LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088619.D

Acq On 2 Jul 2016 16:11

Operator : UM/SJ

Sample - H3871-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF063016.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 height area % max. total
1 1.724 11 12 22 rvVB 43830 81454 3.71% 0.314%
2 1.861 22 24 33 rvB 326379 576361 26.27% 2.219%
3 2.993 121 123 131 rBvV 33105 77619 3.54% 0.299%
4  4.959 292 295 298 rBB 98865 139235 6.35% 0.536%
5 5.381 329 332 335 rBV 2015447 1971149 89.86% 7.588%
6 6.422 420 423 426 rBV 1771785 1992391 90.82% 7.670%
7 6.559 432 435 437 rBV 2409127 2193662 100.00% 8.444%
8 6.787 453 455 457 rBVY 624796 656211 29.91% 2.526%
9 6.947 467 469 471 rVB 1911564 1620747 73.88% 6.239%
10 7.359 502 505 507 rBV 1398270 1538076 70.11% 5.921%

11 8.079 565 568 570 rBV 1131078 954136 43.50% 3.673%
12 9.153 660 662 665 rBY 2370068 2116324 96.47% 8.147%
13 9.553 695 697 699 rBvV 292924 343484 15.66% 1.322%
14 9.770 715 716 719 rBV 29971 27106 1.24% 0.104%
15 9.828 719 721 723 rVV 1129380 961183 43.82% 3.700%

16 9.862 723 724 726 rVB 55350 39245 1.79% 0.151%
17 10.033 737 739 740 rVB 29011 23987 1.09% 0.092%
18 10.273 759 760 761 rVB 44392 30453 1.39% 0.117%
19 10.376 767 769 771 rBV 28017 33591 1.53% 0.129%
20 10.616 787 790 792 rBv2 988799 1239717 56.51% 4.772%
21 10.651 792 793 796 rVB 32714 32618 1.49% 0.126%
22 10.742 800 801 805 rvB 57814 61700 2.81% 0.238%

23 11.188 839 840 846 rVB 94840 130393 5.94% 0.502%
24 11.302 848 850 854 rvB2 830320 1207322 55.04% 4.648%
25 11.382 854 857 858 rBV 113328 133243 6.07% 0.513%

26 11.531 869 870 875 rvB4 41797 46412 2.12% 0.179%
27 11.611 875 877 881 rvB2 54483 86449 3.94% 0.333%
28 11.805 892 894 895 rBvV 57898 44266 2.02% 0.170%
29 11.839 895 897 899 rvv2 68966 95927 4._.37% 0.369%
30 11.874 899 900 902 rVvB 23274 26408 1.20% 0.102%
31 11.919 902 904 908 rvB2 85104 131997 6.02% 0.508%
32 12.022 908 913 915 rBV2 18427 27621 1.26% 0.106%
33 12.102 918 920 925 rVB3 49099 73737 3.36% 0.284%
34 12.354 939 942 944 rBV 32627 39311 1.79% 0.151%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088619.D

Acq On 2 Jul 2016 16:11

Operator : UM/SJ

Sample - H3871-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF063016.-M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.434 948 949 954 rvv 29161 30655 1.40% 0.118%
36 12.514 954 956 958 rvv 658974 600728 27.38% 2.312%
37 12.628 964 966 968 rBV2 32130 38239 1.74% 0.147%
38 12.742 973 976 978 rvV 386431 580384 26.46% 2.234%
39 12.788 978 980 984 rVB3 20808 30397 1.39% 0.117%
40 12.856 984 986 987 rBV 34281 30305 1.38% 0.117%
41 12.891 987 989 991 rVB 1639291 1514791 69.05% 5.831%
42 12.959 991 995 999 rVB3 27989 55079 2.51% 0.212%
43 13.062 1001 1004 1006 rVB 56904 93972 4.28% 0.362%
44 13.131 1009 1010 1012 rVV 49437 42972 1.96% 0.165%
45 13.165 1012 1013 1015 rVV 50190 55611 2.54% 0.214%
46 13.257 1019 1021 1023 rVV 26605 25452 1.16% 0.098%
47 13.474 1038 1040 1043 rVB3 19847 27479 1.25% 0.106%
48 13.565 1045 1048 1051 rBV 42794 57619 2.63% 0.222%
49 13.679 1056 1058 1060 rBV2 48106 78413 3.57% 0.302%
50 13.714 1060 1061 1063 rVV2 33100 51689 2.36% 0.199%

51 13.794 1065 1068 1072 rVB3 97169 165763 7.56% 0.638%
52 13.931 1077 1080 1085 rVB2 831979 1221265 55.67% 4.701%

53 14.034 1087 1089 1091 rBV 37572 37806 1.72% 0.146%
54 14.114 1095 1096 1098 rBV 33155 36800 1.68% 0.142%
55 14.319 1109 1114 1115 rBV 42461 84615 3.86% 0.326%
56 14.434 1120 1124 1125 rBV3 32999 78518 3.58% 0.302%
57 14.571 1134 1136 1138 rVB2 115209 121275 5.53% 0.467%
58 14.617 1138 1140 1145 rBvV4 27270 70421 3.21% 0.271%
59 14.720 1147 1149 1152 rVV3 42307 60651 2.76% 0.233%
60 14.788 1154 1155 1157 rVB 36499 39746 1.81% 0.153%

61 14.937 1165 1168 1173 rBV 223937 481421 21.95% 1.853%
62 15.028 1175 1176 1178 rVV 53802 64602 2.94% 0.249%
63 15.211 1190 1192 1195 rVB 140751 159477 7.27% 0.614%
64 15.268 1195 1197 1200 rBV 193989 214657 9.79% 0.826%
65 15.325 1200 1202 1204 rBV 452972 640781 29.21% 2.467%

66 15.988 1258 1260 1266 rVB5 30971 71088 3.24% 0.274%

67 16.388 1293 1295 1301 rVvB4 30060 68515 3.12% 0.264%

68 16.663 1316 1319 1324 rVB2 77531 158963 7.25% 0.612%

69 17.063 1351 1354 1362 rVB 60993 133824 6.10% 0.515%
Sum of corrected areas: 25977508
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088619.D

Acq On : 2 Jul 2016 16:11

Operator : UM/SJ

Sample : H3871-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BF088619.D
56

5.38
6.95

6.42

7.36

6.79

1.86

4.96

1.72 2.99

0
Time-->

2.00

2.50

3.50

4.00

T
4.50 5.00

5.50

6.00

I
3.00

Abundance

2000000

1500000

1000000

500000

04
Time-->

TIC: BF088619.D

915

12.89

8.08 9.83

10.62

11.00

8.00 8.50 9.00 10.00 10.50 11.50

Abundance

2000000

1500000

1000000

500000

TIC: BF088619.D

13.93

15.99 17.06

16.39 16.66

Time-->

17.00 17.50

16.00 16.50

14.00 14.50 15.00 15.50

18.00 18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088619.D

Acq On : 2 Jul 2016 16:11

Operator : UM/SJ

Sample : H3871-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 R-(-)-1,2-propanediol Concentration Rank 8

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

2.99 2.37 ng 77619 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 64
2 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 64
3 Propylene Glycol 76 C3H802 000057-55-6 9
4 Isopropyl Alcohol 60 C3H80 000067-63-0 9
5 Butanenitrile, 2-(methoxymethoxy) 129 C6H11NO2 1000196-86-5 9

Abundance Scan 123 (2.993 min): BF088619.D (-121) (-) m/z 45.10 100.00%
45
5000
4 57 61 2.60 2.80 3.00 3.20 3.40
o..,....,....,....,....,....,....,..?:9,::4.! ek || M7z 43.10  18.81%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #944: R-(-)-1,2-propanediol
45
5000 A e
260 2.80 3.00 3.20 3.40
29 m/z 61.00 6.20%
o 1217 26 33 3942 535761 76
IR S L
Abundance
45
260 2.80 3.00 3.20 3.40
5000 m/z 44.00 6.02%
o 1519 2731 3942 53 57 61 75
L L AR AR AR KAL) KAL) R AL LR AL KAL) KAk RLAAN AR ALY KAL) AL SR
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #940: PropyleneGchoI LI L L L L L L
45 2.60 2.80 3.00 3.20 3.40
m/z 57.10 3.45%
5000
27 31
o 1598 || 3841 535761 76
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 260 2.80 3.00 3.20 3.40

8270-BF063016.-M Tue Jul 05 07:11:17 2016 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088619.D

Acq On : 2 Jul 2016 16:11

Operator : UM/SJ

Sample : H3871-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.96 4.24 ng 139235 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 295 (4.959 min): BF088619.D (-292) (-) m/z 43.10 100.00%
43
59
5000
101 s
| 83 4.60 4.80 5.00 5.20
o} 1 | A N m/z 59.10 60.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SR SN SRR SRR
59 460 480 500 520
m/z 101.10 22 .60%
31 83 g3 101
Ot T T P R P e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
460 480 500 520
5000 m/z 58.10 16.24%
101
o 1B 31 50 %% 69 86
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester  EAma s B
59 4.60 4.80 5.00 5.20
m/z 41.10 9.36%
5000 41
68
150 ) 126 142
O e e AR L UL L
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\BF070216\
Data File : BF088619.D

Acq On : 2 Jul 2016 16:11

Operator : UM/SJ

Sample : H3871-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 unknown6.56 Concentration Rank 1

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

6.56 66.86 ng 2193660 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 435 (6.559 min): BF088619.D (-432) (-) m/z 132.00 100.00%
32
5000 68
40 ‘ 75 % 620 640 6.60 680
54 104 - : - :
o.,....,....ll!.‘.‘?,:...?.:.'.|,....,..?‘?,...'.,....,.1.1?.,....,'...,.. m/z 68.10 46.69%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR U LR
6.20 6.40 6.60 6.80
78 m/z 134.00 33.40%
31 a4 ?1
O T T P T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 680
5000 m/z 66.10 29.86%
33 44 g7 105
51 60 70 78 g 115
O R R o B R B O A
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-  Eame ,j\. R EEE R
132 6.20 6.40 6.60 6.80
m/z 69.10 18.79%
117
5000
39 91
51 65
N S B W PO | |
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088619.D

Acq On : 2 Jul 2016 16:11

Operator : UM/SJ

Sample : H3871-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Tridecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.19 2.16 ng 130393 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Tritetracontane 605 C43H88 007098-21-7 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Pentadecane 212 C15H32 000629-62-9 90
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 840 (11.188 min): BF088619.D (-839) (-) m/z 57.10 100.00%
5000
99 10,80 11.00 11.20 11.40 11.60
o 1o 188 m/z  43.10  69.90%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #48835: Tridecane
57
5000 AR RN BRI BB B

10.80 11.00 11.20 11.40 11.60
m/z 71.10 67.91%

ol 20 1| “ % 141 184
- e
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
A B EE S e
10.80 11.00 11.20 11.40 11.60
5000 m/z 85.10 43.32%
97
0 141 183 225 267 323 379 421 463 505 547 604
T A T e e T e e
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #83023: Hexadecane R REEmamE LSS
57 10.80 11.00 11.20 11.40 11.60
m/z 41.10 29.01%
5000
99
ol 18 ||| )", 141 183 226
|'“""w"“ R R R A RA R e R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 10. 80 11. 00 11. 20 11. 40 11. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088619.D

Acq On : 2 Jul 2016 16:11

Operator : UM/SJ

Sample : H3871-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
11.92 2.19 ng 131997 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 81
2 Thiophene-3-carboxaldehyde, 5-ch... 190 C5H4BCI103S 036155-87-0 50
3 Methyl diselenide 190 C2H6Se2 007101-31-7 49
4 2,2"-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 47
5 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 45
Abundance Scan 904 (11.919 min): BF088619.D (-902) (-) m/z 189.10 100.00%
1

5000
94

63

110 123 139150 1 176 11.60 11.80 12.00 12.20

39 51 63 74 220

0 m/z 190.10 99.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190
5000
94 11.60 11.80 12.00 12.20
m/z 192.10 42 .92%
oL27 395 63 8 | 110122 137 150 163 178 |
L L s B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
190
® 146 DR AS| | GRS
11.60 11.80 12.00 12.20
5000 82 m/z 191.10 35.04%
117
57
69 162
24 102 130 172
o R 1N P LNt L RS 0 T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53209: Methy! diselenide R A EELEmTI TS SR
93 190 11.60 11.80 12.00 12.20

m/z 94.50 19.92%

5000

I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088619.D

Acq On : 2 Jul 2016 16:11

Operator : UM/SJ

Sample : H3871-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 n-Nonadecanol-1 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.79 2.71 ng 165763 Chrysene-d12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 95
3 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 95
4 Trichloroacetic acid, hexadecyl ... 386 C18H33CI302 074339-54-1 94
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
Abundance Scan 1068 (13.794 min): BF088619.D (-1065) (-) m/z 57.10 100.00%

7 83

5000

H-

13.40 13.60 13.80 14.00 14.20

139 167 100 216 248

(o} m/z 55.10 89.95%
m/z--> 50 100 150 200 250 300
Abundance #131393: n-Nonadecanol-1
5000 LA L L L L L L L
111 13. 40 13. 60 13. 80 14. OO 14 20
m/z 43.10 89.46%
oL 2 ‘\ ‘ L ATP 168 196 271238 266
e —
m/z--> 100 1 200 250 300
Abundance
57 83
R Ra e e
13.40 13.60 13.80 14.00 14.20
5000 111 m/z 83.10 88.99%
= 68 196
o 140 1 223241 342
— T T T T T
m/z--> 50 100 150 200 250 300
Abundance #194133: Dichloroacetic acid, heptadecyl ester R Ra e e
57 3 13.40 13.60 13.80 14.00 14.20
m/z 69.10 79.87%
5000 11
29 ‘
139
oL L L L 11° 108 101210 28 g6 05 IR
m/z--> 50 100 150 200 250 300 13. 40 13. 60 13. 80 14. OO 14 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088619.D

Acq On : 2 Jul 2016 16:11

Operator : UM/SJ

Sample : H3871-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 Benzo[e]pyrene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

15.03 2.02 ng 64602 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 86
2 Benzo[a]pyrene 252 C20H12 000050-32-8 86
3 Perylene 252 C20H12 000198-55-0 86
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 83
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 64

Abundance Scan 1176 (15.028 min): BF088619.D (-1175) (-) m/z 252.10 100.00%

252
5000 57

200 14.80 15.00 15.20 15.40

142155 174

o m/z 57.10 48.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104221: Benzo[e]pyrene
252
5000 LANLINLIL B L L L LB
14.80 15.00 15.20 15.40
126 m/z 71.10 33.61%
oL 4 e377o1 M2 150 174 200 224338
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
252
I R S RAREREE
14.80 15.00 15.20 15.40
5000 m/z 250.10 32.85%
126
228
41 57 83 g7 112 149 200

i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104215: Perylene

2 14.80 15.00 15.20 15.40
m/z 253.10  27.27%

5000

o 150 174 198 224238
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088619.D

Acq On : 2 Jul 2016 16:11

Operator : UM/SJ

Sample : H3871-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 12 unknownl5.99 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.99 2.22 ng 71088 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
12,4,5,5,8a-Pentamethyl-6,7,8,8a-... 206 C14H220 1000195-40-9 43
2 Anthracene, 9-butyl- 234 C18H18 001498-69-7 38
3 Pyrido[3,4-d]pyridazin-1(2H)-one... 191 C8HIN50 1000263-69-7 38
4 Anthracene, 1-butyl- 234 C18H18 1000156-51-7 38
5 1-(9-Phenanthrenyl)-2-propanone 234 C17H140 1000326-08-9 38
Abundance Scan 1260 (15.988 min): BF088619.D (-1258) (-) m/z 191.10 100.00%
1

5000

275 296 15.60 15.80 16.00 16.20 16.40
m/z 95.10 69.21%

234249
217

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66144: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-chromen

191
5000 TTTT LI L L L TT
15. 60 15. 80 16 00 16. 20 16. 40
m/z 81.10 43.41%
43 01105 123 1% 176 | 206
) Sl PR PN PO S TR W S N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
191
L
15.60 15.80 16.00 16.20 16.40
5000 m/z 69.10 39.57%
234
39 57 76 101115130 151165 208
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #53997: Pyrido[3,4-d]pyridazin-1(2H)-one, 4,5-diamino-7-me.. A ERmEa mEa S
191 15.60 15.80 16.00 16.20 16.40
42 m/z 109.10 34.46%
65
5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15. 60 15. 80 16 00 16. 20 16. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088619.D

Acq On : 2 Jul 2016 16:11

Operator : UM/SJ

Sample : H3871-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 13 1-Cyclohexene, 1,3,3-trimet... Concentration Rank 12

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

16.39 2.14 ng 68515 Perylene-d12 15.33

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Cyclohexene, 1,3,3-trimethyl-2_._. 206 C14H220 1000197-08-4 55
2 Anthracene, 9-cyclohexyltetradec... 274 C20H34 055255-70-4 41
3 5-(p-Aminophenyl)-2-thiazolamine 191 C9HON3S 090349-87-4 38
4 4-Fluoro-3-trifluoromethylbenzoi... 418 C23H34F402 1000338-69-2 35
5 Phenol, 3,5-bis(l,1-dimethylethyl)- 206 C14H220 001138-52-9 35

m/z 191.15 100.00%

16.00 16.20 16.40 16.60 16.80

m/z 81.10 70.29%

16. 00 16 20 16. 40 16. 60 16. 80

Abundance Scan 1295 (16.388 min): BF088619.D (-1293) (-)
191
81
5000
55 109
17 167 | 206 235 250 g3 g3
[0} 3
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66165: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylbut-1-en..
191
5000 43
123
1107 149 17g | 206
A o .‘.“. I H...“.,.v.. o —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
95 191
41
67
5000
135 274
o 119 150 175 217232 259
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

m/z 95.10 56 .55%

16.00 16.20 16.40 16.60 16.80

Abundance

5000

#54044: 5-(p-Aminophenyl)-2-thiazolamine

oy 136
18 34 51 77 104199 |

164

m/z 69.10 38.74%

191

16.00 16.20 16.40 16.60 16.80

m/z 109.10 33.11%

m/z-->

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

16. 00 16 20 16. 40 16. 60 16. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088619.D

Acq On 2 Jul 2016 16:11

Operator : UM/SJ

Sample - H3871-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
R-(-)-1,2-propane. .. 2.99 2.4 ng 77619 1 6.79 656211 20.0
2-Pentanone, 4-hy... 4_.96 4.2 ng 139235 1 6.79 656211 20.0
unknown6 .56 6.56 66.9 ng 2193660 1 6.79 656211 20.0
Tridecane 11.19 2.2 ng 130393 4 11.30 1207320 20.0
4H-Cyclopenta[def... 11.92 2.2 ng 131997 4 11.30 1207320 20.0
n-Nonadecanol-1 13.79 2.7 ng 165763 5 13.93 1221270 20.0
Benzo[e]pyrene 15.03 2.0 ng 64602 6 15.33 640781 20.0
unknownl15.99 15.99 2.2 ng 71088 6 15.33 640781 20.0
1-Cyclohexene, 1,... 16.39 2.1 ng 68515 6 15.33 640781 20.0
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