LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051617\
Data File : BM010064.D

Aca On : 16 May 2017 21:39

Operator : SJ/MA

Sample : 13180-01

Misc :

ALS Vial : 11 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-BM051117.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 4.287 199 204 218 rBY 1337337 1786823 34.90% 7 .050%
2 4.893 301 307 323 rVB 2086910 2769406 54.09% 10.928%
3 5.346 377 384 402 rBV2 512831 825443 16.12% 3.257%
4 5.946 480 486 495 rBV 321896 483508 9.44% 1.908%
5 6.934 649 654 668 rBV 374773 664202 12.97% 2.621%

7.287 708 714 728 rBV 872659 1415562 27.65% 5.586%
7.751 788 793 804 rBV 222835 364259 7.11% 1.437%
8.069 840 847 857 rBV 1152949 1823844 35.62% 7.197%
8.928 986 993 1006 rBV 1023487 1744769 34.08% 6.885%
10.551 1262 1269 1282 rBV 252430 451429 8.82% 1.781%

=
QO ~NO®

11 13.016 1681 1688 1699 rBV 2205938 3248258 63.44% 12.817%
12 13.874 1829 1834 1841 rBV2 38469 64328 1.26% 0.254%
13 14.410 1919 1925 1937 rBV2 344255 564219 11.02% 2.226%
14 15.910 2173 2180 2197 rBV2 1161248 1778488 34.74% 7.018%
15 17.162 2387 2393 2403 rBvV 432653 687430 13.43% 2.712%

16 18.039 2538 2542 2552 rBV3 52467 75913 1.48% 0.300%
17 19.315 2756 2759 2764 rBV4 41865 56479 1.10% 0.223%
18 19.786 2833 2839 2847 rBV 4469219 5119908 100.00% 20.202%
19 21.356 3101 3106 3112 rBV 549462 757903 14 .80% 2.991%
20 23.644 3489 3495 3504 rBV2 314968 661074 12.91% 2.608%

Sum of corrected areas: 25343245

8270-BM051117.M Wed May 17 16:29:27 2017 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM051617\
Data File : BM010064.D

Aca On : 16 May 2017 21:39

Operator : SJ/MA

Sample : 13180-01

Misc :

ALS Vial :© 11 Sample Multiplier: 1

Z:\HPCHEMI\BNA M\METHODS\8270-BM051117.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: BM010064.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051617\
Data File : BM010064.D

Aca On : 16 May 2017 21:39

Operator : SJ/MA

Sample : 13180-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_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 3-Penten-2-one, 4-methyl- Concentration Rank 3

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

4.29 98.11 ng 1786820 1,4-Dichlorobenzene-d4 7.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 2-Pentene. 2.3-dimethvl- 98 C7H14 010574-37-5 72
3 2-Pentene. 4.4-dimethvl- 98 C7H14 026232-98-4 64
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 53
5 3-Hexen-2-one 98 C6H100 000763-93-9 52

Abundance Scan 205 (4.293 min): BM010064.D (-199) (-) m/z 83.10 100.00%
55.1 3.1
5000 39. }\‘
| o1 s 400 420 440 4.60
0 el b 2282 Tm/z 55.10 0 93.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3180: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 39. R A R IR
4.00 4.20 4.40 4.60
m/z 43.05 50.85%
0"}%q“'ﬂw'wlI”"Il'giq"W""P"'l”"I'”'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55.0 83.0
400 420 440 4.60
5000 39.0 m/z 39.10 45_.29%
15.0
99.0
L L L L S S W S L S Ak
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3292: 2-Pentene, 4,4-dimethyl- R e
55.0 83.0 4.00 4.20 4.40 4.60
m/z 98.10 29.84%
5000
Ll | 9$'0
L L L U S S W S L S R A R IR
m/z--> 20 40 60 80 100 120 140 160 180 200 4.00 420 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051617\
Data File : BM010064.D

Aca On : 16 May 2017 21:39

Operator : SJ/MA

Sample : 13180-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

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

4.89 152.06 ng 2769410 1,4-Dichlorobenzene-d4 7.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 25
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 23
5 1-Butene, 4-ethoxy- 100 C6H120 044611-46-3 23

Abundance Scan 307 (4.893 min): BM010064.D (-301) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 DESARSE SARNE SRS R
460 4.80 5.00 5.20
Ol 52090 831 | w759 10 52.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR I L L I
59.0 460 480 500 5.20
m/z 101.10 15.12%
31.0 83.0 101.0
0'“|'“'|“'“ﬁ"ﬂw'“l'”'l“"w"w“'“l'“'““"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
460 480 500 520
5000 m/z 58.10 12.92%
101.0
o150 310 580 490 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2—methy|— LI L L LB L LB B
54.0 460 4.80 5.00 5.20
m/z 41.10 9.96%
5000
410 101.0
oL 150 310 Tlis0, | 690 830
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051617\
Data File : BM010064.D

Aca On : 16 May 2017 21:39

Operator : SJ/MA

Sample : 13180-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_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 3 2-Pentanone, 4-methoxy-4-me... Concentration Rank 5

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

5.95 26 .55 ng 483508 1,4-Dichlorobenzene-d4 7.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 90
2 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 64
3 N-_.alpha.-Acetvlalvcinamide 116 C4H8N202 002620-63-5 50
4 2-Pentanone. 3-methvl- 100 C6H120 000565-61-7 25
5 2-Butanone, 3-methoxy-3-methyl- 116 C6H1202 036687-98-6 25

Abundance Scan 487 (5.951 min): BM010064D(480)() m/z 43.10 100.00%
43.1
5000 j\‘_
R
55.1 100.1 1151 560 580 6.00 6.20
O el S ot | M7z 73.10  93.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13053: 2-Pentanone, 4-methoxy-4-methy!-
43.0 73.0
5000 AR R R S
5.60 5.80 6.00 6.20
m/z 41.10 13.24%

150 290 | 550 830  100.0 ﬂ@
L R e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
30.0 430 73.0

5.60 5.80 6.00 6.20

5000 58.0 m/z 39.10 11.97%
15.0
o JNSSNRSSS SNSRI A VSR | MMSINS SNNS EN UM N—
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7756: N-.alpha.-Acetylglycinamide SRS S SRR ML
30.0 73.0 5.60 5.80 6.00 6.20
43.0 m/z 42.05 10.17%
5000
0 Bo 58.0 830 1000  117.0
R B B S e e i aEA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051617\
Data File : BM010064.D

Aca On : 16 May 2017 21:39

Operator : SJ/MA

Sample : 13180-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_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 unknown7.29 Concentration Rank 4

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

7.29 77.72 ng 1415560 1,4-Dichlorobenzene-d4 7.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-1-vne. (2)- 66 C5H6 001574-40-9 35
2 1-Penten-3-vne 66 C5H6 000646-05-9 35
3 3-Penten-1-vne. (E)- 66 C5H6 002004-69-5 25
4 5-Norbornene-2-methanol 124 C8H120 000095-12-5 25
5 Propanedinitrile 66 C3H2N2 000109-77-3 25

Abundance Scan 715 (7.293 min): BM010064.D (-708) (-) m/z 132.00 100.00%
132.0
68.1
5000
40.0 96.1 ‘ e B e oo
8.0 700 7.0 7.40 7.60
0 ,,|!” ..,-!-!".,.-:Y!':,....,..]-.,?19?:?....,....,~ e m/z 68.10 65.75%
m/z--> 20 30 60 70 80 90 100 110 120 130 140
Abundance #363: 3-Penten-1-yne, (2)-
66.0
5000 39.0 U R L L IR
7.00 7.20 7.40 7.60
m/z 66.10 57.87%
27.0 | 51.0 |
O RBARARSAS S AARAS R aa) KA A RN ARARS AARAS AR S RAARS NSRS RARIS VARSI R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
66.0
39.0 L e
7.00 7.20 7.40 7.60
5000 m/z 69.10 33.79%
27.0 51.0
G R AN A RS RS LA RS RS SRS AN SRR SRR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #365: 3-Penten-1-yne, (E)- AR EaEEE L
66.0 7.00 7.20 7.40 7.60
m/z 134.00 30.78%
39.0
5000
27.0 | 51.0 ‘
OFrrrrtt e e e U R L L L
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM051617\
Data File : BM010064.D

Aca On : 16 May 2017 21:39

Operator : SJ/MA

Sample : 13180-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051117_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 n-Hexadecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
18.04 2.21 ng 75913 Phenanthrene-d10 17.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tetradecanoic acid 228 C14H2802 000544-63-8 58
3 Pentadecanoic acid 242 C15H3002 001002-84-2 53
4 n-Decanoic acid 172 C10H2002 000334-48-5 47
5 Tridecanoic acid 214 C13H2602 000638-53-9 43

Abundance Scan 2542 (18.039 min): BM010064.D (-2538) (-) m/z 72.95 100.00%
481 730
5000
98.0 1291 213.2 SRR AL
1711 256.1 280.8 17.80 18.00 18.20 18.40
(o} m/z 43.10 98.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000
17.80 18.00 18.20 18.40
1290 256.0 m/z 41.00 97 .06%
970
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0  73.0
17.80 18.00 18.20 18.40
0
5000 1200 m/z 55.10 77.02%
185.0
97.0
) 180 1570 228.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83683: Pentadecanoic acid
43.0 17.80 18.00 18.20 18.40
m/z 60.10 69 .50%
5000
O ARARARE R L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.80 18.00 18.20 18.40

8270-BM051117.M Wed May 17 16:29:31 2017

Page: 7



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM051617\
Data File : BM010064.D

Acq On : 16 May 2017 21:39

Operator : SJ/MA

Sample - 13180-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM051117 .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]
3-Penten-2-one, 4... 4.29 98.1 ng 1786820 1 7.75 364259 20.0
2-Pentanone, 4-hy... 4.89 152.1 ng 2769410 1 7.75 364259 20.0
2-Pentanone, 4-me... 5.95 26.6 ng 483508 1 7.75 364259 20.0
unknown7 .29 7.29 77.7 ng 1415560 1 7.75 364259 20.0
n-Hexadecanoic acid 18.04 2.2 ng 75913 4 17.16 687430 20.0
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