LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086486.D

Aca On : 29 Apr 2016 2:53

Operator : UM/SJ

Sample : H2654-15

Misc :

ALS Vial : 23 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-BF042716.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 4.944 248 250 260 rBV 100658 152012 6.56% 0.613%
2 5.379 285 288 290 rBVY 2117160 1999501 86.32% 8.061%
3 6.419 377 379 382 rBVY 1649775 2003417 86.48% 8.076%
4 6.556 388 391 393 rBVY 2112713 2237268 96.58% 9.019%
5 6.624 395 397 399 rVB2 21219 25118 1.08% 0.101%
6 6.784 409 411 414 rBV 1079808 1006859 43.46% 4 _.059%
7 6.944 422 425 427 rBV 1910703 1777930 76.75% 7.167%
8 7.356 458 461 463 rBY 1076364 1359234 58.68% 5.479%
9 7.447 467 469 477 rVB 25660 67338 2.91% 0.271%
10 8.076 521 524 526 rBVY 1412526 1329375 57.39% 5.359%

11 9.150 616 618 621 rBV 2617597 2316514 100.00% 9.339%
12 9.550 651 653 655 rBv 330849 338828 14.63% 1.366%
13 9.768 670 672 675 rVB 50041 35653 1.54% 0.144%
14 9.825 675 677 680 rBV 1397135 1324464 57.17% 5.339%
15 10.271 711 716 717 rBV3 64109 107526 4.64% 0.433%

16 10.488 732 735 738 rBV 32226 49145 2.12% 0.198%
17 10.613 743 746 748 rBV 1114835 1127721 48.68% 4._.546%
18 10.739 755 757 761 rVB 114219 137564 5.94% 0.555%

19 11.185 794 796 797 rBV 72116 54549 2.35% 0.220%
20 11.219 797 799 802 rVB 19596 28315 1.22% 0.114%
21 11.311 805 807 809 rBvV 979892 1137047 49.08% 4._.584%
22 11.368 811 812 818 rVB2 26483 46535 2.01% 0.188%
23 11.539 825 827 832 rBV 42897 56030 2.42% 0.226%
24 11.608 832 833 837 rvB 45593 40106 1.73% 0.162%
25 11.916 858 860 865 rvB2 18215 31459 1.36% 0.127%

26 12.511 910 912 915 rBV 109369 124542 5.38% 0.502%
27 12.739 928 932 934 rBV 110359 136330 5.89% 0.550%
28 12.888 943 945 948 rBV 1457450 1625126 70.15% 6.551%

29 13.128 963 966 968 rBV3 16376 30430 1.31% 0.123%
30 13.585 1003 1006 1009 rBV3 14003 29238 1.26% 0.118%
31 13.745 1018 1020 1022 rBV3 14340 26150 1.13% 0.105%

32 13.791 1022 1024 1032 rVB2 160060 211159 9.12% 0.851%
33 13.939 1034 1037 1044 rVvVv 798525 1041100 44.94% 4.197%
34 14.420 1077 1079 1081 rBVZ2 30865 43722 1.89% 0.176%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\

Data File : BF086486.D

Aca On - 29 Apr 2016 2:53

Operator : UM/SJ

3?22 le H2654-15 26WARD-2A-CS-3(0-6FTBGS
ALS Vial : 23 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-BF042716.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.785 1109 1111 1113 rBV 42656 44880 1.94% 0.181%
36 14.854 1115 1117 1118 rVV 44887 59263 2.56% 0.239%

37 14.945 1122 1125 1129 rVV 59039 128174 5.53% 0.517%
38 15.025 1130 1132 1143 rVV3 47215 194999 8.42% 0.786%

39 15.220 1147 1149 1152 rVV 33097 47282 2.04% 0.191%
40 15.277 1152 1154 1157 rVB 32685 48568 2.10% 0.196%
41 15.345 1157 1160 1167 rBVY 516559 870858 37.59% 3.511%
42 15.574 1177 1180 1181 rBV 26166 38373 1.66% 0.155%
43 15.780 1196 1198 1201 rBV 85002 150373 6.49% 0.606%
44 16.511 1260 1262 1269 rVB3 30314 62527 2.70% 0.252%

45 16.740 1278 1282 1285 rBVY 432285 882548 38.10% 3.558%

46 18.020 1390 1394 1401 rBV3 74915 220855 9.53% 0.890%

Sum of corrected areas: 24806005
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086486.D

Aca On : 29 Apr 2016 2:53

Operator : UM/SJ

Sample : H2654-15

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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: BF086486.D
2500000

5.38 6.56

2000000 6.94
6.42
1500000

6.78 7.36
1000000

500000

4.94 62)l || 7.45

e i@l A A . i e T

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF086486.D

2500000 9115

2000000

1500000{ 8.08 9.82 12.89

10.61

1000000 1131

500000

9.55
N 10.74 12.5112.74
. 10.27 .
o A\ 9 & 10.4 ]fj ,31]}\!%\.461 11.92 13.13 13.568

T
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: BF086486.D

2500000

2000000

1500000

1000000{ 13 g4

500000
18.02

o T T T T

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086486.D

Aca On : 29 Apr 2016 2:53

Operator : UM/SJ

Sample : H2654-15

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 8

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

4.94 3.02 ng 152012 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 250 (4.944 min): BF086486.D (-248) (-) m/z 43.05 100.00%
43.0
5000 59.1
| w1 10 a5 3k b 57
Ol il bt Pl Tm/Zz 59,10 47.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IBESSEBE SRR SR A
4.60 4.80 5.00 5.20
59.0 m/z 58.00 13.10%

101.0
0 20 | 510 | e #0g10 0
SRR N SR VRN ORI E a£- SN N
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0

4.60 4.80 5.00 5.20

5000 57.0 m/z 101.10 11.56%
29.0
101.0
78.0

o) MRS 1 Y 1 S L VRN 2 B E—
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3602: 1-Propen-2-ol, acetate R e

43.0 4.60 4.80 5.00 5.20

m/z 41.05 8.70%

5000
58.0
150 o7, | 72,0 100.0

ot e e e e e A e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086486.D

Aca On : 29 Apr 2016 2:53

Operator : UM/SJ

Sample : H2654-15

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 unknown6.56 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.56 44 _44 ng 2237270 1,4-Dichlorobenzene-d4 6.78
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 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
5 5-Aminoindole 132 C8H8N2 005192-03-0 9
Abundance Scan 391 (6.556 min): BF086486.D (-388) (-) m/z 132.10 100.00%

132.1
5000 68.1

SN, £
40.0 540 8“_%1150 620 640 6.60 6.80
o gl Ly mso o m/z 68.10 40.83%

m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine

132.0

69.0
104.0

5000  ERAREARmas mas
6.20 6.40 6.60 6.80

m/z 134.10 33.52%

31.0 51.0

0 ‘ b H 1, . !
LA B e B T LI I B e LA L I B
m/z--> 40 60 80 100 120 140 160 180

Abundance
132.0

6.20 6.40 6.60 6.80

5000 m/z 66.10 27.30%
51.0 70.0 86.0
O T T T T T T T T
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl
57.0 132.0 6.20 6.40 6.60 6.80

m/z 69.10 16.31%

74.0
116.0
5000 98.0 M
o T 1580 1890

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\BF042816\
Data File : BF086486.D

Aca On : 29 Apr 2016 2:53

Operator : UM/SJ

Sample : H2654-15

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 Dodecane, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.74 2.42 ng 137564 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvl- 184 C13H28 001560-97-0 91
2 Tridecane 184 C13H28 000629-50-5 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Eicosane 282 C20H42 000112-95-8 90
5 Tetradecane 198 C14H30 000629-59-4 86
Abundance Scan 757 (10.739 min): BF086486.D (-755) (-) m/z 57.10 100.00%
54.1
5000
30lb 113.2 10.40 10.60 10.80 11.00
N\ 1402 | 169.2 m/z 43.10 80.57%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #45560: Dodecane, 2-methyl-
43.0
5000 .0 A AU AR
10,40 10,60 10.80 11.00
99.0 141.0 m/z 71.10 54 .13%
0 '%'9"'%4'@"\M "bl"m URRRSSBRRRS SRRRE SRS }é?;?l" T T T
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
10.40 10,60 10,80 11.00
5000 m/z 85.10 37.13%
29.0 85.0
o 113. 0 141.0 184.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #73963: Hexadecane R A e B
57.0 10.40 10.60 10.80 11.00
m/z 41.10 35.05%
5000 85.0
29.0
o oy ) 1180 1410 1690 197.0 2260
m/z--> 0 20 Jo 60 80 100 150 150 1éo 180 200 220 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086486.D

Aca On : 29 Apr 2016 2:53

Operator : UM/SJ

Sample : H2654-15

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 1-Docosene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.79 4_.06 ng 211159 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 Heptafluorobutvric acid. n-penta... 424 C19H31F702 1000216-79-3 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
5 11-Tricosene 322 C23H46 052078-56-5 91
Abundance Scan 1024 (13.791 min): BF086486.D (-1022) (-) m/z 57.10 100.00%
57.1
83.1
5000
1392 1675 2091 2501 1940 1960 1380 14106 1455
Obrrrrerrdfb : m/z 43.10 97 .33%
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 LRI AL SRS DU B
29.0 13.40 13.60 13.80 14.00 14.20
125.0 m/z 55.10 88.83%
0 I, Il 153.0 181.0 308.0
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
41,0
83.0 13.40 13,60 13.80 14.00 14.20
5000 m/z 83.10 71.37%
111.0
o 139.0 168.0 266.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #160783: Heptafluorobutyric acid, n-pentadecyl ester B e m
43.0 13.40 13.60 13.80 14.00 14.20
m/z 69.05 66.48%
69.0
5000

g

125.0 169.0 210.0

T T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00 14.20

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086486.D

Aca On : 29 Apr 2016 2:53

Operator : UM/SJ

Sample : H2654-15

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 Benzo[e]pyrene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.95 2.94 ng 128174 Perylene-di12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 94
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 94
3 Pervlene 252 C20H12 000198-55-0 94
4 Benzolklfluoranthene 252 C20H12 000207-08-9 92
5 Benzo[a]pyrene 252 C20H12 000050-32-8 81

Abundance Scan 1125 (14.945 min): BF086486.D ( 1122) (-) m/z 252.20 100.00%

25p.

5000

126.1

14.60 14.80 15.00 15.20
159.1 282.1 352 "n/z 250.20 24.60%

o :
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #89816: Benzo[e]pyrene
252.0 AﬁLN

5000 e
14.60 14.80 15.00 15.20

m/z 253.05 22 .58%

224.1

55.1 199.1

39.0 740990dﬂ umo 198.0224.0 M

T e R
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
252.0
14.60 14.80 15.00 15.20
5000 m/z 126.10 15.99%
126.0
0l39.0 74.0100.0 | 1510 _ 198.0224.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #89812: Perylene
252.0 14.60 14.80 15.00 15.20
m/z 125.10 12.02%
5000
126.0
037.0 630 99.0, M 1510  198.0224.0
T e e e R EREmm R B
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14. 60 14. 80 15. 00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086486.D

Aca On : 29 Apr 2016 2:53

Operator : UM/SJ

Sample : H2654-15

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 7 Nonadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.03 4_.48 ng 194999 Perylene-d12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 89
2 Octadecane 254 C18H38 000593-45-3 81
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 80
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 64
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 64

Abundance Scan 1132 (15.025 min): BF086486.D (-1130) (-) m/z 57.10 100.00%

T A/‘//\J\/\j\/\-—\j\k
5000

14.80 15.00 15.20 15.40
m/z 43.10 63.80%

1131 1420 1691 197.1 225.2 254.1 pg1.1

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #99476: Nonadecane
57.0

I

5000

14.80 15.00 15.20 15.40
m/z 71.10 55.71%

113.0 141.0 169.0 197.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
T
14.80 15.00 15.20 15.40
5000 85.0 m/z 85.10 41.07%
29.0

113.0 141.0 169.0 197.0 2250 254.0

%

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

Abundance #123100: Pentadecane, 8-heptyl- A BEa T e S
57.0 14.80 15.00 15.20 15.40
m/z 55.10 23.17%
5000 85.0
113.0 210.0
o h Bl T 1410 169.0 " 239.0 266.0  309.0

,”.w”.w”.w.”w.”w.“w.”..”..”..“..”..”..”..”.“”. e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086486.D

Aca On : 29 Apr 2016 2:53

Operator : UM/SJ

Sample : H2654-15

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 Tetracosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.78 3.45 ng 150373 Perylene-d12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Hexatriacontane 507 C36H74 000630-06-8 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 91

Abundance Scan 1198 (15.780 min): BF086486.D (-1196) (-) m/z 57.10 100.00%

Iils

5000

15.40 15.60 15.80 16.00
m/z 43.10 67.31%

41.2183.2223.2 267.1

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #136481: Tetracosane

a1
~l
o

5000 LA L L L L L LB L L
15.40 15.60 15.80 16.00
m/z 71.10 56.71%
ol ‘ ‘ | | ‘\ ‘1410183022502670 338.0
e e T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
B e e
15.40 15.60 15.80 16.00
5000 m/z 85.10 39.41%
99.0
0l180 141.0183.0225.0 281.0323.0 379.0 421.0463.0 506.0
L I i i e o e e R B B B e B i e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #151556: Heptacosane R REmEE e
57.0 15.40 15.60 15.80 16.00
m/z 41.10 21.44%
5000
9.0
ol |, 141.0183.0225.0267.0 323.0 380.0
B L o e e e AL B B B e e o e o o B e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.40 15.60 15. 80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086486.D

Aca On : 29 Apr 2016 2:53

Operator : UM/SJ

Sample : H2654-15

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.M

Quant Method :
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9 Cholestane-3,6-diol, (3.bet... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.74 20.27 ng 882548 Perylene-d12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholestane-3.6-diol. (3.beta..5.... 404 C27H4802 041083-77-6 51
2 Phosphine. methvl-(2.4.6-triisop... 250 C16H27P 158748-69-7 43
3 Acetvl-1-(3-n-propoxvphenvl)-2-p... 249 C14H19NO3 1000122-90-2 35
4 Benzene. l1l-nitro-2-hvdroxv-4-(p-... 249 C12H8FNO4 189214-56-0 35
5 Bicyclo[10.4.0]hexadecane, 14,15... 278 C20H38 1000155-81-5 32
Abundance Scan 1282 (16.740 min): BF086486.D (-1278) (-) m/z 249.15 100.00%
249.2
81.1
5000
389.4 R E s EEEaNEEEEE
355.4 16.40 16.60 16.80 17.00
ol 2913 m/z 43.10 72.52%
m/z--> 50 100 150 200 250 300 350 400
Abundance #157464: Cholestane-3,6-diol, (3.beta.,5.alpha.,6.alpha.,1...
55.0
107.0
215.0
5000 404.0 L SR I SR BRI B
165.0 16,40 16.60 16.80 17.00
m/z 55.10 65.85%
TN i S
0...‘1‘ H \‘ H\H ‘ 1 T | i . |..“.H.|‘.
m/z--> 50 250 300 350 400
Abundance
249.0
16.40 16.60 16.80 17.00
5000 m/z 81.10 54 _.31%
43.0 203.0
91.0 128.0161.0
O e e T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #87686: Acetyl-1-(3-n-propoxyphenyl)-2-propanone oxime R e e I EREmE
43.0 16.40 16.60 16.80 17.00
107.0 m/z 95.10 54.26%
- /\JL%
148.0 249.0
77.0
10
0|| .|||‘|\|||| T~ ||||‘|||||||| —— |||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 1640 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042816\
Data File : BF086486.D

Aca On : 29 Apr 2016 2:53

Operator : UM/SJ

Sample : H2654-15

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 10 unknownl18.02 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.02 5.07 ng 220855 Perylene-di12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phosphine. methvl-(2.4.6-triisop... 250 C16H27P 158748-69-7 43
2 Benzene. l-nitro-2-hvdroxv-4-(p-... 249 C12H8FNO4 189214-56-0 41
3 Imidazol4.5-blpvridin-2(3H)-one.... 247 C6H3BrCIN30 312928-78-2 22
4 2.4.6(1H.3H.5H)-Pvrimidinetrione... 264 C14H20N203 055044-42-3 16
5 7H-Benzo(c)phenothiazine 249 C16H11NS 000226-06-2 14
Abundance Scan 1394 (18.020 min): BF086486.D (-1390) (-) m/z 249.15 100.00%
43.1 249.2
81.1
5000
290.3 3552 4324 17.60 17.80 18.00 18.20 18.40
ol oS m/z 43.10 97.67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #88558: Phosphine, methyl-(2,4,6-triisopropylphenyl)-
249.0
5000 AR AR R AR B

17.60 17.80 18.00 18.20 18.40
43.0 203.0 m/z 55.10 86.50%

| 910 12801610 ‘ ‘
o) M- | b H . \\ . ‘\ ] ‘

m/z--> 50 100 150 250 300 350 400
Abundance
249.0
R B N ma s
17.60 17.80 18.00 18.20 18.40
5000 m/z 57.10 75.83%
63.0 95.0 149.0 191.0
| RVRR T § AP WHU A | VSRS PSR N M
m/z--> 50 100 150 200 250 300 350 400
Abundance #86601: Imidazo[4,5-b]pyridin-2(3H)-one, 5-bromo-6-chloro- L REEaE B e
249.0 17.60 17.80 18.00 18.20 18.40
m/z 81.10 67.36%
5000
51.0 113.0
168.0
0..MWLHLthHu. O —
m/z--> 50 100 150 200 250 300 350 400 17. 60 17. 80 18.00 18.20 18.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042816\
Data File : BF086486.D

Acq On 29 Apr 2016 2:53

Operator : UM/SJ

Sample : H2654-15

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF042716_.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... 4.94 3.0 ng 152012 1 6.78 1006860 20.0
unknown6 .56 6.56 44 .4 ng 2237270 1 6.78 1006860 20.0
Dodecane, 2-methyl- 10.74 2.4 ng 137564 4 11.31 1137050 20.0
1-Docosene 13.79 4.1 ng 211159 5 13.94 1041100 20.0
Benzo[e]pyrene 14_.95 2.9 ng 128174 6 15.35 870858 20.0
Nonadecane 15.03 4.5 ng 194999 6 15.35 870858 20.0
Tetracosane 15.78 3.5 ng 150373 6 15.35 870858 20.0
Cholestane-3,6-di... 16.74 20.3 ng 882548 6 15.35 870858 20.0
unknown18.02 18.02 5.1 ng 220855 6 15.35 870858 20.0
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