LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051017\
Data File : BF095075.D

Aca On : 11 May 2017 1:26

Operator : SJ/MA

Sample : 13046-06

Misc :

ALS Vial : 21 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-BF050217 .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 5.013 519 523 541 rBV 88004 188131 7.92% 0.961%
2 5.648 627 631 664 rBY 1092637 2084711 87.78% 10.651%
3 7.248 899 903 919 rBVY 1197288 2009943 84.63% 10.269%
4 7.366 919 923 935 rVV 1573492 2374844 100.00% 12.133%
5 7.460 937 939 944 rVB2 17636 24019 1.01% 0.123%
6 7.707 976 981 994 rVB 436940 525781 22.14% 2.686%
7 7.942 1016 1021 1036 rBvV 1471810 1689487 71.14% 8.631%
8 8.607 1129 1134 1152 rBV 846499 1244146 52.39% 6.356%
9 9.724 1320 1324 1337 rBV 487318 707757 29.80% 3.616%
10 11.501 1620 1626 1643 rBY 2004894 2335593 98.35% 11.932%

11 12.195 1739 1744 1755 rBV 299053 402635 16.95% 2.057%
12 12.554 1801 1805 1816 rBV2 485887 685710 28.87% 3.503%

13 13.395 1944 1948 1955 rVvB2 22676 27236 1.15% 0.139%
14 13.854 2021 2026 2041 rBV 789001 1200175 50.54% 6.132%
15 14.171 2075 2080 2083 rBV 23357 30621 1.29% 0.156%

16 14.959 2209 2214 2228 rBV 477487 665568 28.03% 3.400%
17 15.924 2372 2378 2386 rBV2 95423 126631 5.33% 0.647%

18 16.747 2513 2518 2524 rBvV 27836 36399 1.53% 0.186%
19 17.012 2559 2563 2566 rBvV2 28378 38124 1.61% 0.195%
20 17.047 2566 2569 2579 rvVv 40218 60530 2.55% 0.309%
21 17.130 2579 2583 2587 rVvVv 24001 25763 1.08% 0.132%
22 17.283 2604 2609 2619 rBVY 1545160 1633604 68.79% 8.346%
23 18.536 2817 2822 2833 rBV5 22732 58025 2.44% 0.296%
24 18.630 2833 2838 2846 rBV 462074 578637 24.37% 2.956%
25 19.500 2982 2986 2992 rVB 57615 63473 2.67% 0.324%
26 19.753 3025 3029 3037 rBV 34473 44288 1.86% 0.226%
27 19.900 3050 3054 3057 rBV 28522 37643 1.59% 0.192%
28 20.247 3109 3113 3117 rBV 28997 38660 1.63% 0.198%
29 20.294 3117 3121 3133 rVvv2 434840 574203 24.18% 2.934%
30 20.759 3195 3200 3205 rBV6 16375 31712 1.34% 0.162%
31 21.612 3341 3345 3351 rBV5 16601 29692 1.25% 0.152%
Sum of corrected areas: 19573741
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051017\
Data File : BF095075.D

Aca On : 11 May 2017 1:26

Operator : SJ/MA

Sample : 13046-06

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance -
2000000 TIC: BF095075.D

7.37

1500000 7.94

7.25
5.65

1000000
8.61

500000 7.71

5.01

.46

‘S P e e

I I I T T T [ T I T
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 8.00 8.50 9.00

Abundance TIC: BF095075.D
2000000 11150

1500000

1000000

13.85

9.72 12.55 14.96
12.19

500000

15.92 -
13.39 14.17 A 16.%

0 L e e e e N L e e o o e e e e B e L e e e e e B LI E ms s s B e s e e B e

™1
Time-->  9.50 10.00 1050 11.00 1150 12.00 1250 13.00 13,50 14.00 14,50 15.00 15,50 16.00  16.50
Abundance -
2000000 TIC: BF095075.D

17.28
1500000

1000000

500000 18.63 20.29

WIS 18, 195019 78,90 2025 2076 2161
e R

Time--> 17.00 17.50 18.00  18.50 19.00 19.50 20.00  20.50 21.00 21.50 22.00 22,50 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051017\
Data File : BF095075.D

Aca On : 11 May 2017 1:26

Operator : SJ/MA

Sample : 13046-06

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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.

5.01 7.16 ng 188131 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 522 (5.007 min): BF095075.D (-519) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 ISR SRR R RS
| 829 | 4.60 4.80 5.00 5.20 5.40
0”'P“'P”W'”Wh'W”hi””P'”P'”P”:P“'P”W'”W'”W”'W m/z 59.00 58.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R LR R L R
59.0 460 480 500 520 540
m/z 101.00 20.51%
31.0 83.0 10%0
O T T T T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
450 450 500 820 840
5000 m/z 58.10 15.90%
101.0
| 150 310 580 690  86.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester T R B L
54.0 460 4.80 5.00 5.20 5.40
m/z 41.10 9.11%
5000 41.0
0 I L o 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051017\
Data File : BF095075.D

Aca On : 11 May 2017 1:26

Operator : SJ/MA

Sample : 13046-06

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 unknown7.37 Concentration Rank 1

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

7.37 90.34 ng 2374840 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 924 (7.372 min): BF095075.D (-919) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 T oA R 5 b
401 540 7.00 7.20 7.40 7.60 7.80
o....,...:,':...,.-:..,.:I.|,..7.5?,1....,..!.,???.?....,....,J...,.. m/z 68.05  36.28%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
7.00 7.20 7.40 7.60 7.80
210 510 m/z 134.00 32.21%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
7.00 7.20 7.40 7.60 7.80
5000 67.0 m/z 66.05 21.47%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!-  EEAs o R
132.0 7.00 7.20 7.40 7.60 7.80
m/z 69.05 13.65%
5000
630 104.0
300 520 | /70 900 117.0
OH'W'“JH'“P“'WIM'V“ml“'w'“'ww“l“”w'“'”t“ T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051017\
Data File : BF095075.D

Aca On : 11 May 2017 1:26

Operator : SJ/MA

Sample : 13046-06

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 4 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.92 3.81 ng 126631 Phenanthrene-d10 14.96
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 81
3 n-Decanoic acid 172 C10H2002 000334-48-5 43
4 Oxalic acid. dodecvl propvl ester 300 C17H3204 1000309-26-5 20
5 N-Cyclooct-4-enylacetamide 167 C10H17NO 170952-69-9 18
Abundance Scan 2377 (15.918 min): BF095075.D (-2372) (-) m/z 73.00 100.00%
43.1 730
5000
129.0
971 148.9 213.2 R B N SRR SN
171.2991 9 15.60 15.80 16.00 16.20
0 m/z 43.10 79.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0
83.0 15.60 15.80 16.00 16.20
Ji 1570 1geo 2130 260 | Mz 60.10  75.30%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 | 73.0
15,60 15.80 16.00 16.20
5000 129.0 m/z 41.05 66 .69%
97.0 199.0
1570 242.0
0 }ﬁ?'“'I"“I"'W""P"'I”"I'”' '}779"""' [T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #39474: n-Decanoic acid
73.0 15.60 15.80 16.00 16.20
m/z 57.00 65.45%
129.0
5000
0 ‘ 1?10\‘ I | 1720
miz-> 20 40 - 60 y 8'0' 180 130 140 160 150 200 330 240 260 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051017\
Data File : BF095075.D

Aca On : 11 May 2017 1:26

Operator : SJ/MA

Sample : 13046-06

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 2-Hexyl-1-octanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.54 2.01 ng 58025 Chrysene-di12 18.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexvl-1-octanol 214 C14H300 019780-79-1 53
2 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 50
3 Formic acid. dodecvl ester 214 C13H2602 028303-42-6 49
4 Acetic acid. trifluoro-. dodecvl... 282 C14H25F302 006222-00-0 47
5 Trichloroacetic acid, dodecyl ester 330 C14H25C1302 074339-50-7 43
Abundance Scan 2823 (18.541 min): BF095075.D (-2817) (-) m/z 55.05 100.00%
5000 1111
234.0 USSR B SRR SRR I
| | 18.20 18.40 18.60 18.80
o} o R e S R m/z 43.05 86.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #72868: 2-Hexyl-1-octanol
57.0
5000 RUMRRA BN SRR SRS B
29.0 1820 18.40 18.60 18.80
‘ 111.0 m/z 83.05 82.93%
0 T .‘H.‘l‘l..” ‘I H ; \‘M ; \‘ll .“.:!-3.9.0...;[?.8.0. IEI'IQIGIOI S ERBRRES!
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance
57.0
18.20 18.40 18.60 18.80
5000 m/z 69.00 75.69%
29.0 85.0
111.0
o 139.0 196.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #72664: Formic acid, dodecy! ester T
55.0 | 83.0 18.20 18.40 18.60 18.80
m/z 57.10 63.03%
111.0
5000
140.0
29.0 168.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051017\
Data File : BF095075.D

Aca On : 11 May 2017 1:26

Operator : SJ/MA

Sample : 13046-06

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 1,3-Benzenedicarboxylic aci... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.50 2.21 ng 63473 Perylene-di12 20.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Benzenedicarboxvlic acid. bi... 390 C24H3804 000137-89-3 59
2 Acetic acid. 2-ethvlhexvl ester 172 C10H2002 000103-09-3 38
3 2-((2-Ethvlbutoxv)carbonvl)benzo... 250 C14H1804 1000373-62-8 22
4 Bromoacetic acid. 2-ethvlhexvl e... 250 C10H19Br02 068144-73-0 22
5 4-Nitrobenzoic acid, cyclobutyl ... 221 C11H11NO4 070335-00-1 16
Abundance Scan 2986 (19.500 min): BF095075.D (-2982) (-) m/z 70.10 100.00%
70.1
149.0
5000 121 261.2
30l1 ] ‘ 19.20 19.40 19.60 19.80
obrrr '.I,l.h 'l-.-.u,ll. e | o 207L m/z 149.00 57.85%
m/z--> 50 100 150 200 250 300 350
Abundance #207812: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
112.0
167.0
70.0
5000
19.20 19.40 19.60 19.80
279.0 m/z 112.10 51.72%
N h‘ L)L aoaozmo| | smo s
m/z--> 50 100 150 200 250 300 350 '
Abundance
70.0
SRS BARRA AR SRR
19.20 19.40 19.60 19.80
5000 m/z 261.20 46.07%
112.0
oL 390 143.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #102168: 2-((2-Ethylbutoxy)carbonyl)benzoic acid R e o !
149.0 19.20 19.40 19.60 19.80
m/z 167.00 37.72%
5000 104.0
43.0
74
0...‘.J“.!9.| |H||¥|il7|9.|0||||| — AR
m/z--> 50 100 150 200 250 300 350 19.20 19.40 19.60 19.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051017\
Data File : BF095075.D

Acq On : 11 May 2017 1:26

Operator : SJ/MA

Sample - 13046-06

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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... 5.01 7.2 ng 188131 1 7.71 525781 20.0
unknown? .37 7.37 90.3 ng 2374840 1 7.71 525781 20.0
n-Hexadecanoic acid 15.92 3.8 ng 126631 4 14.96 665568 20.0
2-Hexyl-1-octanol 18.54 2.0 ng 58025 5 18.63 578637 20.0
1,3-Benzenedicarb... 19.50 2.2 ng 63473 6 20.29 574203 20.0
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