LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090262.D

Aca On : 27 Sep 2016 20:00

Operator : UM/SJ

Sample : H4949-01

Misc :

ALS Vial : 15 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-BF092016.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 1.644 4 5 54 rVvB 2858962 8409389 100.00% 19.725%
2 4.547 257 259 273 rVB 282159 478206 5.69% 1.122%
3 5.027 299 301 304 rBVY 1667767 2258240 26.85% 5.297%
4 6.136 395 398 400 rBY 2171330 2583493 30.72% 6.060%
5 6.239 405 407 410 rVvVvV 2397679 2268240 26.97% 5.320%
6 6.479 426 428 430 rBV 488155 690615 8.21% 1.620%
7 6.627 439 441 444 rBV 1935666 1821219 21.66% 4.272%
8 7.050 475 478 480 rBV 1415230 1598856 19.01% 3.750%
9 7.759 538 540 545 rBVY 1055995 993722 11.82% 2.331%
10 8.845 632 635 637 rBY 2435218 2790140 33.18% 6.545%

11 9.245 668 670 672 rBV 771871 856942 10.19% 2.010%
12 9.359 678 680 682 rvVB 125657 106888 1.27% 0.251%
13 9.496 690 692 694 rvvV 1035888 1006130 11.96% 2.360%
14 10.182 748 752 758 rBv4 35336 91287 1.09% 0.214%
15 10.285 758 761 763 rBV 1214463 1379876 16.41% 3.237%

16 10.433 772 774 777 rVB 91228 128158 1.52% 0.301%
17 10.971 818 821 825 rBv2 635152 1467628 17.45% 3.442%
18 11.039 825 827 829 rVB 171641 151968 1.81% 0.356%
19 11.462 862 864 865 rBvV 132425 125022 1.49% 0.293%
20 11.496 865 867 869 rvv 127240 153446 1.82% 0.360%

21 11.531 869 870 872 rvv2 134791 173764 2.07% 0.408%
22 11.576 872 874 878 rVB2 145436 315272 3.75% 0.740%
23 11.759 888 890 895 rvB2 73676 147780 1.76% 0.347%
24 12.011 909 912 913 rBV 122860 134936 1.60% 0.317%
25 12.091 918 919 923 rVB2 85690 88134 1.05% 0.207%

26 12.159 923 925 928 rBV 803918 1037876 12.34% 2.434%
27 12.308 936 938 942 rBV2 78955 121888 1.45% 0.286%
28 12.388 942 945 947 rBV 1103840 1101076 13.09% 2.583%
29 12.548 957 959 962 rVV 1766758 1710595 20.34% 4.012%
30 12.616 962 965 966 rvv2 82998 122308 1.45% 0.287%

31 12.719 969 974 976 rVB2 136776 253703 3.02% 0.595%

32 12.788 977 980 981 rBV 75172 86864 1.03% 0.204%
33 12.822 981 983 984 rBV 128123 169208 2.01% 0.397%
34 12.902 989 990 992 rBV 62371 85760 1.02% 0.201%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090262.D

Aca On : 27 Sep 2016 20:00

Operator : UM/SJ

Sample : H4949-01

Misc :

ALS Vial : 15 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF092016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.142 1005 1011 1014 rBV5 57072 242636 2.89% 0.569%

36 13.222 1015 1018 1020 rVvVv 81369 129349 1.54% 0.303%
37 13.325 1025 1027 1028 rBV 121921 142775 1.70% 0.335%
38 13.371 1028 1031 1032 rVV2 78913 170490 2.03% 0.400%
39 13.462 1038 1039 1044 rBV3 162439 243749 2.90% 0.572%
40 13.577 1046 1049 1055 rvv3 981141 2115371 25.15% 4.962%

41 13.714 1059 1061 1064 rBV3 33025 86154 1.02% 0.202%
42 13.965 1081 1083 1084 rVB 102831 105645 1.26% 0.248%
43 14.102 1092 1095 1098 rBV5 105580 216985 2.58% 0.509%
44 14.560 1133 1135 1140 rBV 614322 1170560 13.92% 2.746%
45 14.800 1154 1156 1158 rBVY 387518 380037 4_.52% 0.891%

46 14.845 1158 1160 1163 rVB 373284 481812 5.73% 1.130%
47 14.902 1163 1165 1170 rBV2 567691 843427 10.03% 1.978%
48 15.451 1211 1213 1221 rVB 139073 274091 3.26% 0.643%
49 15.782 1240 1242 1249 rVB3 113681 255317 3.04% 0.599%
50 16.045 1262 1265 1272 rVB2 208928 453731 5.40% 1.064%

51 16.228 1279 1281 1284 rVB3 73096 114712 1.36% 0.269%
52 16.377 1291 1294 1298 rBV 164507 297293 3.54% 0.697%

Sum of corrected areas: 42632763
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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\BF092716\

BF090262.D

27 Sep 2016 20:00

UM/SsJ

H4949-01

15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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1|64
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090262.D

Aca On : 27 Sep 2016 20:00

Operator : UM/SJ

Sample : H4949-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4_.55 13.85 ng 478206 1,4-Dichlorobenzene-d4 6.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Succinic acid. heptvl 2-methoxve... 274 C14H2605 1000325-80-7 28
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Acetone 58 C3H60 000067-64-1 9
5 Guanidine 59 CH5N3 000113-00-8 9
Abundance Scan 259 (4.547 min): BF090262.D (-257) (-) m/z 43.05 100.00%

43
59
5000
101

420 440 460 480

83 |
0...,....','..!|,....,....,....,....,....,....,....,2.0.7..,....,... m/z 59.10 62.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LI L L L L L L L L L

420 4.40 4.60 4.80
m/z 101.10 23.06%

27 “ g3 101
0...“v”w”.w.”.“.”J”..“.”,”.w.”.“....”.“.”,”.
m/z--> 20 40 80 100 120 140 160 180 200 220 240
Abundance
59
R REaE e EARm
4.20 4.40 4.60 4.80
5000 7 10 m/z 58.10 16.75%
b % 159
o 114128 145 177199 517 244
R R LAl A m B e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #4030: 2,3-Butanedione, monooxime R ....,.
43 420 440 460 4.80

m/z 41.10 8.39%

5000
101
1528 | 58 g
Ol el rrel e e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 4.20 440 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090262.D

Aca On : 27 Sep 2016 20:00

Operator : UM/SJ

Sample : H4949-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 unknown6.24 Concentration Rank 2

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

6.24 65.69 ng 2268240 1,4-Dichlorobenzene-d4 6.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 407 (6.239 min): BF090262.D (-405) (-) m/z 132.10 100.00%
132
5000 68
40 | 75 8 600 620 6.40 6.60
54 104 . . . .
o..,....,....,....,".'.‘.‘7.,::..??...'....,..?‘.7,....,.':..,.1.1:‘3.,....,'...,.. m/z 68.10 43.30%
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
5000 AR A LRSS LA L
6.00 6.20 6.40 6.60
31 78 m/z 134.10 32.33%
38 ‘
0'W'”'P'”I”J“'h'P'”I”'W”'W'”'P'”I”'W'”'P'”I"'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132

6.00 6.20 6.40 6.60
5000 m/z 66.05 26.22%

15 28 39 52 6 77 o0 104 o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine e  RRmas n
132 6.00 6.20 6.40 6.60
m/z 69.10 16.66%
97
5000
70
31 60
: “9 0 T e s |
B B AR B B e e AR RARRA R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090262.D

Aca On : 27 Sep 2016 20:00

Operator : UM/SJ

Sample : H4949-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 Phenanthrene, 2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.50 2.09 ng 153446 Phenanthrene-d10 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 97
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 97
3 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 97
4 Anthracene. 9-methvl- 192 C15H12 000779-02-2 94
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 93
Abundance Scan 867 (11.496 min): BF090262.D (-865) (-) m/z 192.10 100.00%
192
5000
82 94 16 11.20 11.40 11.60 11.80
o 44 63 113 128139 152 m/z 191.10 52.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54749: Phenanthrene, 2-methyl-
192
5000
11.20 11.40 11.60 11.80
165 m/z 189.10 28 .50%
o 27 3950 63 82 9% 115126139152 | 176 ||
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
192
11.20 11.40 11.60 11.80
5000 m/z 193.10 16.16%
165
ol 15 27 39 51 63 83 96 195196139 152 176
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54746: Phenanthrene, 1-methyl-
192 11.20 11.40 11.60 11.80
m/z 190.10 14 .09%
5000
165
0 27 39 50 63 74 g5 96 115126 139 152 | 176 |
m/z--> 20 40 60 8 100 120 140 160 180 200 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090262.D

Aca On : 27 Sep 2016 20:00

Operator : UM/SJ

Sample : H4949-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 6 Pentadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.53 2.37 ng 173764 Phenanthrene-d10 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 64
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 55
3 Tetradecanoic acid 228 C14H2802 000544-63-8 38
4 n-Decanoic acid 172 C10H2002 000334-48-5 30
5 1-Octadecanesulphonyl chloride 352 C18H37CI102S 1000342-70-4 15
Abundance Scan 870 (11.531 min): BF090262.D (-869) (-) m/z 73.05 100.00%
73
43 60
5000 192
11.20 1140 11.60 11.80
(o} m/z 43.10 70.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid
43 60 73
5000 L UL BRI B B
29 11.20 11.40 11.60 11.80
m/z 60.00 69 .59%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73 . .
11)20 11)40 11!60 11fso '
5000 129 m/z 57.10 65.76%
9 115 1571711g5 213 256
o 143 199 | 227941
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid R R mEEE
60 73 11.20 11.40 11.60 11.80
43 m/z 55.10 57 .34Y%
5000 129
29
oL 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11'20 11. 40 11. 60 11|80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090262.D

Aca On : 27 Sep 2016 20:00

Operator : UM/SJ

Sample : H4949-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 Benzaldehyde, 3,5-dichloro-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.58 4_.30 ng 315272 Phenanthrene-d10 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4Cl1202 000090-60-8 72
2 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 62
3 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 38
4 Anthracene. 1-methvl- 192 C15H12 000610-48-0 35
5 Benzene, 1,1"-(1,2-propadienylid... 192 C15H12 014251-57-1 25
Abundance Scan 874 (11.576 min): BF090262.D (-872) (-) m/z 189.10 100.00%
149
5000
o4 165
82 11.20 11.40 11.60 11.80
o 110 128139152 210 224 77 19010 95 260
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53364: Benzaldehyde, 3,5-dichloro-2-hydroxy-
190
5000 LN SUNL SUREE I
11.20 11.40 11.60 11.80
63 133144 172 m/z 192.10 72.25%
28
0 ”]:7“1\”\\"4;\9'\"”;\\5 M 109120‘ ‘ M .:Lq:.l-... ...M. R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
190
11.20 11.40 11.60 11.80
5000 m/z 191.10 54 .04%
94
0 27 39 50 63 81 110122 137150163 178
m/z--> 25 Jo eb éo 160 150 110 160 180 260 250
Abundance #54751: Phenanthrene, 4-methyl-
192 11.20 11.40 11.60 11.80
m/z 94.60 20.95%
5000
95 165
o 5163 82 | 125139182 | H‘H
m/z--> 25 Jo eb éo 160 150 110 160 180 200 250 1120 1140 1160 11%0 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090262.D

Aca On : 27 Sep 2016 20:00

Operator : UM/SJ

Sample : H4949-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 Naphthalene, 2-phenyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

11.76 2.01 ng 147780 Phenanthrene-d10 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-phenvl- 204 C16H12 000612-94-2 89
2 Tricvclol8.2.2.2(4.7)1hexadeca-2... 204 C16H12 006572-60-7 86
3 6-Phenvlbenzocvclohepten-7-one 232 C17H120 093327-56-1 64
4 9-Acridinecarbonitrile 204 C14H8N2 005326-19-2 58
5 Naphthalene, 1-phenyl- 204 Cl6H12 000605-02-7 55

Abundance Scan 890 (11.759 min): BF090262.D (-888) (- m/z 204.10 100.00%

204
5000

5 76 89101 11.40 11.60 11.80 12.00

113 126 139150 165176

50 6

(o} m/z 202.10 35.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64594: Naphthalene, 2-phenyl-
204
5000 LI LN L L L L LB L L B

11.40 11.60 11.80 12.00
m/z 203.10 27.02%

101
28 5163 76 ?? | 113126138150163176139 ll

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

204

11.40 11.60 11.80 12.00
5000 m/z 205.15 16.60%

101
189
07 39 51 63 76 88 113126139152164176

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

Abundance #87775: 6-Phenylbenzocyclohepten-7-one

204 11.40 11.60 11.80 12.00

m/z 101.00 14 .09%
5000
101 232
116
oL 39516376 897 27 150163176189 il 216 |,

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090262.D

Aca On : 27 Sep 2016 20:00

Operator : UM/SJ

Sample : H4949-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 Fluoranthene, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

12.72 2.40 ng 253703 Chrysene-di12 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fluoranthene., 2-methvl- 216 C17H12 033543-31-6 91
2 11H-Benzolblfluorene 216 C17H12 000243-17-4 90
3 Pvrene. l-methvl- 216 C17H12 002381-21-7 87
4 11H-Benzolalfluorene 216 C17H12 000238-84-6 74
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 74

Abundance Scan 974 (12.719 min): BF090262.D (-969) (-) m/z 216.10 100.00%

216

5000

107

12.40 12.60 12.80 13.00
m/z 215.20 81.01%

ol 123 148163

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #74424: Fluoranthene, 2-methyl-

2

5000
12.40 12.60 12.80 13.00

m/z 213.10 20.35%

189

122 139 163

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
216
SRRV AR
12.40 12.60 12.80 13.00
5000 m/z 217.20 17.81%

107
o 39 63 77 937 122139 163 189

wmmﬁwmmﬁwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #74411: Pyrene, 1-methyl- B
12.40 12.60 12.80 13.00

m/z 107 .50 14 .69%

5000

14 39 63
REREEEEEEEEEEES) N EAEEEEEEE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090262.D

Aca On : 27 Sep 2016 20:00

Operator : UM/SJ

Sample : H4949-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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, 1,3-dimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.14 2.29 ng 242636 Chrysene-di12 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 1.3-dimethvl- 230 C18H14 064401-21-4 68
4-(6-Methoxv-3-methvl-2-benzofur... 230 C14H1403 010444-37-8 53
3 6.6-Diphenvlfulvene 230 C18H14 002175-90-8 53
4 o-Terphenvl 230 C18H14 000084-15-1 49
5 Dibenzo[c,h][2,6]naphthyridine 230 C16H10N2 000218-30-4 47
Abundance Scan 1011 (13.142 min): BF090262.D (-1005) (-) m/z 230.20 100.00%
230

215

5000
D oas 101114
129144158 180 202 243 258 12.80 13.00 13.20 13.40
0 m/z 215.10 64 .83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #86273: Pyrene, 1,3-dimethyl-
230
5000 LA L L L L L L LB L L B
215 12.80 13.00 13.20 13.40
101 202 m/z 229.20 40.25%
0 43 57 73 88 4 150163176189 \L il
LA N i e o o e Rl B o SRR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
215230
12.80 13.00 13.20 13.40
5000 m/z 228.10 28.68%
187
JLis28 #6377 101115128 14455171 200
T T T T T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #86270: 6,6-Diphenylfulvene
230 12.80 13.00 13.20 13.40

m/z 71.10 23.09%

5000
215
o1 202
33 51 7588 1114, 1‘32165 189 \ L il

B g N ASS e TRRNT S N A | R .

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12. 80 13. OO 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090262.D

Aca On : 27 Sep 2016 20:00

Operator : UM/SJ

Sample : H4949-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 Behenic alcohol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.46 2.30 ng 243749 Chrysene-di12 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 91
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 90
4 1-Heneicosanol 312 C21H440 015594-90-8 90
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 90
Abundance Scan 1039 (13.462 min): BF090262.D (-1038) (-) m/z 57.10 100.00%
57 83
5000 m “fﬁwaﬁ/\VMA/A\WAvvfo\,,A
SR SN BN BN B
140 178 234 268 13.20 13.40 13.60 13.80
ol ‘,1 Z19 m/z 83.10 97.92%
m/z--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcohol
55 83
5000 111 LA L L L L LN
13.20 13.40 13.60 13.80
- m/z 97.10 87 .06%
ol A 4 ‘\ | 167 196 224 252 280 308
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
83 SR SNSRI BN B
13.20 13.40 13.60 13.80
5000 m/z 55.10 84 .56%
29 111
0 139 167 196 224 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester e B A REREE R
57 13.20 13.40 13.60 13.80
83 m/z 69.10 83.27%
o T JNAnJ\_v’\AA,,A\_vaﬂjvvf\pﬁﬁ
29 169
0 J ! “ ‘ (| h13‘9 . ‘ | 2]\-0 255 406
m/z--> 50 100 150 200 250 300 350 400 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090262.D

Aca On : 27 Sep 2016 20:00

Operator : UM/SJ

Sample : H4949-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 unknownl14.10 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.10 2.05 ng 216985 Chrysene-di12 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5.6-Dimethvl-4-phenvl-3-cvanopvr... 240 C14H12N2S 094639-18-6 46
2 9H-Cvclopentalalpvrene 240 C19H12 050861-05-7 45
3 Hexadecanoic acid. 4-nitrophenvl... 377 C22H35N04 001492-30-4 25
4 1-Heptacosanol 396 C27H560 002004-39-9 25
5 Benzenamine, 4-(6-methyl-2-benzo... 240 C14H12N2S 000092-36-4 22

Abundance Scan 1095 (14.102 min): BF090262.D (-1092) (-) m/z 240.10 100.00%

0

5000
137,65 178 213 262580302 334 13.80 14.00 14.20 14.40
0 m/z 239.10 98.37%
m/z--> 50 100 150 200 250 300 350
Abundance #93904: 5,6-Dimethyl-4-phenyl-3-cyanopyridine-2(1H)-thione
240
5000 LA L L LB L L LN |

13.80 14.00 14.20 14.40
m/z 57.10 65.95%

39 77 112 1ﬁ0 179 212
O
m/z--> 50 100 150 200 250 300 350
Abundance
240
Rl REEEE B
13.80 14.00 14.20 14.40
5000 m/z 83.10 52.49%
119 W
0 43 78 98 137 163 187 211
T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #201039: Hexadecanoic acid, 4-nitropheny! ester e B
239 13.80 14.00 14.20 14.40
m/z 43.10 46.13%
43
5000
o ‘ 1L ‘ ‘M M‘ I \ 141159 181 211 267 318 347 377
ey ' T R e R R
m/z--> 50 150 200 250 300 350 13. 80 14. 00 14 20 14. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090262.D

Aca On : 27 Sep 2016 20:00

Operator : UM/SJ

Sample : H4949-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 unknownl5.45 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.45 6.50 ng 274091 Perylene-di12 14.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 9-dodecvltetradecahv... 360 C26H48 055401-75-7 37
2 4-Fluoro-2-trifluoromethvlbenzoi... 278 C13H14F402 1000357-27-5 27
3 2-Fluoro-5-trifluoromethvlbenzoi... 292 C14H16F402 1000338-95-9 27
4 3-Fluoro-4-trifluoromethvlbenzoi... 250 C11H10F402 1000357-93-2 27
5 3-Fluoro-5-trifluoromethylbenzoi... 404 C22H32F402 1000338-66-5 27
Abundance Scan 1213 (15.451 min): BF090262.D (-1211) (-) m/z 191.20 100.00%
191
95
5000 123
69 163 264 N
41
245 347 370 398 15.20 15.40 15.60 15.80
o 221 0 420 3®EISE.ES | Tm/z 95.10 55.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #190939: Anthracene, 9-dodecyltetradecahydro-
95 191
43
5000 67 LRI SUNILE B BRI SUM
15.20 15.40 15.60 15.80
135 m/z 81.10 45 .51%
oLb— \I‘ IH‘I \‘;\ ‘w"h“l ‘:‘1|$|‘| ‘|1|61| “: l |2]|-0| 2|3|6 2|§4|.| |3|03| T
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
70 "' 1520 15.40 15.60 15.80
5000 m/z 177.20 44 .01%
163
o 43 94113 144 210 235 263
m/z--> 55 160 1%0 260 2%0 360 3éo 460
Abundance #137428: 2-Fluoro-5-trifluoromethylbenzoic acid, isohexyl ... e RARREEE RS
191 15.20 15.40 15.60 15.80
m/z 123.10 37.03%
5000 84
43 163
oL 63 | 113 144 K
miz-> 50 100 150 200 250 300 350 400 "' 1520 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090262.D

Aca On : 27 Sep 2016 20:00

Operator : UM/SJ

Sample : H4949-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 14 unknownl15.78 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.78 6.05 ng 255317 Perylene-di12 14.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-(p-Aminophenvl)-2-thiazolamine 191 CO9HON3S 090349-87-4 38
2 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 35
3 3-Fluoro-5-trifluoromethvlbenzoi... 284 C14H8F402 1000357-95-5 27
4 Quinoline. 2-chloro-4.8-dimethvl- 191 C11H1O0CIN 1000337-72-5 27
5 3-Fluoro-5-trifluoromethylbenzoi... 376 C20H28F402 1000338-65-6 22
Abundance Scan 1242 (15.782 min): BF090262.D (-1240) (-) m/z 191.20 100.00%
1

ks

5000
284 Trrrryrrrryrrrryprrror[r1
999 220 316 350371 397 15.40 15.60 15.80 16.00 16.20
0 m/z 95.10 52.89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #54044: 5-(p-Aminophenyl)-2-thiazolamine
191
5000 LA L B L L B L L L
15. 40 15 60 15. 80 16. 00 16 20
m/z 81.10 45.92%
104 30 164
o ‘.H‘.‘,... N
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
IR s e
15.40 15.60 15.80 16.00 16.20
5000 . m/z 123.10 28.00%
29
93 121 149
0 171
m/z--> 50 100 150 200 250 300 350 400
Abundance #130671: 3-Fluoro-5-trifluoromethylbenzoic acid, phenyl ester R e e e e
191 15.40 15.60 15.80 16.00 16.20
m/z 69.10 27.67%
5000
163
284
0 39 65 113 143 | B ‘
m/z--> 50 100 150 200 250 300 350 400 15. 40 15 60 15. 80 16. 00 16 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090262.D

Aca On : 27 Sep 2016 20:00

Operator : UM/SJ

Sample : H4949-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.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 15 unknownl16.23 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.23 2.72 ng 114712 Perylene-di12 14.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzla.ilanthracene 278 C22H14 000224-41-9 38
2 Dibenzla.hTanthracene 278 C22H14 000053-70-3 30
3 Benzlalanthracene-7.12-dicarboni... 278 C20H10N2 035215-32-8 30
4 Pentaphene 278 C22H14 000222-93-5 30
5 Indeno[2,1-b]pyran, 2-(4-chlorop... 278 C18H11CIO 062096-34-8 25
Abundance Scan 1281 (16.228 min): BF090262.D (-1279) (-) m/z 278.20 100.00%
218
191
5000
a4 8372 411 ' 16.00 16.20 16.40 16.60
0 m/z 191.20 63.01%
m/z--> 50 100 150 200 250 300 350 400
Abundance #126222: Dibenz[a,jJanthracene
278
5000 HA R N SRR B
16.00 16.20 16.40 16.60
139 m/z 95.10 48 .78%
L e e B T B S s
m/z--> 50 100 150 200 250 300 350 400
Abundance
278
" 16.00 16.20 16.40 16.60
5000 m/z 81.10 42 .42%
139
oL 39 63 87 113 161 187 224 250
m/z--> §0 160 1%0 260 2%0 360 3%0 460
Abundance #126177: Benz[a]anthracene-7,12-dicarbonitrile R B A B
278 16.00 16.20 16.40 16.60
m/z 276.20 38.45%
5000
43 74 112139 17,108 204249
m/z--> §0 160 1%0 260 250 360 3%0 460 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092716\
Data File : BF090262.D

Acq On : 27 Sep 2016 20:00

Operator : UM/SJ

Sample - H4949-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092016 .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]
2-Pentanone, 4-hy... 4.55 13.9 ng 478206 1 6.48 690615 20.0
unknown6 .24 6.24 65.7 ng 2268240 1 6.48 690615 20.0
Phenanthrene, 2-m... 11.50 2.1 ng 153446 4 10.97 1467630 20.0
Pentadecanoic acid 11.53 2.4 ng 173764 4 10.97 1467630 20.0
Benzaldehyde, 3,5... 11.58 4.3 ng 315272 4 10.97 1467630 20.0
Naphthalene, 2-ph... 11.76 2.0 ng 147780 4 10.97 1467630 20.0
Fluoranthene, 2-m... 12.72 2.4 ng 253703 5 13.58 2115370 20.0
Pyrene, 1,3-dimet... 13.14 2.3 ng 242636 5 13.58 2115370 20.0
Behenic alcohol 13.46 2.3 ng 243749 5 13.58 2115370 20.0
unknown14.10 14.10 2.0 ng 216985 5 13.58 2115370 20.0
unknown15.45 15.45 6.5 ng 274091 6 14.90 843427 20.0
unknownl15.78 15.78 6.0 ng 255317 6 14.90 843427 20.0
unknownl16.23 16.23 2.7 ng 114712 6 14.90 843427 20.0
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