LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072216\
Data File : BF089196.D

Acq On 22 Jul 2016 14:41

Operator : UM/SJ

Sample > H4150-01 5X

Misc :

ALS Vial : 36 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.724 10 12 55 rvB 1088756 2289348 100.00% 23.135%
2 5.176 312 314 330 rBvV 23850 66363 2.90% 0.671%
3 6.250 406 408 416 rBvV 34953 87247 3.81% 0.882%
4 6.353 416 417 429 rVB 70685 105101 4_59% 1.062%
5 6.593 436 438 449 rBV 200882 297455 12_.99% 3.006%
6 6.742 449 451 464 rVB 70557 80280 3.51% 0.811%
7 7.165 486 488 501 rBB 28187 59334 2.59% 0.600%
8 7.873 548 550 568 rBV 449913 451840 19.74%  4.566%
9 8.948 642 644 652 rBB 111328 101924  4.45% 1.030%
10 9.348 677 679 682 rBV 41162 35103 1.53% 0.355%
11 9.622 700 703 704 rBVY 333952 426662 18.64%  4.312%
12 9.645 704 705 708 rvB 60181 60150 2.63% 0.608%
13 10.159 748 750 753 rvVB 36870 33776 1.48% 0.341%
14 10.399 769 771 774 rBV 61094 61487 2.69% 0.621%
15 10.982 821 822 826 rvB2 18726 25006 1.09% 0.253%
16 11.119 832 834 836 rvB 449917 509125 22.24% 5.145%
17 11.165 836 838 840 rvB 93286 84721 3.70% 0.856%
18 11.325 850 852 856 rBv2 13668 22948 1.00% 0.232%
19 11.588 873 875 876 rBV 62378 55829 2.44% 0.564%
20 11.622 876 878 880 rvv 63340 74775 3.27% 0.756%
21 11.668 880 882 883 rvv 24748 24066 1.05% 0.243%
22 11.702 883 885 890 rvB2 76703 139373 6.09% 1.408%
23 11.885 899 901 902 rBvV 45605 38530 1.68% 0.389%
24 11.908 902 903 906 rvB 23422 24917 1.09% 0.252%
25 12.136 921 923 924 rBvV 36298 35483 1.55% 0.359%
26 12.171 924 926 929 rvB2 20402 33763 1.47% 0.341%
27 12.216 929 930 935 rVvB 24375 37508 1.64% 0.379%
28 12.296 935 937 939 rBV 651346 633919 27.69% 6.406%
29 12.434 947 949 952 rBV2 14588 24051 1.05% 0.243%
30 12.514 954 956 959 rvv 431711 641715 28.03% 6.485%
31 12.571 959 961 965 rvv2 22507 33156 1.45% 0.335%
32 12.674 965 970 973 rvB2 61594 101281 4._42% 1.023%
33 12.742 973 976 981 rBV3 30645 56133 2.45% 0.567%
34 12.845 981 985 987 rvB2 42828 74027 3.23% 0.748%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072216\
Data File : BF089196.D

Acq On 22 Jul 2016 14:41

Operator : UM/SJ

Sample > H4150-01 5X

Misc :

ALS Vial : 36 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016-M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.948 992 994 998 rvv2 56687 70302 3.07% 0.710%
36 13.039 1000 1002 1003 rVvVv 28681 25984 1.13% 0.263%
37 13.074 1003 1005 1009 rVB2 24114 31123 1.36% 0.315%
38 13.268 1016 1022 1026 rBV2 12703 35581 1.55% 0.360%
39 13.348 1026 1029 1033 rBV2 27467 46089 2.01% 0.466%
40 13.462 1036 1039 1040 rBV 31944 39376 1.72% 0.398%
41 13.485 1040 1041 1042 rVV 34513 32913 1.44% 0.333%
42 13.565 1046 1048 1050 rVB 24777 29244 1.28% 0.296%
43 13.714 1057 1061 1067 rBV2 365907 834912 36.47% 8.437%
44 13.817 1067 1070 1071 rVvV 23498 28279 1.24% 0.286%
45 13.919 1073 1079 1080 rBV3 11631 25189 1.10% 0.255%
46 14.091 1092 1094 1096 rBV 31954 42599 1.86% 0.430%
47 14.182 1099 1102 1104 rBV4 15648 25936 1.13% 0.262%
48 14.217 1104 1105 1109 rVvVv 16616 27357 1.19% 0.276%
49 14.400 1119 1121 1126 rBV3 15873 29091 1.27% 0.294%
50 14.560 1132 1135 1139 rBV3 16543 33599 1.47% 0.340%

51 14.697 1145 1147 1152 rBV 227404 421869 18.43% 4.263%
52 14.788 1153 1155 1157 rVV 41745 41906 1.83% 0.423%
53 14.948 1167 1169 1172 rVV 137996 168164 7.35% 1.699%
54 15.005 1172 1174 1176 rVV 190334 227630 9.94% 2.300%
55 15.062 1176 1179 1185 rVB2 203977 397113 17.35% 4.013%

56 16.137 1268 1273 1279 rBv4 12918 49390 2.16% 0.499%
57 16.274 1282 1285 1289 rVV 80831 147218 6.43% 1.488%
58 16.423 1295 1298 1300 rBV 14921 30286 1.32% 0.306%
59 16.640 1311 1317 1324 rBV 63719 142380 6.22% 1.439%
60 16.834 1331 1334 1339 rVB 12276 27534 1.20% 0.278%
61 18.491 1474 1479 1484 rBV 10277 34788 1.52% 0.352%
62 18.651 1487 1493 1495 rBV3 6167 23308 1.02% 0.236%
Sum of corrected areas: 9895556
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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\BF072216\
BF089196.D

22 Jul 2016 14:41

UM/SJ

H4150-01 5X

36 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .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\BF072216\
Data File : BF089196.D

Acq On 22 Jul 2016 14:41

Operator : UM/SJ

Sample : H4150-01 5X

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
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 unknown6.35 Concentration Rank 3

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

6.35 7.07 ng 105101 1,4-Dichlorobenzene-d4 6.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 23
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
5 5-Aminoindole 132 C8H8N2 005192-03-0 22

Abundance Scan 417 (6.353 min): BF089196.D (-416) (-) m/z 132.00 100.00%
32
5000 68
96 T T
40 48 54 62“ 75 104 ‘ 6.00 6.20 6.40 6.60
S . A R X Y S | m/z 68.10 49.83%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 A S L L I
6.00 6.20 6.40 6.60
a1 70 m/z 66.10 32.13%
L MeL % T e | 105 16
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
N n
69 USRS SRR N
104 6.00 6.20 6.40 6.60
5000 m/z 134.00 30.57%
78
31 38 4, 51
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- B e e
132 6.00 6.20 6.40 6.60
m/z 69.10 21.44%
5000
69
39 i ‘ 89 g¢7103 ‘
""I"'jﬁw'??f“j'klg?"I'”'ll"'ﬂl"%TIJw"l}}§'I""I T USRS SRR SRR R
m/z--> 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\BF072216\
Data File : BF089196.D

Acq On 22 Jul 2016 14:41

Operator : UM/SJ

Sample : H4150-01 5X

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Phenanthrene, 1-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.59 2.19 ng 55829 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 97
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 96
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 96
4 Anthracene, l-methyl- 192 C15H12 000610-48-0 95
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 94
Abundance Scan 875 (11.588 min): BF089196.D (-873) (-) m/z 192.10 100.00%
192
5000 M
o4 165 1120 11,40 1160 11.80 12.00
82
L 83 0 ) 115 139 192 | 176 m/z 191.10  60.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54746: Phenanthrene, 1-methyl-
192
il
5000 AU AR BRI BRI B
11.20 11.40 11.60 11.80 12.00
m/z 189.10 30.95%
27 39 50 63 74 86 96 115126 139 152 \ 176 ||
miz--> % h s s 1 130 140 b0 1o 2%
Abundance
192
1120 11,40 1160 11.80 12.00
5000 m/z 193.10 18.03%
94 165
27 39 51 63 82 115126 139 152 | 176
miz--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #54735: Anthracene, 2-methyl- e
192 11.20 11.40 11.60 11.80 12.00
m/z 190.10 17 .36%
5000
165
15 27 39 51 63 8 96 195156 130 152 ) 176 h\ X
m/z--> 20 40 60 80 100 120 140 1('30 1é0 200 11.20 11,40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072216\
Data File : BF089196.D

Acq On 22 Jul 2016 14:41

Operator : UM/SJ

Sample : H4150-01 5X

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Anthracene, 9-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.62 2.94 ng 74775 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
2 Anthracene, 9-methyl- 192 C15H12 000779-02-2 95
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 94
4 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 94
5 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 94
Abundance Scan 878 (11.622 min): BF089196.D (-876) (-) m/z 192.10 100.00%
192
5000
165 ' 11.40 11.60 11.80 12.00
82 %4 152 181
et 03 AR L ARl 208 Thyz7191.10 0 53.82%
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #54746: Phenanthrene, 1-methyl-
192
A
5000 LN SUMLE BV UL R
11.40 11.60 11.80 12.00
165 m/z 189.10 27 .09%
27 39 50 63 74 86 96 115126 139 152 | 176 ll
miz-> 20 40 60 80 160 120 140 1éo 180 200
Abundance
192
i 1160 1180 1560
5000 m/z 193.10 15.42%
96 165
28 39 51 63 73 83 115126 139 152 176
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #54750: Phenanthrene, 2-methy!- T . At
192 11:40 11.60 11.80 12.00

m/z 190.10 14 .24%

5000
165
27 39 5163 82 % ysipg 130152 | 176 |

m/z--> 20 40 60 80 100 120 140 160 180 200 11. 40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072216\
Data File : BF089196.D

Acq On 22 Jul 2016 14:41

Operator : UM/SJ

Sample : H4150-01 5X

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
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 6 4H-Cyclopenta[def]phenanthrene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.70 5.48 ng 139373 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 58
2 6H-Cyclobuta[ jk]phenanthrene 190 C15H10 083469-43-6 53
3 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4C1202 000090-60-8 50
4 Methyl diselenide 190 C2H6Se2 007101-31-7 41
5 2,6-Dichlorobenzaldoxime 189 C7H5CI2NO 025185-95-9 30
Abundance Scan 885 (11.702 min): BF089196.D (-883) (-) m/z 189.05 100.00%

189
5000
Ao

11. 40 11. 60 11. 80 12. OO

63 82 | 111 139150 5’176 208
SEMEESS ol N MBS SSE SO YA | LA m/z 190.10 94.46%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190
5000

o4 11.40 11.60 11.80 12.00
m/z 192.10 50.35%

27 3950 63 81 | 110122 137150163 178 ||
SR A S SuNS E A o .,”..,”..
miz-—> 20 40 60 80 100 120 140 160 180 200
Abundance
189

11.40 11.60 11.80 12.00
m/z 191.10 41.84%

5000
94
& 163
m/z--> 2I0 4IO 6I0 8IO l('l)O 12IO léIlO l(ISO 18I0 2(I)O
Abundance #53362: Benzaldehyde, 3,5-dichloro-2-hydroxy- NS B L NP . M

190 11,40 11.60 11.80 12.00
m/z 187.10  20.65%

5000
63

133144 172
182, 49 \\ T m R T T

|
m/z--> 20 40 0 100 120 140 160 180 200 11.40 11.60 11.80 12.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072216\
Data File : BF089196.D

Acq On 22 Jul 2016 14:41

Operator : UM/SJ

Sample > H4150-01 5X

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .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]
unknown6 .35 6.35 7.1 ng 105101 1 6.59 297455 20.0
Phenanthrene, 1-m... 11.59 2.2 ng 55829 4 11.10 509125 20.0
Anthracene, 9-met... 11.62 2.9 ng 74775 4 11.10 509125 20.0
4H-Cyclopenta[def... 11.70 5.5 ng 139373 4 11.10 509125 20.0
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