LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF122016\

Data File : BF091823.D

Aca On : 20 Dec 2016 16:40 Instrument :
Operator : UM/SJ BNA_F

Sample - H6165-02 ClientSampleld :
Misc : SB-4-9-10

ALS Vial : 38 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-BF121716.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 4.933 246 249 257 rBV 1441333 2351293 34.37% 4.783%
2 5.378 285 288 290 rBVY 5864919 6841297 100.00% 13.915%
3 6.419 375 379 381 rBVY 5123226 6199505 90.62% 12.610%
4 6.533 386 389 392 rBVY 4931881 4968005 72.62% 10.105%
5 6.761 407 409 411 rBV 1347479 1136170 16.61% 2.311%

6.921 420 423 425 rVB 4103646 4276257 62.51% 8.698%
7.322 455 458 461 rBV 2170948 3137018 45.85% 6.381%
8.042 519 521 524 rBV 1191558 1344181 19.65% 2.734%
277118 270890 3.96% 0.551%
9.127 613 616 618 rBVY 5084613 5311997 77.65% 10.805%
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11 9.516 648 650 653 rBv 530907 592310 8.66% 1.205%
12 9.802 672 675 677 rBVY 1248611 1436085 20.99% 2.921%
13 10.236 712 713 715 rVB 106488 80132 1.17% 0.163%
14 10.590 741 744 746 rBV 2461756 2666722 38.98% 5.424%
15 10.705 752 754 759 rVB 108300 154904 2.26% 0.315%

16 11.150 792 793 795 rBV 71702 97130 1.42% 0.198%
17 11.276 802 804 807 rBV 1270679 1272844 18.61% 2.589%
18 12.865 941 943 946 rBV 3676597 3681898 53.82% 7.489%
19 13.105 962 964 965 rVB 79481 69678 1.02% 0.142%
20 13.768 1019 1022 1025 rBV 394917 546988 8.00% 1.113%

21 13.916 1032 1035 1037 rBV 1075304 1226655 17.93% 2.495%
22 13.962 1037 1039 1042 rVV3 48388 105258 1.54% 0.214%

23 14.396 1075 1077 1079 rBV 247039 376522 5.50% 0.766%
24 15.322 1155 1158 1160 rBV 727253 1019630 14.90% 2.074%

Sum of corrected areas: 49163369
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF122016\

BF091823.D

20 Dec 2016 16:40

UM/SJ

H6165-02

38 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF121716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF091823.D

5/38

6.92

7.32

4.93 6.76

0
Time-->

5.00

5.50

Abundance

5000000

4000000

3000000

2000000

8.04

1000000

0

TIC: BF091823.D

9.13

12.86

10.59

11.28

9.52 13.10

10.24 0.70 11.1

A
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T
Time--> 8.00

13.00 13.50

8.50

9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance

5000000

4000000

3000000

2000000

10000004.77

0

13.92

TIC: BF091823.D

15.32
14.40

.96

Time-->

14.

18.50

00 14.50

15.00 15.50 16.00 16.50 17.00 17.50 18.00

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122016\
Data File : BF091823.D

Aca On : 20 Dec 2016 16:40

Operator : UM/SJ

Sample : H6165-02

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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.

4.93 41_.39 ng 2351290 1,4-Dichlorobenzene-d4 6.76
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 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 249 (4.933 min): BF091823.D (-246) (-) m/z 43.05 100.00%
43.0
59.1
5000
1o 460 4.80 500 520
o...,....,....,....I,'::..,..~:!,...7.,1;9..??:9.,...:,'....,....,....,....,...., m/z 59.10 57.72%
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 L L I L L
59.0 460 480 500 520
0
150 4, 1010 m/z 101.00 19.10%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 4.80 500 520
5000 41.0 m/z 57.95 15.23%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4330: Butane, 1-ethoxy-
54.0 4.60 4.80 5.00 5.20
31.0 m/z 41.10 9.03%
5000
3.0 73.0
15\'0 A‘ | ‘ 87.0 102.0
S R R R SR AN AR RRARA RARSA RARAN SARAN LALA RALRS ARSI RARRY IBENARDENUERE NN AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122016\
Data File : BF091823.D

Aca On : 20 Dec 2016 16:40

Operator : UM/SJ

Sample : H6165-02

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 unknown6.53 Concentration Rank 1

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

6.53 87.45 ng 4968010 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 389 (6.533 min): BF091823.D (-386) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 IPESSEPLAARBENAREE RN
40.0 54 J 6.20 6.40 6.60 6.80
0 S8 S T .21 | m/z 68.10 48.25%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 USRS A
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.96%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80
5000 m/z 66.10 30.21%
51.0 70.0 86.0
L B N L WL W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl A masan e B
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 19.51%
74.0
5000 98.0 116.0
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R R EREEE L
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122016\
Data File : BF091823.D

Aca On : 20 Dec 2016 16:40

Operator : UM/SJ

Sample : H6165-02

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 Phenol, 2,4-dibromo- Concentration Rank 6

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

9.05 3.77 ng 270890 Acenaphthene-d10 9.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.4-dibromo- 250 C6H4Br20 000615-58-7 99
2 Phenol. 2.6-dibromo- 250 C6H4Br20 000608-33-3 99
3 2-Pvridinamine. 3.5-dibromo- 250 C5H4Br2N2 035486-42-1 42
4 8-Chloro-11H-indolol3.2-clTauinoline 252 C15H9CIN2 155249-69-7 9
5 1-Phenyl-3,5,7-trimethyl-6H-pyra... 252 C15H16N4 063536-14-1 9

Abundance Scan 609 (9.047 min): BF091823.D (-607) (-) m/z 251.90 100.00%
25.9
5000 63.0
142.9 UL A R I U
38.0 920 116.9 172.9 299 9 8.80 9.00 9.20 9.40
0 - m/z 249.90 51.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #88645: Phenol, 2,4-dibromo-
252.0
63.0
5000 U UL L L
8.80 9.00 9.20 9.40
143.0 m/z 253.90 48 .88%
o140 380 | %R0 a0 T 1720 4474 2230 |
m/z--> 25 Jo eb 85 160 150 150 1éo 180 200 220 240 260
Abundance
252.0
880 9.00 9.20 9.40
5000 63.0 m/z 63.00 48 .41%
145.0
. 38.0 920 -9 1700 10,0 2230
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #88643: 2-Pyridinamine, 3,5-dibromo- —
252.0 8.80 9.00 9.20 9.40
m/z 62.00 16.92%
5000
92.0
65.0
m/z--> 2'0 4'0 6|0 8|O 1(')0 150 14'10 160 180 200 220 240 260 8.|80 9.'00 9.'20 9.110
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122016\
Data File : BF091823.D

Aca On : 20 Dec 2016 16:40

Operator : UM/SJ

Sample : H6165-02

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.70 2.43 ng 154904 Phenanthrene-d10 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Docosane 310 C22H46 000629-97-0 90
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 90
Abundance Scan 754 (10.705 min): BF091823.D (-752) (-) m/z 57.05 100.00%
57.0
5000 85.0
J 51 1ee0 10140 10160 1080 1160
ok b e e m/Zz 43.10 77.55%
m/z--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane
57.0
5000 R SRR A SRR
85.0 mmmmmmnm
29.0 m/z 71.10 64 .59%
oL L4 L i M3oa01690 282.0
m/z--> 55 100 1éo 260 2éo 360 3éo
Abundance
57.0
10,40 10.60 10.80 11.00
5000 m/z 85.05 39.38%
85.0
0 29.0 113.0141.0169.0197.0225.0253.0281.0  323.0351.0380.0
m/z--> 55 160 1éo 260 250 360 3éo
Abundance #136481: Tetracosane B s S e B R Eh
57.0 10.40 10.60 10.80 11.00
m/z 41.05 35.23%
5000 85.0
29.0
0 ‘ ﬁ13°14101690197022502530281030903380
m/z--> 50 100 1&'30 2(')0 2&'30 3(')0 3&'30 10 40 10 60 10 80 11. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122016\
Data File : BF091823.D

Aca On : 20 Dec 2016 16:40

Operator : UM/SJ

Sample : H6165-02

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 1-Nonadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.77 8.92 ng 546988 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 97
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 95
3 9-Tricosene. (2)- 322 C23H46 027519-02-4 94
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 91
5 1-Hexacosene 364 C26H52 018835-33-1 91
Abundance Scan 1022 (13.768 min): BF091823.D (-1019) (-) m/z 57.10 100.00%
57.1
97.1
5000
NS U BN SV I
39, 1 13.40 13.60 13.80 14.00
(I l AP0 1961 24812801 3261 36723993 o4z 00 g1.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #98171: 1-Nonadecene
43.0 97.0
5000 DR A R AR B
13. 40 13. 60 13 80 14.00
m/z 55.10 64 .90%
39.0
oL LU LUl 190 se20 poug 20
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
1340 13.60 13.80 14.00
5000 97.0 m/z 83.10 64.27%
27.0 139.0 196. 0227.0258 0 \/Ai/ww
O
m/z--> §0 160 1%0 200 250 300 3%0 400
Abundance #129064: 9-Tricosene, (Z) LA L L L L L L B
50 970 13.40 13.60 13.80 14.00
‘ m/z 69.10 59.31%
o ~VA/AAAAF/WAk,,~kaA~VA~
39.0 322.0
OIIIIIIIJ .|..L.'J.‘.‘l8.20 ?2.2.0.?6.2.0..|..‘..|....|. R e
m/z--> 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00
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Data Path
Data File
Aca On

Sample

Misc

Operator :

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Sear

Z:\HPCHEMI\BNA F\DATA\BF122016\
BF091823.D

20 Dec 2016 16:40

UM/SJ

H6165-02

38 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\827
= ASP BNA STANDARDS FOR 5 POIN
= C:\DATABASE\NISTO2.L
LSCINT.P

ch Compound Report

0-BF121716.M
T CALIBRATION

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 3-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.40 6.14 ng 376522 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 95
2 Heptadecane 240 C17H36 000629-78-7 91
3 Tritetracontane 605 C43H88 007098-21-7 83
4 Pentadecane 212 C15H32 000629-62-9 60
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 60
Abundance Scan 1077 (14.396 min): BF091823.D (-1075) (-) m/z 57.10 100.00%
57.1
5000 _,wN,A_wj»«~AJAL/x\“”’\'¥f””
1.1 0 1490 1440 1460 1420
162.1 326.1 14.00 14.20 14.40 14.60 14.80
O d b g 2522102 280277, 389.34384 | “n/z 71.10  69.39%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #106400: 3-Eicosene, (E)-
57.0
5000 R R UL UL
11.0 14.00 14.20 14.40 14.60 14.80
m/z 43.10 66.81%
ol 11 “ M‘ ‘ 1, 167.0 224.0 2800
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
14.00 14.20 14,40 14.60 14.80
5000 m/z 85.10 48.24%
0 i 1690 2400 W\JW
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172667: Tritetracontane L A e
57.0 14.00 14.20 14.40 14.60 14.80
m/z 55.10 40.53%
5000 ”/\/WJ\’\MJ—\
o 10 1169.0 2250 2810 3370 393.0 463.0 519.0 575.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.00 14.20 14.40 14.60 14.80
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEMI\BNA_F\DATA\BF122016\
BF091823.D

20

Dec 2016 16:40

UM/SJ
H6165-02

38

Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

unknown6 .53

Phenol, 2,4-dibromo-

Eicosane
1-Nonadecene

3-Eicosene, (E)-

8270-BF121716.M Wed Dec 21 12:43:42 2016

4.93 41.4 ng
6.53 87.5 ng

9.05 3.8 ng
10.70 2.4 ng
13.77 8.9 ng
14.40 6.1 ng

RT EstConc Units Response

2-Pentanone, 4-hy...

2351290
4968010
270890
154904
546988
376522

|--Internal Standard---|
| # RT Resp Conc]

1 6.76 1136170 20.0
1 6.76 1136170
3 9.80 1436090 20.0
4 11.28 1272840 20.0
5 13.92 1226660

5 13.92 1226660 20.0
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