LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA M\DATA\BMO73117\
Data File : BM011073.D
Aca On : 31 Jul 2017 18:19 Instrument :
Operator : SJ/JU EFAﬁg el

- - lentosampleld :
a?zgle : 14491-01 FK-BPM-01-C3-C4-C5-C6
ALS Vial : 12 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
1 4.581 300 305 313 rBV 274236 367484 3.65% 0.521%
2 5.022 374 380 390 rBVY 4487681 6030682 59.84% 8.547%
3 6.587 638 646 656 rBY 4309872 6802517 67 .49% 9.640%
4 6.922 695 703 711 rBVY 4242492 6569604 65.18% 9.310%
5 7.381 773 781 788 rBV 963835 1474748 14.63% 2.090%

7.698 826 835 845 rVB 2974730 4552773 45.17% 6.452%
8.528 969 976 984 rBvV 2730200 4385753 43.51% 6.215%
10.139 1244 1250 1259 rVB 1163440 1854023 18.40% 2.627%
12.651 1670 1677 1686 rBV 6327135 8749823 86.81% 12.400%
13.510 1816 1823 1830 rBV 890620 1178319 11.69% 1.670%

=
QO ~NO®

11 14.039 1907 1913 1922 rBV2 1591769 2363321 23.45% 3.349%
12 15.545 2162 2169 2179 rBV 5445006 7327271 72.70% 10.384%
13 15.798 2206 2212 2224 rBV2 78882 142493 1.41% 0.202%
14 16.798 2376 2382 2390 rVB 1965144 2617230 25.97% 3.709%
15 17.727 2535 2540 2549 rBvV2 352573 498648 4._.95% 0.707%

16 19.027 2757 2761 2769 rBvV2 270341 373217 3.70% 0.529%
17 19.462 2829 2835 2842 rBVY 8600920 10078832 100.00% 14.283%
18 20.774 3054 3058 3063 rBV7 85143 152611 1.51% 0.216%
19 21.015 3094 3099 3106 rBV 2009053 2609841 25.89%% 3.699%
20 23.127 3452 3458 3466 rVB2 1405078 2433946 24.15% 3.449%

Sum of corrected areas: 70563136
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO73117\

Data File : BM011073.D

Aca On : 31 Jul 2017 18:19

Operator : SJ/JU

ﬁ?ggle i 14491-01 FK-BPM-01-C3-C4-C5-C6
ALS Vial : 12 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

Abundance TIC: BM011073.D
8000000

6000000

4000000

7.70 8.53

2000000

7.38 10.14

4.58

e £ £ L

Time--> 300 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00
Abundance TIC: BM011073.D

19,46
8000000

12.65

6000000
15.54

4000000

16.80
2000000 14.04

13.51

1580 17.73 19.03

L N e S SR RS S e e

Time--> 12.00 12,50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM011073.D

8000000

6000000

4000000

21.02
2000000 23.13

20.77
e T

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\BMO73117\

Data File : BM011073.D

Aca On : 31 Jul 2017 18:19

Operator : SJ/JU

ﬁ?ggle i 14491-01 FK-BPM-01-C3-C4-C5-C6
ALS Vial : 12 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.

4.58 4.98 ng 367484 1,4-Dichlorobenzene-d4 7.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 10.11-dihvdroxv-3.7... 298 C17H3004 1000194-28-5 33
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 305 (4.581 min): BM011073.D (-300) (-) m/z 43.00 100.00%
43.0
5000
101.0 I I NN,
420 4.40 4.60 4.80 5.00
o....,....','l...L‘??.‘?,....-,....,??.2.?....,.... 2B Tm/z 59.10  73.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I SARRE RRREE RN LR

420 4.40 4.60 4.80 5.00
m/z 101.00 23.93%

101.0
R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 81.0
R R s
420 4.40 4.60 4.80 5.00
5000 m/z 58.05 16.57%
105.0 130 161.0
" 187.0 220.0 280.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3950: 2,3-Butanedione, monooxime

420 4.40 4.60 4.80 5.00
m/z 41.10 13.62%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 420 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO73117\

Data File : BM011073.D

Aca On : 31 Jul 2017 18:19

Operator : SJ/JU

ﬁ?ggle i 14491-01 FK-BPM-01-C3-C4-C5-C6
ALS Vial : 12 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 unknown6.92 Concentration Rank 1

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

6.92 89.09 ng 6569600 1,4-Dichlorobenzene-d4 7.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.7-Methano-1H-indene. 3a.4.7.7a... 132 C10H12 000077-73-6 40
2 1-Penten-3-vne 66 C5H6 000646-05-9 38
3 3-Penten-1-vne. (E)- 66 C5H6 002004-69-5 35
4 1.3-Cvclopentadiene 66 C5H6 000542-92-7 35
5 Silane, bicyclo[2.2.1]hept-5-en-... 226 C7H9CI3Si 014319-64-3 35

Abundance Scan 703 (6.922 min): BM011073.D (-695) (-) m/z 132.00 100.00%
13%.0
68.1
5000
o 4 ke The T
0 A oA 207L 2810 85720 Thzz 68.10  68.78%
m/z--> 50 100 150 200 250 300 350
Abundance #13637: 4,7-Methano-1H-indene, 3a,4,7,7a-tetrahydro-
66.0
5000 132.0 A

6.60 6.80 7.00 7.20
m/z 66.10 58.45%

105.
S s —
m/z--> 50 100 150 200 250 300 350
Abundance
66.0
39.0 A ey
6.60 6.80 7.00 7.20
5000 m/z 69.10 37.68%
oLy
m/z--> 50 100 150 200 250 300 350
Abundance #365: 3-Penten-1-yne, (E)- R A RaRRE TS
66.0 6.60 6.80 7.00 7.20
m/z 134.00 33.60%
39.0
5000
o T UMMM 1 G
m/z--> 50 100 150 200 250 300 350 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO73117\

Data File : BM011073.D

Aca On : 31 Jul 2017 18:19

Operator : SJ/JU

ﬁ?ggle i 14491-01 FK-BPM-01-C3-C4-C5-C6
ALS Vial : 12 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 Tridecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.73 3.81 ng 498648 Phenanthrene-d10 16.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
3 Tetradecanoic acid 228 C14H2802 000544-63-8 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 49
Abundance Scan 2541 (17.733 min): BM011073.D (-2535) (-) m/z 73.10 100.00%
73.1
5000 129.1 213.2
185 277
157 3 ZST'l 397, 1355 0 17.'40 17.|60 17.|80 18.IOO '
ol bab s .---'," BN EE— m/z 60.00 76.13%
m/z--> 150 200 250 300 350
Abundance #65565: Tridecanoic acid
73.0
5000 129.0 UL A BN SUNRN BN
171.0 17.40 17.60 17.80 18.00
214.0 m/z 55.10 61.97%
‘990 ‘
o IH“"‘ I ‘ H‘ ‘Hh \u il . I“' i .‘. I .“. —
m/z--> 50 o 150 200 250 300 350
Abundance
43.0
17.40 17.60 17.80 18.00
5000 730 m/z 57.10 56.81%
. 10101290 1710 2130 2960
m/z--> B '55' ' "160' B '150' - '260' B '2é0' - '300' ' "350'
Abundance #75071: Tetradecanoic acid
73.0 17.40 17.60 17.80 18.00
43.0 m/z 43.05 55.36%
5000 1290
185.0 228.0
99.0
o I ! I‘I ,ml ﬂ\. .H“.“l 15\7;% .“ — l. — ;
m/z--> 50 100 150 200 250 300 350 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO73117\

Data File : BM011073.D

Aca On : 31 Jul 2017 18:19

Operator : SJ/JU

ﬁ?ggle i 14491-01 FK-BPM-01-C3-C4-C5-C6
ALS Vial : 12 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 5
R.T. EstConc Area Relative to ISTD R.T.
19.03 2.86 ng 373217 Chrysene-di12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 72
3 Undecanoic acid 186 C11H2202 000112-37-8 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 Pentadecanoic acid 242 C15H3002 001002-84-2 50

Abundance Scan 2762 (19.033 min): BM011073.D (-2757) (-) m/z 73.05 100.00%

5000

18.80 19.00 19.20 19.40

0! m/z 55.10 78.30%
m/z--> 50 100 150 200 250 300 350
Abundance #108839: Octadecanoic acid
43.0 730
5000
129 0 284.0 18.80 19.00 19.20 19.40
m/z 43.10 67 .86%
H 85.02 3 0241.0
Olhl u ‘H"l%\ H\J |‘157|0 ‘lellwllwl I‘I‘II |‘|||||||| —
m/z--> 15 200 250 300 350
Abundance
43.0
73.0 18.80 19.00 19.20 19.40
5000 2840 m/z 60.10 62.50%
129.0
185.0213.0241.0
o 1010 157.0 Do 311.0 372.0
T T T T T T T T T e T T T
m/z--> 50 100 150 200 250 300 350
Abundance #46617: Undecanoic acid
60.0 18.80 19.00 19.20 19.40
m/z 57.05 60.26%
50001 29 0
129.0
‘ 810 ‘ 157.0 1860
oLy g pszo
m/z--> 50 100 150 200 250 300 350 18.80 19.00 19.20 19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BMO73117\

Data File : BM011073.D

Acq On © 31 Jul 2017 18:19

Operator : SJ/JU

ﬁ?ggle i 14491-01 FK-BPM-01-C3-C4-C5-C6
ALS Vial : 12 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.58 5.0 ng 367484 1 7.38 1474750 20.0
unknown6 .92 6.92 89.1 ng 6569600 1 7.38 1474750 20.0
Tridecanoic acid 17.73 3.8 ng 498648 4 16.80 2617230 20.0
Octadecanoic acid 19.03 2.9 ng 373217 5 21.02 2609840 20.0
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