LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\

Data File : BF087987.D

Aca On : 13 Jun 2016 17:10

Operator : UM/SJ

3?22'6 : H3395-25 STA-980-PL ATFORM(0-4
ALS Vial : 13 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-BF060716.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 1.736 11 13 20 rvB 165484 308579 12.09% 1.025%
2 1.861 22 24 35 rvv 1248431 2222018 87.04% 7.381%
3 2.010 35 37 69 rvB2 65036 348432 13.65% 1.157%
4 4_.959 293 295 301 rBV 139782 185610 7.27% 0.617%
5 5.382 330 332 335 rBVY 1513343 1959197 76.74% 6.508%
6 6.433 421 424 426 rBV 1951655 2056670 80.56% 6.831%
7 6.559 432 435 437 rBY 2130018 1962657 76.88% 6.519%
8 6.787 453 455 458 rBV 603238 594189 23.27% 1.974%
9 6.947 466 469 471 rBV 1921765 1653339 64.76% 5.492%
10 7.359 502 505 507 rBY 1438593 1370591 53.69% 4 _.552%

11 8.079 566 568 570 rBV 1027799 877122 34.36% 2.913%
12 9.165 660 663 665 rBvV 2493108 2552943 100.00% 8.480%
13 9.553 695 697 699 rBvV 249418 214912 8.42% 0.714%
14 9.691 708 709 712 rBV 104645 89732 3.51% 0.298%
15 9.839 719 722 724 rBV 781763 924517 36.21% 3.071%

16 10.274 759 760 762 rVB 58392 46993 1.84% 0.156%
17 10.491 776 779 782 rBV 22958 33909 1.33% 0.113%
18 10.628 788 791 793 rBv2 980238 1393198 54.57% 4.628%
19 10.742 799 801 805 rBV 62680 89679 3.51% 0.298%
20 11.188 839 840 845 rVvB 34190 62846 2.46% 0.209%
21 11.314 849 851 855 rBv2 994785 957421 37 .50% 3.180%
22 11.382 855 857 859 rvB2 52189 76561 3.00% 0.254%
23 11.565 869 873 876 rBv4 43415 120927 4.74% 0.402%
24 11.622 876 878 879 rvB 33103 34271 1.34% 0.114%
25 11.817 893 895 896 rBvV 32775 29574 1.16% 0.098%

26 11.851 896 898 900 rvv2 153786 192187 7.53% 0.638%
27 11.919 903 904 909 rvB 54295 105237 4.12% 0.350%

28 12.022 912 913 918 rvv2 33483 47387 1.86% 0.157%
29 12.114 918 921 925 rVB2 31805 72591 2.84% 0.241%
30 12.262 931 934 935 rBV 22485 29505 1.16% 0.098%
31 12.365 940 943 944 rBV 71066 87011 3.41% 0.289%
32 12.422 944 948 949 rVB3 38400 90318 3.54% 0.300%
33 12.445 949 950 954 rVB 59276 59227 2.32% 0.197%

34 12.525 954 957 959 rBV 701393 621134 24.33% 2.063%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\

Data File : BF087987.D

Aca On : 13 Jun 2016 17:10

Operator : UM/SJ

3?22'6 : H3395-25 STA-980-PL ATFORM(0-4
ALS Vial : 13 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-BF060716.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.571 959 961 964 rBv4 20423 48222 1.89% 0.160%
36 12.617 964 965 966 rBV 39113 34518 1.35% 0.115%
37 12.754 974 977 978 rBV 553455 652552 25.56% 2.167%
38 12.799 978 981 984 rVB3 32194 85188 3.34% 0.283%
39 12.868 985 987 988 rBV 41700 47553 1.86% 0.158%

40 12.902 988 990 993 rvB 2023072 1872281 73.34% 6.219%

41 12.971 993 996 1000 rBV3 84764 156821 6.14% 0.521%
42 13.074 1002 1005 1007 rVB2 70823 168514 6.60% 0.560%
43 13.142 1007 1011 1013 rBV2 75512 123744 4._.85% 0.411%
44 13.188 1013 1015 1018 rVv2 78538 132152 5.18% 0.439%

45 13.280 1021 1023 1024 rVB 37951 48135 1.89% 0.160%
46 13.302 1024 1025 1027 rBV 53166 62887 2.46% 0.209%
47 13.382 1030 1032 1036 rVB3 25543 44798 1.75% 0.149%

48 13.485 1036 1041 1044 rBV6 45481 144388 5.66% 0.480%
49 13.588 1047 1050 1052 rVB 77709 113318 4._.44% 0.376%
50 13.691 1057 1059 1061 rBV 103433 143606 5.63% 0.477%

51 13.725 1061 1062 1063 rVV 71311 64245 2.52% 0.213%
52 13.817 1066 1070 1073 rVB3 76954 185755 7.28% 0.617%
53 13.942 1078 1081 1088 rBV2 785042 1523542 59.68% 5.061%

54 14.331 1113 1115 1117 rBV 85177 93077 3.65% 0.309%
55 14.365 1117 1118 1120 rVB2 62006 59660 2.34% 0.198%
56 14.628 1139 1141 1143 rBV2 35823 55231 2.16% 0.183%

57 14.800 1153 1156 1161 rBV3 63930 133008 5.21% 0.442%
58 14.960 1167 1170 1175 rVB 390712 757984 29.69% 2.518%
59 15.063 1177 1179 1181 rVB 81452 97182 3.81% 0.323%
60 15.245 1192 1195 1197 rBV 182580 240086 9.40% 0.797%

61 15.303 1197 1200 1203 rVV 245656 309923 12.14% 1.029%
62 15.360 1203 1205 1216 rVB 500207 803141 31.46% 2.668%

63 16.308 1286 1288 1290 rBV 18872 29468 1.15% 0.098%
64 16.708 1320 1323 1328 rVB2 95373 192666 7.55% 0.640%
65 16.937 1340 1343 1345 rBV2 18999 35753 1.40% 0.119%

66 17.120 1356 1359 1367 rVB 74995 176482 6.91% 0.586%

Sum of corrected areas: 30106364
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF061316\

BF087987.D

13 Jun 2016 17:10

UM/SsJ

H3395-25

13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\

Data File : BF087987.D

Aca On : 13 Jun 2016 17:10

Operator : UM/SJ

ﬁ?ggle i H3395-25 STA-980-PLATFORM(0-4
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown2.01 Concentration Rank 4

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

2.01 11.73 ng 348432 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2.2-dimethvl- 86 C6H14 000075-83-2 38
2 Furan. tetrahvdro-2-(methoxvmeth... 116 C6H1202 019354-27-9 36
3 3-Buten-2-ol. 2-methvl- 86 C5H100 000115-18-4 33
4 Cvclopropanemethanol. .alpha.-bu... 128 C8H160 004379-16-2 33
5 1,6-Heptadien-4-ol 112 C7H120 002883-45-6 28

Abundance Scan 37 (2.010 min): BF087987.D (-35) (-) m/z 71.10 100.00%
43 7
5000
55 S & U
‘ | || 83 1.80 2.00 2.20 2.40
o | B —— m/z 43.10 88.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1829: Butane, 2,2-dimethyl-
43 7
71
5000 L L R L S
29 1.80 200 220 2.40
m/z 41.05 44 _45Y%
o 15 37| 511, 63 | 85
mes T 90 B 4 8 Jo B 90 16 11 1o
Abundance
71
43 180 200 220 240
5000 m/z 45.05 33.38%
15 29 58
o S NP/ =S | R . SN/ (S - .
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1793: 3-Buten-2-ol, 2-methyl- e m s R e
7 1.80 2.00 220 2.40
43 m/z 39.00 32.70%
5000
0 “ | 65\\ 86
”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'
m/z--> 10 20 70 80 90 100 110 120 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\

Data File : BF087987.D

Aca On : 13 Jun 2016 17:10

Operator : UM/SJ

ﬁ?ggle i H3395-25 STA-980-PLATFORM(0-4
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 6

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

4.96 6.25 ng 185610 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 12
4 Acetone 58 C3H60 000067-64-1 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 295 (4.959 min): BF087987.D (-293) (-) m/z 43.10 100.00%
43
59
5000
T 50 250 500 550
83 : : : :
o...,....,....,....','::..‘??.':I,....,....,.~...,...:,|....,....,....,....,...., m/z 59.10 60.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR LN UL R
4.60 4.80 5.00 5.20
59 101 m/z 101.10 21.53%
0 s s | e 8
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520
5000 M m/z 58.00 17.85%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime R e
43 4.60 4.80 5.00 5.20
m/z 41.10 9.09%
5000
101
oL 15 3 | 50% 6 8 A
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\

Data File : BF087987.D

Aca On : 13 Jun 2016 17:10

Operator : UM/SJ

ﬁ?ggle i H3395-25 STA-980-PLATFORM(0-4
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3-Chloro-6-fluoro-pyrazine Concentration Rank 2

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

6.56 66.06 ng 1962660 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 435 (6.559 min): BF087987.D (-432) (-) m/z 132.00 100.00%
32
5000 68
6 TTrTTTTTT T T T T T T T
4 _ 54 | 75 104 6.20 6.40 6.60 6.80
0 ..,....,....,....,".'..?,::..??...' SIPUREN :7 A W . [ N m/z 68.10  40.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 AP L R
6.20 6.40 6.60 6.80
2 78 m/z 134.00 33.02%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 680
5000 67 m/z 66.10 25.64%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LA L L L LB L N B
132 6.20 6.40 6.60 6.80
m/z 69.10 16.20%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 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\BF061316\

Data File : BF087987.D

Aca On : 13 Jun 2016 17:10

Operator : UM/SJ

ﬁ?ggle i H3395-25 STA-980-PLATFORM(0-4
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Cyclopentadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.57 2.53 ng 120927 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 97
2 Cvclotetradecane 196 C14H28 000295-17-0 95
3 1-Hexadecanol 242 C16H340 036653-82-4 90
4 2-Tetradecene. (E)- 196 C14H28 035953-54-9 90
5 n-Heptadecanol-1 256 C17H360 001454-85-9 90
Abundance Scan 873 (11.565 min): BF087987.D (-869) (-) m/z 210.10 100.00%
69 8 210
43 97 195
5000 111
165
152
125 139 178 11.20 11.40 11.60 11.80
01 m/z 55.10 93.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #69583: Cyclopentadecane
55 g9 83
97
a1 210
5000 UL DAL B S B
11.20 11.40 11.60 11.80
29 m/z 83.05 91.62%
ol 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
41 5
69 R SN BRI SR S I
83 11.20 11.40 11.60 11.80
5000 97 m/z 69.10 83.71%
29 111
|14 125 139 15 168 196
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #95987: 1-Hexadecanol R EAREE RS
43 55 oo 83 11.20 11.40 11.60 11.80
97 m/z 43.10 73 .46%
5000 111
125
0 “‘\ \‘ 1 | ‘ \‘ \‘ ‘\ 1‘\\10 154 168 196 224
m/z--> 20 40 60 80 100 150 140 160 180 200 220 11.20 11140 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\

Data File : BF087987.D

Aca On : 13 Jun 2016 17:10

Operator : UM/SJ

ﬁ?ggle i H3395-25 STA-980-PLATFORM(0-4
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.85 4.01 ng 192187 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 68
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 58
5 Octane, 2-methyl- 128 C9H20 003221-61-2 11
Abundance Scan 898 (11.851 min): BF087987.D (-896) (-) m/z 73.00 100.00%
4 60 73
5000 129 192 \\ﬁ_“
97 e e BN B
1| 14387171 23, 56 11160 11.80 12.00 12.20
0 m/z 43.10 91.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73 Lv\vj\Nﬁwn~/J\
5000 129 L UL B BN B
11. 60 11. 80 12. oo 12. 20
m/ 60.00 83.74Y%
7Ji 143157171185, 213 ‘ 0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
"' 11/60 11.80 12.00 12.20
5000 129 m/z 57.05 75 .55%
29 a7
115 | 143 199 242
101 185
s 157171 213506
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #84453: Tetradecanoic acid L B
60 73 11.60 11.80 12.00 12.20
43 m/z 55.10 68.76%
5000 129
. 185 228
01115 | 143,171
0:: III”I‘ H“ \ml} H‘ - |||:|I-|57|||||‘||1|99||25L|3||‘||||||||| — S — —
m/z--> 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12. 20

8270-BF060716.M Tue Jun 14 16:55:44 2016 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\

Data File : BF087987.D

Aca On : 13 Jun 2016 17:10

Operator : UM/SJ

ﬁ?ggle i H3395-25 STA-980-PLATFORM(0-4
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Anthracene, 1l-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.92 2.20 ng 105237 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 1-methvl- 192 C15H12 000610-48-0 92
2 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 90
3 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 90
4 Anthracene. 9-methvl- 192 C15H12 000779-02-2 83
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 83
Abundance Scan 904 (11.919 min): BF087987.D (-903) (-) m/z 192.10 100.00%
192
5000
o 95 165
63 110 127139 152 176 209 224 11.60 11.80 12.00 12.20
Ol sy SOl 2R /7 191.10  62.85%
mz-> 20 40 60 8 100 120 140 160 180 200 220
Abundance #54739: Anthracene, 1-methyl-
192
5000

11.60 11.80 12.00 12.20
165 m/z 189.10 54.53%
H‘

44 63 74 g5 9 115126 139 152 ‘J 176 ||

- e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
192
11.60 11.80 12.00 12.20
5000 m/z 190.10 43.44%
95 165
o 51 63 82 125 139 152
R o T I B o L LA e o o o i
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54750: Phenanthrene, 2-methyl-
192 11.60 11.80 12.00 12.20
m/z 94.80 26.30%
5000
165
27 39 51 63 8 M 115126 139152 | 176 |
R I I o LA I o B o i i R R EamEsmmaas
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\BF061316\

Data File : BF087987.D

Aca On : 13 Jun 2016 17:10

Operator : UM/SJ

ﬁ?ggle i H3395-25 STA-980-PLATFORM(0-4
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Pyrene, 1-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.97 2.06 ng 156821 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 1-methvl- 216 C17H12 002381-21-7 92
2 11H-Benzolblfluorene 216 C17H12 000243-17-4 90
3 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 90
4 Pvrene. 2-methvl- 216 C17H12 003442-78-2 89
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 83
Abundance Scan 996 (12.971 min): BF087987.D (-993) (-) m/z 216.10 100.00%
216
5000
107 189 232
o5 163 200 12.60 12.80 13.00 13.20
oL 39 51 63 74 123 136 150 163174 /7 215 .10 94 99
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #74415: Pyrene, 1-methyl-
216
5000
12.60 12.80 13.00 13.20
m/z 213.10 24 _.61%
95 108 189
ol 41 52 63 74 S " 122134 150 163174 | 200 |
m/z--> 40 60 8 100 120 140 160 180 200 220 240
Abundance
216
12.60 12.80 13.00 13.20
5000 m/z 217.10 20.77%
108
o 57 o4 139 163 189
m/z--> 40 60 8 100 120 140 160 180 200 220 240 A
Abundance #74424: Fluoranthene, 2-methyl- B R B
216 12.60 12.80 13.00 13.20
m/z 107.40 14 _.98%
5000
o5 108
51 63 8L | | 122 139150 163174 189200 ‘M
m/z--> 40 60 8 100 120 140 160 180 200 220 240 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\

Data File : BF087987.D

Aca On : 13 Jun 2016 17:10

Operator : UM/SJ

ﬁ?ggle i H3395-25 STA-980-PLATFORM(0-4
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 11 11H-Benzo[a]fluorene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.07 2.21 ng 168514 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolalfluorene 216 C17H12 000238-84-6 94
2 11H-Benzolbl1fluorene 216 C17H12 000243-17-4 93
3 Pvrene. 1-methvl- 216 C17H12 002381-21-7 93
4 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 91
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 74
Abundance Scan 1005 (13.074 min): BF087987.D (-1002) (-) m/z 216.10 100.00%
216
5000
108
95 189 12.80 13.00 13.20 13.40
omm m/z 215.10  91.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74423: 11H-Benzo[a]fluorene
216
5000 L UL UL SULN B
12.80 13.00 13.20 13.40
108 m/z 213.10 22 .96%
516375 95 | 163 189 ||
O T T e e T e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
216
12.80 13.00 13.20 13.40
5000 m/z 107.80 19.44%
108
0 57 94 139 163 189
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74411: Pyrene, 1- methyl S e B L
216 12.80 13.00 13.20 13.40
m/z 217.10 17.10%
5000
95 108 189
ol 14 27 50 63 82 | 7J 122134 150163175 | 201
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\

Data File : BF087987.D

Aca On : 13 Jun 2016 17:10

Operator : UM/SJ

ﬁ?ggle i H3395-25 STA-980-PLATFORM(0-4
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Docosyl pentafluoropropionate Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
13.82 2.44 ng 185755 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
2 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
4 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 91
5 1-Heptacosanol 396 C27H560 002004-39-9 91

Abundance Scan 1070 (13.817 min): BF087987.D (-1066) (-) m/z 57.10 100.00%
57 g3
5000
140 168 208 258, 60 1380 1410 1450
ob—lh m/z 55.10 83.46%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #231356: Docosy! pentafluoropropionate
57
5000 LRI IS L BRI B
13 60 13. 80 14. oo 14. 20
125 m/z 83.10 82.17%
o %9‘ i M h M‘J ,153 181 _ 224 250 280 308 353 454
m/z--> 56 o 2%0 300 3%0 460 4éo
Abundance
57
97 LRI BRSNS U B
13.60 13.80 14.00 14.20
5000 m/z 43.10 76.31%
125
29
0 169 196 204 252 o7 448
m/z--> 55 160 1%0 260 2%0 360 3%0 460 4éo
Abundance #227400: Heptadecy! heptafluorobutyrate R A BEREE R
57 13.60 13.80 14.00 14.20
m/z 97.10 75.98%
83
5000
111
29 169
oLl UL 0 2028 ey asa S
m/z--> 50 100 150 200 250 300 350 400 450 13 60 13. 80 14.00 14. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\

Data File : BF087987.D

Aca On : 13 Jun 2016 17:10

Operator : UM/SJ

ﬁ?ggle i H3395-25 STA-980-PLATFORM(0-4
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3-Phenylthio-2H-chromen-2-one Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.80 3.31 ng 133008 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Phenvlthio-2H-chromen-2-one 254 C15H1002S 072167-95-4 62
2 9.10I1".2"1-Benzenoanthracene. 9... 254 C20H14 000477-75-8 47
3 Phenanthrene. 2-phenvl- 254 C20H14 004325-77-3 43
4 2.2"-Binaphthalene 254 C20H14 000612-78-2 43
5 1H-Pyrazole, 3-(4-chlorophenyl)-... 254 C15H11CIN2 033064-19-6 38
Abundance Scan 1156 (14.800 min): BF087987.D (-1153) (-) m/z 254.10 100.00%
254

69

5000

|

14.40 14.60 14.80 15.00 15.20

95 112 137

0 m/z 69.10 73.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105453: 3-Phenylthio-2H-chromen-2-one
254
5000 LA L B L B L B L L L L
14. 40 14 60 14. 80 15. 00 15 20
165 o m/z 81.10 41.61%
121137 226 ‘
I R b O S W SO
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
254
R N N EEREE
14.40 14.60 14.80 15.00 15.20
5000 m/z 253.10 26.29%
126
o 39 75 89 112 152 178 200 224239
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105925: Phenanthrene, 2-phenyl-
254 14.40 14.60 14.80 15.00 15.20
m/z 224.10 21.94%
5000

39 63 87 112126 150 176 200 226240 M

N el -

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061316\

Data File : BF087987.D

Aca On : 13 Jun 2016 17:10

Operator : UM/SJ

ﬁ?ggle i H3395-25 STA-980-PLATFORM(0-4
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 15 Benzo[e]pyrene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.25 5.98 ng 240086 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 94
2 Benzolklfluoranthene 252 C20H12 000207-08-9 93
3 Pervlene 252 C20H12 000198-55-0 90
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 90
5 Benzo[a]pyrene 252 C20H12 000050-32-8 90
Abundance Scan 1195 (15.245 min): BF087987.D (-1192) (-) m/z 252.10 100.00%
252
5000
125 15.00 15.20 15.40 15.60
oL 39 63 8 111 | 139 158 183198 224 270 287 m/z 250.10 29 .65%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104217: Benzo[e]pyrene
252
5000

15.00 15.20 15.40 15.60
m/z 253.10 20.19%

125
ol; 39 63 83 111 | 146 174 200 224
I e o o R RRAERR R RS ns nan s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
252
15.00 15.20 15.40 15.60
5000 m/z 125.10 15.18%
126
ol 39 63 84 og 112 150 174 200 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104215: Perylene A e A RAR.
2 15.00 15.20 15.40 15.60
m/z 126.00 11.43%
5000

150 174 198 224238
_V_V_V_V—|_|_|_|_|—|_|_|_|_|—|_|_|_|_|—|_|_|_|'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF061316\

Data File : BF087987.D

Acq On : 13 Jun 2016 17:10

Operator : UM/SJ

3?22'6 - H3395-25 STA-980-PLATFORM(0-4
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
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]
unknown2 .01 2.01 11.7 ng 348432 1 6.79 594189 20.0
2-Pentanone, 4-hy... 4_.96 6.3 ng 185610 1 6.79 594189 20.0
3-Chloro-6-fluoro. .. 6.56 66.1 ng 1962660 1 6.79 594189 20.0
Cyclopentadecane 11.57 2.5 ng 120927 4 11.31 957421 20.0
n-Hexadecanoic acid 11.85 4.0 ng 192187 4 11.31 957421 20.0
Anthracene, l1-met... 11.92 2.2 ng 105237 4 11.31 957421 20.0
Pyrene, 1l-methyl- 12.97 2.1 ng 156821 5 13.95 1523540 20.0
11H-Benzo[a]fluorene 13.07 2.2 ng 168514 5 13.95 1523540 20.0
Docosyl pentafluo... 13.82 2.4 ng 185755 5 13.95 1523540 20.0
3-Phenylthio-2H-c... 14.80 3.3 ng 133008 6 15.36 803141 20.0
Benzo[e]pyrene 15.25 6.0 ng 240086 6 15.36 803141 20.0
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