LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089027.D

Aca On 15 Jul 2016 20:30

Operator : UM/SJ

Sample : H3951-23 5X

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-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 heiaht area % max. total
1 1.656 5 6 13 rVvB2 32742 62608 3.03% 0.736%
2 1.770 15 16 49 rVB 936811 2068269 100.00% 24.329%
3 4.799 279 281 285 rVB 48381 48567 2.35% 0.571%
4 5.256 319 321 324 rBV 207994 285804 13.82% 3.362%
5 6.319 412 414 417 rBV 371066 309774 14.98% 3.644%
6 6.445 423 425 427 rBB 325277 313918 15.18% 3.693%
7 6.673 443 445 447 rBB 494175 393460 19.02% 4.628%
8 6.833 457 459 461 rBB 212416 231255 11.18% 2.720%
9 7.233 492 494 497 rBB 187930 171170 8.28% 2.014%
10 7.965 555 558 560 rBV 496465 484289 23.42% 5.697%

11 9.039 649 652 654 rBvY 455044 367287 17.76% 4._.320%
12 9.439 685 687 689 rBB 90114 106881 5.17% 1.257%
13 9.713 708 711 712 rBV 405329 448367 21.68% 5.274%
14 10.491 777 779 781 rVB 165103 137513 6.65% 1.618%

15 11.074 828 830 837 rBV 16575 22094 1.07% 0.260%
16 11.188 837 840 843 rBV 314805 514160 24.86% 6.048%
17 11.256 843 846 848 rVB 51863 41586 2.01% 0.489%
18 11.508 864 868 870 rvB 10401 21960 1.06% 0.258%
19 11.679 881 883 884 rBvV 35278 33358 1.61% 0.392%
20 11.714 884 886 887 rvB 38866 36133 1.75% 0.425%
21 11.794 891 893 897 rvB2 53384 75389 3.65% 0.887%
22 12.159 923 925 929 rVB 13521 20974 1.01% 0.247%
23 12.228 929 931 933 rBvV 28508 33991 1.64% 0.400%
24 12.262 933 934 937 rvVB2 16664 21542 1.04% 0.253%
25 12.308 937 938 943 rVB 13248 21054 1.02% 0.248%

26 12.388 943 945 947 rBV 221887 197039 9.53% 2.318%
27 12.617 962 965 966 rBV 168442 228957 11.07% 2.693%

28 12.651 966 968 972 rVB3 14475 34380 1.66% 0.404%
29 12.765 976 978 980 rBV 262861 241229 11.66% 2.838%
30 12.834 981 984 988 rBV2 16786 31296 1.51% 0.368%
31 12.937 990 993 995 rVvB 29385 49723 2.40% 0.585%
32 13.005 995 999 1001 rBV 27828 39722 1.92% 0.467%
33 13.040 1001 1002 1006 rVB 27144 39600 1.91% 0.466%
34 13.245 1018 1020 1022 rBV 44929 46115 2.23% 0.542%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089027.D

Aca On 15 Jul 2016 20:30

Operator : UM/SJ

Sample : H3951-23 5X

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-BF063016.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.440 1034 1037 1040 rBV2 13946 32746 1.58% 0.385%
36 13.554 1045 1047 1048 rBV2 26792 33150 1.60% 0.390%
37 13.805 1066 1069 1075 rVB2 424923 550804 26.63% 6.479%
38 13.908 1075 1078 1080 rBV3 17887 30710 1.48% 0.361%
39 14.194 1101 1103 1104 rVB2 24318 24554 1.19% 0.289%
40 14.285 1107 1111 1112 rBV3 16560 34920 1.69% 0.411%
41 14.571 1134 1136 1137 rBV 55789 67422 3.26% 0.793%
42 14.800 1153 1156 1161 rBV 65240 122182 5.91% 1.437%
43 15.063 1177 1179 1181 rVB 36229 41517 2.01% 0.488%
44 15.108 1181 1183 1186 rBV 40273 58111 2.81% 0.684%
45 15.165 1186 1188 1191 rBV 164055 231267 11.18% 2.720%
46 16.274 1283 1285 1291 rVB5 8960 24954 1.21% 0.294%
47 16.434 1297 1299 1304 rVB2 19082 35135 1.70% 0.413%
48 16.811 1329 1332 1337 rBV 14374 34166 1.65% 0.402%

Sum of corrected areas: 8501102
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089027.D

Aca On 15 Jul 2016 20:30

Operator : UM/SJ

Sample : H3951-23 5X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF089027.D

800000

600000
6.67

400000 6.32
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5.26 6.83
200000 7.23

.66
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e e S R =

T T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF089027.D

800000

600000
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9.04

400000 9.1

11.19

200000 10.49

| A 11.0 &
o e e e et e A e S I e IR T
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Abundance TIC: BF089027.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089027.D

Aca On 15 Jul 2016 20:30

Operator : UM/SJ

Sample : H3951-23 5X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

4.80 2.47 ng 48567 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 9
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 281 (4.799 min): BF089027.D (-279) (-) m/z 43.10 100.00%
43
59
5000
101 UBRARE LRSS U
| 83 440 4.60 4.80 5.00 5.20
o 1 | NN E m/z 59.10 62.68%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LA LR LS LS
59 440 460 480 500 520
m/z 101.10 22 .00%
15 31 101
o | 25 7 37, 53 83
miz--> e A e A A AR A
Abundance
43
440 460 480 5.00 5.20
5000 m/z 58.10 15.10%
55
O S 0 @ TLT7 8 S
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3686: l—Propen—Z—oI, acetate L B LA LR N
43 440 4.60 4.80 5.00 5.20
m/z 41.10 10.41%
5000
58
%5 27 37, 72 100
o T e R RmmaE
m/z--> 10 20 30 4'0 50 60 70 80 90 1(')0 110 440 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089027.D

Aca On 15 Jul 2016 20:30

Operator : UM/SJ

Sample : H3951-23 5X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 unknown6.44 Concentration Rank 2

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

6.44 15.96 ng 313918 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 425 (6.445 min): BF089027.D (-423) (-) m/z 132.00 100.00%
32
5000 o8
6 rrrTyrTTTTT T T T T T T T
40 . 54 75 104 6.20 6.40 6.60 6.80
o NN, i - YA AR -1 M | R m/z 68.10 36.36%
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 A
5000 BN AR L SR
6.20 6.40 6.60 6.80
3 78 m/z 134.00 32.90%
138 ‘
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 6.80
5000 67 m/z 66.10 22.88%
41 97
53 117
79
ol 34 60 89 | 105 124
wmwmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole R EARmERREE LR
132 6.20 6.40 6.60 6.80

m/z 69.10 14 _.70%

5000
104

51 66 77
14 27 37 44> 58 | ' 8997 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089027.D

Aca On 15 Jul 2016 20:30

Operator : UM/SJ

Sample : H3951-23 5X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.79 2.93 ng 75389 Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 64
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 52
3 Pvrazole-4-carboxaldehvde. 3-(4-... 190 C10H7FN20 306936-57-2 46
4 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 25
5 Propyne, 1,3-diphenyl- 192 C15H12 004980-70-5 22

Abundance Scan 893 (11.794 min): BF089027.D (-891) (-) m/z 189.10 100.00%
5000
11:40 11.60 11.80 12,00 12.20
0! m/z 190.10 97 .21%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53204: 4H-Cyclopenta[def]phenanthrene
190
5000
11.40 11.60 11.80 12.00 12.20
95 m/z 192.10 59.91%
ol 27 43 5483 74 86 | 111122 137 150 %3174 ||
miz-> 20 40 60 80 100 120 140 160 180
Abundance
189
11:40 11.60 11.80 12,00 12.20
5000 m/z 191.10 52.98%
94
8l 163
S L S L U L UL B WL L L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52827: Pyrazole-4-carboxaldehyde, 3-(4-fluorophenyl)-
11.40 11.60 11.80 12.00 12.20
m/z 187.00 20.70%
5000
95 162
107 134
0 “1\0 \ 5\7\\ | 7\\5 \\8‘3 \‘\ \‘\ 1?2 \\H\ 148 “\ 172 |
m/z--> 2'0 4'0 6|O 8IO 1(')0 12'0 14'10 1('30 15';0 ' 11.40 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089027.D

Aca On 15 Jul 2016 20:30

Operator : UM/SJ

Sample : H3951-23 5X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .57 5.83 ng 67422 Perylene-di12 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 83
2 Dodecanamide 199 C12H25N0 001120-16-7 50
3 Tetradecanamide 227 C14H29NO 000638-58-4 47
4 Pentadecanamide. 15-bromo- 319 C15H30BrNO 1000163-86-1 47
5 5-Clorovaleric acid, 2-ethoxyeth... 208 C9H17CI03 1000331-37-3 43
Abundance Scan 1136 (14.571 min): BF089027.D (-1134) (-) m/z 59.10 100.00%

5000

A
LI LI O I B

83
97112128 pg 0 oo o7 239%° 14.20 14.40 14.60 14.80

0 m/z 72.10 80.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 41 B RE R E e e e e

14.20 14.40 14.60 14.80
m/z 55.10 48.31%

2 81
0 8112126140154 170184108 221 238 264 281
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
LM
14.20 14.40 14.60 14.80
5000 m/z 43.10 33.98%
5 43
oL 15 86 100114128142156170184 199
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83610: Tetradecanamide R R RREEE T
59 14.20 14.40 14.60 14.80
m/z 41.10 32.75%
5000
43 227
97
B 0 A 2 2 1198212° ]
L N M— LM
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089027.D

Aca On 15 Jul 2016 20:30

Operator : UM/SJ

Sample : H3951-23 5X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.06 3.59 ng 41517 Perylene-di12 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 96
2 Benzolklfluoranthene 252 C20H12 000207-08-9 95
3 Pervlene 252 C20H12 000198-55-0 93
4 Benzolalovrene 252 C20H12 000050-32-8 93
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 93
Abundance Scan 1179 (15.063 min): BF089027.D (-1177) (-) m/z 252.10 100.00%
252
5000
s 69 83 99 u3ld e 1 o3 224 14.80 15.00 15.20 15.40
o m/z 250.10 31.68%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #104217: Benzo[e]pyrene
252
5000
14.80 15.00 15.20 15.40
m/z 253.10 22.07%
o 50 63 83 99 1}3 M 146158 174187200212224237 M
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
252
14.80 15.00 15.20 15.40
5000 m/z 125.05 14 .05%
113126
o 74 87 99 1 200 224
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #104215: Perylene R B EERmE R
252 14.80 15.00 15.20 15.40
m/z 251.20 12.69%
5000
126
o 38 50 62 74 87 99 1H M 138150162174186198211224237‘L
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071516\
Data File : BF089027.D

Aca On 15 Jul 2016 20:30

Operator : UM/SJ

Sample : H3951-23 5X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.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 unknownl6.27 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
16.27 2.16 ng 24954 Perylene-d12 15.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzla.hlanthracene 278 C22H14 000053-70-3 43

6-(Adamantvl-1)naphthol-2 278 C20H220 037436-35-4 22
3 Anthral2.3-blfuran-4.11-dione. 2... 278 C18H1403 054964-97-5 9
4 Benzolbltriphenvlene 278 C22H14 000215-58-7 9
5 Pyrene, 1-phenyl- 278 C22H14 005101-27-9 9
Abundance Scan 1285 (16.274 min): BF089027.D (-1283) (-) m/z 278.10 100.00%
218
5000 57 70
43 97110124139 179 505
3 165 16.00 16.20 16.40 16.60
0 aae m/z 57.10 46 .53%
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126224: Dibenz[a,h]anthracene
278
5000 R U SUURI BN R
16.00 16.20 16.40 16.60
139 m/z 70.10 41.98%
0L39 63 87 112125 | 155 174187200 224237250263 M
miz--> 40 60 80 100 150 140 160 180 200 220 240 260 2éo
Abundance
278
221 16.00 16.20 16.40 16.60
5000 m/z 68.00 39.89%
43
. 5171 g7 115 144157 8% 03 a5
mz-> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126072: Anthra[2,3-b]furan-4,11-dione, 2,3-dihydro-3,6-di...
2718 16.00 16.20 16.40 16.60
263 m/z 139.10 35.90%
5000
139 179 25 o
152, cc ‘ 2(\)7222 ‘
0'W'”'P"W'”'P'”I”'W'”'P'”‘“"'“"”"'”'P'“I”
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071516\
Data File : BF089027.D

Acq On 15 Jul 2016 20:30

Operator : UM/SJ

Sample - H3951-23 5X

Misc :

ALS Vial : 15 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]
2-Pentanone, 4-hy... 4.80 2.5 ng 48567 1 6.67 393460 20.0
unknown6 .44 6.44 16.0 ng 313918 1 6.67 393460 20.0
4H-Cyclopenta[def... 11.79 2.9 ng 75389 4 11.19 514160 20.0
9-Octadecenamide, ... 14.57 5.8 ng 67422 6 15.17 231267 20.0
Benzo[e]pyrene 15.06 3.6 ng 41517 6 15.17 231267 20.0
unknownl6.27 16.27 2.2 ng 24954 6 15.17 231267 20.0
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