LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085671.D

Acq On : 22 Mar 2016 21:08

Operator : UM/SJ

Sample : H1857-02

Misc :

ALS Vial : 9 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-BF031816.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 5.018 236 239 251 rvVB 755408 1164567 27.32% 2.932%
2 5.441 272 276 278 rBV 2889775 3645662 85.51% 9.178%
3 5.841 308 311 313 rBvV 80592 109668 2.57% 0.276%
4 6.470 363 366 369 rBvV 2721610 3226037 75.67% 8.122%
5 6.596 375 377 380 rBvV 2537827 3744792 87.84% 9.428%
6 6.836 396 398 400 rBVY 594873 741167 17.38% 1.866%
7 6.984 409 411 414 rBV 2345285 2779548 65.20% 6.998%
8 7.396 444 447 450 rBV 1989161 2353576 55.21% 5.925%
9 8.116 507 510 512 rBV 1200842 1054676 24.74% 2.655%
10 9.190 601 604 607 rBVY 3064393 4263287 100.00% 10.733%

11 9.590 636 639 641 rBvV 607629 585737 13.74% 1.475%
12 9.808 655 658 660 rBv 68328 73584 1.73% 0.185%
13 9.865 661 663 666 rvB 1062427 1148727 26.94% 2.892%
14 10.299 699 701 703 rVvB 120498 123844 2.90% 0.312%
15 10.516 717 720 724 rBV 45870 87214 2.05% 0.220%

16 10.665 729 733 735 rBV 2435125 3134988 73.53% 7.893%
17 10.779 741 743 749 rVB 102696 188537 4.42% 0.475%
18 11.225 780 782 783 rBV 52068 64207 1.51% 0.162%
19 11.351 791 793 795 rBV 1474994 1278135 29.98% 3.218%
20 11.888 837 840 848 rBV 207020 329265 7.72% 0.829%

21 12.665 905 908 914 rBV 59624 76852 1.80% 0.193%
22 12.939 929 932 934 rBV 4068449 4193458 98.36% 10.557%
23 13.339 964 967 969 rBV 69324 86296 2.02% 0.217%

24 13.408 969 973 975 rvv3 160056 290070 6.80% 0.730%
25 13.476 975 979 981 rvVv 189575 385062 9.03% 0.969%

26 13.511 981 982 985 rvv 49946 60438 1.42% 0.152%
27 13.568 985 987 991 rVB 97300 202843 4._.76% 0.511%
28 13.831 1007 1010 1021 rBV 230909 377727 8.86% 0.951%
29 13.979 1021 1023 1026 rVB 1134114 1131305 26.54% 2.848%
30 14.825 1095 1097 1099 rBV 39316 50032 1.17% 0.126%

31 15.397 1144 1147 1150 rBV 608109 810064 19.00% 2.039%
32 16.265 1218 1223 1225 rBV5 376714 1004998 23.57% 2.530%
33 16.311 1225 1227 1228 rVV 278557 371358 8.71% 0.935%
34 16.334 1228 1229 1231 rVB 318653 258463 6.06% 0.651%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085671.D

Acq On : 22 Mar 2016 21:08

Operator : UM/SJ

Sample : H1857-02

Misc :

ALS Vial : 9 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 - 0 Peak Location: TOP

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

Method - Z:\HPCHEM1\BNA_ F\METHODS\8270-BF031816.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 17.214 1304 1306 1310 rBV3 59325 64606 1.52% 0.163%

36 17.340 1314 1317 1320 rVB5 86680 204356 4_.79% 0.514%

37 17.660 1342 1345 1346 rBV2 60836 55330 1.30% 0.139%
Sum of corrected areas: 39720476
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085671.D

Acq On : 22 Mar 2016 21:08

Operator : UM/SJ

Sample : H1857-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF085671.D
4000000

3000000 5.44
6.47

6.60
6.98

2000000

1000000 502

5.84

A
T T T

e . ,
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50

Abundance TIC: BF085671.D
4000000 12194

T
6.00 6.50 7.00 7.50

9.19
3000000

10.66

2000000

11.35
B.12
1000000

10.30 2}10,73 11.89 L %
A 9. 10-3010,52 [10.7 11.2 12.66 13 57

Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50

Abundance TIC: BF085671.D
4000000

3000000

2000000

13.98
1000000
15.40
1
.83 40

14.83 17.1;.\34 17.66

0 R L - it e —-a - i

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085671.D

Acq On : 22 Mar 2016 21:08

Operator : UM/SJ

Sample : H1857-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.02 31.43 ng 1164570 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 239 (5.018 min): BF085671.D (-236) (-) m/z 43.05 100.00%
43
59
5000
i ko ah S0 8k o
83 : : : : :
o...,....,....,....',':...?.1.4.',...‘??....,.~...,....-,....,....,....,....,...., m/z 59.10 59.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 IR UL RN
4.60 4.80 5.00 5.20 5.40
m/z 101.10 22 .38%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 540
5000 M m/z 58.10 17 .53%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4330: Butane, 1-ethoxy- R EmmmE R B D
59 4.60 4.80 5.00 5.20 5.40
31 m/z 41.10 8.68%
5000 41
73
0'"v%?w"'w"“l"“?}“'|'“'|“"|“§?w"ﬁ9?“|'“'|'“'|“"|“"| T AT
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085671.D

Acq On : 22 Mar 2016 21:08

Operator : UM/SJ

Sample : H1857-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 2 2-Pentanone, 4-methoxy-4-me... Concentration Rank 13

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

5.84 2.96 ng 109668 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 78
2 2-Pentanone, 3-ethyl- 114 C7H140 006137-03-7 10
3 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 9
4 2-Propyn-1-ol, acetate 98 C5H602 000627-09-8 9
5 Methyl Isobutyl Ketone 100 C6H120 000108-10-1 9

Abundance Scan 311 (5.841 min): BF085671.D (-308) (-) m/z 73.10 100.00%
7B
43
5000
55 e 100 1° 560 580 6.00 6.20
AN | R T MRRSEY OV MMMMIMDSY NSRS HSS m/z 43.10 76.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13056: 2-Pentanone, 4-methoxy-4-methyl-
43 73
5000 BN AR RSN SRS AR
5.60 5.80 6.00 6.20
m/z 115.10 14 _.99%
5 Wy B e | s 10 TP
O o o B T T T i e e
mz> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
BARANRRARSRAASERARSERAR
5.60 5.80 6.00 6.20
5000 m/z 41.05 8.41%
71 86
29 % 99 114
s R R RS AR AR RAARN REAAS AR SAARS RS RA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3789: 2-Pentanone, 3—methy|— ||||||||||llll|llll|llll\
43 5.60 5.80 6.00 6.20
m/z 100.10 6.65%
5000
29 57
72
o I gs 100
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 560 580 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085671.D

Acq On : 22 Mar 2016 21:08

Operator : UM/SJ

Sample : H1857-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 3 unknown6.60 Concentration Rank 1

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

6.60 101.05 ng 3744790 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 377 (6.596 min): BF085671.D (-375) (-) m/z 132.10 100.00%
5000 68
40 | % 620 640 6.60 6.80 7.00
54 : : : : :
0 ...,....-}U..n.,:-|.':7ﬁ‘....|,]n.°?..,.. e | m/Z 68.10  41.10%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 SR RS I I
6.20 6.40 6.60 6.80 7.00
2 51 m/z 134.10 32.16%
0 ‘ Il 1 H 1y jg !
L I UL S I S DL L UL I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.10 26.11%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine- proplonyl e EARALREALE LA
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 16.98%
5000 og 116
| I ”qu .JM Ll |m“-‘f| 198 ..,.1??. S W X S
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085671.D

Acq On : 22 Mar 2016 21:08

Operator : UM/SJ

Sample : H1857-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 Hexadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

10.30 2.16 ng 123844 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Pentadecane 212 C15H32 000629-62-9 90
3 Eicosane 282 C20H42 000112-95-8 83
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 83
5 Tetradecane 198 C14H30 000629-59-4 80

Abundance Scan 701 (10.299 min): BF085671.D (-699) (-) m/z 57.10 100.00%

57
43

5000

99 10.00 10.20 10.40 10.60

113127141155

0 m/z 43.10 67.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane
43 %7
5000 71 LI L L L L L |
85 10.00 10.20 10.40 10.60
29 m/z 71.10 51.92%
o | L L “ 99113127141155169183197 226
R A A o sz
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 SSVAML AL Al
71 10.00 10.20 10.40 10.60
5000 g5 m/z 85.10 39.93%
29 99
oL15 113127141155169183 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane e e
43 57 10.00 10.20 10.40 10.60
m/z 41.10 32.78%
71
5000
85
29 9
0 | L L Ly 3127141156169 282
R AR aa s e AR BB AR AR e A R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 00 10. 20 10. 40 10 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085671.D

Acq On : 22 Mar 2016 21:08

Operator : UM/SJ

Sample : H1857-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 6 Heptadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.78 2.95 ng 188537 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Pentadecane 212 C15H32 000629-62-9 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Octadecane 254 C18H38 000593-45-3 90
5 Eicosane 282 C20H42 000112-95-8 90

Abundance Scan 743 (10.779 min): BF085671.D (-741) (-) m/z 57.10 100.00%

g7
71

5000

10.40 10.60 10.80 11.00
m/z 71.10  75.94%

99
113
o 127141 155 169 183

miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82607: Heptadecane
57
43
71
5000 LI L L L L L L L L L LB}
85 10.40 10.60 10.80 11.00
29 99 m/z 43.10 59.32%
T T T T T T T P T P T e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
43 R A ENREEES n e ]
71 10.40 10.60 10.80 11.00
5000 o m/z 85.10 49.37%
29 99
o 113 127 141 155 169 183 212
T T T T T T T e T e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #73965: Hexadecane e
43 57 10.40 10.60 10.80 11.00
m/z 41.10 27.07%
5000 &
85
29
o L I w 99 113 127 141 155 169 183 197 226
It o L L B e I R e B e e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 1040 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085671.D

Acq On : 22 Mar 2016 21:08

Operator : UM/SJ

Sample : H1857-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.89 5.15 ng 329265 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 n-Decanoic acid 172 C10H2002 000334-48-5 76
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 68
5 Tetradecanoic acid 228 C14H2802 000544-63-8 52
Abundance Scan 840 (11.888 min): BF085671.D (-837) (-) m/z 73.10 100.00%
73
a3 90
5000 129
213
185 L B BN BN SULRA
3R 00 | 07 256 1160 1180 12.00 12.20
0Ll m/z 60.00 76.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000 29 256 B AR RN R R R
11. 60 11. 80 12. 00 12. 20
21 m/z 43.10 70.00%
m/z--> 25 45 eb 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
1160 11.80 12.00 12.20
5000 41 m/z 55.10 61.45%
129
27
87 101115 143157172
O o & L e R AR AR R
m/z--> 25 45 eb 85 160 150 150 1éo 180 200 220 250 2éo
Abundance #83686: Pentadecanoic acid T T
43 60 73 11.60 11.80 12.00 12.20
m/z 57.10 60.24%
129
0! e A aax
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\BF032216\
Data File : BF085671.D

Acq On : 22 Mar 2016 21:08

Operator : UM/SJ

Sample : H1857-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 8 1,5-Bis[3,4-dichlorophenyl]... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.41 5.13 ng 290070 Chrysene-d12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,5-Bis[3,4-dichlorophenyl]-2,5-... 538 C27H18CI14N4 1000212-73-4 59
2 4*-Chloro-5-[N-[2-methyl-4-pyrid... 521 C29H32CIN304 1000213-37-4 10
3 Cobalt, tetrakis(.eta.5-2,4-cycl... 524 C22H24Co4 105187-37-9 9
4 1:12,2:3,4:5,6:7,8:9,10:11-Hexab... 522 C42H18 000190-24-9 9
5 trans-4"-Methylthio-4-(octadecyl... 522 C34H5002S 131316-23-9 9
Abundance Scan 973 (13.408 min): BF085671.D (-969) (-) m/z 178.20 100.00%

81 100 178 333 365

303 443 479

50
5000

1

13.00 13.20 13.40 13.60 13.80
m/z 524.30 90.51%

‘ 207
0

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170563: 1,5-Bis[3,4-dichlorophenyl]-2,5-dihydro-2,2-dimet...
525
5000 109 145 LB e e i

13.00 13.20 13.40 13.60 13.80
m/z 332.80 89.37%

04
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43 464
R man R
13.00 13.20 13.40 13.60 13.80
5000 591 m/z 81.10 86.50%
322 380 422
78 110
o 152183 217 259288
s o e R B s B o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #169980: Cobalt, tetrakis(.eta.5-2,4-cyclopentadien-1-yl)-...
456 13.00 13.20 13.40 13.60 13.80

m/z 322.60 86.41%

5000

m/z--> 50 100 150 200 250 300 350 400 450 500 550 13. OO 13 20 13.40 13. 60 13. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085671.D

Acq On : 22 Mar 2016 21:08

Operator : UM/SJ

Sample : H1857-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 9 unknownl3.48 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.48 6.81 ng 385062 Chrysene-di12 13.98
Hit# of 2 Tentative ID MW  MolForm CAS# Qual
1 Pyridine, 2-hydroxy-3-chloro- 129 C5H4CINO 013466-35-8 38
2 1,2,3,4-Tetrahydronaphthalene-1-._._. 205 C12H15N02 068157-11-9 28
Abundance Scan 979 (13.476 min): BF085671.D (-975) (-) m/z 129.10 100.00%
129
8000
6000
4000 57 13.20 13.40 13.60 13.80
m/z 57.10 37.01%
2000
56 202 241 282312 354381409 443 485513,
0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #12396: Pyridine, 2-hydroxy-3-chloro-
129 N e N P
13.'20 13.'40 13.|60 13.I80
8000 m/z 70.10 29.30%
6000
101
4000
39
2000 66 13.20 13.40 13.60 13.80
quW W m/z 55.05 27.88%
0:::“':”‘:‘::‘ T B BB e B M —_—
m/z--> 55 160 150 260 2éo 360 3éo 460 4éo 560 '
Abundance
31 129
8000
Bmmmmmmm
6000 m/z 71.10 27.09%
4000
2000 188
59 87 157
S L L I L B WL L B W I
m/z--> 50 100 150 200 250 300 350 400 450 500 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085671.D

Acq On : 22 Mar 2016 21:08

Operator : UM/SJ

Sample : H1857-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 Cyclotetracosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.83 6.68 ng 377727 Chrysene-d12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 95
2 Cyclotetradecane 196 C14H28 000295-17-0 92
3 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 90
4 2- Chloropropionic acid, octadec... 360 C21H41Cl102 088104-31-8 78
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 78
Abundance Scan 1010 (13.831 min): BF085671.D (-1007) (-) m/z 57.05 100.00%
5 g7
5000
125 SR AL SN B B
l L168196 267 350 390423 478507 549 13.60 13.80 14.00 14.20
o} e m/z 83.10 91.69%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #135651: Cyclotetracosane
55 83
5000 111 336
13.60 13.80 14.00 14.20
m/z 43.10 86.61%
ol L e zzmiaress |
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55
83 ' 13.60 13.80 14.00 14.20
5000 m/z 55.05 86.16%
111
. ¥ 139168196
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #146886: Dichloroacetic acid, heptadecyl ester e EERERaas SR
57 13.60 13.80 14.00 14.20
97 m/z 69.05 83.62%
5000
29 25
ol | 154182210238266 205
mz-> 0 5'0 100 1&'30 200 250 300 350 400 450 500 550 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085671.D

Acq On : 22 Mar 2016 21:08

Operator : UM/SJ

Sample : H1857-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 12 unknownl6.27 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.27 24 .81 ng 1005000 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-(3",5"-Dibromo-4-"-hydroxypheny... 518 C10H6Br4N203 083809-80-7 25
2 Ethanol, 2-(methylthio)- 92 C3H80S 005271-38-5 11
3 1-Propanol, 3-mercapto- 92 C3H80S 019721-22-3 11
4 Propanoic acid, 3-(methylthio)- 120 C4H802S 000646-01-5 11
5 Ethane, 1-[(2-chloroethyl)thio]-... 184 C6H13CIS2 092569-22-7 10

Abundance Scan 1223 (16.265 min): BF085671.D (-1218) (-) m/z 97.00 100.00%

97, 239 273

143

321
196 359 39

485
37 443 524
5000

16.00 16.20 16.40 16.60

0 m/z 105.60 91.97%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #169656: 1-(3',5-Dibromo-4'-hydroxyphenyl)-5,5-dibromo-2, ...
522
293
5000 LI B B I B
16.00 16.20 16.40 16.60
m/z 239.60 90.59%
04
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
61
e
16.00 16.20 16.40 16.60
5000 92 m/z 273.10 90.48%
27
o e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #2374: 1-Propanol, 3-mercapto- A m s .
1 16.00 16.20 16.40 16.60
o8 m/z 225.20 85.27%
92
5000
oh Ml e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085671.D

Acq On : 22 Mar 2016 21:08

Operator : UM/SJ

Sample : H1857-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 unknownl6.31 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

16.31  9.17ng 371358  Perylene-diz 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

-(2-Bromo-phenoxy)-N-(3-cyano-5... 376 C16H13BrN202S 1000296-89-2 25
3-Propanedione, 1,3-bis(3-brom... 380 C15H10Br202 003387-25-5 25

,4-Dibromo-1-hydroxyanthraquinone 380 C14H6Br203 052146-83-5 15
enzene, pentachloro(trichloroet... 376 C8CIS8 029082-74-4 15
is-Chlordane 406 C10H6CIS8 005103-71-9 12
Abundance Scan 1227 (16.311 min): BF085671.D (-1225) (-) m/z 278.20 100.00%
218 382 442
254
o6 1o 192 223 316 340
71
a1 135
5000
16.00 16.20 16.40 16.60
0 m/z 441.80 86.85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #150185: 2-(2-Bromo-phenoxy)-N-(3-cyano-5,6-dihydro-4H-cyc...
176
5000 LI L L LB L BN |
16.00 16.20 16.40 16.60
376 m/z 381.80 85.72%
78 105129
oL 50, [P 1057 \u |, 205 235 260 207 345
e o o e
m/z--> 50 100 150 200 250 300 350 400
Abundance
382
- ey
69 295 16.00 16.20 16.40 16.60
5000 183 m/z 254.60 82.27%
155 302
39 102123
O e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #151265: 2,4-Dibromo-1-hydroxyanthraguinone R mae e ma
382 16.00 16.20 16.40 16.60
m/z 316.40 79.89%
5000
217
. 166 o, 247 275 303326 354
- IIIIIII Tr|rrrrrrrirrryrrrr|rrrrr
m/z--> 50 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085671.D

Acq On : 22 Mar 2016 21:08

Operator : UM/SJ

Sample : H1857-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 1H-Benzotriazole, 4,5,6,7-t... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.33 6.38 ng 258463 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzotriazole, 4,5,6,7-tetrac... 255 C6HCI4N3 002338-10-5 70
2 Guanosine, 2°-0-methyl- 297 C11H15N505 002140-71-8 35
3 2-Chlorobenzyl 2,2,2-trichloro-1... 420 C17H16CI4N202 1000222-82-6 27
4 1,2,3,4,5,8-Hexahydro-7-methoxy-... 179 C11H17NO 054893-57-1 25
5 Ethane, 1-[(2-chloroethyl)thio]-... 184 C6H13CIS2 092569-22-7 22
Abundance Scan 1229 (16.334 min): BF085671.D (-1228) (-) m/z 74.10 100.00%
129 214 245 373399 509
182 282 339
10 - 307
5000
16.00 1620 16.40 16.60
0 m/z 68.10 93.45%
m/z--> 100 150 200 250 300 350 400 450 500
Abundance #91585: 1H-Benzotriazole, 4,5,6,7-tetrachloro-
192
156
5000 257 RN SR SR BN
229 16!00 16!20 16!40 16)60 '
m/z 398.90 92 .60%
0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
29 151
16!00 16!20 16!40 16)60 !
5000 m/z 372.70 89.25%
57
87 208
114 297
e S L L L U UL UL WL WL
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #160215: 2-Chlorobenzyl 2,2,2-trichloro-1-(p-toluidino)eth... e EAREaRE RS R
125 16.00 16.20 16.40 16.60
39 4 m/z 85.00 87 .40%
5000
o 161 303 \
m/z--> 50 100 150 200 250 300 350 400 450 500 16.00 16.20 16.40 16.60 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085671.D

Acq On : 22 Mar 2016 21:08

Operator : UM/SJ

Sample : H1857-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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... 5.02 31.4 ng 1164570 1 6.84 741167 20.0
2-Pentanone, 4-me... 5.84 3.0 ng 109668 1 6.84 741167 20.0
unknown6 .60 6.60 101.1 ng 3744790 1 6.84 741167 20.0
Hexadecane 10.30 2.2 ng 123844 3 9.86 1148730 20.0
Heptadecane 10.78 3.0 ng 188537 4 11.35 1278140 20.0
n-Hexadecanoic acid 11.89 5.2 ng 329265 4 11.35 1278140 20.0
1,5-Bis[3,4-dichl... 13.41 5.1 ng 290070 5 13.98 1131310 20.0
unknownl13.48 13.48 6.8 ng 385062 5 13.98 1131310 20.0
Cyclotetracosane 13.83 6.7 ng 377727 5 13.98 1131310 20.0
unknownl16 .27 16.27 24.8 ng 1005000 6 15.40 810064 20.0
unknownl16.31 16.31 9.2 ng 371358 6 15.40 810064 20.0
1H-Benzotriazole, ... 16.33 6.4 ng 258463 6 15.40 810064 20.0
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