LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF102215\

Data File : BF082454.D

Aca On : 22 Oct 2015 19:35 Instrument :
Operator : UM/1Z (B.‘,'I\:gﬁ't:Sam ol
3?22'6 i 64093-14 33150110g05
ALS Vial : 9 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-BF101015.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

2.605 38 41 52 rvB 33905 60777 2.29% 0.194%
3.611 125 129 143 rBV 455821 888946 33.56% 2.838%
245 254 rBV 936380 1597567 60.32% 5.100%
5.371 280 283 296 rBV 2099307 2211326 83.49% 7.059%
6.206 354 356 359 rBvV 25900 29963 1.13% 0.096%
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6.423 372 375 377 rBV 2303098 2508777 94.72% 8.009%
6.537 383 385 387 rBV 2714692 2554047 96.43% 8.153%
404 407 rBvV 514881 609615 23.02% 1.946%
6.914 416 418 421 rBV 2104949 1882745 71.08% 6.010%
7.337 452 455 457 rBV 1468401 1662280 62.76% 5.307%

(@R {cNec R NNe))
(0}
\l
ol
I
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o
N

11 7.806 492 496 507 rBvV2 49311 114985 4._.34% 0.367%
12 8.046 515 517 520 rBV 803063 819928 30.96% 2.617%
13 9.132 609 612 614 rBVY 2838042 2648664 100.00% 8.455%
14 9.532 644 647 649 rBvV 777316 668920 25.25% 2.135%
15 9.806 668 671 673 rBV 1122029 1015219 38.33% 3.241%

16 10.012 687 689 691 rBv2 21409 31248 1.18% 0.100%
17 10.240 707 709 710 rVB 29336 28818 1.09% 0.092%
18 10.469 725 729 732 rBV2 18287 29622 1.12% 0.095%
19 10.595 738 740 743 rBV2 990613 1407620 53.14% 4.494%
20 10.663 745 746 749 rVvV 49391 61727 2.33% 0.197%
21 10.709 749 750 754 rVB 57380 67440 2.55% 0.215%
22 11.098 781 784 786 rBV2 15755 29745 1.12% 0.095%
23 11.155 787 789 791 rBV 36320 36590 1.38% 0.117%
24 11.292 799 801 805 rBv2 1018327 1288235 48.64% 4.112%
25 11.372 805 808 810 rvB2 47739 63687 2.40% 0.203%
26 11.521 819 821 825 rBV 191397 231250 8.73% 0.738%
27 11.589 825 827 828 rVB 40144 36863 1.39% 0.118%
28 11.795 843 845 846 rBV 48085 40404 1.53% 0.129%

29 11.829 846 848 851 rvv 280182 285442 10.78% 0.911%
30 11.909 853 855 856 rvv 111807 118686 4.48% 0.379%

31 11.989 860 862 864 rBvV 46211 50583 1.91% 0.161%
32 12.081 867 870 873 rBv2 63300 101564 3.83% 0.324%
33 12.343 891 893 898 rBvV 917722 1105242 41.73% 3.528%
34 12.423 898 900 902 rvv3 96488 140073 5.29% 0.447%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF102215\

Data File : BF082454.D

Aca On : 22 Oct 2015 19:35 Instrument :
Operator : UM/1Z (B.‘,'I\:gﬁ't:Sam ol
3?22'6 i 64093-14 33150110g05
ALS Vial : 9 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-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.503 905 907 909 rvv 204785 232255 8.77% 0.741%

36 12.572 909 913 914 rvv4 27602 46867 1.77% 0.150%
37 12.606 914 916 918 rvv2 108405 153897 5.81% 0.491%
38 12.641 918 919 923 rVB3 26839 38700 1.46% 0.124%
39 12.743 923 928 929 rBV 160459 272881 10.30% 0.871%
40 12.766 929 930 934 rvVB4 26788 47507 1.79% 0.152%
41 12.823 934 935 937 rVB 42264 32951 1.24% 0.105%
42 12.892 938 941 943 rBV 2391665 2437232 92.02% 7.780%
43 13.075 953 957 958 rVB3 56763 79429 3.00% 0.254%
44 13.109 958 960 963 rBV2 96117 118744 4.48% 0.379%
45 13.178 964 966 970 rVB3 21258 49802 1.88% 0.159%
46 13.269 972 974 976 rvv2 58227 64474 2.43% 0.206%
47 13.304 976 977 979 rVvV 36390 56104 2.12% 0.179%
48 13.349 979 981 983 rvv 149780 147361 5.56% 0.470%
49 13.441 987 989 991 rvv2 28696 43999 1.66% 0.140%
50 13.486 991 993 997 rVB3 55381 98035 3.70% 0.313%
51 13.715 1010 1013 1015 rBV2 29078 50919 1.92% 0.163%

52 13.829 1021 1023 1027 rVB 105517 154300 5.83% 0.493%
53 13.989 1034 1037 1044 rBV 770087 1044842 39.45% 3.336%

54 14.184 1051 1054 1059 rBV7 18440 38969 1.47% 0.124%
55 14.527 1082 1084 1085 rBV 39317 45971 1.74% 0.147%
56 14.847 1110 1112 1118 rBV2 74155 143206 5.41% 0.457%
57 14.938 1118 1120 1123 rVV2 27457 43918 1.66% 0.140%
58 15.121 1133 1136 1141 rBV 68396 143217 5.41% 0.457%
59 15.212 1141 1144 1146 rVB2 22109 39168 1.48% 0.125%
60 15.407 1159 1161 1163 rVB 36098 42891 1.62% 0.137%
61 15.464 1164 1166 1169 rVB 48311 73274 2.77% 0.234%
62 15.532 1169 1172 1175 rBV 561320 723141 27 .30% 2.309%
63 15.990 1209 1212 1215 rBV3 36182 67449 2.55% 0.215%
64 16.115 1220 1223 1226 rVV4 28716 61580 2.32% 0.197%
65 16.172 1226 1228 1235 rVB5 25087 73080 2.76% 0.233%
66 16.584 1261 1264 1269 rVB3 18819 36947 1.39% 0.118%
67 16.927 1291 1294 1298 rBV 21051 41334 1.56% 0.132%
68 17.338 1328 1330 1336 rBV 17077 42674 1.61% 0.136%
69 18.115 1394 1398 1402 rVB4 12410 34837 1.32% 0.111%
70 18.664 1443 1446 1454 rVBS8 12278 42146 1.59% 0.135%
71 20.573 1609 1613 1617 rVB3 9802 32184 1.22% 0.103%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102215\
Data File : BF082454.D

Aca On : 22 Oct 2015 19:35

Operator : UM/I1Z

Sample : G4093-14

Misc :

ALS Vial : 9 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 - 0 Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 31324883
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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:\HPCHEMI\BNA F\DATA\BF102215\

BF082454.D

22 Oct 2015 19:35

umsiz

G4093-14

9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF082454.D
54

6.43

5.37 6.91

7.34

4.94
8.05

6.21

0
Time-->

4.00 4.50

5.00 5.50

6.00

Abundance

2500000

2000000

1500000

1000000

500000

0

TIC: BF082454.D

12.89

10.59 11.29

12.34
9.53

11.52
Bl 11.]%.9 .3

10.0110.2410.4

Time-->

14.00

11.00

9.00 9.50

10.00 10.50

14.50

JAN
T

T
11.50 12.00 12.50 13.00 13.50

Abundance

2500000

2000000

1500000

1000000

500000

£2>152146

TIC: BF082454.D

15.53

1596627 1658 16.93 17.34 18.12 18.66 20.57

0
Time-->

19.50 20.00

18.50 19.00

17.00 17.50 18.00

15.50 16.00 16.50

20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102215\
Data File : BF082454.D

Aca On : 22 Oct 2015 19:35

Operator : UM/I1Z

Sample : G4093-14

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.94 52.41 ng 1597570 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Guanidine 59 CH5N3 000113-00-8 9
4 Acetone 58 C3H60 000067-64-1 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 245 (4.937 min): BF082454.D (-241) (-) m/z 43.10 100.00%

43.1
59.1
5000
101.1

| 831 | 460 480 500 5.20
Y1 MMM S N m/z 59.10 66.81%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI L L L L B L LI LB |
59.0 460 480 500 5.20
m/z 101.10 23.09%
31.0 101.0
83.0
O.W.”Wﬂ.“mh.w.u.P.”,”.wu”.P.HHH.W.H.P.”,”.W.”.,
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
RN e e REREEmEE
460 4.80 5.00 5.20
5000 41.0 m/z 58.10 16.77%
o 73.0 126.0  142.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #249: Guanidine
43.0 59.0 460 4.80 5.00 5.20

m/z 41.10 8.85%

5000
28.0
0 ‘ | |

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 500 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102215\
Data File : BF082454.D

Aca On : 22 Oct 2015 19:35

Operator : UM/I1Z

Sample : G4093-14

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 3 unknown6.54 Concentration Rank 1

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

6.54 83.79 ng 2554050 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 385 (6.537 min): BF082454.D (-383) (-) m/z 132.10 100.00%
13%.1
5000 68.1
96.1 T T
401 540 | 6.20 6.40 6.60 6.80
Ot bl 8L L tgex W w/7 68.10  39.65%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 T T
6.20 6.40 6.60 6.80
210 510 m/z 134.10 33.75%
0'“'l“Jhwl'wH'“l'“'|“?ﬁq'“|'“'|“"w"w"“| T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
620 6.40 660 680
5000 67.0 m/z 66.05 26.11%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #13916: Benzene, 1,3,5-trifluoro- R mas A Bmaas m o
132.0 6.20 6.40 6.60 6.80
m/z 69.10 16.23%
5000
63.0 81.0
o310 500 | 9201010 1120 |
0 0 S N T P AR P N 620 6.40 660 680
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102215\
Data File : BF082454.D

Aca On : 22 Oct 2015 19:35

Operator : UM/I1Z

Sample : G4093-14

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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-Hexadecanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.52 3.59 ng 231250 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 95
2 1-Tetradecene 196 C14H28 001120-36-1 95
3 1-Tetradecanol 214 C14H300 000112-72-1 94
4 9-Eicosene. (E)- 280 C20H40 074685-29-3 91
5 1-Pentadecanol 228 C15H320 000629-76-5 91
Abundance Scan 821 (11.521 min): BF082454.D (-819) (-) m/z 55.10 100.00%
5000
11.20 11.40 11.60 11.80
o a2, 1911982 m/z 57.10  80.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83798: 1-Hexadecanol
43.0
69.0
97.0
5000 L DU UL UL B
11.20 11.40 11.60 11.80
1250 m/z 43.10 80.29%
0 26‘ \ \‘ ) ‘H \H‘ “‘w \“ ‘\. m 154.0 1960 224.0
m/z--> 25 40 éo 85 160 150 150 160 180 260 250
Abundance
43.0
830 R NI DU SN BN
11.20 11.40 11.60 11.80
5000 m/z 69.10 79.03%
111.0
0 26.0 66.0 140.0 168.0 196.0
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #65757: 1-Tetradecanol R s e at—
558.0 nmnmnmnm
83.0 m/z 83.10 75.20%
5000 20.0
111.0
168.0
M 7T X SN O DUURO | W
m/z--> 20 40 60 o 100 120 140 160 180 200 220 11. 20 11. 40 11. 60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102215\
Data File : BF082454.D

Aca On : 22 Oct 2015 19:35

Operator : UM/I1Z

Sample : G4093-14

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 Tridecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.83 4.43 ng 285442 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 62
3 Tetradecanoic acid 228 C14H2802 000544-63-8 62
4 Pentadecanoic acid 242 C15H3002 001002-84-2 58
5 Dodecanoic acid 200 C12H2402 000143-07-7 52

Abundance Scan 848 (11.829 min): BF082454.D (-846) (-) m/z 73.10 100.00%

431 |, 731

192.1

5000

11.60 11.80 12.00 12.20

0 m/z 60.10 91.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid
73.0
43.0
5000 129.0

11.60 11.80 12.00 12.20
m/z 43.10 90.08%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
e e
11.60 11.80 12.00 12.20
5000 m/z 57.10 77.62%
129.0
256.0
0...|....|....|....,....,....,....,.... R R RARasmanms
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75072: Tetradecanoic acid B R A wa e S
73.0 11.60 11.80 12.00 12.20
43.0 m/z 55.10 70.50%
5000 129.0
0 15.0
- IIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102215\
Data File : BF082454.D

Aca On : 22 Oct 2015 19:35

Operator : UM/I1Z

Sample : G4093-14

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 Cyclotetradecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.34 17.16 ng 1105240 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 96
2 Pentafluoropropionic acid. 4-hex... 388 C19H33F502 1000283-04-1 94
3 Bromoacetic acid. pentadecvl ester 348 C17H33Br02 131143-01-6 94
4 1-Hexadecene 224 C16H32 000629-73-2 93
5 1-Heptadecanol 256 C17H360 001454-85-9 91
Abundance Scan 893 (12.343 min): BF082454.D (-891) (-) m/z 55.10 100.00%

551 831
5000

12. OO 12. 20 12. 40 12. 60

0 m/z 83.10 88.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53621: Cyclotetradecane
55.0
83.0
5000 L LI L L L L L BB
29.0 12. OO 12. 20 12. 40 12. 60

111.0 m/z 57.10 86 .45Y%

b b o asso 10
RRRERE R ,,,,,,,,,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
55.0 97.0
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—r

12.00 12.20 12.40 12.60

o

5000 m/z 43.10 81.99%
125.0 224.0
290 - 154.0 ;7 , 196.0
O T T T T e P T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #140345: Bromoacetic acid, pentadecyl ester
43.0 83.0 12.00 12.20 12.40 12.60

m/z 69.10 78 .88%

5000
111.0
‘ . 141.0 162.0182'0 208.0 .

0.,.‘..;“..‘ LB L e e e

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102215\
Data File : BF082454.D

Aca On : 22 Oct 2015 19:35

Operator : UM/I1Z

Sample : G4093-14

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 8 1,1"-Biphenyl, 2,27,3,4,5"-_._. Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.42 2.17 ng 140073 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.17-Biphenvl. 2.2".3.4.5"-penta... 324 C12H5CI5 038380-02-8 97
2 1.1"-Biphenvl. 2.2".3".4.5-Penta... 324 C12H5CI5 041464-51-1 96
3 1.1"-Biphenvl. 2.2".3.4.6-Pentac... 324 C12H5CI5 055215-17-3 96
4 1.1"-Biphenvl. 2.27.3".4.6-Penta... 324 C12H5CI5 060233-25-2 95
5 1,1"-Biphenyl, 2,2",4,4% ,5-penta... 324 C12H5CI5 038380-01-7 95

Abundance Scan 900 (12.423 min): BF082454.D (-898) (-) m/z 256.00 100.00%

256.0 325.9

5000

12.20 12.40 12.60 12.80
m/z 254.00 99.20%

04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129506: 1,1'-Biphenyl, 2,2',3,4,5"-pentachloro-

5000
12.20 12.40 12.60 12.80

m/z 325.90 94 . 34%

04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
256.0 326.0
12.20 12.40 12.60 12.80
5000 127.0 184.0 291.0 m/z 324.00 58.79%
74.0 98.0 219.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129480: 1,1'-Biphenyl, 2,2',3,4,6-Pentachloro- g
326.0 12.20 12.40 12.60 12.80
254.0 m/z 327.90 58.42%

5000

12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102215\
Data File : BF082454.D

Aca On : 22 Oct 2015 19:35

Operator : UM/I1Z

Sample : G4093-14

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 9 1,1°-Biphenyl, 2,27,4,4",6-... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

12.61 2.39 ng 153897 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl. 2.27.4.4" .6-Penta... 324 C12H5CI5 039485-83-1 99
2 1.17-Biphenvl., 2.2".3".4.5-Penta... 324 C12H5CI5 041464-51-1 98
3 (2.3.4.5-Tetrachloro-2.4-cvclope... 324 C12H5CI5 029887-33-0 95
4 1.1"-Biphenvl. 2.2 .4.6.6"-Penta... 324 C12H5CI5 056558-16-8 94
5 1,1"-Biphenyl, 2,2",4,4% ,5-penta... 324 C12H5CI5 038380-01-7 94

Abundance Scan 916 (12.606 min): BF082454.D (- 914) ) _ m/z 254.00 100.00%

5000

12.20 12.40 12.60 12.80 13.00

0 m/z 325.90 99.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129504: 1,1'-Biphenyl, 2,2',4,4',6-Pentachloro-
326.0
254.0

5000
12.20 12.40 12.60 12.80 13.00

m/z 256.00 95.63%

0‘
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance

326.0
127.0 254.0 12.20 12.40 12.60 12.80 13.00
5000 m/z 323.90 60.95%
184.0
92.0 291.0
61.0 218.0
36.0 15810

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129512: (2,3,4,5-Tetrachloro-2,4-cyclopentadienylidene)-(...
254.0

12.20 12.40 12.60 12.80 13.00
m/z 327.90 60.80%

5000 291.0 3260

127.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102215\
Data File : BF082454.D

Aca On : 22 Oct 2015 19:35

Operator : UM/I1Z

Sample : G4093-14

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 10 1,1°-Biphenyl, 2,3%,4,4",5-_._._. Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

13.11 2.27 ng 118744 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Biphenvl. 2.3".4.4" .5-penta... 324 C12H5CI5 031508-00-6 99
2 1.17-Biphenvl., 2.2".4.5" .6-Penta... 324 C12H5CI5 060145-21-3 98
3 1.1°-Biphenvl., 2.27.3".4.5-Penta... 324 C12H5CI5 041464-51-1 98
4 1.1"-Biphenvl. 2.27.3.4.5"-penta... 324 C12H5CI5 038380-02-8 98
5 1,1"-Biphenyl, 2,2",4,5,5"-penta... 324 C12H5CI5 037680-73-2 98

Abundance Scan 960 (13.109 min): BF082454.D (-958) (-) m/z 325.90 100.00%

326.9
254.0

5000

12.80 13.00 13.20 13.40
m/z 254.00 70.52%

04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129500: 1,1-Biphenyl, 2,3',4,4',5-pentachloro-

326.0

5000
12.80 13.00 13.20 13.40

m/z 323.90 64 .57%

04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
326.0
127.0 254.0 12.80 13.00 13.20 13.40
5000 m/z 256.00 64 .32%
184.0
74.0
98.0 291.0
50.0 1580 219.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129494: 1,1'-Biphenyl, 2,2',3',4,5-Pentachloro-
326.0 12.80 13.00 13.20 13.40
254.0 m/z 327.90 64.12%

5000

12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102215\
Data File : BF082454.D

Aca On : 22 Oct 2015 19:35

Operator : UM/I1Z

Sample : G4093-14

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 11 4,8,12,16-Tetramethylheptad... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.35 2.82 ng 147361 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.8.12.16-Tetramethvlheptadecan-... 324 C21H4002 096168-15-9 83
2 Hexanoic acid. 4-hexadecvl ester 340 C22H4402 1000282-83-8 59
3 Silane. dimethvldi-2-propenvl- 140 C8H16Si 001113-12-8 53
4 2(3H)-Furanone. 5-butvldihvdro-4... 156 C9H1602 055013-32-6 50
5 4,47-Bi-1,3,2-dioxaborolane, 2,2... 198 C8H16B204 062337-94-4 50
Abundance Scan 981 (13.349 min): BF082454.D (-979) (-) m/z 99.10 100.00%
9d.1
50004 o, J
69.1 SRS | U
26.2 13.00 13.20 13.40 13.60
151.1 179.2203.1 234.1
o 2081 2653 m/z 43.10 36.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129959: 4,8,12,16-Tetramethylheptadecan-4-olide
99.0
s000{ 430 AR SRR SR B B
13.00 13.20 13.40 13.60
69.0 126.0 m/z 55.10 31.09%
o ‘ ‘ | N i 1510 1840 2210 2540 2910 3240
mz> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
99.0
43.0 13.00 13.20 13.40 13.60
5000 m/z 57.10 31.01%
71.0
ol 125.0 171.0 197.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #17899: Silane, dimethyldi-2-propenyl- R R RREEEEa
99.0 13.00 13.20 13.40 13.60
m/z 69.10 25.71%
59.0
5000
0 27 0 ‘\ I H\ 149 0
m/z--> 25 45 éo 80 100 120 140 160 180 200 220 240 260 280 300 320 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102215\
Data File : BF082454.D

Aca On : 22 Oct 2015 19:35

Operator : UM/I1Z

Sample : G4093-14

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 12 Ethanol, 2-(tetradecyloxy)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.83 2.95ng 154300  Chrysene-d12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 70
2 17-Pentatriacontene 491 C35H70 006971-40-0 62

3 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 55
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 55

5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 55
Abundance Scan 1023 (13.829 min): BF082454.D (-1021) (-) m/z 57.10 100.00%
57.1
R N EEEE S s E R
13.60 13.80 14.00 14.20
04 m/z 43.10 75.59%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #93396: Ethanol, 2-(tetradecyloxy)-
57.0
5000 7.0 LI B
13.60 13.80 14.00 14.20
‘ m/z 55.10 60.73%
mo] || o s
o S0 Y 0
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
43.0
R N EEEE S s E R
13.60 13.80 14.00 14.20
5000 83.0 m/z 83.10 54 _.20%
125.0
0 167.0 210.0 267.0307.0 490.0 m
LI I i o o o e I B o e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #143984: Trichloroacetic acid, tetradecy! ester e RARREEE RS
43.0 83.0 13.60 13.80 14.00 14.20
' m/z 71.10 50.07%
5000
25.0
1680 2410
o ; e
m/z--> 0 50 100 150 200 250 300 350 400 450 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102215\
Data File : BF082454.D

Aca On : 22 Oct 2015 19:35

Operator : UM/I1Z

Sample : G4093-14

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 Benzeneethanamine, 2-fluoro... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .85 3.96 ng 143206 Perylene-d12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 60
2 Tetradecanamide 227 C14H29NO 000638-58-4 50
3 Octanamide 143 C8H17NO 000629-01-6 47
4 2-Hexanol. 2.5-dimethvl-. (S)- 130 C8H180 003730-60-7 35
5 Dodecanamide 199 C12H25NO 001120-16-7 27
Abundance Scan 1112 (14.847 min): BF082454.D (-1110) (-) m/z 59.10 100.00%
5d.1
5000
1961 1601 1671 9110 2402 praq | | 1460 1480 1500 1520
(o} . - m/z 72.10 69.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75549: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-...
59.0
5000 L BRI UL BB B
mmmmmmmm
m/z 55.10 56.96%
o 83.0 111.0 1410 170.0 196.0 2290
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
59.0
"' 14.60 14.80 15.00 15.20
5000 m/z 43.10 31.52%
29.0 97.0 128.0 152.0 184.0 227.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #19501: Octanamide R BN maR T B S
59.0 14.60 14.80 15.00 15.20
m/z 41.10 30.49%
5000
200 | 86‘0 1140 143.0
0... Al ...‘. - ...‘. e S —
m/z--> ﬁo 45 éo 85 160 150 150 160 180 200 220 250 2éo ' 14%0 1480 1500 1520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102215\
Data File : BF082454.D

Aca On : 22 Oct 2015 19:35

Operator : UM/I1Z

Sample : G4093-14

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 unknownl16.17 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.17 2.02 ng 73080 Perylene-d12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-(p-Aminophenvl)-2-thiazolamine 191 C9HON3S 090349-87-4 25
2 4(1H)-Pteridinone. 2-amino-6.7-d... 191 C8H9N50 000611-55-2 22
3 .beta.-i1so-Methyl i1onone 206 C14H220 1000285-40-2 22
4 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 16
5 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 12
Abundance Scan 1228 (16.172 min): BF082454.D (-1226) (-) m/z 191.15 100.00%
191.2
5000 5.1 a1

15.80 16.00 16.20 16.40

0 m/z 55.10 45_.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50017: 5-(p-Aminophenyl)-2-thiazolamine
191.0
5000 LA L L L L L LB L L B
15.80 16.00 16.20 16.40
0
0 136.0 164.0 m/z 177.15 41.15%
180 510 770 2949 | )
L A B B S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
191.0
s A M
15.80 16.00 16.20 16.40
5000 150.0 m/z 81.10 39.17%
43.0
122.0
o 15.0 80.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60190: .beta.-iso-Methyl ionone R R RS
191.0 15.80 16.00 16.20 16.40
m/z 67.10 38.85%
5000{ 28.0
135.0 163.0
69.0 950
0..w”.W.H.PL.“.LPU”M”J,”...”:.ﬂ.“.”“.” S — e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15. 80 16. OO 16 20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102215\
Data File : BF082454.D

Acq On : 22 Oct 2015 19:35

Operator : UM/1Z

Sample : G4093-14

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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... 4.94 52.4 ng 1597570 1 6.75 609615 20.0
unknown6 .54 6.54 83.8 ng 2554050 1 6.75 609615 20.0
1-Hexadecanol 11.52 3.6 ng 231250 4 11.29 1288240 20.0
Tridecanoic acid 11.83 4.4 ng 285442 4 11.29 1288240 20.0
Cyclotetradecane 12.34 17.2 ng 1105240 4 11.29 1288240 20.0
1,1"-Biphenyl, 2,... 12.42 2.2 ng 140073 4 11.29 1288240 20.0
1,1"-Biphenyl, 2,... 12.61 2.4 ng 153897 4 11.29 1288240 20.0
1,1"-Biphenyl, 2,... 13.11 2.3 ng 118744 5 13.99 1044840 20.0
4,8,12,16-Tetrame... 13.35 2.8 ng 147361 5 13.99 1044840 20.0
Ethanol, 2-(tetra... 13.83 3.0 ng 154300 5 13.99 1044840 20.0
Benzeneethanamine... 14.85 4.0 ng 143206 6 15.53 723141 20.0
unknownl16.17 16.17 2.0 ng 73080 6 15.53 723141 20.0
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