LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092370.D

Aca On : 20 Jan 2017 13:55

Operator : UM/SJ

Sample : 11265-02

Misc :

ALS Vial : 6 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-BF122116.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 4.621 246 248 261 rBV 435779 616301 9.65% 1.447%
2 5.101 288 290 310 rBY 1800505 2082540 32.62% 4 .889%
3 6.187 382 385 392 rBVY 1090813 1600746 25.08% 3.758%
4 6.290 392 394 397 rVV 3965886 3665964 57.43% 8.606%
5 6.519 412 414 417 rBV 1382269 1254953 19.66% 2.946%

6.679 425 428 430 rBV 3595016 4255637 66.66% 9.990%
7.102 462 465 467 rBV 2627300 3703025 58.01% 8.693%
7.810 524 527 529 rBV 1727054 1747257 27.37% 4.102%
8.896 618 622 624 rBV 4746309 6383714 100.00% 14.986%
9.296 655 657 659 rBvV 311636 309848 4._.85% 0.727%

=
QO ~NO®

11 9.559 677 680 682 rBV 1649780 1936448 30.33% 4._.546%
12 10.005 717 719 721 rVB 134568 134847 2.11% 0.317%
13 10.222 735 738 741 rBV 46669 76352 1.20% 0.179%
14 10.348 746 749 751 rBV 3344275 3522790 55.18% 8.270%
15 10.473 758 760 765 rVB 133719 192717 3.02% 0.452%

16 10.919 797 799 804 rVB 113203 166865 2.61% 0.392%
17 11.033 806 809 811 rBV 2041519 1894750 29.68% 4.448%
18 11.353 834 837 839 rvB 56423 83640 1.31% 0.196%
19 11.593 855 858 868 rBvV 310307 439693 6.89% 1.032%
20 12.371 924 926 932 rBV 230022 281126 4._.40% 0.660%

21 12.622 945 948 950 rBV 4861031 5174976 81.07% 12.149%
22 13.571 1025 1031 1037 rBV 92232 269132 4.22% 0.632%

23 13.662 1037 1039 1042 rVV 1537251 1570797 24.61% 3.688%
24 15.011 1154 1157 1163 rBV 920917 1233327 19.32% 2.895%

Sum of corrected areas: 42597445
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092370.D

Aca On : 20 Jan 2017 13:55

Operator : UM/SJ

Sample : 11265-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEMI\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF092370.D
4000000 6.29
6.68
3000000
7.10
2000000 5.10
6.52
6.19
1000000
4.62
O i e s T e w2 I e Al e
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
Abundance TIC: BF092370.D
8,90 1262
4000000
10.35
3000000
2000000 11.03
7.81 9.56
1000000
9.30 11.59 12.37
10.0 10.47 ] . .
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF092370.D
4000000
3000000
2000000
.66
1000000 15.01
o e e e T T
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\BF012017\
Data File : BF092370.D

Aca On : 20 Jan 2017 13:55

Operator : UM/SJ

Sample : 11265-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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.

4.62 9.82 ng 616301 1,4-Dichlorobenzene-d4 6.52
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. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 248 (4.621 min): BF092370.D (-246) (-) 43.00 100.00%

43.0
59.1
5000
101.0

| 83.1 | 4.20 4.40 4.60 4.80 5.00
Obrrrprrrrprrrr e e m/z 59.10 56.07%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 420 4.40 4.60 4.80 5.00
0
15.0 101.0 m/z 101.00 18.77%
| o0 8.0
L o L m L aam
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
EEmE R R e
420 4.40 4.60 4.80 5.00
5000 41.0 m/z 58.00 14 .66%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3993: Morpholine, 4-methy!l- e EEARTE AR RE R ...
43.0 420 4.40 4.60 4.80 500
m/z 41.10 9.36%
5000
15.0 10 101.0
‘ 27.0 56.0 : ‘
o S K PR I - S A — S A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 420 4.40 4.60 4.80 5.00

8270-BF122116.M Mon Jan 23 18:20:16 2017 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092370.D

Aca On : 20 Jan 2017 13:55

Operator : UM/SJ

Sample : 11265-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 unknown6.29 Concentration Rank 2

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

6.29 58.42 ng 3665960 1,4-Dichlorobenzene-d4 6.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 394 (6.290 min): BF092370.D (-392) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 RSN SRS A L
400 40 ‘ 6.00 6.20 6.40 6.60
o....,...:ll!...,:!..,::.n.',..7.5?,0....,..!.,.]1??.?....,...., lr | m/Z 68.10 45.95%
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 ISR SRS A L
6.00 6.20 6.40 6.60
210 510 m/z 134.00 33.69%
0'”'ﬂ'MHJ'WH”'P'JI“Yﬁq”'P'”I”'W'”'P'”I“'W'”
m/z--> 30 40 60 70 80 90 100 110 120 130 140
Abundance
132.0
600 6.20 6.40 6.60
5000 m/z 66.00 28 .45%
63.0 81.0
31.0 50.0 101.0 112.0
Ol P T T T T T T T T T T T e T
miz--> 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal A m e
132.0 6.00 6.20 6.40 6.60
m/z 69.05 18.37%
5000 67.0
41.0 97.0
‘ 79.0 117.0
0'“'l“'jwh'w“”“|“Ll|“ujﬁ"w'ﬂ“|&qzo“'“w"w‘t“l'“ ISR SRR A L
m/z--> 30 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092370.D

Aca On : 20 Jan 2017 13:55

Operator : UM/SJ

Sample : 11265-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

10.47 2.03 ng 192717 Phenanthrene-d10 11.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Heneicosane 296 C21H44 000629-94-7 83
4 Octadecane 254 C18H38 000593-45-3 78
5 Tetradecane 198 C14H30 000629-59-4 72

Abundance Scan 760 (10.473 min): BF092370.D (-758) (-) m/z 57.10 100.00%

57.1

5000

10.20 10.40 10.60 10.80

113.1 1401 169.1

0! m/z 43.10 64 .58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107652: Eicosane
57.0 J
5000 LA L L L L L L LB

85.0 10 20 10. 40 10. 60 10. 80

29.0 m/z 71.10 63.16%
0 ‘ h\ " ‘\11?0 141.0 169.0 282.0
,,,,,,,,, R N R ARARERE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
R B RIS i e
10.20 10.40 10.60 10.80
5000 m/z 85.10 39.30%
85.0
29.0

113.0 141.0 169.0 197.0 226.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane R e R RE
57.0 10.20 10.40 10.60 10.80
m/z 41.10 29.29%
85.0
5000
29.0 113.0
o ||| M 1410 1690 1970 2250 2530 2960
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 20 10. 40 10. 60 10. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092370.D

Aca On : 20 Jan 2017 13:55

Operator : UM/SJ

Sample : 11265-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.59 4.64 ng 439693 Phenanthrene-d10 11.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 86
5 n-Decanoic acid 172 C10H2002 000334-48-5 81
Abundance Scan 858 (11.593 min): BF092370.D (-855) (-) m/z 73.00 100.00%
431 730
5000 129.1
97.1 213.2 A mEE e e AR
| 157.1 1851 256.2 1120 11.40 11.60 11.80 12.00
(o m/z 43.10 84.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43.0 730
5000 256.0 AR R B BN BN
129.0 nmnmnmnmnm
97.0 o , m/z 60.00 83.07%
.0 185.0
0 |||||||||||| IHH‘ MH IH‘\ |“|‘|||‘|||||||‘|| |‘||‘|‘|||“| ||2|3|6.q|||‘|||
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
11.20 11.40 11.60 11.80 12.00
5000 129.0 m/z 57.10 68.44Y%
970 199.0 242.0
157.0
0 1800
m/z--> 25 45 eb 85 160 150 150 1é0 180 200 220 250 2éo
Abundance #75071: Tetradecanoic acid S B B ey
73.0 11.20 11.40 11.60 11.80 12.00
43.0 m/z 41.10 60.00%
5000 129.0
185.0 228.0
97.0
I MM byl 166.0
OIIII\”‘I H \IIII\II\I\I |“|‘|||‘||||‘||‘|‘||||||‘|||||||||||||||| MR et
miz--> 20 80 100 120 140 160 180 200 220 240 260 11. 20 11. 40 11. 60 11. 80 12. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092370.D

Aca On : 20 Jan 2017 13:55

Operator : UM/SJ

Sample : 11265-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Pentadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.37 3.58 ng 281126 Chrysene-di12 13.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 90
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 n-Decanoic acid 172 C10H2002 000334-48-5 68
4 N-Cvclooct-4-envlacetamide 167 C10H17NO 170952-69-9 25
5 2-Butenoic acid, 2-methoxy-3-met... 144 C7H1203 056009-32-6 20

Abundance Scan 926 (12.371 min): BF092370.D (-924) (-) m/z 73.00 100.00%

.0

5000

12.00 12.20 12.40 12.60

0! m/z 43.05 99.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43.0 73.0
5000 129.0 L L L B

12.00 12.20 12.40 12.60
m/z 60.00 88.65%

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

73.0
e e A
43.0 12.00 12.20 12.40 12.60
m/z 57.05 81.31%
5000 1290
185.0 228.0
97.0

157.0

SN

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #37189: n-Decanoic acid S A e e
60.0 12.00 12.20 12.40 12.60
m/z 55.00 66.71%
5000
29.0 129.0
i e 1720
Obrrrrete il A L | | e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. OO 12 20 12. 40 12. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092370.D

Aca On : 20 Jan 2017 13:55

Operator : UM/SJ

Sample : 11265-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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-Nonadecene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.57 3.43 ng 269132 Chrysene-di12 13.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 1-Octadecanol 270 C18H380 000112-92-5 87
3 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 87
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 87
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 83

Abundance Scan 1031 (13.571 min): BF092370.D (-1025) (-) m/z 57.00 100.00%

) 1

5000

-

13.20 13.40 13.60 13.80

0 2811 m/z 83.10 92.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #98171: 1-Nonadecene
43.0 97.0

139.1

165.1189.0

:

5000 LA L L L L L L L LB B
13.20 13.40 13.60 13.80
m/z 97.10 91.92%
o150 1| 154.0 182.0 210.0 238.0 266.0
S
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
430 830
St
13.20 13.40 13.60 13.80
5000 1110 m/z 43.05 86.99%

139.0 1680 196.0 224.0 252.0

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154046: Bromoacetic acid, octadecyl ester T
43. 13.20 13.40 13.60 13.80

69.0 m/z 55.05 82.23%
97.0
5000

21.0

-

1530 1810  224.0 250.0

297.0
e e R ma e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF012017\
Data File : BF092370.D

Acq On : 20 Jan 2017 13:55

Operator : UM/SJ

Sample : 11265-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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... 4.62 9.8 ng 616301 1 6.52 1254950 20.0
unknown6 .29 6.29 58.4 ng 3665960 1 6.52 1254950 20.0
Eicosane 10.47 2.0 ng 192717 4 11.03 1894750 20.0
n-Hexadecanoic acid 11.59 4.6 ng 439693 4 11.03 1894750 20.0
Pentadecanoic acid 12.37 3.6 ng 281126 5 13.66 1570800 20.0
1-Nonadecene 13.57 3.4 ng 269132 5 13.66 1570800 20.0
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