LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF030916\

Data File : BF085311.D

Acg On : 9 Mar 2016 21:06 Instrument :
Operator : UM/SJ BNA_F

Sample - H1724-04 ClientSampleld :
Misc : UST-SW-SW
ALS Vial : 13 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-BF030316.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 4.504 192 194 196 rVB 122788 93652 1.64% 0.185%
2 5.167 249 252 255 rBvY 220504 384366 6.73% 0.760%
3 5.556 283 286 288 rBvV 3887358 4469899 78.29% 8.834%
4 5.602 288 290 294 rvB2 57730 110987 1.94% 0.219%
5 6.573 372 375 378 rVB 3344718 4616597 80.86% 9.124%
6 6.710 384 387 390 rVB 3421846 5084481 89.05% 10.049%
7 6.939 405 407 410 rVB 782511 1002104 17.55% 1.981%
8 7.099 419 421 424 rVB 3230673 3780069 66.21% 7.471%
9 7.327 439 441 444 rVB 56855 69803 1.22% 0.138%
10 7.510 453 457 459 rBV 3037083 3380311 59.20% 6.681%
11 7.590 461 464 467 rVB 92338 128549 2.25% 0.254%
12 7.865 486 488 491 rvB2 44106 59395 1.04% 0.117%
13 7.956 491 496 497 rBvV 40517 80457 1.41% 0.159%

14 8.230 517 520 522 rBV 1540370 1448553 25.37% 2.863%
15 8.905 576 579 583 rvB2 55980 110438 1.93% 0.218%

16 9.305 611 614 617 rBV 4282343 5709564 100.00% 11.284%
17 9.453 622 627 629 rVB3 161686 282803 4_95% 0.559%
18 9.636 639 643 646 rBv2 25558 61178 1.07% 0.121%
19 9.705 646 649 650 rBvV 866252 1062569 18.61% 2.100%
20 9.911 665 667 671 rBvY 101220 139495 2.44% 0.276%

21 9.991 671 674 676 rVB 1460124 1573326 27.56% 3.110%
22 10.185 689 691 694 rVvB2 123437 162790 2.85% 0.322%
23 10.391 708 709 710 rBV 62044 59744 1.05% 0.118%
24 10.413 710 711 713 rVB 202525 185350 3.25% 0.366%
25 10.642 728 731 734 rBV2 85456 144282 2.53% 0.285%

26 10.779 739 743 745 rBV 3311003 3464626 60.68% 6.848%
27 10.894 750 753 759 rvB 187113 292283 5.12% 0.578%

28 11.076 767 769 771 rBV2 45272 71893 1.26% 0.142%
29 11.339 789 792 793 rBV 153461 143315 2.51% 0.283%
30 11.374 793 795 798 rVB 41960 61686 1.08% 0.122%
31 11.476 801 804 805 rBV 1658595 1711959 29.98% 3.384%
32 11.499 805 806 807 rvv 86956 67009 1.17% 0.132%
33 11.522 807 808 812 rVB3 38307 72663 1.27% 0.144%

34 11.694 821 823 827 rBV2 82245 124575 2.18% 0.246%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF030916\

Data File : BF085311.D

Acg On : 9 Mar 2016 21:06 Instrument :
Operator : UM/SJ BNA_F

Sample - H1724-04 ClientSampleld :
Misc : UST-SW-SW
ALS Vial : 13 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
Title

35 11.762

36 12.002
37 12.174
38 12.254
39 12.688
40 12.779

41 12.917
42 13.065
43 13.614
44 13.945
45 14.105

46 14.585
47 15.145
48 15.500
49 15.568
50 16.094

51 17.248

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

827 829

848
862
870
908
915

850
865
872
910
918

925
940
990
1018
1032

930
943
991
1020
1034

1073
1123
1154
1159
1205

1076
1125
1156
1162
1208

1303 1309

8270-BF030316.M Thu Mar

831

852
867
875
912
922

932
945
997

1027
1037

1083
1130
1159
1165
1212

1315

Sum

10 15:45:00 2016

rBv

rBv
rBv
rBv2
rBv
rvv2

rBv2
rBv
rvB4
rBv
rBv

rBv2
rBv
rBv2
rBv
rBv

rBv7

90016

156407
61114
42705

134108

133504

95883
5351299
37988
745310
988361

75291
47840
25136
570160
39136

19291

78177

221064
61363
85002

165644

174738

173892
5598544
71425
996608
1415344

149024
98858
58862

843727
88325

105345

of corrected areas:

1.37%

3.87%
1.07%
1.49%
2.90%
3.06%

3.05%
98 .06%
1.25%
17.46%
24 _79%

2.61%
1.73%
1.03%
14 .78%
1.55%

1.85%

50596713

0.155%

0.437%
0.121%
0.168%
0.327%
0.345%

0.344%
11.065%
0.141%
1.970%
2.797%

0.295%
0.195%
0.116%
1.668%
0.175%

0.208%
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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\BF030916\

BF085311.D

9 Mar 2016 21:06

UM/SsJ

H1724-04

13 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Time-->
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0
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10 15:45:01 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
Data File : BF085311.D

Acq On : 9 Mar 2016 21:06

Operator : UM/SJ

Sample : H1724-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 4

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

5.17 7.67 ng 384366 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 252 (5.167 min): BF085311.D (-249) (-) m/z 43.10 100.00%
a3
59
5000
101 I B
480 5.00 520 5.40 5.60
83
o...,....,....,....','::..?.1.4.',...‘??....,.-...,....-,....,....,....,....,...., m/z 59.10 60.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 R A UL U
480 5.00 520 5.40 5.60
m/z 101.10 23.49%
) 83 g3 10"
G ) R R SR AN ARAR RRARA RAREA RAAN AARAN AALA SALSS SRS RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540 560
5000 M m/z 58.10 16.79%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3993: Morpholine, 4—methy|— LA L L L L B I B L B
43 480 5.00 520 5.40 5.60
m/z 41.10 8.88%
5000
101
15
E o los |
0'“l”'WHN”'“w“L'VJ'VH'b“'wgﬁw'“i““l”'WH'W“'W'“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
Data File : BF085311.D

Acq On : 9 Mar 2016 21:06

Operator : UM/SJ

Sample : H1724-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 unknown6.71 Concentration Rank 1

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

6.71 101.48 ng 5084480 1,4-Dichlorobenzene-d4 6.95
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 Bicyclo[4.2.0]octa-1,3,5-triene, ... 132 C10H12 028749-81-7 9
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 387 (6.710 min): BF085311.D (-384) (-) m/z 132.10 100.00%
5000 68
96 L L I I L
40 474 6.40 6.60 6.80 7.00
0 L e o At [ e o B A m/z 68.10 42 .50%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I RARAE SR LR LA
6.40 6.60 6.80 7.00
31 ‘ m/z 134.10 32.60%
0 ”JMN'”'Wk'“'I'”'I""P"'I'”'I""P"'I'”
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
132
640 6.60 6.80 7.00
5000 m/z 66.10 26.66%
104
14 39 o
O L o U B L UL WL S B B
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #13640: Bicyclo[4.2.0]octa—l,3,5—triene, 2,4'dim9thy|' LI L L L L L
132 6.40 6.60 6.80 7.00
m/z 69.05 17.39%
5000
91
3& 65
0"“'ﬂjﬁ‘fhhﬁ'w"'|"”|""|”"|"'w""|”' BRSNS L LA
mz-> 0 50 100 150 200 250 300 350 400 450 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
Data File : BF085311.D

Acq On : 9 Mar 2016 21:06

Operator : UM/SJ

Sample : H1724-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 unknownl1l0.18 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.18 2.07 ng 162790 Acenaphthene-d10 9.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isoquinolin-6-ol-1-carboxylic ac... 237 C12H15N0O4 1000127-81-3 25
2 2-Propenal, 3-(2-furanyl)- 122 C7H602 000623-30-3 12
3 Propane, 1,1-dichloro- 112 C3H6CI2 000078-99-9 10
4 5-Bromo-2-hydroxy-3-nitrobenzald... 245 C7H4BrNO4 038225-99-9 10
5 N-(.alpha.-Methyl-4-nitrobenzyli... 299 C15H13N304 1000223-36-2 10
Abundance Scan 691 (10.185 min): BF085311.D (-689) (-) m/z 83.10 100.00%

5000
224 Trrryrrrryrrrryrrorr[r
182199 | 239 261 278 9.80 10.00 10.20 10.40
01 m/z 79.00 95.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #80297: Isoquinolin-6-ol-1-carboxylic acid, 7-methoxy-1-me...
5000 [“ LI L L L B L L B
9.80 10.00 10.20 10.40
9 m/z 82.10 92.30%
ol 103118133148 177192
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
65 o4 122
39 REEEE RS L S e
9.80 10.00 10.20 10.40
5000 m/z 73.00 73.98%
0 25 79
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6043: Propane, 1,1-dichloro-
1 63, 9.80 10.00 10.20 10.40
m/z 81.05 70.92%
5000
0 91
1 IIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
Data File : BF085311.D

Acq On : 9 Mar 2016 21:06

Operator : UM/SJ

Sample : H1724-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.41 2.36 ng 185350 Acenaphthene-d10 9.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 68
2 Hexadecane 226 C16H34 000544-76-3 64
3 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 64
4 Heptadecane 240 C17H36 000629-78-7 64
5 Dodecane, l1l-iodo- 296 C12H251 004292-19-7 58
Abundance Scan 711 (10.413 min): BF085311.D (-710) (-) m/z 57.10 100.00%
57
5000 85
113 445 10.00 10.20 10.40 10.60 10.80
o...z,J.l..l.J,.n.‘.l‘.‘l,l.e.?.,....,....,....,....,....*",-.. m/z 43.10 68.05%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107652: Eicosane
57
5000 AU BN BN B
85 10.00 10.20 10.40 10.60 10.80
29 m/z 71.10 56.10%
ob_ 1| 118141 160 282
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
10.00 10.20 10.40 10.60 10.80
5000 m/z 85.10 40.12%
85
29
0 113 141 169 197 226
LN SUELELELS UL UURLELELA BRI SN SO BN UURLELEL B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #73991: Dodecane, 2-methyl-6-propyl- e a R L
57 10.00 10.20 10.40 10.60 10.80
m/z 41.10 32.52%
5000 85
o hy s P g
mz-> 50 100 150 200 250 300 350 400 450 | 10.00 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
Data File : BF085311.D

Acq On : 9 Mar 2016 21:06

Operator : UM/SJ

Sample : H1724-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

10.89 3.41 ng 292283 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Dodecane 170 C12H26 000112-40-3 90
3 Octadecane 254 C18H38 000593-45-3 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Pentadecane 212 C15H32 000629-62-9 90

Abundance Scan 753 (10.894 min): BF085311.D (-750) (-) m/z 57.10 100.00%

g7
43 1

5000

10.60 10.80 11.00 11.20
m/z 71.10 68.82%

99

. 113 127 141 155 169 184
miz—-> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #82607: Heptadecane
57
43
71
5000 LA L L L L L L LB
85 10.60 10.80 11.00 11.20
29 99 m/z 43.10 61.05%
R o o o S R o e e RN AR EEEEE REEE S R S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 57
R R L EAREEEERE
71 10.60 10.80 11.00 11.20
5000 m/z 85.10 47 .54%
29 85
98 113127 141 170
= e R s = R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #91036: Octadecane B e
57 10.60 10.80 11.00 11.20
43 7 m/z 41.10 28.73%
5000 85
29 9 113
o ol L | 127 141155169 183 197 211 225 239 254
e e e e e e e e e R R EEEEE s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10 60 10 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
Data File : BF085311.D

Acq On : 9 Mar 2016 21:06

Operator : UM/SJ

Sample : H1724-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 Phenanthrene, 3-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.00 2.58 ng 221064 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 76
2 Tridecanoic acid 214 C13H2602 000638-53-9 74
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 72
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 70
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 55

Abundance Scan 850 (12.002 min): BF085311.D (-848) (-) m/z 192.10 100.00%

7 192

5000

11.60 11.80 12.00 12.20 12.40
m/z 73.00 96.50%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50624: Phenanthrene, 3-methyl-

5000
11.60 11.80 12.00 12.20 12.40

m/z 43.10 71.38%

96
2165

26 39 63 82 115 13915 178

ol T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 L s o
11.60 11.80 12.00 12.20 12.40
5000 29 129 m/z 60.00 70.38%
il 15 e 214
101 143157 185
O el el et e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50612: Anthracene, 2-methyl- e R
192 11.60 11.80 12.00 12.20 12.40
m/z 191.10 59.62%
5000
165
L5 3 63 PP 115 13015 W
L IIIIIIIIIIIIIIII Trrr[rrrr rrrrprrrrorrr
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
Data File : BF085311.D

Acq On : 9 Mar 2016 21:06

Operator : UM/SJ

Sample : H1724-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 unknownl2.78 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.78 2.04 ng 174738 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 42
2 Tetradecanoic acid 228 C14H2802 000544-63-8 38
3 Undecanoic acid 186 C11H2202 000112-37-8 38
4 n-Decanoic acid 172 C10H2002 000334-48-5 27
5 Tridecanoic acid 214 C13H2602 000638-53-9 27
Abundance Scan 918 (12.779 min): BF085311.D (-915) (-) m/z 73.05 100.00%
60 7B
e L
185 DU BN BN IR B
143 157171 223 241 12.40 12.60 12.80 13.00
(o} m/z 43.10 92 .59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56048: Dodecanoic acid
60 73
129
43 200
5000 157 DA U BN B R
85 115 nmnmnmmm
29 ‘ 101 ‘ 143 o m/z 60.10 88.28%
o) I I .‘.‘. .‘l‘.‘. .“l“l‘.‘k“.‘. - M' .“l 1 - N I\k‘; — "I i .‘. .18.3. - \I e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
60 73
43 12.40 12.60 12.80 13.00
5000 129 m/z 57.10 83.05%
29 85 . 185 228
. U5 143157171 109,515
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #46616: Undecanoic acid A B mi e s
41 807 12.40 12.60 12.80 13.00
m/z 55.10 72 .38%
5000 29
129 143
101115
0|16|””|” \MH : ....luufl.5|7....1.8.6......|....|.. R B R
m/z--> 20 40 6 80 100 120 140 160 180 200 220 240 1240 1260 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
Data File : BF085311.D

Acq On : 9 Mar 2016 21:06

Operator : UM/SJ

Sample : H1724-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 Trichloroacetic acid, penta... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.95 14.08 ng 996608 Chrysene-d12 14.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 91
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
4 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 91
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 91

Abundance Scan 1020 (13.945 min): BF085311.D (-1018) (-) m/z 83.10 100.00%

43 g7

5000

125
13.60 13.80 14.00 14.20

139153168182 200 230

0 m/z 57.10 99.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #148859: Trichloroacetic acid, pentadecyl ester
43 57
83

5000

13.60 13.80 14.00 14.20
m/z 55.10 93.95%

125

139153167182 210

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 83 97
AR e e
111 13.60 13.80 14.00 14.20
5000 m/z 69.10 89.52%
29 125
15 139154168182196210224238 266

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106400: 3-Eicosene, (E)- e EEEEsmEmnw
13.60 13.80 14.00 14.20

m/z 43.10 88.33%

97
5000

125

139153167182196210224 252 280
R e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1360 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
Data File : BF085311.D

Acq On : 9 Mar 2016 21:06

Operator : UM/SJ

Sample : H1724-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 1-Octadecanol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.59 2.11 ng 149024 Chrysene-di12 14.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanol 270 C18H380 000112-92-5 93
2 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 90
3 1-Hexadecanesulfonyl chloride 324 C16H33CI02S 038775-38-1 90
4 1-Octadecene 252 C18H36 000112-88-9 87
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 87
Abundance Scan 1076 (14.585 min): BF085311.D (-1073) (-) m/z 57.10 100.00%
57 33

5000

3

14.20 14.40 14.60 14.80 15.00
m/z 83.05 83.60%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #100814: 1-Octadecanol
56 83

%

5000 [Trrr[rrrrprrrrrrrorrrs
29 14.20 14.40 14.60 14.80 15.00
m/z 43.10 82.71%
0 ﬂtwu
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
83 R B AN ma e
14.20 14.40 14.60 14.80 15.00
5000 m/z 55.10 76.84%
41 111
oh28 139 168 195210 238 283
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129672: 1-Hexadecanesulfonyl chloride AR B
14.20 14.40 14.60 14.80 15.00
m/z 97.10 75.73%
- M\i/\/\/\m
. 139 167 196 224 55271 y59 307303

I T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.20 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
Data File : BF085311.D

Acq On : 9 Mar 2016 21:06

Operator : UM/SJ

Sample : H1724-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 1-Docosene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.09 2.09 ng 88325 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 90
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 87
3 Acetic acid, octadecyl ester 312 C20H4002 000822-23-1 86
4 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 83
5 1-Nonadecanol 284 C19H400 001454-84-8 76
Abundance Scan 1208 (16.094 min): BF085311.D (-1205) (-) m/z 57.10 100.00%
57 8
5000 «/«Aﬁfxﬂr\Aij\\J/ﬁ\\«va/\
41
15.80 16.00 16,20 16.40
Obrrprrft m/z 83.05 90.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
55
97
5000 R BN SUNLA SUNILN I
29 15.80 16.00 16.20 16.40
195 m/z 97.10 86.32%
NECEN 153168
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
69 R BN SUNLA SUNILN I
97 15.80 16.00 16.20 16.40
5000 m/z 43.05 73.65%
27 125
o 153168 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124064: Acetic acid, octadecy! ester Al BT RS
43 15.80 16.00 16.20 16.40
m/z 55.10 73.11%
T NWAWA«_fo\L¢“VA+JN
5000
125
o 2‘ I 153168 196 224 252 297
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.80 16,00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
Data File : BF085311.D

Acq On : 9 Mar 2016 21:06

Operator : UM/SJ

Sample : H1724-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 15 unknownl7.25 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.25 2.50 ng 105345 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pyridinamine, 6-chloro-N-(phen... 216 C12H9CIN2 005325-71-3 27
2 Aniline, N-benzylidene-p-chloro-, 215 C13H10CIN 000780-21-2 16
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 16
4 Allopurirol, 7-bromo- 214 C5H3BrN40 020419-67-4 14
5 Benzene, 1,2,3,4-tetrachloro- 214 C6H2CI14 000634-66-2 14
Abundance Scan 1309 (17.248 min): BF085311.D (-1303) (-) m/z 216.10 100.00%
216
57
97
5000
43 8 1 111455
145161177 278 IIII||||||III|IIII|III
103 17.00 17.20 17.40 17.60
0 m/z 215.20 95.81%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66792: 3-Pyridinamine, 6-chloro-N-(phenylmethylene)-
216
5000 LIILIRN SRR IS IR B
76 112 17.00 17.20 17.40 17.60
51 90 m/z 214.30 71.11%
L s
ok I\ I 4 I |‘....|....|........“.......‘........|....|...
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
214
17,00 17.20 17.40 17.60_
5000 m/z 57.10 55.97%
111
> 90 138
o 38 o1 152 180
mz-> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67033: 11H-Benzo[a]fluorene R B e B AR
216 17.00 17.20 17.40 17.60
m/z 97.10 50.39%
5000
108
oL 5063 81 % | 155137150163176'8 \\
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 17.00 17.20 17.40 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
Data File : BF085311.D

Acq On : 9 Mar 2016 21:06

Operator : UM/SJ

Sample : H1724-04

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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... 5.17 7.7 ng 384366 1 6.95 1002100 20.0
unknown6.71 6.71 101.5 ng 5084480 1 6.95 1002100 20.0
unknown10.18 10.18 2.1 ng 162790 3 9.99 1573330 20.0
Eicosane 10.41 2.4 ng 185350 3 9.99 1573330 20.0
Heptadecane 10.89 3.4 ng 292283 4 11.48 1711960 20.0
Phenanthrene, 3-m... 12.00 2.6 ng 221064 4 11.48 1711960 20.0
unknownl2.78 12.78 2.0 ng 174738 4 11.48 1711960 20.0
Trichloroacetic a... 13.95 14.1 ng 996608 5 14.12 1415340 20.0
1-Octadecanol 14.59 2.1 ng 149024 5 14.12 1415340 20.0
1-Docosene 16.09 2.1 ng 88325 6 15.57 843727 20.0
unknownl17 .25 17.25 2.5 ng 105345 6 15.57 843727 20.0
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