LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111414\
Data File : BF075567.D

Acq On : 16 Nov 2014  3:32

Operator : TP / JJ

Sample - F4713-03

Misc :

ALS Vial : 65 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:\HPCHEMI1\BNA_F\METHODS\8270-BF111214_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

1.613 43 46 49 rBV 1669621 1905507 100.00% 8.281%
1.761 56 59 62 rvB 104712 141594 7.43% 0.615%
77 83 rBv2 247877 364627 19.14% 1.585%
5.350 371 373 377 rVB 252855 273990 14.38% 1.191%
5.853 415 417 420 rBvV 618117 840018 44.08% 3.651%

abrwWNPEF
=
(o}
()}
\l
\l
w

7.110 525 527 530 rBV 801848 935345 49.09% 4._.065%
7.270 539 541 544 rBV 1037702 939565 49.31% 4.083%
566 569 rVB 377367 334923 17.58% 1.456%
7.739 580 582 585 rBvV 484158 656347 34.44% 2.852%
8.242 624 626 629 rBV 444144 542379 28.46% 2.357%

O © o~ O
\l
o
o
o
o
o
D

11 8.779 664 673 674 rBvV 63901 193753 10.17% 0.842%
12 8.825 674 677 686 rvB2 77833 204895 10.75% 0.890%
13 9.133 702 704 707 rBV 430452 478843 25.13% 2.081%
14 9.842 764 766 768 rBV 42850 39933 2.10% 0.174%
15 10.482 820 822 825 rBV 1441821 1273249 66.82% 5.533%

16 10.985 863 866 869 rvB 192933 175680 9.22% 0.763%

17 11.145 878 880 882 rvB 103379 98969 5.19% 0.430%
18 11.259 888 890 893 rBvV 20243 23306 1.22% 0.101%
19 11.316 893 895 897 rvv 507470 532223 27.93% 2.313%
20 11.362 897 899 902 rVvB 33249 37338 1.96% 0.162%
21 11.499 909 911 915 rBV2 30477 33745 1.77% 0.147%
22 11.579 915 918 919 rBV 33909 34366 1.80% 0.149%
23 11.831 937 940 943 rBV 26612 33624 1.76% 0.146%
24 11.888 943 945 948 rBV 26863 31728 1.67% 0.138%
25 12.002 953 955 959 rvB 84240 85485 4._.49% 0.372%
26 12.116 960 965 966 rBV5 12060 26507 1.39% 0.115%

27 12.219 971 974 977 rBV 150204 170049 8.92% 0.739%
28 12.299 979 981 984 rvv2 685685 850806 44.65% 3.698%

29 12.345 984 985 991 rVB 60927 89825 4.71% 0.390%
30 12.471 993 996 997 rvv2 17701 37745 1.98% 0.164%
31 12.505 997 999 1001 rVB 31060 41390 2.17% 0.180%
32 12.688 1012 1015 1016 rBV2 16911 28349 1.49% 0.123%
33 12.722 1016 1018 1020 rVB2 30077 41826 2.20% 0.182%
34 12.825 1025 1027 1030 rVvVv 25416 35393 1.86% 0.154%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111414\
Data File : BF075567.D

Acq On : 16 Nov 2014  3:32

Operator : TP / JJ

Sample - F4713-03

Misc :

ALS Vial : 65 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:\HPCHEM1I\BNA_F\METHODS\8270-BF111214_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.928 1034 1036 1040 rVB 32273 40636 2.13% 0.177%
36 12.985 1040 1041 1043 rBV 10895 20003 1.05% 0.087%
37 13.042 1043 1046 1048 rBvV 51442 58527 3.07% 0.254%

38 13.168 1055 1057 1059 rBV 487892 670192 35.17% 2.913%
39 13.202 1059 1060 1062 rVvVv 644532 493203 25.88% 2.143%
40 13.271 1062 1066 1068 rVV 138114 230031 12.07% 1.000%

41 13.305 1068 1069 1072 rVB2 12981 22120 1.16% 0.096%
42 13.465 1081 1083 1085 rVB 46304 45343 2.38% 0.197%
43 13.591 1092 1094 1096 rVB3 20037 27243 1.43% 0.118%
44 13.797 1110 1112 1114 rBV 55775 87876 4.61% 0.382%
45 13.831 1114 1115 1117 rVV 76577 86652 4 _55% 0.377%

46 13.865 1117 1118 1120 rVV2 92351 124802 6.55% 0.542%
47 13.934 1122 1124 1131 rVB2 146676 240417 12.62% 1.045%

48 14.082 1134 1137 1140 rBV3 36845 55341 2.90% 0.241%
49 14.174 1143 1145 1146 rBVY 54412 61587 3.23% 0.268%
50 14.402 1163 1165 1166 rBV 16347 31709 1.66% 0.138%
51 14.494 1170 1173 1174 rBV 41403 54612 2.87% 0.237%
52 14.528 1174 1176 1178 rBV3 23835 45095 2.37% 0.196%
53 14.585 1180 1181 1184 rVB3 43571 56528 2.97% 0.246%
54 14.688 1187 1190 1192 rBV 815224 901105 47.29%% 3.916%
55 14.768 1192 1197 1198 rBV3 29147 56046 2.94% 0.244%
56 14.802 1198 1200 1202 rVB 47806 48533 2.55% 0.211%

57 14.848 1202 1204 1211 rBV4 36644 123590 6.49% 0.537%
58 14.962 1211 1214 1216 rBV2 559343 856625 44.96% 3.723%
59 15.031 1218 1220 1225 rVB3 72278 101817 5.34% 0.442%
60 15.123 1226 1228 1229 rBV 46422 50119 2.63% 0.218%

61 15.168 1229 1232 1234 rVB 1397008 1399605 73.45% 6.083%
62 15.248 1234 1239 1241 rBV3 50142 115710 6.07% 0.503%
63 15.351 1246 1248 1249 rVV2 44361 67151 3.52% 0.292%
64 15.385 1249 1251 1253 rVB 126152 141679 7.44% 0.616%
65 15.465 1256 1258 1260 rBV 97624 101465 5.32% 0.441%

66 15.511 1260 1262 1263 rBV 91970 88566 4._.65% 0.385%
67 15.625 1270 1272 1274 rBV 47044 63757 3.35% 0.277%
68 15.660 1274 1275 1277 rBV 39987 55284 2.90% 0.240%
69 16.014 1304 1306 1309 rVB 68843 76021 3.99% 0.330%

70 16.151 1316 1318 1320 rBV 67212 113844 5.97% 0.495%
71 16.254 1325 1327 1328 rVV2 194767 268557 14.09% 1.167%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111414\
Data File : BF075567.D

Acq On : 16 Nov 2014  3:32

Operator : TP / JJ

Sample - F4713-03

Misc :

ALS Vial : 65 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
Title

> Z:\HPCHEM1I\BNA_F\METHODS\8270-BF111214_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 16.323 1331 1333 1336 rBV2 122577 189981 9.97% 0.826%
73 16.471 1343 1346 1347 rBV2 660534 1114539 58.49% 4._.844%
74 16.505 1347 1349 1351 rVB2 340563 472845 24.81% 2.055%
75 17.774 1457 1460 1465 rVB 381590 879105 46.13% 3.821%

76 18.106 1487 1489 1492 rVB 183594 248755 13.05% 1.081%
77 18.174 1492 1495 1497 rBV 261270 435240 22.84% 1.892%
78 18.243 1498 1501 1503 rBV 392848 585372 30.72% 2.544%
79 19.809 1636 1638 1645 rVB2 134021 272170 14.28% 1.183%
80 20.277 1677 1679 1682 rBV 102802 197151 10.35% 0.857%

Sum of corrected areas: 23009871
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF111414\

BF075567.D

16 Nov 2014  3:32

™ /7 JJ

F4713-03

65 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111214_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

1500000

1000000

500000

)

TIC: BFO75567.D
61

7.27

7.11

5.85
7.74

1.97
1.76

5.35

0
Time-->

T
1.50

2.00 2.50

3.00 3.50 4.00 4.50 5.00 5.50

Abundance

1500000

1000000

TIC: BFO75567.D

10.48

14.

12.30

11.32

13.20
13.07

500000

8.24

10.98 ]
12.2P

11.14

8782 9.84 116856811 DB

27 3
22 041k 354955 48874

O

Time-->  8.00

14.50

A
L R B B B N B O e e L L S B B B

8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00

Abundance

1500000

1000000

500000

TIC: BFO75567.D

15.17

Time-->

15.00

15.50 16.00

16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111414\
Data File : BF075567.D

Acq On : 16 Nov 2014  3:32

Operator : TP / JJ

Sample - F4713-03

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111214_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Propane, 2,2-dimethoxy- Concentration Rank 1

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

1.61 113.79 ng 1905510 1,4-Dichlorobenzene-d4 7.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 50
2 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 23
3 2-Butanone, 3-methoxy-3-methyl- 116 C6H1202 036687-98-6 9
4 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15CIO 100244-09-5 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 46 (1.613 min): BF075567.D (-43) (-) m/z 73.10 100.00%
8B
43
5000
89
36, 55 120 1.40 160 180 2.00
| SIS - 7 1SR S M. m/z 43.00 65.45%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4669: Propane, 2,2-dimethoxy-
73
43
5000 JRIE L IS LR
5 29 120 1.40 160 180 2.00
89 m/z 89.10 29.21%
b2 H\sa\ .50 o7 | o
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
71 120 140 160 180 2.00
5000 89 m/z 41.05 12.91%
27
18 59 101
e A RS RS AR RRARS RARRS RARRSARRRS RARES RRARN SARSN NARRN RN
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7939: 2-Butanone, 3-methoxy-3-methyl- REEREEEEE m e
73 1.20 1.40 1.60 1.80 2.00
m/z 45.00 9.45%
43
5000
o I, ¥ 85 101 116
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 & | 120 1.40 160 180 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111414\
Data File : BF075567.D

Acq On : 16 Nov 2014  3:32

Operator : TP / JJ

Sample - F4713-03

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111214_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.35 16.36 ng 273990 1,4-Dichlorobenzene-d4 7.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16

Abundance Scan 373 (5.350 min): BF075567.D (-371) (-) m/z 42.95 100.00%
43
5000 59
101 UL AR UL UL R
5.00 520 5.40 5.60
Obr e S0l S8l 60 8 | h; 59.00 50.81%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L AR L LN R B
59 500 520 540 560
m/z 101.10 15.04%
o 25 3t 37 | 83 g3 M
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
500 520 540 560
5000 m/z 58.00 13.34%
a1 101
15 31 53 69 83
S S S I I UL UL UL SULILILS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- e e
59 5.00 520 5.40 5.60
m/z 41.00 8.28%
5000 41
31
| © g
0% '|'%§'|" "|""|""|??"|""|' "'I""I"'g?l""l' U AREE RN UL R
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111414\
Data File : BF075567.D

Acq On : 16 Nov 2014  3:32

Operator : TP / JJ

Sample - F4713-03

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111214_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.27 Concentration Rank 2

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

7.27 56.11 ng 939565 1,4-Dichlorobenzene-d4 7.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12

Abundance Scan 541 (7.270 min): BF075567.D (-539) (-) m/z 132.00 100.00%
32
5000 68
96 U UL UL IR I
40 gy || g5 | . 115 7.00 7.20 7.40 7.60
ol e €2 g 2> m/z 68.10 37.20%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U UL L IR I
7.00 7.20 7.40 7.60
31 51 ‘ m/z 134.00 32.32%
0"hmH'H'IJW'I'”'I“'”I"‘W""P"'I”"I”"I'”
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
700 7.20 7.40 7.60
5000 67 m/z 66.00 23.03%
41 97
53
79 117
e L S L AL L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #88584: Amphetaminil ....,../.\.,....,....,....
132 7.00 7.20 7.40 7.60
m/z 69.10 13.94%
5000
91 105
39 51 65 77 | 117 146 159 178 208 222
m/z--> 40 60 80 100 120 140 160 180 200 220 700 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111414\
Data File : BF075567.D

Acq On : 16 Nov 2014  3:32

Operator : TP / JJ

Sample - F4713-03

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111214_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzophenone Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

12.22 6.39 ng 170049 Acenaphthene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 Azobenzene 182 C12H10N2 000103-33-3 64
3 Phenyl 4-pyridyl ketone 183 C12H9NO 014548-46-0 58
4 Acetophenone, 2-chloro- 154 C8H7CIO 000532-27-4 49
5 Benzenepropanenitrile, _beta.-oxo- 145 C9H7NO 000614-16-4 47

Abundance Scan 974 (12.219 min)d:) BF075567.D (-971) (-) m/z 105.00 100.00%

1

5
77
5000 182
51

11.80 12.00 12.20 12.40 12.60

152
ol M B3 86 96 || 115126 141 T 166 m/z 77.00 56.52%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44107: Benzophenone
105
7
51 1 11.80 12.00 12.20 12.40 12.60
m/z 182.10 45.66%
oL 27 39 | 63 | 86 ‘ 126 139 152 163
T T e T e T e e T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
77
L B e e
182 11.80 12.00 12.20 12.40 12.60
5000 m/z 51.00 25.08%
51 105
0 27 39 64 91 115 128 139 152
T e e T B e LA I e o o o o o o o o B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44789: Pheny| 4-pyridyl ketone BB R R e L
105 11.80 12.00 12.20 12.40 12.60

m/z 106.00 8.70%

77 183
5000 51
| 63 | ‘ 127 154 \
O B T e B o e N o S

m/z--> 20 40 60 80 100 120 140 160 180 11.80 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111414\
Data File : BF075567.D

Acq On : 16 Nov 2014  3:32

Operator : TP / JJ

Sample - F4713-03

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111214_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pentadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

13.87 3.72 ng 124802 Phenanthrene-d10 13.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 80
2 Tetradecanoic acid 228 C14H2802 000544-63-8 72
3 Undecanoic acid 186 C11H2202 000112-37-8 64
4 n-Decanoic acid 172 C10H2002 000334-48-5 55
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 49

Abundance Scan 1118 (13.865 min): BF075567.D (-1117) (-) m/z 73.00 100.00%

5000

13.60 13.80 14.00 14.20
m/z 43.05  95.54%

01

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83683: Pentadecanoic acid
43
5000 LA L L L L L L L L
13.60 13.80 14.00 14.20
2 m/z 57.05 90.11%
Otrrrprrrtr
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
73
43 R LR e
13.60 13.80 14.00 14.20
5000 129 m/z 60.00 88.54%
97 185 228
o 2T 58 113 149166 200
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #46615: Undecanoic acid
60 13.60 13.80 14.00 14.20
m/z 55.10 70.00%
5000 43
85 129
2 ‘ ‘ 101 ‘ 157 186
0 1 L e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111414\
Data File : BF075567.D

Acq On : 16 Nov 2014  3:32

Operator : TP / JJ

Sample - F4713-03

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111214_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 11 4H-Cyclopenta[def]phenanthrene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.93 7.17 ng 240417 Phenanthrene-d10 13.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 92
2 Pyrazole-4-carboxaldehyde, 3-(4-... 190 C10H7FN20 306936-57-2 46
3 2,2"-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 38
4 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 37
5 Phenol, 4-(2-thienylmethyl)- 190 C11H100S 091680-55-6 37
Abundance Scan 1124 (13.934 min): BF075567.D (-1122) (-) m/z 190.10 100.00%
0

5000

13.60 13.80 14.00 14.20

209225

289306

0 m/z 189.05 91.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190

5000
13.60 13.80 14.00 14.20

m/z 192.10 47 .75%

110 137 163

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
190
13.60 13.80 14.00 14.20
5000 m/z 191.10 45 .28%
95 134 162
40 57 75 114
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48945: 2, 2'-Bis(4,5-dimethylimidazole) A e T T T T
42 190 13,60 13.80 14.00 14.20

m/z 94.50 25.65%

¢

13 60 13. 80 14. OO 14. 20

5000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111414\
Data File : BF075567.D

Acq On : 16 Nov 2014  3:32

Operator : TP / JJ

Sample - F4713-03

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111214_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 13 Pyrene, 2-methyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
15.25 2.08 ng 115710 Chrysene-di12 16.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pyrene, 2-methyl- 216 C17H12 003442-78-2 93
2 Pyrene, 1l-methyl- 216 C17H12 002381-21-7 90
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 86
4 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 76
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 64

Abundance Scan 1239 (15.248 min): BF075567.D (-1234) (-) m/z 216.10 100.00%
216
5000 f {
94 189
55 75 126 144 172 236251267 291306 15.00 15.20 15.40 15.60
(I " 2 m/z 215.10 82.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #67025: Pyrene, 2-methyl-
216
5000 95
15.00 15.20 15.40 15.60
189 m/z 213.10 20.14%
o 53 74 11 163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
216
" 15.00 15,20 15.40 15.60
5000 m/z 94.50 19.61%
108 189
ol 39 63 87 137 163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #67037: Fluoranthene, 2-methyl- T
216 15.00 15.20 15.40 15.60
m/z 217.10 18.34%
5000
108
ol 30 T4 83 | 123139 163 1?9‘ ‘H
miz-> 20 40 60 80 160 120 140 160 180 200 220 240 260 280 300 15.00 15.20 15.40 15.60

8270-BF111214 .M Mon Nov 17 17:42:39 2014

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111414\
Data File : BF075567.D

Acq On : 16 Nov 2014  3:32

Operator : TP / JJ

Sample - F4713-03

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111214_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 14 11H-Benzo[b]fluorene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.39 2.54 ng 141679 Chrysene-di12 16.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 91
2 Pyrene, 1l-methyl- 216 C17H12 002381-21-7 90
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 87
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 74
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 72
Abundance Scan 1251 (15.385 min): BF075567.D (-1249) (-) m/z 216.10 100.00%
216
5000
41 59 76 1?8 139 163 187 240 261 283 307326 346 15.00 1620 16.40 1560 1580
ol 215978 | | 139163 U7 .l 240201283 307326346 | n/7 215.10 71.87%
m/z--> 50 100 150 200 250 300 350
Abundance #67030: 11H-Benzo[b]fluorene
216
5000

15.00 15.20 15.40 15.60 15.80
m/z 213.10 20.88%

107
39 6381 ", 139 163 189

O
m/z--> 50 100 150 200 250 300 350
Abundance
216
T T T T
15.00 15.20 15.40 15.60 15.80
5000 m/z 217.10 16.72%
95 189
0 14 39 63 122139 163
— T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #67031: 11H-Benzo[a]fluorene A o B
216 15.00 15.20 15.40 15.60 15.80
m/z 107.80 13.74%
5000
107
ol,_2744 6381, | 139 163 189
— T T T e T AR RS RS
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111414\
Data File : BF075567.D

Acq On : 16 Nov 2014  3:32

Operator : TP / JJ

Sample - F4713-03

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111214_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 15 Benzo[b]naphtho[2,3-d]thiop... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.15 2.04 ng 113844 Chrysene-d12 16.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[b]naphtho[2,3-d]thiophene 234 C16H10S 000243-46-9 93
2 Benzo[b]naphtho[2,1-d]thiophene 234 C16H10S 000239-35-0 64
3 Benzo[b]naphtho[1l,2-d]thiophene 234 C16H10S 000205-43-6 50
4 5,6,8,9,10,11-Hexahydrobenz[a]Jan... 234 C18H18 067064-61-3 38
5 Anthra[l1,9a,9-cd;5,10a,10-c"d"]d... 234 C14H6N202 000201-91-2 37
Abundance Scan 1318 (16.151 min): BF075567.D (-1316) (-) m/z 234.10 100.00%
34
5000
202
a 163 15.80 16.00 16.20 16.40
57 100 | 140 255273 319 364 : : : :
392072 18 SN2 O3V N Tw/z 202.10  29.32%
m/z--> 50 100 150 200 250 300 350
Abundance #78648: Benzo[b]naphtho[2,3-d]thiophene
234
5000 S R SUNRLA UL IR B
15.80 16.00 16.20 16.40
117 m/z 230.10 28.69%
o 63 95 | 139 163 189208 ﬁ
m/z--> 50 100 150 200 250 300 350
Abundance
234
15.80 16.00 16.20 16.40
5000 m/z 235.10 19.00%
117
o 40 g3 95 | 139 163 18908
m/z--> 50 100 150 200 250 300 350
Abundance #78649: Benzo[b]naphtho[1,2-d]thiophene R o e AN
234 15.80 16.00 16.20 16.40
m/z 117.00 16.87%
5000
117
o 63 9 | 139 163 189508
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111414\
Data File : BF075567.D

Acq On : 16 Nov 2014  3:32

Operator : TP / JJ

Sample - F4713-03

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111214_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 16 unknownl6.25 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.25 4.82 ng 268557 Chrysene-di12 16.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (2,3-Diphenylcyclopropyl)methyl ... 332 C22H200S 131758-71-9 25
2 1,2-Propanediol, 3-benzyloxy-1,2... 266 C14H1805 013754-10-4 17
3 4-Benzyloxy-3-methoxy-2-nitroben. .. 303 C15H13N06 003584-32-5 11
4 Norgestrel 312 C21H2802 006533-00-2 11
5 Carbamic acid, N-(2-benzyl-3-oxo... 326 C18H18N204 028832-03-3 10
Abundance Scan 1327 (16.254 min): BF075567.D (-1325) (-) m/z 91.00 100.00%
91
5000
117
NN IR B
65 234 16.00 16.20 16.40 16.60
ol 32 bl 143 18] I. S 258 201812 3473710 | ns7117.05  28.75%
m/z--> 50 100 150 200 250 300 350
Abundance #133902: (2,3-Diphenylcyclopropyl)methyl phenyl sulfoxide,...
91 129
5000 I S UL IS B
16.00 16.20 16.40 16.60
207 m/z 207.10 15.54%
oL 39 6 110 | 152178 | 525 316
m/z--> 50 100 150 200 250 300 350
Abundance
91
16,00 16.20 16.40 16.60
5000 117 m/z 194.10 13.62%
43
o & 147167 193 223
m/z--> 50 100 150 200 250 300 350
Abundance #119063: 4-Benzyloxy-3-methoxy-2-nitrobenzoic acid R AR
91 16.00 16.20 16.40 16.60
m/z 92.10 8.20%
oL17 39 65 | 123 181 212 273 303
m/z--> 50 100 150 200 250 300 350 16.00 16.20 16.40 16.60

8270-BF111214 .M Mon Nov 17 17:42:42 2014
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111414\
Data File : BF075567.D

Acq On : 16 Nov 2014  3:32

Operator : TP / JJ

Sample - F4713-03

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111214_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 17 1-Docosene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.32 3.41 ng 189981 Chrysene-di12 16.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 1,2-Octadecanediol 286 C18H3802 020294-76-2 87
3 17-Pentatriacontene 491 C35H70 006971-40-0 87
4 10-Heneicosene (c,t) 294 C21H42 095008-11-0 86
5 1-Octadecene 252 C18H36 000112-88-9 83
Abundance Scan 1333 (16.323 min): BF075567.D (-1331) (-) m/z 57.10 100.00%
~783
5000
111 e
] l | 152178 225 257 288 332 369 399 16.00 16.20 16.40 16.60
O B B gt ey m/z 43.10 97.97%
mz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #121981: 1-Docosene
55
5000 UL AR S B B
29 16. oo 16. 20 16. 40 16.60
‘125 m/z 55.05 91.65%
0 ..“.“ I\IHI I‘H‘I\H\I l“.“‘. \|1|5|3?'|8:!'| AR RE .?0.8. I !
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
57
83 LN SR IR
16.00 16.20 16.40 16.60
5000 m/z 83.10 79.35%
29 111
0 139168 207 255281
miz-> 0 55 160 1%0 260 2%0 360 3éo 460 4%0 '
Abundance #168066: 17-Pentatriacontene R R mEEE
43 16.00 16.20 16.40 16.60
m/z 69.10 56.82%
o il ’h\”\/\ﬁK/\/W
J 111
o \ | 139167196224 267292 321 462 490
mz—-> 0 55 160 1%0 260 250 300 350 460 4%0 ' 1600 1620 1640 16%0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF111414\
Data File : BF075567.D

Acq On : 16 Nov 2014  3:32

Operator : TP / JJ

Sample - F4713-03

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111214_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 18 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.11 8.50 ng 248755 Perylene-d12 18.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 99
2 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 98
3 Benzo[a]pyrene 252 C20H12 000050-32-8 96
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 94
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
Abundance Scan 1489 (18.106 min): BF075567.D (-1487) (-) m/z 252.10 100.00%
252
5000
39 67 95 e 157 191 224 280 307 336 365 408 470 17.80 18.00 1520 18.40
o} R m/z 250.10 29.17%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #89816: Benzo[e]pyrene
252
5000
17.80 18.00 18.20 18.40
125 m/z 253.10 22 _.29%
ol 50 74 99 | 150174200224
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
252
17.80 18.00 18.20 18.40
5000 m/z 125.10 12.72%
126
oL39 74 100 150174 200224
LA IR WAL UL DAL SARLELELA SURLELEA SURLELS UUL LN SR
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #89817: Benzo[a]pyrene e EEman B R
252 17.80 18.00 18.20 18.40
m/z 126.00 12.27%
5000
126
oL50 74 100, | 149174200224 |
m/z--> 50 100 150 200 250 300 350 400 450 17.80 18.00 18.20 18.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111414\
Data File : BF075567.D

Acq On : 16 Nov 2014  3:32

Operator : TP / JJ

Sample - F4713-03

Misc :

ALS Vial : 65 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF111214_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]
Propane, 2,2-dime... 1.61 113.8 ng 1905510 1 7.56 334923 20.0
2-Pentanone, 4-hy... 5.35 16.4 ng 273990 1 7.56 334923 20.0
unknown7 .27 7.27 56.1 ng 939565 1 7.56 334923 20.0
Benzophenone 12.22 6.4 ng 170049 3 11.32 532223 20.0
Pentadecanoic acid 13.87 3.7 ng 124802 4 13.17 670192 20.0
4H-Cyclopenta[def... 13.93 7.2 ng 240417 4 13.17 670192 20.0
Pyrene, 2-methyl- 15.25 2.1 ng 115710 5 16.47 1114540 20.0
11H-Benzo[b]fluorene 15.39 2.5 ng 141679 5 16.47 1114540 20.0
Benzo[b]naphtho[2... 16.15 2.0 ng 113844 5 16.47 1114540 20.0
unknown16 .25 16.25 4.8 ng 268557 5 16.47 1114540 20.0
1-Docosene 16.32 3.4 ng 189981 5 16.47 1114540 20.0
Benzo[e]pyrene 18.11 8.5 ng 248755 6 18.24 585372 20.0
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