LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030917\

Data File : BF093500.D

Aca On - 10 Mar 2017 2:42 Instrument :
Operator : SJ/MA BNA_F

Sample  : 12188-02 Gt gl
Misc i RU-BUBBLE-01
ALS Vial : 20 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-BF030717.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 1.955 3 6 10 rBvV 63190 105077 1.93% 0.234%
2 4.241 204 206 211 rBV 35772 76732 1.41% 0.171%
3 4.904 262 264 282 rBV 638461 1135087 20.85% 2.523%
4 5.350 301 303 319 rBVY 4287249 4974418 91.36% 11.058%
5 5.750 334 338 343 rVB2 39676 57201 1.05% 0.127%
6 6.413 393 396 403 rBVY 3451992 5444570 100.00% 12.103%
7 6.527 403 406 408 rvVv 3477053 4768364 87.58% 10.600%
8 6.744 423 425 428 rBV 1099025 1164475 21.39% 2.589%
9 6.904 436 439 441 rBV 3776542 3656907 67.17% 8.129%
10 7.327 473 476 478 rBVY 2660087 3328237 61.13% 7.399%

11 8.036 535 538 540 rBV 1689138 1536522 28.22% 3.416%
12 9.110 629 632 634 rBV 4946594 4558423 83.72% 10.133%
13 9.510 664 667 669 rBV 1094799 953481 17.51% 2.120%
14 9.785 689 691 693 rBV 1826103 1632756 29.99% 3.630%
15 10.208 727 728 730 rVB 79710 91316 1.68% 0.203%

16 10.573 758 760 763 rBV2 2089549 2384586 43.80% 5.301%
17 10.699 768 771 774 rBV2 354084 488343 8.97% 1.086%

18 10.756 774 776 777 rVV 86180 72316 1.33% 0.161%
19 10.791 777 779 780 rvv2 62994 80678 1.48% 0.179%
20 10.825 780 782 785 rVB3 63589 103159 1.89% 0.229%
21 10.905 785 789 790 rBV3 40237 82483 1.51% 0.183%
22 10.939 790 792 793 rvV 74879 93266 1.71% 0.207%
23 10.973 793 795 797 rvV 86040 96284 1.77% 0.214%
24 11.008 797 798 801 rvB2 48454 56448 1.04% 0.125%

25 11.133 806 809 810 rBV 134686 119721 2.20% 0.266%

26 11.271 819 821 823 rBV 1637517 1512525 27.78% 3.362%

27 11.328 825 826 831 rVB 57965 58478 1.07% 0.130%
28 11.556 844 846 848 rVB 109050 87330 1.60% 0.194%
29 12.482 926 927 932 rVB 56001 68260 1.25% 0.152%
30 12.711 945 947 949 rBV 50928 64178 1.18% 0.143%

31 12.848 957 959 962 rBV 3031030 3226293 59.26% 7.172%
32 13.751 1035 1038 1043 rBV 176170 283164 5.20% 0.629%
33 13.877 1047 1049 1050 rBV 129602 125046 2.30% 0.278%
34 13.911 1050 1052 1054 rVvV 1001327 1011214 18.57% 2.248%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030917\

Data File : BF093500.D

Aca On : 10 Mar 2017 2:42

Operator : SJ/MA

Sample : 12188-02 B,
Misc :

ALS Vial =: 20 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-BF030717.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.368 1089 1092 1097 rBV3 39091 135835 2.49% 0.302%

36 14.962 1142 1144 1146 rVB 58841 73724 1.35% 0.164%
37 15.317 1172 1175 1181 rVB 817808 1032233 18.96% 2.295%
38 15.694 1206 1208 1211 rBV 43675 65278 1.20% 0.145%

39 18.323 1435 1438 1445 rVB3 59809 179868 3.30% 0.400%

Sum of corrected areas: 44984276
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030917\
Data File : BF093500.D

Aca On : 10 Mar 2017 2:42

Operator : SJ/MA

Sample : 12188-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

> Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

RU-BUBBLE-01
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030917\

Data File : BF093500.D

Aca On : 10 Mar 2017 2:42

Operator : SJ/MA

Sample : 12188-02 B,
Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

4.90 19.50 ng 1135090 1,4-Dichlorobenzene-d4 6.74
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 000615-29-2 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 264 (4.904 min): BF093500.D (-262) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1
4.60 4.80 5.00 5.20
et 2O 91 831 | 57 59.10  56.89%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T
4.60 4.80 5.00 5.20
59.0 1010 m/z 101.10 15.14%
QQ%QH‘MO‘ 67.0 83.0 91,0
mz> 10 20 % 4 50 60 70 80 0 100 110
Abundance
59.0
460 480 500 520
5000 41.0 m/z 58.00 14 .65%
31.0
69.0 87.0
15.0 51.0 98.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- —r T
59.0 4.60 4.80 5.00 5.20
m/z 41.10 8.83%
5000
410 101.0
..,.1.5.0.,...‘.:‘3?‘-.0...‘,‘.‘.‘..Sil.qw‘.i...e?f)....F.3.0..|....|....|. =T
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20

8270-BF030717.M Fri Mar 10 15:32:50 2017 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030917\

Data File : BF093500.D

Aca On : 10 Mar 2017 2:42

Operator : SJ/MA

Sample : 12188-02 B,
Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.53 Concentration Rank 1

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

6.53 81.90 ng 4768360 1,4-Dichlorobenzene-d4 6.74
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 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 406 (6.527 min): BF093500.D (-403) (-) m/z 132.10 100.00%
13R.1
5000 681
96.1 IR AREERAREE RARRE
40.0 54.0 6.20 6.40 6.60 6.80
M.'?}-?. Aga0 g m/z 68.10 35.68%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IR R R
6.20 6.40 6.60 6.80
310 510 m/z 134.10 34 .04%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
6.20 640 6.60 6.80
5000 67.0 m/z 66.10 22.91%
41.0 97.0
117.0
54,0 81.0
mz-> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! R EEE o A RmARE
57.0 132.0 6.20 6.40 6.60 6.80
m/z 96.10 13.86%
74.0
5000 9go 1160
T II‘I\I\I\I ""“l ||“| : |H“||‘|“| : I‘MI —— ?-5|80| —— |]|-8|9.|0| T SRR RRERE S
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030917\
Data File : BF093500.D

Aca On : 10 Mar 2017 2:42

Operator : SJ/MA

Sample : 12188-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :
TIC Integration Parameters:

C:\DATABASENNISTO2.L
LSCINT.P

> Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 4 Benzenesulfonamide, N,4-dim... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.70 6.46 ng 488343 Phenanthrene-d10 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. N.4-dimethvl- 185 C8H11NO2S 000640-61-9 92
2 Benzenesulfonamide. N.4-dimethvl... 214 C8H10N203S 000080-11-5 53
3 (0O-p-Tosvlisonitroso)Ymalononitrile 249 C10H7N303S 020893-01-0 47
4 N-Tosvloxv-2-methvl-3.3-bis(trif... 363 C12H11F6N0O3S 055734-42-4 47
5 4-Toluenesulfonylmethylisocyanide 195 C9HONO2S 036635-61-7 47
Abundance Scan 771 (10.699 min): BF093500.D (-768) (-) m/z 91.05 100.00%
91.0
5000
65.1
1551 185.1 N B UL UL IR
39.0 1211 10.40 10.60 10.80 11.00
et b i /2 65.10  25.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #46291: Benzenesulfonamide, N,4-dimethyl-
91.0
5000
10.40 10.60 10.80 11.00
30.0 65.0 155.0 185.0 m/z 155.10 18.48%
" ‘ ‘ 121.0 ‘
| | I
m/z--> 25 45 eb éo 160 150 150 160 180 200 250 250 '
Abundance
91.0
10.40 10.60 10.80 11.00
5000 m/z 185.10 18.46%
155.0
65.0
43.0
120.0 185 0 2140
m/z--> 25 45 eb éo 160 150 150 160 180 200 250 250 '
Abundance #87504: (O-p-Tosylisonitroso)malononitrile T B B ma
91.0 10.40 10.60 10.80 11.00
m/z 92.10 16.95%
155.0
5000
65.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030917\
Data File : BF093500.D

Aca On : 10 Mar 2017 2:42

Operator : SJ/MA

Sample : 12188-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :
TIC Integration Parameters:

C:\DATABASENNISTO2.L
LSCINT.P

> Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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

5 1-Docosene

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.75 5.60 ng 283164 Chrysene-di12 13.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 94
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 90
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 90

Abundance Scan 1038 (13.751 min): BF093500.D (-1035) (-) m/z 57.10 100.00%
5%.1
83.1
5000
LN PSR UL BN I
139.2 1731 . 13.40 13.60 13.80 14.00
el 20712340 2811 m/z 55.10 87.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
55.0
97.0
5000 DR DR AR AR B
29.0 anmnmmm :
1250 m/z 43.10 83.17%
I, 153.0 181.0 308.0
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0
83.0 NS NS BN BV I
13.40 13.60 13.80 14.00
5000 m/z 83.10 71.72%
111.0
139.0  182.0 210.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152927: Trichloroacetic acid, hexadecy! ester BB AN RaEEE T
43. 13.40 13.60 13.80 14.00
69.0 m/z 69.10 65.31%
5000
125.0
153.0 196.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1340 1360 1380 1400
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030917\

Data File : BF093500.D

Aca On : 10 Mar 2017 2:42

Operator : SJ/MA

Sample : 12188-02 B,
Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .37 2.69 ng 135835 Chrysene-di12 13.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 55
2 10-MethvlInonadecane 282 C20H42 056862-62-5 46
3 Hvdroxvlamine. O-decvl- 173 C10H23NO 029812-79-1 46
4 Heptadecane 240 C17H36 000629-78-7 43
5 Octane, 3-ethyl-2,7-dimethyl- 170 C12H26 062183-55-5 43
Abundance Scan 1092 (14.368 min): BF093500.D (-1089) (-) m/z 57.10 100.00%
57.1
5000 AwwAfﬁ\ﬂM\ﬁfv/\\,_N»NJ\A~ﬁ\d
99.0 397.4 L L e S B e
129.1 162.2 195.1 227.2258.2 14.'00 14.'20 14.'40 14.|60 '
m/z 71.10 58.29%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107652: Eicosane
57.0
5000 U A U SRR IR
14. oo 14. 20 14.40 14.60
m/z 43.10 56.93%
210, | | ®0 se0 o
m/z--> 55 160 1éo 200 2éo 300 350 400
Abundance
57.0
14.00 14.20 14.40 1460
5000 m/z 85.10 48.04%
99.0 154.0
27.0 267.0
m/z--> 55 160 150 200 2éo 300 350 460
Abundance #38117: Hydroxylamine, O-decyl- R e EEaE L
43.0 14.00 14.20 14.40 14.60
m/z 55.10 33.05%
5000 A@pﬁbfvjww_vgﬁxﬁ/Vv/MNV\va
85.0
m/z--> 50 100 150 200 250 300 350 400 14. 00 14. 20 14. 40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030917\

Data File : BF093500.D

Aca On : 10 Mar 2017 2:42

Operator : SJ/MA

Sample : 12188-02 B,
Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 7 unknownl18.32 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.32 3.49 ng 179868 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-1-one. 2.3-dihvdro- 132 C9H80 000083-33-0 22
2 Benzaldehvde. O-(diethvlborvD)oxime 189 C11H16BNO 074421-33-3 14
3 4-Hexadecvnoic acid. 2-methoxy-.... 296 C18H3203 040924-17-2 11
4 4-Pyridinecarbonitrile 104 C6H4N2 000100-48-1 10
5 3-Methyl-2,6-diphenylpiperidin-4... 265 C18H19NO 005554-57-4 10
Abundance Scan 1438 (18.323 min): BF093500.D (-1435) (-) m/z 383.20 100.00%
388.2
104.1 4,60 /\
5000
65.1 208.1
J i | l 2801 82 468.3 18100 1820 18.40 18.60
A .'.m,'ob'-.“». ST Lk m/z 104.05  73.66%

m/iz--> 0 50 10 150 200 250 300 350 400 450
Abundance #14053: 1H-Inden-1-one, 2,3-dihydro-
104.0
5000

18.00 18.20 18.40 18.60
51.0 m/z 149.00 67.36%

m/z--> O 100 150 200 250 300 350 400 450
Abundance
104.0

18,00 1820 18.40 18.60
5000 m/z 132.00 61.13%

57.0 160.0

T T T T T T e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #115378: 4-Hexadecynoic acid, 2-methoxy-, methyl ester

18.00 18.20 18.40 18.60
m/z 65.10 34.55%

5000

m/z--> 0 50 100 150 200 250 300 350 400 450 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030917\

Data File : BF093500.D

Acq On : 10 Mar 2017 2:42

Operator : SJ/MA

Sample - 12188-02 B,
Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030717_M
Quant Title : 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... 4.90 19.5 ng 1135090 1 6.74 1164480 20.0
unknown6 .53 6.53 81.9 ng 4768360 1 6.74 1164480 20.0
Benzenesulfonamid... 10.70 6.5 ng 488343 4 11.27 1512530 20.0
1-Docosene 13.75 5.6 ng 283164 5 13.91 1011210 20.0
Eicosane 14.37 2.7 ng 135835 5 13.91 1011210 20.0
unknown18.32 18.32 3.5 ng 179868 6 15.32 1032230 20.0
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