62.18% 8.960%
8 6.586 792 799 802 rBVY 2313489 2594901 53.61% 7.724%
9 6.792 828 834 838 rBV3 52354 64396 1.33% 0.192%
10 6.963 859 863 870 rBV2 84012 141328 2.92% 0.421%
11 7.139 889 893 899 rVB3 55980 67882 1.40% 0.202%

12 7.233 902 909 915 rBVS5 65069 120986 2.50% 0.360%
13 7.439 939 944 948 rVB 1358396 1351080 27.91% 4.022%
14 7.898 1016 1022 1028 rBV6 24633 48957 1.01% 0.146%
15 8.769 1160 1170 1173 rBV 4321170 4840483 100.00% 14.409%

16 9.263 1250 1254 1257 rBV 121426 121378 2.51% 0.361%

17 9.498 1292 1294 1301 rVB4 51747 69576 1.44% 0.207%
18 9.586 1301 1309 1313 rBV2 1468124 1561338 32.26% 4.648%
19 9.751 1333 1337 1338 rBvV 47315 55193 1.14% 0.164%
20 9.863 1353 1356 1359 rBvV 57416 60005 1.24% 0.179%
21 9.904 1360 1363 1369 rVB6 37379 56631 1.17% 0.169%
22 10.133 1397 1402 1406 rBV 499266 486742 10.06% 1.449%
23 10.174 1406 1409 1412 rVB 63372 61265 1.27% 0.182%
24 10.451 1449 1456 1459 rBV3 28420 58666 1.21% 0.175%
25 10.563 1467 1475 1478 rBV 2288088 2742033 56.65% 8.162%
26 10.757 1505 1508 1514 rBV 75983 99290 2.05% 0.296%
27 10.921 1532 1536 1539 rBV3 38726 51973 1.07% 0.155%
28 11.316 1600 1603 1606 rVB 62567 55913 1.16% 0.166%

29 11.410 1614 1619 1623 rBV 1489680 1431989 29.58% 4.263%
30 11.751 1674 1677 1681 rBV 137582 133405 2.76% 0.397%

31 12.139 1740 1743 1751 rBV3 57686 102588 2.12% 0.305%
32 13.257 1929 1933 1937 rBV 187234 181403 3.75% 0.540%
33 13.392 1950 1956 1960 rBV 3452481 4315818 89.16% 12.847%
34 14.115 2076 2079 2084 rBV2 73825 84206 1.74% 0.251%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032717\
Data File : BF093960.D

Aca On 27 Mar 2017 23:41

Operator : SJ/MA

Sample = 12409-07

Misc :

ALS Vial : 22 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-BF032217.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.545 2149 2152 2158 rVB 123006 138658 2.86% 0.413%
36 14.662 2167 2172 2176 rBV 1139388 1187778 24.54% 3.536%
37 16.298 2445 2450 2454 rBV 730410 890046 18.39% 2.649%

Sum of corrected areas: 33594382
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032717\
Data File : BF093960.D

Aca On - 27 Mar 2017 23:41

Operator : SJ/MA

Sample : 12409-07

Misc :

ALS Vial :© 22 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF032217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF093960.D

4000000

5.68

3000000 6.12

6.59

2000000 4.46

553 7.44

1000000 5,93

4.07
A .0( 6.796.967. 7423

R B A

T T
Time-->  2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF093960.D
8|77

4000000

13.39

3000000

10.56

2000000

9.59 11.41

1000000

7.90

I R B e e e e e

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF093960.D

4000000
3000000

2000000

14.66
1000000 16.30

14.12 14.5
.

NI S —————— e c L, L L= M

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00

8270-BF032217.M Tue Mar 28 17:12:00 2017 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032717\
Data File : BF093960.D

Aca On : 27 Mar 2017 23:41

Operator : SJ/MA

Sample = 12409-07

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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._.07 3.73 ng 179331 1,4-Dichlorobenzene-d4 5.93
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. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 371 (4.069 min): BF093960.D (-367) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1
83.0 3.80 4.00 4.20 4.40
o} T 1 A | S A M m/z 59.00 57.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RS LR S U
3.80 4.00 4.20 4.40
59.0 m/z 101.10 21.23%
270 ‘ oo 830 1010
e AR ARARA AR RARS AL RARLE ARARA RERLA AR SRS BAAA SARRSRARRE RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
380 4.00 420 440
5000 1.0 m/z 58.00 15.58%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3955: 2,3-Butanedione, monooxime A e m ma
43.0 3.80 4.00 4.20 4.40
m/z 41.05 9.26%
5000
101.0
150 310 | 80490 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032717\
Data File : BF093960.D

Aca On : 27 Mar 2017 23:41

Operator : SJ/MA

Sample = 12409-07

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown5.68 Concentration Rank 1

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

5.68 68.02 ng 3271870 1,4-Dichlorobenzene-d4 5.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 645 (5.681 min): BF093960.D (-639) (-) m/z 132.00 100.00%
13p.0
5000 68.1
96.1 R U AR R R
40.1 5.40 5.60 5.80 6.00
| IR TS ,':|-.|.'. 280 2072 o 68 10 39.07%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 i e o e
41.0 970 m/z 134.00 33.01%
0 e [‘.“l‘.‘.“l‘. — I?':!'dl'\?l .H.|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132.0
540 560 580 600
5000 m/z 66.00 23.70%
104.0
0 27.0 500 06.0 88.0
m/z--> 25 Jo eb 85 100 150 110 1éo 1éo 260
Abundance #48639: Tranylcypromine-propionyl — e e
57.0 132.0 5.40 5.60 5.80 6.00
m/z 69.10 15.34%
74.0
5000 98.0 116.0
0||||||||||||‘|‘|‘|‘||‘|‘h|||“|||‘H“||‘|“|||‘H||||:!-5|8|.9||||1|8|9:0|||||| I R B S
m/z--> 20 40 60 80 100 120 140 160 180 200 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032717\
Data File : BF093960.D

Aca On : 27 Mar 2017 23:41

Operator : SJ/MA

Sample = 12409-07

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown6.96 Concentration Rank 6

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

6.96 2.09 ng 141328 Naphthalene-d8 7.44

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Methvl-1-(2-pentvloxv)-1-silac... 186 C1l0H220Si 1000216-95-9 14
2 3.5-Pvridinedicarbonitrile. 4-me... 143 C8H5N3 004574-75-8 14
3 3-Cvclopentvlpropionic acid. tri... 324 C21H4002 1000292-33-7 12
4 3-Aminophthalonitrile 143 C8H5N3 058632-96-5 10
5 (BH,6H)Thieno[3,4-c]isoxazole, 3... 143 C6HINOS 1000115-56-0 9
Abundance Scan 863 (6.963 min): BF093960.D (-859) (-) m/z 143.10 100.00%

14B8.1
5000 69.0
113.0
42.0 207.1 NS SN U R

6.60 6.80 7.00 7.20

0 2083 m/z 69.05  43.07Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #46549: 1-Methyl-1-(2-pentyloxy)-1-silacyclopentane
99.0 143.0
45.0
5000
6.60 6.80 7.00 7.20
m/z 85.10 32.35%
73.0 171.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
143.0
6.60 6.80 7.00 7.20
5000 m/z 66.00 31.51%
116.0
51.0 89.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #129963: 3-Cyclopentylpropionic acid, tridecyl ester e ./.\, T
143.0 6.60 6.80 7.00 7.20

m/z 113.00 26.80%

5000 83.0
55.0

111.0 182.0
29.0 227.0 255.0 3240

o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032717\
Data File : BF093960.D

Aca On : 27 Mar 2017 23:41

Operator : SJ/MA

Sample = 12409-07

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.26 3.05 ng 181403 Chrysene-di12 14.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 97
2 2H.8H-Benzol1l.2-b:3.4-b"*1dipvran... 228 C14H1203 000523-59-1 53
3 Carbanilic acid. p-phenvl- 213 C13H11NO2 004474-53-7 52
4 1.4-Naphthalenedione. 2-(1l-buten... 228 C14H1203 029366-43-6 50
5 Carbamic acid, [1,1"-biphenyl]-3... 213 C13H11NO2 055030-29-0 50
Abundance Scan 1934 (13.262 min): BF093960.D (-1929) (-) m/z 213.05 100.00%
218.1
5000
oo 191 "5/00 1920 1340 1560
39.0 65.0 169.1 : : : :
0...,....,....,.'...,..'..',.'..'.,....14?.1.. 001 181 | | /7 119.10  16.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75158: Phenol, 4,4'-(1-methylethylidene)bis-
213.0
5000 U AR NN BUNRN B
13.00 13.20 13.40 13.60
119.0 m/z 228.20 16.24%
o150 300 620 0 1m0 165.0183.0 230
m/z--> 20 40 60 éo 100 120 140 160 180 200 250
Abundance
213.0
13.00 13.20 13.40 13.60
5000 m/z 214.10 14 .23%
185.0
63.0 g6.0 128.0
r-rrrrrrr e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64967: Carbanilic acid, p-phenyl- L L B LI L L
213.0 13.00 13.20 13.40 13.60
m/z 91.05 8.57%
5000
167.0
o 510 770 9801150 1390 |
m/z--> 20 40 eb éo 160 120 140 160 180 260 220 13.00 13.20 1340 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032717\
Data File : BF093960.D

Aca On : 27 Mar 2017 23:41

Operator : SJ/MA

Sample = 12409-07

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 1-Nonadecene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .54 2.33 ng 138658 Chrysene-di12 14.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 1-Hexadecanol 242 C16H340 036653-82-4 87
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 81
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI202 1000282-98-2 81
5 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 76
Abundance Scan 2151 (14.539 min): BF093960.D (-2149) (-) m/z 55.05 100.00%

g

5000

167.2 2011l,59 o053 o811 14.20 14.40 14.60 14.80
: m/z 57.10 94 .84%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98171: 1-Nonadecene
43.0

-

5000 LA LI L L L L L L LB
14.20 14.40 14.60 14.80
125.0 m/z 97.10 89.04%
0l15.0 [ 154.0 182.0 210.0 238.0 266.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0
83.0 .
14.20 14.40 14.60 14.80
5000 m/z 83.05 87.92%
31.0 111.0

139.0 168.0 196.0 224.0

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #152927: Trichloroacetic acid, hexadecyl ester B !
43. 14.20 14.40 14.60 14.80

69.0 m/z 43.10 83.91%

5000

;

125.0

153.0 196.0 224.0
R R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF032717\
Data File : BF093960.D

Acq On 27 Mar 2017 23:41

Operator : SJ/MA

Sample - 12409-07

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.07 3.7 ng 179331 1 5.93 962069 20.0
unknown5.68 5.68 68.0 ng 3271870 1 5.93 962069 20.0
unknown6 .96 6.96 2.1 ng 141328 2 7.44 1351080 20.0
Phenol, 4,4"-(1-m... 13.26 3.0 ng 181403 5 14.66 1187780 20.0
1-Nonadecene 14.54 2.3 ng 138658 5 14.66 1187780 20.0
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