LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF102715\
Data File : BF082567.D
Aca On = 28 Oct 2015 1:19 Instrument :
Operator : UM/I1Z E?Afs el

- _ lentosampleld :
3?22'6 : G4178-02 S2-BOILERROOM2.5FTDEEP
ALS Vial : 18 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-BF102615.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 4.880 236 240 250 rBV 693924 1268998 46.35% 5.263%
2 5.326 276 279 281 rBVY 1738286 2376167 86.79% 9.855%
3 6.377 368 371 378 rBVY 2046207 2386831 87.17% 9.899%
4 6.480 378 380 383 rBY 1887670 2457887 89.77% 10.194%
5 6.709 398 400 405 rBV 533865 497733 18.18% 2.064%
6 6.869 411 414 416 rBV 1631046 2016999 73.67% 8.365%
7 7.292 448 451 453 rBVY 1262285 1608059 58.73% 6.669%
8 8.000 511 513 515 rBV 620275 651458 23.79% 2.702%
9 9.075 604 607 610 rBY 2322845 2737989 100.00% 11.356%
10 9.475 640 642 645 rBV 549714 568953 20.78% 2.360%

11 9.749 664 666 669 rBvV 807371 740053 27.03% 3.069%
12 10.549 733 736 738 rBV 1325579 1549540 56.59% 6.427%

13 10.652 743 745 750 rVB 48533 59041 2.16% 0.245%
14 11.098 782 784 785 rBV 42413 35352 1.29% 0.147%
15 11.235 794 796 800 rBv2 755589 812625 29.68% 3.370%
16 11.315 800 803 805 rvB2 20513 32652 1.19% 0.135%
17 11.463 813 816 820 rBV2 91961 133220 4._.87% 0.553%
18 11.521 820 821 824 rVB 32882 33118 1.21% 0.137%
19 11.772 841 843 848 rBV 62996 73623 2.69% 0.305%

20 12.446 900 902 905 rBV 142611 129190 4.72% 0.536%

21 12.675 918 922 924 rBV 105789 106924 3.91% 0.443%
22 12.824 932 935 937 rBV 2334885 2308821 84.33% 9.576%

23 13.715 1011 1013 1019 rVB2 67881 96194 3.51% 0.399%
24 13.875 1023 1027 1033 rBV 531995 618841 22.60% 2.567%
25 14.710 1098 1100 1103 rBV 28812 33315 1.22% 0.138%
26 14.904 1114 1117 1124 rBV 44524 92635 3.38% 0.384%
27 15.178 1139 1141 1144 rVB 22969 28914 1.06% 0.120%
28 15.235 1144 1146 1149 rBV 25356 36365 1.33% 0.151%
29 15.292 1149 1151 1154 rBV 405936 491745 17.96% 2.039%
30 16.653 1267 1270 1275 rVB 19240 40019 1.46% 0.166%
31 17.293 1319 1326 1328 rBV6 19832 87952 3.21% 0.365%
Sum of corrected areas: 24111213
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102715\

Data File : BF082567.D

Aca On : 28 Oct 2015 1:19

Operator : UM/1Z

ﬁ?ggle : 64178-02 52-BOILERROOM2.5FTDEEP
ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102615.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF082567.D

6.38
2000000 6.48

5.33
6.87

1500000
7.29

1000000

4.88 8.00

500000

e S = EEIMUNIIINENEMEMEUEMEMESENEN B SUBMEME 1 58
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50

Abundance TIC: BF082567.D
9|07 12,82

2000000

1500000
10.55

1000000
9.75 11.23

9.47 13.88
500000
1245.I.26L
11.77 : 13.72 4.90
oLl 0851y 3oy L] i

Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF082567.D

2000000

1500000

1000000

5000001 15.29

5584 16.65 17.29

—_————— e

Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102715\

Data File : BF082567.D

Aca On : 28 Oct 2015 1:19

Operator : UM/1Z

ﬁ?ggle : G4178-02 52-BOILERROOM2.5FTDEEP
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102615.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.

4.88 50.99 ng 1269000 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 240 (4.880 min): BF082567.D (-236) (-) m/z 43.10 100.00%

43.1
59.1
5000
101.1

| 83.1 4.60 480 500 520
Ol ey m/z 59.10 66.04%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA L L L LB LB LN
59.0 460 4.80 500 5.20
m/z 101.10 22 .34%
31.0 101.0
83.0
s L R e S A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
R IR e
4.60 4.80 5.00 5.20
5000 410 m/z 58.10 16.35%
o 73.0 126.0 142.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4330: Butane, 1-ethoxy-
59.0 4.60 4.80 5.00 5.20
31.0 m/z 41.10 8.99%
5000
3.0 73.0
15\'0 A‘ | ‘ , ‘ 87.0 102.0
Ot e T T e B O e R IR o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102715\

Data File : BF082567.D

Aca On : 28 Oct 2015 1:19

Operator : UM/1Z

ﬁ?ggle : G4178-02 52-BOILERROOM2.5FTDEEP
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102615.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 unknown6.48 Concentration Rank 1

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

6.48 98.76 ng 2457890 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 380 (6.480 min): BF082567.D (-378) (-) m/z 132.10 100.00%
13R.1
5000 68.1
96.1 IS SRS
40.1 54.0 6.20 6.40 6.60 6.80
0 S8 S T .21 D | m/z 68.10 44_18%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 SNSRI
6.20 6.40 6.60 6.80
310 5L0 m/z 134.10 32.84%
0""'H‘ll'H'l'l""l""l""'l""l""l""l""
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80
5000 m/z 66.10 29.88%
0 51.0 70.0 86.0
miz--> 4 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! e e
57.0 132.0 6.20 6.40 6.60 6.80
240 m/z 69.10 18.51%
5000 98.0 116.0
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0|
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\BF102715\
Data File : BF082567.D

Aca On : 28 Oct 2015 1:19

Operator : UM/I1Z

Sample : 6G4178-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102615.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 1-Hexadecanol Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.46 3.28 ng 133220 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 94
2 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 91
3 9-Eicosene. (E)- 280 C20H40 074685-29-3 91
4 1-Tetradecanol 214 C14H300 000112-72-1 91
5 9-Octadecene, (E)- 252 C18H36 007206-25-9 91

Abundance Scan 816 (11.463 min): BF082567.D (-813) (-) m/z 55.10 100.00%
54.1
83.0
5000
11,20 11,40 11.60 11.80
0 m/z 69.10 81.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83798: 1-Hexadecanol
43.0
69.0
5000
11.20 11.40 11.60 11.80
1250 m/z 57.10 79.77%
0220 L 7 1540 1960 2240
m/z--> 25 45 eb 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0 83.0
111,20 11,40 11.60 11.80
5000 111.0 m/z 43.10 77 .30%
29.0
o 139.0 167.0 210.0 238.0 263.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106399: 9-Eicosene, (E)- T T T
571.0 83.0 11.20 11.40 11.60 11.80
m/z 83.05 73.34%
5000
29.0 111.0
o 139.0 168.0 196.0 223.0 252.0 280.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102715\

Data File : BF082567.D

Aca On : 28 Oct 2015 1:19

Operator : UM/1Z

ﬁ?ggle : G4178-02 52-BOILERROOM2.5FTDEEP
ALS Vial : 18 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF102615.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 2- Chloropropionic acid, oc... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.72 3.11 ng 96194 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Chloropropionic acid. octadec... 360 C21H41CI02 088104-31-8 91
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI202 1000282-98-2 87
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 87
Abundance Scan 1013 (13.715 min): BF082567.D (-1011) (-) m/z 55.10 100.00%
541 83.0
5000 111.1 aJA_A,,V,_AN,/\xﬁﬁydfbv~v4w_
s01 Lo e 1520 1360 1380 1400 |
o S e m/z 57.10 98.15%
m/z--> 50 100 150 200 250 300 350
Abundance #144923: 2- Chloropropionic acid, octadecy! ester
57.0
97.0
5000 LR DR LA AR SRR
13.40 13,60 13.80 14.00
125.0 m/z 83.05 90.54%
20 ‘\ | 15401820 22 0290 2970
oL L. H\m M ! “,1 0 2220°7 2970 3600
m/z--> 50 200 250 300 350
Abundance
57.0
97.0 13.40 13.60 13.80 14.00
5000 m/z 43.10 86.33%
29.0
25.0
0 153.0182.0210.0 252.0280.0
m/z--> 50 100 150 200 250 300 350
Abundance #98171: 1-Nonadecene BB R
43.0 97.0 13.40 13.60 13.80 14.00
m/z 97.10 83.69%
5000 1.0
125.0
5150/ | “J“‘J \“ [154.0182.0210,0238.0266.0
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102715\

Data File : BF082567.D

Aca On : 28 Oct 2015 1:19

Operator : UM/1Z

ﬁ?ggle : G4178-02 52-BOILERROOM2.5FTDEEP
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102615.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 Rubicene- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.29 3.58 ng 87952 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Rubicene- 326 C26H14 000197-61-5 81
2 Acenaphtholl.2-il1fluoranthene 326 C26H14 000193-21-5 72
3 2-(4-BiphenvivD)imidazol2.1-blbe... 326 C21H14N2S 038956-29-5 59

4 6.7-Dimethvl-2-(3-methvl-thiophe... 326 C17H14N20S2 1000297-09-9 43
5 Benzothiophene-3-carbonitrile, 4... 326 C18H18N202S 329722-10-3 43

Abundance Scan 1326 (17.293 min): BF082567.D (-1319) (-) m/z 326.20 100.00%

-

5000
3.1 107.0 137. 207.1 17.00 17.20 17.40 17.60
0 : m/z 163.10 38.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131025: Rubicene-
326.0
5000 LA L L L L L
17.00 17.20 17.40 17.60
163.0 m/z 162.00 26.16%
0 39.0 74.0 108.0 136.0 7187.0 222.0248.0272.0298.0

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

326.0

s

17.00 17.20 17.40 17.60
5000 m/z 327.20 25_.57%

163.0
50.0 74.0 108.0 136.0 198.0222.0246.0 272.0298.0

.

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #130897: 2-(4-Biphenylyl)imidazo[2,1-b]benzothiazole R B RARES B S
326.0 17.00 17.20 17.40 17.60
m/z 324.20 23.08%
163.0
5000

190.0

M

5

o 223.0 266.0 298.0
! T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.00 17.20 17.40 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF102715\

Data File : BF082567.D

Acq On : 28 Oct 2015 1:19

Operator : UM/1Z

ﬁ?ggle : G4178-02 52-BOILERROOM2.5FTDEEP
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102615.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... 4.88 51.0 ng 1269000 1 6.71 497733 20.0
unknown6 .48 6.48 98.8 ng 2457890 1 6.71 497733 20.0
1-Hexadecanol 11.46 3.3 ng 133220 4 11.23 812625 20.0
2- Chloropropioni... 13.72 3.1 ng 96194 5 13.88 618841 20.0
Rubicene- 17.29 3.6 ng 87952 6 15.29 491745 20.0
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