LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BFO77537.D

Aca On : 2 Mar 2015 22:15

Operator : TP/1Z

Sample : 6G1399-13

Misc S

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: CENTROID

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF021915.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 1.413 44 46 49 rVB 4546935 4858912 100.00% 19.413%
2 1.550 55 58 67 rvB2 123761 279455 5.75% 1.117%
3 1.721 70 73 80 rvv 365022 508263 10.46% 2.031%
4 1.847 82 84 112 rVB 1041099 1890887 38.92% 7 .555%
5 5.036 361 363 369 rVB 210834 253829 5.22% 1.014%
6 5.550 406 408 411 rVB 1114252 1192970 24.55% 4_.766%
7 6.819 517 519 522 rBVY 1264389 1245301 25.63% 4_.975%
8 6.967 530 532 535 rBVY 1135446 1320188 27.17% 5.275%
9 7.265 555 558 560 rBV 452458 464289 9.56% 1.855%
10 7.447 572 574 576 rBVY 1210405 1053467 21.68% 4_.209%

11 7.950 616 618 621 rBvV 878138 766556 15.78% 3.063%
12 8.842 693 696 697 rBvV 525058 622507 12.81% 2.487%
13 10.179 811 813 816 rBV 1614884 1611697 33.17% 6.439%
14 10.682 853 857 860 rBv2 41530 54189 1.12% 0.217%
15 11.014 884 886 888 rBV 767945 750859 15.45% 3.000%

16 11.916 962 965 967 rVB 43194 58101 1.20% 0.232%
17 11.985 969 971 974 rBvV2 767052 962343 19.81% 3.845%
18 12.854 1045 1047 1049 rBvV 867973 825806 17.00% 3.299%
19 14.362 1176 1179 1181 rBV 175467 180956 3.72% 0.723%
20 14.637 1201 1203 1205 rBV 204721 230319 4.74% 0.920%

21 14.854 1219 1222 1224 rBV 1814430 2097342 43.16% 8.380%

22 15.528 1271 1281 1282 rBV9 20322 97698 2.01% 0.390%
23 15.688 1292 1295 1300 rVB2 29690 65068 1.34% 0.260%
24 15.940 1314 1317 1321 rVB3 22928 54509 1.12% 0.218%

25 16.020 1321 1324 1329 rBV2 234503 476513 9.81% 1.904%

26 16.145 1331 1335 1337 rBV 892502 1199127 24.68% 4.791%

27 16.305 1347 1349 1354 rBV5 21118 54675 1.13% 0.218%
28 16.431 1358 1360 1362 rBV 52349 73101 1.50% 0.292%
29 16.637 1375 1378 1380 rBV 45225 68749 1.41% 0.275%
30 17.208 1427 1428 1432 rBV3 34331 74903 1.54% 0.299%

31 17.414 1444 1446 1448 rBV 141580 264417 5.44% 1.056%
32 17.734 1471 1474 1475 rBV 78796 98904 2.04% 0.395%
33 17.791 1477 1479 1482 rVV 138013 175487 3.61% 0.701%
34 17.860 1482 1485 1494 rVB 709120 949318 19.54% 3.793%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BFO77537.D

Aca On : 2 Mar 2015 22:15

Operator : TP/1Z

Sample : 6G1399-13

Misc S

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 - 0 Peak Location: CENTROID

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF021915.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 19.311 1609 1612 1617 rVB2 63468 148726 3.06% 0.594%

Sum of corrected areas: 25029431
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BFO77537.D

Aca On : 2 Mar 2015 22:15

Operator : TP/1Z

Sample : 6G1399-13

Misc S

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BFO77537.D

Aca On : 2 Mar 2015 22:15

Operator : TP/1Z

Sample : 6G1399-13

Misc S

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 unknownl.41 Concentration Rank 1

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

1.41 209.31 ng 4858910 1,4-Dichlorobenzene-d4 7.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
3 1.3-Diaminoquanidine 89 CH7N5 004364-78-7 9
4 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 46 (1.413 min): BFO77537.D (-44) (-) m/z 73.05 100.00%
7B
43
5000
89
55 1.00 1.20 1.40 1.60 1.80
e 188 2080 e Tm/z 43.10 55.71%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 SABBARAAREsARRE TS
1.00 1.20 1.40 1.60 1.80
a1 89 m/z 89.10 31.01%
T |"%¢'|"'%$l"'4§|"??l LB UL S B
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
43
33 100 120 140 160 1.80
5000 m/z 41.05 11.31%
27
59 74
L SR SR S LA UL SR SUELLLN FUL LS S
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2183: 1,3-Diaminoguanidine AT A
43 1.00 1.20 1.40 1.60 1.80
32 m/z 45.10 8.66%
58 89
5000 18
"I""I"?%I""I'”'I'?"I""ji"l""l""l SRS RN
m/z--> 10 20 30 40 50 60 70 80 90 1.00 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BFO77537.D

Aca On : 2 Mar 2015 22:15

Operator : TP/1Z

Sample : 6G1399-13

Misc S

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 3 unknownl.72 Concentration Rank 5

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

1.72 21.89 ng 508263 1,4-Dichlorobenzene-d4 7.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 43
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 40
3 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 38
4 2-Nonanone 142 C9H180 000821-55-6 23
5 Acetone 58 C3H60 000067-64-1 12

Abundance Scan 73 (1.721 min): BFO77537.D (-70) (-) m/z 43.10 100.00%
43
73
5000
58 87
1.40 1.60 1.80 2.00
..,....,....,...37.',|!.'..,5.2.|.I',..‘?7.,'..-..,...|.,....,...., m/z 73.10  75.95%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #725: Acetamide, N-methyl-
43 B
30
5000 L LN R LN L
58 140 160 180 2.00
15 m/z 58.05 22.27%
'w"y'l“'yﬂ'“'lwﬂ“|'"'w"'lﬁ"l'“'l"”l"'w
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
43 140 160 180 2.00
5000 m/z 55.10 20.23%
29 58
15 87
36
mz-> 10 20 30 40 50 6 70 8 90 100
Abundance #4391: Butane, 2-methoxy-2-methyl-
73 1.40 1.60 1.80 2.00
m/z 87.10 19.42%
5000 43 55
87
27
T "|"'H“%%'3§Jl'h'59“'"?4'§?itl" |""|""%0}"'| LRSS S S
m/z--> 10 20 30 40 50 60 70 80 90 100 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BFO77537.D

Aca On : 2 Mar 2015 22:15

Operator : TP/1Z

Sample : 6G1399-13

Misc S

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.04 10.93 ng 253829 1,4-Dichlorobenzene-d4 7.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 Acetone 58 C3H60 000067-64-1 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 363 (5.036 min): BF077537.D (-361) (-) m/z 43.10 100.00%
a3
59
5000
101 R LA UL LA I
| 83 | 007 4.80 5.00 5.20 5.40
o RSN ! | SN 1 MRS M MMM MMUMMMSMMBSS. S m/z 59.10 55.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 UL R I I I
59 480 500 520 5.40
m/z 101.10 19.31%
101
"”I'?%WM"jI”"??”'J"”I"'W""P"'I”"I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
480 500 520 540
5000 41 m/z 58.10 16.91%
31
69 g,
15 98
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3955: 2,3-Butanedione, monooxime e m e A mama e
43 4.80 5.00 5.20 5.40
m/z 41.10 8.74%
5000
101
15 31 | 5849 g
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BFO77537.D

Aca On : 2 Mar 2015 22:15

Operator : TP/1Z

Sample : 6G1399-13

Misc S

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 unknown6.97 Concentration Rank 3

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

6.97 56.87 ng 1320190 1,4-Dichlorobenzene-d4 7.26
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 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 532 (6.967 min): BF077537.D (-530) (-) m/z 132.00 100.00%
5000 68
6 e e
54 ‘ 75 104 6.60 6.80 7.00 7.20 7.40
..,....,....,...:,“.'.‘.‘?,.. .61'.'.|....,..5.‘.7,....,.':..,.1.1.5.,....,'...,.. m/z 68.10 44.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R R I L I
6.60 6.80 7.00 7.20 7.40
78 m/z 134.00 32.09%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.60 6.80 7.00 7.20 7.40
5000 m/z 66.10 28.54%
33 44 97 105
51 60 7078 g4 115
wwwmmwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14006: 5-Aminoindole R B R R
132 6.60 6.80 7.00 7.20 7.40
m/z 69.10 17.92%
5000
104
51 66 77
14 27 37 4491 58 | 5,89 97 || 115
T T T R e T T e B e o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 660 6.80 700 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BFO77537.D

Aca On : 2 Mar 2015 22:15

Operator : TP/1Z

Sample : 6G1399-13

Misc S

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 8 1-Nonadecanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.02 7.95 ng 476513 Chrysene-di12 16.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecanol 284 C19H400 001454-84-8 93
2 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 93
3 1-Heneicosvl formate 340 C22H4402 077899-03-7 93
4 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 91
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
Abundance Scan 1324 (16.020 min): BF077537.D (-1321) (-) m/z 57.10 100.00%
5000 __/x__dwqﬁﬁﬂ~[kx.,x_mﬁxpﬁu,
302 LA DU SRR SN B
. 178 234 560 15.60 15.80 16.00 16.20 16.40
Lol TU 208y | Tm/z 83.10 95.82%
m/z--> 150 200 250 300
Abundance #108955: 1-Nonadecanol
43
5000 SRR AR AR
111 mmmmmmmmmm
m/z 97.10 90.66%
2 ‘\‘ ‘\ \‘ L LT 108 196 91238 265
m/z--> 200 250 360 '
Abundance
57 83
15,60 15.80 16.00 16.20 16.40
5000 111 m/z 43.10 87.86%
29
139 168 191210 238 965 295
m/z--> §0 160 150 260 2éo 360 !
Abundance #137330: 1-Heneicosy! formate I B L ma i S
57 83 15.60 15.80 16.00 16.20 16.40
m/z 55.10 86.20%
‘. ’ L 139‘.167 196 222 266 294 322340
m/z--> % mo 150 m 250 3& mmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030215\
Data File : BFO77537.D

Aca On : 2 Mar 2015 22:15

Operator : TP/1Z

Sample : 6G1399-13

Misc S

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 9 Benzo[e]pyrene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.73 2.08 ng 98904 Perylene-di12 17.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
3 Benzolilfluoranthene 252 C20H12 000205-82-3 93
4 Benzolklfluoranthene 252 C20H12 000207-08-9 93
5 Benzo[a]pyrene 252 C20H12 000050-32-8 93
Abundance Scan 1474 (17.734 min): BF077537.D (-1471) (-) m/z 252.10 100.00%
252
5000
55 75 100 1T5 149 182202 224 282302 325 352 379 17.40 17.60 17.80 18.00
O s e B L e e m/z 250.10 28.52%
m/z--> 50 100 150 200 250 300 350
Abundance #89816: Benzo[e]pyrene
252
5000 S A BN SURN SUNRE

17.40 17.60 17.80 18.00
m/z 253.10 20.10%

125
50 74 99, | 146 174 200 224

m/z--> 50 100 150 200 250 300 350
Abundance
252
R e R R
17.40 17.60 17.80 18.00
5000 m/z 125.10 12.34%
126
39 74 100 150 174 200 224
— T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #89822: Benzo[j]fluoranthene R R e R REEE B
252 17.40 17.60 17.80 18.00
m/z 251.10 9.02%
5000
126
29 51 74 100, | 150 174 200 224
T T e e R N REREEmRS
m/z--> 50 100 150 200 250 300 350 17.40 17.60 17.80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030215\
Data File : BFO77537.D

Acq On : 2 Mar 2015 22:15

Operator : TP/1Z

Sample : G1399-13

Misc S

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_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]
unknownl.41 1.41 209.3 ng 4858910 1 7.26 464289 20.0
unknownl.72 1.72 21.9 ng 508263 1 7.26 464289 20.0
2-Pentanone, 4-hy... 5.04 10.9 ng 253829 1 7.26 464289 20.0
unknown6 .97 6.97 56.9 ng 1320190 1 7.26 464289 20.0
1-Nonadecanol 16.02 8.0 ng 476513 5 16.14 1199130 20.0
Benzo[e]pyrene 17.73 2.1 ng 08904 6 17.86 949318 20.0
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