LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083227.D
Aca On - 24 Nov 2015 2:30 Instrument :
Operator : UM/1Z E?Afs el

- _ lentosampleld :
3?22'6 : 64453-02 CWC-MISC-1-20151116
ALS Vial : 28 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-BF112115.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 4.787 242 245 258 rVB 1922927 3017162 44.42% 4.648%
2 5.256 283 286 288 rBVY 3825251 5456741 80.34% 8.405%
3 6.319 375 379 381 rBVY 4620981 6792221 100.00% 10.463%
4 6.422 385 388 390 rBVY 5256520 5875671 86.51% 9.051%
5 6.639 405 407 410 rBV 1409531 1242755 18.30% 1.914%
6 6.799 418 421 423 rBV 4540102 4158812 61.23% 6.406%
7 7.210 454 457 460 rBVY 3023203 3079536 45.34% 4.744%
8 7.930 517 520 522 rBVY 1729501 1606441 23.65% 2.475%
9 9.005 612 614 617 rBY 3769732 5215100 76.78% 8.033%
10 9.405 647 649 652 rBV 921802 938109 13.81% 1.445%

11 9.679 670 673 675 rBV 1725265 1673938 24.64% 2.578%
12 10.125 711 712 714 rVB 93868 69431 1.02% 0.107%
13 10.331 728 730 733 rBv2 270147 252081 3.71% 0.388%
14 10.468 739 742 744 rBV 1735893 2145754 31.59% 3.305%
15 10.594 752 753 757 rVB 104537 128096 1.89% 0.197%

16 10.662 757 759 762 rBV2 121366 124004 1.83% 0.191%
17 10.731 762 765 767 rVB 105660 117097 1.72% 0.180%
18 10.891 777 779 784 rBVS5 174341 187164 2.76% 0.288%
19 11.039 791 792 794 rBV2 77695 81788 1.20% 0.126%
20 11.085 794 796 800 rvVv 961006 1504468 22.15% 2.317%

21 11.154 800 802 803 rvvV 1866880 1789167 26.34% 2.756%
22 11.256 806 811 813 rvB2 628387 731898 10.78% 1.127%
23 11.416 822 825 830 rBv3 295577 672392 9.90% 1.036%
24 11.496 830 832 835 rvvV 1405501 1872999 27.58% 2.885%
25 11.576 836 839 841 rBvV2 274967 387317 5.70% 0.597%

26 11.645 843 845 846 rBV 489300 503833 7.42% 0.776%
27 11.679 846 848 851 rvv3 148671 324108 4.77% 0.499%
28 11.736 851 853 854 rvv2 86783 106435 1.57% 0.164%
29 11.771 854 856 858 rvv2 629661 713560 10.51% 1.099%
30 11.805 858 859 860 rvv 405955 364387 5.36% 0.561%

31 11.828 860 861 864 rVB 273058 287055 4.23% 0.442%
32 11.942 868 871 875 rBv2 597202 1163864 17.14% 1.793%
33 11.999 875 876 877 rvV 330326 268742 3.96% 0.414%
34 12.045 877 880 882 rvB 387220 507244 7.47% 0.781%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083227.D
Aca On - 24 Nov 2015 2:30 Instrument :
Operator : UM/1Z EﬁAfs el

- _ lentosampleld :
3?22'6 : 64453-02 CWC-MISC-1-20151116
ALS Vial : 28 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-BF112115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.102 882 885 888 rBv2 156576 172419 2.54% 0.266%

36 12.205 892 894 895 rBvV 52509 86204 1.27% 0.133%
37 12.239 895 897 898 rvv 212695 284371 4._.19% 0.438%
38 12.285 898 901 904 rvB4 595462 1179404 17.36% 1.817%
39 12.354 905 907 910 rVvB 458823 471176 6.94% 0.726%
40 12.422 910 913 915 rBV 326744 505028 7.44% 0.778%

41 12.457 915 916 918 rvv2 111437 141558 2.08% 0.218%

42 12.502 918 920 922 rVB 90665 95652 1.41% 0.147%
43 12.582 924 927 929 rBV 486564 497357 7.32% 0.766%
44 12.628 929 931 934 rVB3 65440 81040 1.19% 0.125%

45 12.742 938 941 943 rVB 3197289 3837995 56.51% 5.912%

46 12.914 952 956 958 rvB2 60056 110503 1.63% 0.170%
47 12.959 958 960 963 rBV3 82711 146214 2.15% 0.225%
48 13.017 963 965 969 rBV3 63949 103097 1.52% 0.159%
49 13.154 974 977 979 rBV2 55259 89614 1.32% 0.138%
50 13.531 1007 1010 1011 rBV 42363 71795 1.06% 0.111%

51 13.645 1017 1020 1023 rBV2 94250 194620 2.87% 0.300%
52 13.771 1028 1031 1037 rBV2 1017345 1702377 25.06% 2.622%
53 14.765 1116 1118 1122 rBV 124988 252839 3.72% 0.389%
54 15.028 1139 1141 1144 rBV 79377 135689 2.00% 0.209%
55 15.085 1144 1146 1148 rVV 127043 154765 2.28% 0.238%

56 15.143 1148 1151 1157 rVB 724861 962848 14.18% 1.483%
57 19.669 1543 1547 1555 rVB2 63147 283159 4_.17% 0.436%

Sum of corrected areas: 64919094
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\

Data File : BF083227.D

Aca On - 24 Nov 2015 2:30

Operator : UM/I1Z

3?22 le 64453-02 CWC-MISC-1-20151116
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF083227.D

5000000 6142

6.32 6.80

4000000 5.26

3000000 =

4.79
2000000 703

1000000

i - L

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 8.00
Abundance TIC: BF083227.D

5000000

4000000 9.00

12.74
3000000

2000000 9.68 10.47 11.15

1000000 9.40

1@1%%? 1aq@d@ﬁ&

O T o e e e e i e e e

Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF083227.D

5000000

4000000
3000000

2000000

15.14

A& 19.67

L

Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00

1000000
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\

Data File : BF083227.D

Aca On - 24 Nov 2015 2:30

Operator : UM/I1Z

3?22 le 64453-02 CWC-MISC-1-20151116
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.79 48 .56 ng 3017160 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33

Abundance Scan 245 (4.787 min): BF083227.D (-242) (-) m/z 43.10 100.00%
43
59
5000
10 440 460 480 500 520
1/ NV N A £~ BN N B oy - T R -0 11
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 LSRR R LA SRR
440 4.60 4.80 5.00 5.20
m/z 101.10 16.48%
15 31 101
o | 25 7 37, 53 83
miz--> e e A AT SSaB I
Abundance
43
- 440 460 480 500 520
5000 m/z 58.05 13.69%
29 101
N NP WA N R O - N A
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl-
59 440 4.60 4.80 5.00 5.20
m/z 41.10 9.17%
5000 41
31
| © g
0 "'I'}é'l'"'I""I""I??"I""I""I""I"'%%""I'
m/z--> 10 20 40 50 60 70 80 90 100 110 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\

Data File : BF083227.D

Aca On - 24 Nov 2015 2:30

Operator : UM/I1Z

3?22 le 64453-02 CWC-MISC-1-20151116
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2 unknown6.42 Concentration Rank 1

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

6.42 94 .56 ng 5875670 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 388 (6.422 min): BF083227.D (-385) (-) m/z 132.10 100.00%
132
5000 68
40 ‘ 75 % 6.00 620 6.0 6.60 6.80
54 104 . . . . .
o..,....,....'l'.'.‘.‘?,:!..6?.'.'.|,....,..5.‘?,....,..'..,.1.1?.,....,~'...,.. m/z 68.10 46.92%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 [T
6.00 6.20 6.40 6.60 6.80
31 78 m/z 134.10 34.22%
38
0"w'“J“J“'h'M'“l“'H'“'w'“l“'w'“'w'“l“'w‘“'"
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 620 6.40 6.60 6.80
5000 m/z 66.05 28.23%
63 81
0 24 31 38 50 74 88 101 112
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 0
Abundance #13916: Benzene, 1,3,5-trifluoro- R mE i B
132 6.00 6.20 6.40 6.60 6.80

m/z 69.10 17.53%

5000

63 81

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\

Data File : BF083227.D

Aca On - 24 Nov 2015 2:30

Operator : UM/I1Z

3?22 le 64453-02 CWC-MISC-1-20151116
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1,1°-Biphenyl, 2,2"-dichloro-

Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
10.33 3.01 ng 252081 Acenaphthene-d10 9.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl. 2.2"-dichloro- 222 C12H8CI2 013029-08-8 99
2 1.17-Biphenvl. 3.3"-dichloro- 222 C12H8CI2 002050-67-1 97
3 1.17-Biphenvl. 4.4"-dichloro- 222 C12H8CI2 002050-68-2 95
4 1.1"-Biphenvl. 2.4"-dichloro- 222 C12H8CI2 034883-43-7 94
5 1,1"-Biphenyl, 2,3-dichloro- 222 C12H8CI2 016605-91-7 91

Abundance Scan 730 (10.331 min): BF083227.D (-728) (-) m/z 152.10 100.00%
2
222
5000 187
166 L 10.00 10.20 10.40 10.60
o} e B e m/z 222.00 65.02%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #70596: 1,1'-Biphenyl, 2,2'-dichloro-
152
222
5000
187 10.00 10.20 10.40 10.60
93 m/z 224.10 42 .38%
oo ® | T w W | e |
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
222
152 10.00 10.20 10.40 10.60
5000 m/z 187.10 36.48%
75
27 39 50 63 %3 111 126454 173 186108
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #70598: 1,1'-Biphenyl, 4,4'-dichloro- e e
152 222 10.00 10.20 10.40 10.60
m/z 151.10 24 .40%
5000
75
50 93
oL 3 %% \“ ., 112120938 | 165 107000 |,
mz-> 20 40 60 80 100 120 140 160 180 200 220 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\

Data File : BF083227.D

Aca On - 24 Nov 2015 2:30

Operator : UM/I1Z

3?22 le 64453-02 CWC-MISC-1-20151116
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1,1"-Biphenyl, 2,27 ,5-trich... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.09 16.82 ng 1504470 Phenanthrene-d10 11.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl. 2.2" .5-trichloro- 256 C12H7CI3 037680-65-2 99
2 1.17-Biphenvl. 2.4 5-trichloro- 256 C12H7CI3 016606-02-3 99
3 1.1°-Biphenvl. 2.3.4-trichloro- 256 C12H7CI3 055702-46-0 96
4 1.1"-Biphenvl. 2.4.5-trichloro- 256 C12H7CI3 015862-07-4 96
5 1,1"-Biphenyl, 2,3",5-trichloro- 256 C12H7CI3 038444-81-4 96
Abundance Scan 796 (11.085 min): BFO83227£.kD (-794) () m/z 186.10 100.00%
186
258
5000
10.80 11.00 11.20 11.40
of m/z 258.00 53.00%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #91786: 1,1'-Biphenyl, 2,2',5-trichloro-
186
256
5000
150 221 10.80 11.00 11.20 11.40
m/z 256.00 52.76%
93 110, ‘
msoez 7 1 %1% | aeoura | 207 233 |
m/z--> 40 60 80 160 120 140 160 180 200 220 240 260
Abundance
186 256
10.80 11.00 11.20 11.40
0
5000 5 o 150 m/z 150.10 37 .06%
6 110
50
oL 129 170 220232
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #91782: 1,1-Biphenyl, 2,3,4-trichloro-
186 256 10.80 11.00 11.20 11.40
m/z 221.00 35.51%
75
5000 03 150
6 111
ol 28 ,‘Lﬂf’llml ...128. w2 ) Zw
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\

Data File : BF083227.D

Aca On - 24 Nov 2015 2:30

Operator : UM/I1Z

3?22 le 64453-02 CWC-MISC-1-20151116
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 6 1,1"-Biphenyl, 2,4,5-trichl... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.26 8.18 ng 731898 Phenanthrene-d10 11.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.17-Biphenvl. 2.4.5-trichloro- 256 C12H7CI3 015862-07-4 99
2 1.1"-Biphenvl. 2.4" 5-trichloro- 256 C12H7CI3 016606-02-3 98
3 1.1"-Biphenvl. 27 _.3.4-trichloro- 256 C12H7CI3 038444-86-9 98
4 1.1°-Biphenvl. 2.3.4-trichloro- 256 C12H7CI3 055702-46-0 98
5 1,1"-Biphenyl, 2,4,4"-trichloro- 256 C12H7CI3 007012-37-5 97

Abundance Scan 811 (11.256 min): BF083227.D (-806) (-) m/z 186.05 100.00%

6 256

5000

11.00 11.20 11.40 11.60
m/z 256.00 90.93%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #91784: 1,1'-Biphenyl, 2,4,5-trichloro-
186 23
5000
75 B 150 11.00 11.20 11.40 11.60
‘ 110 m/z 258.00 88.08%
220
S B TR M S S
m/z--> 80 100 120 140 160 180 200 220 240 260
Abundance
186 256
11.00 11.20 11.40 11.60
m/z 150.10 35.18%
5000 75 93 150
62 110
50
oL 129 170 220,37
T T T T T T e e e T T T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #91793: 1,1'-Biphenyl, 2',3,4-trichloro-
186 25 11.00 11.20 11.40 11.60
m/z 188.10 30.05%
5000 150
111923
o e N | N | SN S S A VOV -
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\

Data File : BF083227.D

Aca On - 24 Nov 2015 2:30

Operator : UM/I1Z

3?22 le 64453-02 CWC-MISC-1-20151116
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1,1"-Biphenyl, 2,3,4-trichl... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.42 7.52 ng 672392 Phenanthrene-d10 11.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl. 2.3.4-trichloro- 256 C12H7CI3 055702-46-0 99
2 1.17-Biphenvl. 2.4 5-trichloro- 256 C12H7CI3 016606-02-3 99
3 1.1°-Biphenvl. 3.4.4"-Trichloro- 256 C12H7CI3 038444-90-5 98
4 1.1"-Biphenvl. 2.4.5-trichloro- 256 C12H7CI3 015862-07-4 97
5 1,1"-Biphenyl, 2°,3,4-trichloro- 256 C12H7CI3 038444-86-9 96
Abundance Scan 825 (11.416 min): BF083227.D (-822) (-) m/z 256.00 100.00%
2
186
5000
43 150
5769 83 g7 115
125,39 11.20 11.40 11.60 11.80
of m/z 258.00 98 .40%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #91782: 1,1'-Biphenyl, 2,3,4-trichloro-
186 256
75
5000
93 150 11.20 11.40 11.60 11.80
6 111 m/z 186.10 77 .35%
ol 28 2 i \, L H ﬁ8, T S S~
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
186 256
11.20 11.40 11.60 11.80
0,
5000 5 o 150 m/z 260.00 33.52%
6 110
50
oL 129 170 220232
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #91794: 1,1'-Biphenyl, 3,4,4-Trichloro-
25 11.20 11.40 11.60 11.80
186 m/z 188.00 26 .70%
5000 75
150
50 62
0 .?‘?..‘M..m Al M \H\ ||||||1|7|0||||||||||?2?||| |||H|“||| II\IIIIIIIIII/\II EREREE
m/z--> 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:\HPCHEM1I\BNA F\DATA\BF112315\

Data File : BF083227.D

Aca On - 24 Nov 2015 2:30

Operator : UM/I1Z

3?22 le 64453-02 CWC-MISC-1-20151116
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1,1°-Biphenyl, 2,2",4,4"-te... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.81 4_.07 ng 364387 Phenanthrene-d10 11.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl. 2.27.4.4"-tetrach... 290 C12H6CI14 002437-79-8 99
2 1.17-Biphenvl., 2.3.3".5"-tetrach... 290 C12H6CI14 041464-49-7 99
3 1.1°-Biphenvl., 2,27 .4.5"-tetrach... 290 C12H6CI14 041464-40-8 99
4 1.1"-Biphenvl. 2.2 .6.6"-tetrach... 290 C12H6CI4 015968-05-5 99
5 1,1"-Biphenyl, 2,3,4",6-tetrachl... 290 C12H6CI4 052663-58-8 98
Abundance Scan 859 (11.805 min): BF083227.D (-858) (-) m/z 220.00 100.00%
220
292
5000
11.40 11.60 11.80 12.00 12.20
o i N m/z 292.00  72.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #111724: 1,1'-Biphenyl, 2,2',4,4"-tetrachloro-
220 292
5000
11.40 11.60 11.80 12.00 12.20
m/z 222 .00 58.79%
ol 35 %0 169 | 206 || 241
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
220 292
110 11.40 11.60 11.80 12.00 12.20
5000 24 92 150 m/z 290.00 55.15%
36 128 184
51
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #111721: 1,1'-Biphenyl, 2,2',4,5'-tetrachloro-
220 292 11.40 11.60 11.80 12.00 12.20
m/z 294 .00 33.65%
5000
o3 169 204
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.40 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\
Data File : BF083227.D

Aca On : 24 Nov 2015 2:30

Operator : UM/I1Z

Sample : G4453-02

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1,1"-Biphenyl, 2,27,6,6"-te... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
12.05 5.67 ng 507244 Phenanthrene-d10 11.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl., 2.27.6.6"-tetrach... 290 C12H6CI14 015968-05-5 99
2 1.17-Biphenvl., 2.3.3".5"-tetrach... 290 C12H6CI14 041464-49-7 99
3 1.1°-Biphenvl. 2.3.4" .6-tetrachl... 290 C12H6CI14 052663-58-8 97
4 1.1"-Biphenvl. 3.3".4.4"-tetrach... 290 C12H6CI4 032598-13-3 96
5 1,1"-Biphenyl, 2,3",5,5"-tetrach... 290 C12H6CI4 041464-42-0 96

Abundance Scan 880 (12.045 min): BF083227.D (-877) (-) m/z 292.00 100.00%
220
5000
11.80 12.00 12.20 12.40
< m/z 220.00 79.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #111727: 1,1'-Biphenyl, 2,2',6,6'-tetrachloro-
292
220
5000
11.80 12.00 12.20 12.40
m/z 290.00 77.70%
0‘
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
220 292
110 11.80 12.00 12.20 12.40
5000 24 92 150 m/z 222.00 53.05%
36 50 128 184
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #111709: 1,1-Biphenyl, 2,3,4',6-tetrachloro-
220 292 11.80 12.00 12.20 12.40
m/z 294 .00 45_.69%
5000
0‘
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\

Data File : BF083227.D

Aca On - 24 Nov 2015 2:30

Operator : UM/I1Z

3?22 le 64453-02 CWC-MISC-1-20151116
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1,1"-Biphenyl, 3,3",4,5"-te... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

12.24 3.18 ng 284371 Phenanthrene-d10 11.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.17-Biphenvl. 3.3".4.5"-tetrach... 290 C12H6CI14 041464-48-6 99
2 1.1"-Biphenvl. 2.3.3".5"-tetrach... 290 C12H6CI4 041464-49-7 99
3 1.1"-Biphenvl. 2.3.3".4"-tetrach... 290 C12H6CI4 041464-43-1 99
4 1.1"-Biphenvl. 2.3".4" .6-tetrach... 290 C12H6CI4 041464-46-4 99
5 1,1"-Biphenyl, 2,27 ,3,4-tetrachl... 290 C12H6CI4 052663-59-9 99

Abundance Scan 897 (12.239 min): BF083227.D (-895) (-) m/z 292.00 100.00%

292

5000

12.00 12.20 12.40 12.60

0! m/z 290.00 75.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #111732: 1,1'-Biphenyl, 3,3',4,5-tetrachloro-
292
220

5000
12.00 12.20 12.40 12.60

m/z 220.00 47 .94%

04
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
220 292

12.00 12. 20 12. 40 12.60

110

5000 24 92 150 m/z 294.00 47 .71%
36 50 128 184
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #111722: 1,1-Biphenyl, 2,3,3',4-tetrachloro-
290 292 12.00 12.20 12.40 12.60

m/z 222.00 34 .35%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\

Data File : BF083227.D

Aca On - 24 Nov 2015 2:30

Operator : UM/I1Z

3?22 le 64453-02 CWC-MISC-1-20151116
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 19 1,1°-Biphenyl, 2,3,4",6-tet... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.42 5.65 ng 505028 Phenanthrene-d10 11.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.17-Biphenvl. 2.3.4".6-tetrachl... 290 C12H6CI14 052663-58-8 99
2 1.1"-Biphenvl. 2.3".5.5"-tetrach... 290 C12H6CI4 041464-42-0 99
3 1.1"-Biphenvl. 2.3" .47 .5-tetrach... 290 C12H6CI4 032598-11-1 99
4 1.1"-Biphenvl. 3.3".4.4"-tetrach... 290 C12H6CI4 032598-13-3 99
5 1,1"-Biphenyl, 3,3",5,5"-tetrach... 290 C12H6CI4 033284-52-5 99

Abundance Scan 913 (12.422 min): BF083227.D (-910) (-) m/z 292.00 100.00%

292

220

5000
g 55 326 12.20 12.40 12.60 12.80
Of m/z 290.00 78 .40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #111709: 1,1-Biphenyl, 2,3,4',6-tetrachloro-
220 292
5000
12.20 12.40 12.60 12.80
110 m/z 220.00 75.00%
74 92 128
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
292
12.20 12.40 12.60 12.80
5000 220 m/z 294.00 48.77%
110 150
7492 o8 184

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #111738: 1,1'-Biphenyl, 2,3',4',5-tetrachloro-

2 12.20 12.40 12.60 12.80
m/z 222.00 46.23%

5000

o280 ’ 204
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12,20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112315\

Data File : BF083227.D

Aca On - 24 Nov 2015 2:30

Operator : UM/I1Z

3?22 le 64453-02 CWC-MISC-1-20151116
ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF112115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 20 Dimethyldioctadecylammonium... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.67 5.88 ng 283159 Perylene-di12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dimethvldioctadecvlammonium bromide 630 C38H80BrN 003700-67-2 78
2 Cobalt. (l1.5-cvclooctadiene)(.et... 296 C18H21Co 1000151-80-3 70
3 2-Methvl-5-o0x0-4-m-tolvl-1.4.5.6... 387 C25H25N03 1000274-86-9 64
4 1-Octadecanamine. N-(2-methoxvpr... 355 C23H49NO 1000196-18-5 64
5 1H-Imidazole, 2,4,5-triphenyl- 296 C21H16N2 000484-47-9 59
Abundance Scan 1547 (19.669 min): BF083227.D (-1543) (-) m/z 296.40 100.00%
296
5000 /\
% 19.40 1960 19.80 20.00
97 182 . . .
- .I|,J. (o BI0E 20T 267 | 822 2R Tm/z 297.40 23.84%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #173151: Dimethyldioctadecylammonium bromide
296
58
5000 L N U SN I
19:40 19,60 19.80 20.00
m/z 58.10 19.35%
0 29| | | 94 135168196224253 | 322352378 408436464492 534
m/z--> 50 160 150 200 250 300 350 400 450 500
Abundance
296
188
59 LRI SN SR S
128 19.40 19.60 19.80 20.00
5000 266 m/z 43.10 16.97%
27 102 || | 162 239 ”\—’W\/\/\A/\\V\/\NN\F‘
O T T e B R LA B e m
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #153402: 2-Methyl-5-0xo-4-m-tolyl-1,4,5,6,7,8-hexahydro-qu... R B LA M e e
296 19.40 19.60 19.80 20.00
m/z 44.10 12.02%
- i WVRﬂvv\/VAMJ/\\”VMV*«JVJVv
R 13300 205 252 | 303587
s 85 abe 1o 300 He we o wo a5 o 119.40 1960 19.80 20.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF112315\

Data File : BF083227.D

Acq On : 24 Nov 2015 2:30

Operator : UM/1Z

3?22'6 i 64453-02 CWC-MISC-1-20151116
ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF112115_.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]
2-Pentanone, 4-hy... 4.79 48.6 ng 3017160 1 6.64 1242760 20.0
unknown6 .42 6.42 94.6 ng 5875670 1 6.64 1242760 20.0
1,1*-Biphenyl, 2,_... 10.33 3.0 ng 252081 3 9.68 1673940 20.0
1,1*-Biphenyl, 2,_... 11.09 16.8 ng 1504470 4 11.15 1789170 20.0
1,1*-Biphenyl, 2,_... 11.26 8.2 ng 731898 4 11.15 1789170 20.0
1,1*-Biphenyl, 2,_... 11.42 7.5 ng 672392 4 11.15 1789170 20.0
1,1*-Biphenyl, 2,_... 11.81 4.1 ng 364387 4 11.15 1789170 20.0
1,1*-Biphenyl, 2,_... 12.05 5.7 ng 507244 4 11.15 1789170 20.0
1,1"-Biphenyl, 3,... 12.24 3.2 ng 284371 4 11.15 1789170 20.0
1,1*-Biphenyl, 2,_... 12.42 5.7 ng 505028 4 11.15 1789170 20.0
Dimethyldioctadec... 19.67 5.9 ng 283159 6 15.14 962848 20.0
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