LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM081817\
Data File : BM011306.D

Aca On 19 Aug 2017 02:20

Operator : SJ/JU

Sample : 14873-05

Misc :

ALS Vial : 15 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 M\METHODS\8270-BM072617 .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

4.463 281 285 294 rVB 173387 230777 2.18% 0.547%
4.910 355 361 371 rBV 1055994 1522074 14.37% 3.609%
rBv 637403 1146144 10.82% 2.718%
6.810 677 684 700 rvB 1905600 2941774 27.77% 6.976%
7.269 755 762 769 rBV 544395 826374 7.80% 1.960%
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7.581 808 815 825 rvB 2105775 3188164 30.09% 7.560%
8.416 950 957 968 rBV 1747542 2770672 26.15% 6.570%
10.022 1221 1230 1245 rBVY 542382 989642 9.34% 2.347%
12.539 1652 1658 1671 rBV 3716866 5683273 53.64% 13.477%
13.422 1797 1808 1814 rBV3 127393 262725 2.48% 0.623%

=
QO ~NO®

11 13.939 1889 1896 1909 rBv2 795510 1323280 12.49% 3.138%
12 15.445 2145 2152 2162 rBV 3009203 4469210 42.18% 10.598%
13 16.698 2360 2365 2376 rBv2 990179 1620144 15.29% 3.842%
14 17.633 2520 2524 2531 rBV2 120651 187225 1.77% 0.444%
15 18.939 2742 2746 2754 rBV3 160685 263285 2.48% 0.624%

16 19.368 2813 2819 2829 rBV 9178206 10595253 100.00% 25.125%
17 20.927 3079 3084 3091 rBV 1719441 2217720 20.93% 5.259%
18 22.997 3430 3436 3442 rBV2 1089340 1932750 18.24% 4 _.583%

Sum of corrected areas: 42170486
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

: Z:\HPCHEM1\BNA M\DATA\BM081817\
: BM011306.D

: 19 Aug 2017 02:20

: SJ/JU

: 14873-05

15 Sample Multiplier: 1

Z:\HPCHEMI\BNA M\METHODS\8270-BM072617 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

8000000

6000000

4000000

2000000

TIC: BM011306.D

7.58
6.81 8.42

4.91

6.47 7.27 10.02

4;\46

0
Time-->

8.50 9.00

9.50 10.00 10.50 11.00

3.00 3.50

4.00

4.50 5.00

5.50 6.00

650 7.00 7.50 8.00

Abundance

8000000

6000000

4000000

2000000

TIC: BM011306.D

19.37

12.54
15.44

13.94 16.70

13.42

17.63 18,i94
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0
Time-->
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12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

8000000

6000000

4000000

2000000

TIC: BM011306.D

20.93
23.00

0
Time-->

21.00 2150 22.00 22.50 23.00 23.50 24.00 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM081817\
Data File : BM011306.D

Aca On : 19 Aug 2017 02:20

Operator : SJ/JU

Sample : 14873-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM072617 .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._.46 5.59 ng 230777 1,4-Dichlorobenzene-d4 7.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 1l.l1-dipropoxv- 160 C9H2002 004744-11-0 38
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 Hvdrazine. 1l.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 28
5 Dimethadione 129 C5H7NO3 000695-53-4 28

Abundance Scan 284 (4.457 min): BM011306.D (-281) (-) m/z 43.00 100.00%
43.0
5000
420 440 460 4.80
0 m/z 59.00 64.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U SR R R
420 4.40 4.60 4.80
m/z 101.10 20.52%
oL 260 | eoo 8301010
m/z--> 20 40 60 85 100 120 140 160 180 200 220
Abundance
59.0
420 440 460 4.80
5000 a1l 101.0 m/z 58.05 12.90%
- 131.0
o 159.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3950: 2,3-Butanedione, monooxime
43.0 420 4.40 4.60 4.80
m/z 41.10 10.41%
5000
101.0
150
m/z--> 20 ' éo 85 160 120 140 160 180 200 220 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM081817\
Data File : BM011306.D

Aca On : 19 Aug 2017 02:20

Operator : SJ/JU

Sample : 14873-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM072617 .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 unknown6.81 Concentration Rank 2

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

6.81 71.20 ng 2941770 1,4-Dichlorobenzene-d4 7.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-1-vne. (2)- 66 C5H6 001574-40-9 25
2 1-Penten-3-vne 66 C5H6 000646-05-9 25
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
4 3-Hexenedinitrile 106 C6H6N2 001119-85-3 25
5 3-Penten-1-yne, (E)- 66 C5H6 002004-69-5 22

Abundance Scan 684 (6.810 min): BM011306.D (-677) (-) m/z 131.95 100.00%

68.1 131.9
5000
40.0 %.1

640 660 680 700 720

o 164.6 192.9 221.1 341.3 m/z 68.10 84_49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #363: 3-Penten-1-yne, (2)-
66.0
5000 39.0 L L B L L B

6.40 6.60 6.80 7.00 7.20
m/z 66.10 65.80%

m/z--> 20 4|0 60 80 1CI)O 150 14|10 1é0 1E|30 2(|)O 220 240 260 280 3(|)O 320 34|10
Abundance
66.0
39.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 69.10 46.88%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro- e e
132.0 6.40 6.60 6.80 7.00 7.20

m/z 134.00 33.30%
5000
69.0
39.0 103.0

0‘ TTWFFWTFWWW”TWWTW | L DL LA BLELELELE L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM081817\
Data File : BM011306.D

Aca On : 19 Aug 2017 02:20

Operator : SJ/JU

Sample : 14873-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM072617 .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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.63 2.31 ng 187225 Phenanthrene-d10 16.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 72
3 Undecanoic acid 186 C11H2202 000112-37-8 50
4 Tridecanoic acid 214 C13H2602 000638-53-9 47
5 n-Decanoic acid 172 C10H2002 000334-48-5 43

Abundance Scan 2523 (17.627 min): BM011306.D (-2520) (-) m/z 73.00 100.00%

5000
1852 213.3 LU B e
1511 " 256.1283.0 340.9 17.40 17.60 17.80 18.00
0 m/z 60.05 61.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #92228: n-Hexadecanoic acid
43.0 73.0
5000 256.0

17.40 17.60 17.80 18.00
m/z 41.00 58.31%

213.0

157.0185.0

O e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43.0 73.0
17.40 17.60 17.80 18.00
5000 129.0 m/z 57.00 50.74%
199.0 2420
101.0 157.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #46616: Undecanoic acid
60.

17.40 17.60 17.80 18.00
m/z 43.00 45.89%

5000{ 290

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 280 300 320 340 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM081817\
Data File : BM011306.D

Aca On : 19 Aug 2017 02:20

Operator : SJ/JU

Sample : 14873-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM072617 .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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.94 2.37 ng 263285 Chrysene-di12 20.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 91
2 Pentadecanoic acid 242 C15H3002 001002-84-2 78
3 Dodecanoic acid 200 C12H2402 000143-07-7 37
4 Tridecanoic acid 214 C13H2602 000638-53-9 35
5 Tetradecanoic acid 228 C14H2802 000544-63-8 32
Abundance Scan 2746 (18.939 min): BM011306.D (-2742) (-) m/z 73.10 100.00%
5000
1291 1851 54932842 S
4148 18.60 18.80 19.00 19.20
o 369.0 AT Tm/z 41.10 69.91%
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance #108841: Octadecanoic acid
43.0
5000 UMV N UGS
1290 18.60 18.80 19.00 19.20
3.0 : 185.0 284.0 m/z 43.05 65.77%
O 2410
OIII‘\IHI\ B T B B
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance
73.0
18,60 18.80 19.00 19.20
5000 004 129.0 m/z 60.10 63.83%
' 199.0 242.0
e S L L L L UL B LS B B
miz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #56043: Dodecanoic acid
73.0 18.60 18.80 19.00 19.20
m/z 55.05 52.74%
5000
29. 129.0
h ’ 200.0
Oluuuu‘l'.Lll{.’{..‘l“l\..{..|‘....|....|....|....|....|....
miz-> 0 50 100 150 200 250 300 350 400 450 18.60 18.80 19.00 19.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM081817\
Data File : BM011306.D

Acq On 19 Aug 2017 02:20

Operator : SJ/JU

Sample - 14873-05

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM072617 .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._46 5.6 ng 230777 1 7.27 826374 20.0
unknown6 .81 6.81 71.2 ng 2941770 1 7.27 826374 20.0
n-Hexadecanoic acid 17.63 2.3 ng 187225 4 16.70 1620140 20.0
Octadecanoic acid 18.94 2.4 ng 263285 5 20.93 2217720 20.0
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