LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\

Data File : BF098055.D

Aca On : 26 Aug 2017 2:51 Instrument :
Operator : SJ/JU gmgigamlem'
a?zgle ; 14954-01 34%compp
ALS Vial : 25 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-BF081517.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 4.940 482 485 494 rVB 186517 275587 7.84% 1.079%
2 5.351 550 555 558 rBY 2831186 3130428 89.02% 12.255%
3 6.387 721 731 745 rBVY 2955529 3516548 100.00% 13.766%
4 6.516 748 753 756 rBVY 2976760 3015452 85.75% 11.805%
5 6.740 788 791 795 rBV 723755 641840 18.25% 2.513%

6.898 814 818 821 rBV 2433210 2219189 63.11% 8.688%
7.310 882 888 891 rBV 1713807 1745160 49.63% 6.832%
8.028 1005 1010 1013 rBV 785698 750143 21.33% 2.937%
3110290 2810748 79.93% 11.003%
9.492 1255 1259 1268 rVB 329036 285529 8.12% 1.118%
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11 9.775 1303 1307 1311 rBV 740592 656567 18.67% 2.570%
12 10.563 1437 1441 1445 rBV 1559371 1503472 42.75% 5.886%

13 10.681 1456 1461 1471 rVB2 55309 90767 2.58% 0.355%
14 11.257 1555 1559 1562 rBV 805729 663418 18.87% 2.597%
15 12.469 1762 1765 1768 rBV 95578 86889 2.47% 0.340%
16 12.692 1798 1803 1806 rBV 85015 84699 2.41% 0.332%
17 12.727 1806 1809 1816 rBv4 29025 36964 1.05% 0.145%

18 12.845 1825 1829 1832 rBV 2608693 2564651 72.93% 10.040%
19 13.739 1978 1981 1990 rBV2 163030 208136 5.92% 0.815%
20 13.892 2002 2007 2010 rBV 678605 698553 19.86% 2.735%

21 15.310 2244 2248 2252 rBV 336360 412562 11.73% 1.615%

22 15.763 2322 2325 2329 rVB2 47880 59282 1.69% 0.232%
23 16.239 2402 2406 2411 rBV2 60170 87920 2.50% 0.344%
Sum of corrected areas: 25544504
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\
Data File : BF098055.D

Aca On : 26 Aug 2017 2:51

Operator : SJ/JU

Sample : 14954-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF098055.D
3000000 535 6.38 52

2500000 6.90

2000000
7.31
1500000
1000000
6.74

500000

4.94

. L L

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF098055.D
3000000 9110

12.85
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2000000
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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: BF098055.D

3000000

2500000

2000000

1500000

1000000
13.89
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500000
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e e e
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\
Data File : BF098055.D

Aca On : 26 Aug 2017 2:51

Operator : SJ/JU

Sample : 14954-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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.

4.94 8.59 ng 275587 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 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 17
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 485 (4.940 min): BF098055.D (-482) (-) m/z 43.00 100.00%
43.0
59.0
5000
o0 750 40 500 520 |
83.0 : : : :
0 ...,....,....,....','::..,..':I,..??-,O....,.~...,...:,....,. m/z 59.00 53.29%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L AR R L
59.0 460 480 500 520
0
150 a0 1010 m/z 101.00 20.29%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
460 480 500 520
5000 m/z 58.00 17.65%
101.0
150 310 58.0 490 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4119: Butyl aldoxime, 3-methyl-, syn- T
59.0 4.60 4.80 5.00 5.20
m/z 41.10 8.90%
41.0
5000
86.0
0 ‘ | 50'0‘\\\ 620 ‘ 1010
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\
Data File : BF098055.D

Aca On : 26 Aug 2017 2:51

Operator : SJ/JU

Sample : 14954-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown6.52 Concentration Rank 1

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

6.52 93.96 ng 3015450 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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 754 (6.522 min): BF098055.D (-748) (-) m/z 131.95 100.00%
131.9
5000 68.0
00 540 0| PEAPYIPYo
o} L L B S m/z 68.05 36.11%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 BN SSERE RRSE RRARE
6.20 6.40 6.60 6.80
310 510 m/z 134.00 34 .70%
0 ‘ [ H (1 ‘ “ 1
RN S UL AL AL UARLALEL SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 Th o ok 5o
5000 9go 1160 m/z 66.00 22.77%
158.0 189.0
L S B L U UL ML WL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e
132.0 6.20 6.40 6.60 6.80
m/z 96.00 14 .06%
117.0
5000
91.0
39.0 65.0 ‘ ‘
0 I'h"u'“M'Fm"mi'“*'lw"lu'P"I""I""I"" BN SSEE RARSE RRARE
m/z--> 20 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\BF082517\
Data File : BF098055.D

Aca On : 26 Aug 2017 2:51

Operator : SJ/JU

Sample : 14954-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Tetradecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.68 2.74 ng 90767 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 72
2 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 64
3 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 64
4 Pentadecane 212 C15H32 000629-62-9 64
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 59

Abundance Scan 1461 (10.681 min): BF098055.D (-1456) (-) m/z 57.05 100.00%

57.0

5000

121.1 1550 1850 10.40 10.60 10.80 11.00

0! m/z 43.00 74.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59880: Tetradecane
57.0
5000 85.0 L L L L B B
41,0 10.40 10.60 10.80 11.00
m/z 71.05 70.96%
0 26\'b L ‘ ! i il il 11?'0 mn 141.0 169.0 19\8'0
T T T T T e e e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
R R e e e R
10.40 10.60 10.80 11.00
5000 85.0 m/z 91.00 46.86%
41.0
155.0
0 26.0 113'0128.0 183.0
T I I o o o e I LA i LI
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48894: Decane, 2,3,5-trimethyl- T T T
57.0 10.40 10.60 10.80 11.00
m/z 85.10 40.70%
5000 85.0
41)0
141.0
o280 M 4 130 ] 1690
m/z--> 20 40 60 80 100 120 140 160 180 200 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\
Data File : BF098055.D

Aca On : 26 Aug 2017 2:51

Operator : SJ/JU

Sample : 14954-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 n-Nonadecanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.74 5.96 ng 208136 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 93
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 91
3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
5 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 91
Abundance Scan 1981 (13.739 min): BF098055.D (-1978) (-) m/z 83.05 100.00%
43. 830
5000
13.40 13.60 13.80 14.00
okl m/z 57.10 93.71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #131393: n-Nonadecanol-1
43.0 83.0
5000 AU AR
13. 40 13. 60 13 80 14.00
rzao m/z 69.10 92.58%
0 R \HI\MI i |%I-|680|2|07|92|38|(|)|||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
97.0 AR BN U
13.40 13.60 13.80 14.00
5000 m/z 55.05 90.12%
169.0
0L 26.0 138.0 210.0 2550 406.0 Mmmmhwwk*AﬂuAvmﬂﬂfN““““”
m/z--> ' 160 1%0 200 250 300 3%0 460
Abundance #197885: Trichloroacetic acid, pentadecy! ester e o A REREE R
13.40 13.60 13.80 14.00
83.0 m/z 97.10 81.04%
5000
250
0! \\ H J\ l . 1820
m/z--> 100 15 2(')0 251,0 3(')0 3&1;0 4(')0 13. 40 13. 60 13 80 14. 00 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\
Data File : BF098055.D

Aca On : 26 Aug 2017 2:51

Operator : SJ/JU

Sample : 14954-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Triacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.76 2.87 ng 59282 Perylene-d12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 64
2 Heptadecane 240 C17H36 000629-78-7 64
3 Tetracosane 338 C24H50 000646-31-1 64
4 Eicosane. 10-methvl- 296 C21H44 054833-23-7 64
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 59

Abundance Scan 2325 (15.763 min): BF098055.D (-2322) (-) m/z 57.10 100.00%

5000
1520 1999 2411 2881 3411 15.40 15.60 15.80 16.00
0 m/z 71.10 90.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
5000 LA L L L L L B
15.40 15.60 15.80 16.00
99.0 m/z 85.10 63.18%
01260, | |1 ‘\ | 1410 1830 2250 267.0 309.0 3510 422.0
——] b T e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
R AR EEEEE T
15.40 15.60 15.80 16.00
5000 m/z 43.10 61.94%
99.0
0 141.0 182. o 240.0
— T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #175559: Tetracosane R AR EEEEE T
57.0 15.40 15.60 15.80 16.00
m/z 69.00 34.62%
5000
99.0
oLl | |, 1410 1830 2250 338.0
e e A e R AR EEEEE T
m/z--> 50 100 150 200 250 300 350 400 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF082517\
Data File : BF098055.D

Aca On : 26 Aug 2017 2:51

Operator : SJ/JU

Sample : 14954-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.24 4.26 ng 87920 Perylene-d12 15.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 68
2 Tetradecane 198 C14H30 000629-59-4 64
3 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 64
4 Heneicosane 296 C21H44 000629-94-7 62
5 Eicosane 282 C20H42 000112-95-8 53
Abundance Scan 2406 (16.239 min): BF098055.D (-2402) (-) m/z 57.10 100.00%
57.1
5000
13.1 BN SN
141.1 198.0 253.0 2951 3411 16.00 16.20 16.40 16.60
Oyl m/z 71.10 90.55%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 85.0 LRI UL B SURILE B
16.00 16.20 16. 40 16 60
m/z 85.10 66.04%
. %%MW ﬂl}MMwMWM%mmoz%mmoswo
m/z--> éo 150 260 2%0 360 3%0
Abundance
57.0
" 16.00 16.20 16.40 16.60
5000 85.0 m/z 43.10 49 .52%
29.0
0 113.0141.0169.0198.0
m/z--> o 'éo' - 160" ' ﬁéoll ' 560" ' 550" ' 560" ' ééo"
Abundance #129502: Nonadecane, 9-methyl- b RRREE EE s
57.0 16.00 16.20 16.40 16.60
m/z 97.05 22 .79%
85.0
5000
140.04 60
ol Ll | 211023002670
m/z--> 5'0 1(')0 1éo 2(')0 251;0 3(')0 3&1;0 16|00 16 20 16. 40 16 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082517\
Data File : BF098055.D

Acq On : 26 Aug 2017 2:51

Operator : SJ/JU

Sample : 14954-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 8.6 ng 275587 1 6.75 641840 20.0
unknown6 .52 6.52 94_.0 ng 3015450 1 6.75 641840 20.0
Tetradecane 10.68 2.7 ng 90767 4 11.26 663418 20.0
n-Nonadecanol-1 13.74 6.0 ng 208136 5 13.89 698553 20.0
Triacontane 15.76 2.9 ng 59282 6 15.31 412562 20.0
Hexacosane 16.24 4.3 ng 87920 6 15.31 412562 20.0
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