LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050517\
Data File : BM009905.D

Acq On : 05 May 2017 16:47

Operator : SJ/MA

Sample - PB98666BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_M\METHODS\8270-BM050517 .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 height area % max. total
1 4.304 201 207 218 rBV 969405 1387441 15.61% 3.231%
2 4.910 303 310 318 rBV 5453298 7450793 83.81% 17.350%
3 5.369 380 388 399 rBvV 1413764 2118253 23.83% 4.933%
4 5.969 484 490 496 rVB 300799 444361 5.00% 1.035%
5 6.963 652 659 668 rBV 1462409 2281943 25.67% 5.314%

7.316 712 719 730 rVB 1323997 2121469 23.86% 4.940%
7.775 792 797 804 rVB 330390 518891 5.84% 1.208%
8.098 843 852 859 rBV 1374533 2228325 25.06% 5.189%
8.951 990 997 1006 rBV 1232873 2089212 23.50% 4 _865%
10.575 1264 1273 1280 rBV 415080 685795 7.71% 1.597%

=
QO ~NO®

11 13.045 1686 1693 1701 rBV 2863086 4038171 45.42% 9.403%
12 14.433 1924 1929 1937 rVB3 609245 918820 10.33% 2.140%
13 15.933 2175 2184 2196 rBV 1860473 2594822 29.19%% 6.042%
14 17.192 2392 2398 2404 rBV2 865889 1238189 13.93% 2.883%
15 18.062 2539 2546 2551 rBV3 88943 143786 1.62% 0.335%

16 19.345 2761 2764 2772 rBV5 71766 100267 1.13% 0.233%
17 19.815 2838 2844 2849 rBV 7561410 8890412 100.00% 20.702%

18 21.380 3105 3110 3115 rBV 1429874 1812808 20.39% 4.221%
19 23.680 3495 3501 3508 rVB 970916 1880060 21.15% 4_.378%

Sum of corrected areas: 42943818
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO50517\
Data File : BM0O09905.D

Acg On : 05 May 2017 16:47

Operator : SJ/MA

Sample - PB98666BL

Misc :

ALS Vvial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEMI\BNA_M\METHODS\8270-BM050517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM009905.D
7000000
6000000
4.91
5000000

4000000
3000000
2000000

5.37 6.9 7.32 8.10 8.95

1000000
5.97 7.77 10.57
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T T I T T T T T
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50
Abundance TIC: BM009905.D

19.82
7000000

6000000
5000000
4000000
3000000 13.05

2000000 15.93

1000000 14.43 17.19

18.06 1934 ||

L L = = o L

Time--> 12.00 1250 13.00 1350 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: BM009905.D

7000000
6000000
5000000
4000000
3000000
2000000 21.38 23.68

1000000 /LJ\\/* “
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Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 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\BM050517\
Data File : BM0O09905.D

Acq On : 05 May 2017 16:47

Operator : SJ/MA

Sample - PB98666BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM050517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 4

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

4.30 53.48 ng 1387440 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 94
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86
4 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 78
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 78

Abundance Scan 206 (4.299 min): BM009905.D (-201) (-) m/z 55.10 100.00%
56 83
5000
3 98
400 420 440 4.60
b 08 Ly e A A 2 m/z 83.10  93.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #3180: 3-Penten-2-one, 4-methyl-
55 83
5000 3 HRBE R LR I
98 4.00 420 4.40 4.60
m/z 43.05 49 _35%
18 I, 68 |
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260
Abundance
83
% IR SRR L SR
4.00 420 4.40 4.60
5000 m/z 39.05 35.36%
29
98
69
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #3301: 2-Pentene, 2,4-dimethy!l- R E T ERR
55 83 4.00 420 4.40 4.60
m/z 98.10 29.67%
5000 41
7 ‘ 98
"H'M'ﬂ“ﬂlﬁ?wl“'w'”l“'w'“'"“"“ [rrrr T T DR SR L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 4.00 420 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050517\
Data File : BM0O09905.D

Acq On : 05 May 2017 16:47

Operator : SJ/MA

Sample - PB98666BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM050517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

4.91 287.18 ng 7450790 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 310 (4.910 min): BM009905.D (-303) (-) m/z 43.05 100.00%
43
59
5000
101 IR A LR UL
4.60 4.80 5.00 5.20
bl 7288 | s 91 207 2P Eg 1 55, 18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IR LS LU R B
59 460 480 500 520
m/z 101.10 16.12%
31 101
"'w‘“'W"”|'"'F%"J"'w""l“"l"'w""l'“'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
460 480 500 520
5000 m/z 58.05 13.04%
43 101
31
15 41 83
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7974: Acetic acid, 1,1-dimethylethyl ester R e R REma
43 4.60 4.80 5.00 5.20
m/z 41.10 9.47%
5000 57
29
A
‘ l | Il
m/z--> 20 40 60 80 100 120 140 160 180 200 460 480 500 520

8270-BM0O50517.M Mon May 08 19:08:11 2017 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050517\
Data File : BM0O09905.D

Acq On : 05 May 2017 16:47

Operator : SJ/MA

Sample - PB98666BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM050517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

5.97 17.13 ng 444361 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 90
2 N-_alpha.-Acetylglycinamide 116 C4H8N202 002620-63-5 47
3 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 32
4 Butane, 2-methoxy-2,3,3-trimethyl- 130 C8H180 027705-21-1 23
5 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 16

Abundance Scan 490 (5.969 min): BM009905.D (-484) (-) m/z 43.00 100.00%
a3 73
5000
55 100 115 5.60 5.80 6.00 6.20 6.40
el 8 e B e 7 Tm/z 73.05  89.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43 73
5000 SRR RN UL LA
5.60 5.80 6.00 6.20 6.40
m/z 41.05 13.17%
15 \2\9 | ‘\ n 5? | 83 10\0 1]‘-5
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
30 73
43 560 580 6.00 620 6.40
5000 m/z 39.00 10.66%
15 58 83 100 117
wwmﬁmwwwmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #724: Acetamide, N-methyl- R Aa L S
30 48 7 5.60 5.80 6.00 6.20 6.40
m/z 115.10 8.95%
5000 58
15
"WJ'W”'kM'Wh“W”'W”'W“'W”'W”'W”'W”'W”'W”'W”'W”' SRR RSN UL LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 5.60 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050517\
Data File : BM0O09905.D

Acq On : 05 May 2017 16:47

Operator : SJ/MA

Sample - PB98666BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM050517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.32 Concentration Rank 3

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

7.32 81.77 ng 2121470 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 14
2 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 14
3 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H3N2 022291-85-6 14
4 3H-1,2-Dithiol-3-one, 5-methyl- 132 C4H40S2 003620-08-4 14
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 720 (7.322 min): BM009905.D (-712) (-) m/z 132.00 100.00%
132
68
5000
90 54 o | ” 7.00 7.20 7.40 7.60
> 115 ! m/z 68.05 57.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R L AL U U
7.00 7.20 7.40 7.60
Y m/z 66.10 44 .92%
”"I”MNWMH'IJ'ﬂI”"IA"I”"I”"I”"I”"I”"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
56 132
7.00 720 7.40 7.60
5000 m/z 134.00 31.84%
15 21 42 76 91
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #14027: 2H-Cyclopenta[d]pyridazine, 2-methy!- s L E RAR
132 7.00 7.20 7.40 7.60
m/z 69.05 25.20%
5000
63 104
8 | o wr
L 1 1 | | 1l i
m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050517\
Data File : BM0O09905.D

Acq On : 05 May 2017 16:47

Operator : SJ/MA

Sample - PB98666BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM050517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.
18.06 2.32 ng 143786 Phenanthrene-d10 17.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Undecanoic acid 186 C11H2202 000112-37-8 72

Abundance Scan 2546 (18.062 min): BM009905.D (-2539) (-) m/z 73.00 100.00%

3 60 73

5000

17.80 18.00 18.20 18.40
m/z 43.00 92.29%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43 60 73

5000{ 29 256 LI L L LB L
17. 80 18 00 18.20 18.40
[T T

m/z 60.00 90.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

213

143157171185, 99

43 60 73

29 17.80 18.00 18.20 18.40
5000 m/z 41.05 77 .90%

242

129

87
101115 | 143157171185'%%, 5

Tﬁm‘m‘mmmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #65562: Tridecanoic acid B EERR Bam e L
43 60 73 17.80 18.00 18.20 18.40
m/z 55.00 66.43%
5000
29
129 171 214
Ll L T | sy s
T .‘....‘,‘...a,....,‘.... e A e R R B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 80 18 00 18.20 18.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050517\
Data File : BM009905.D

Acq On : 05 May 2017 16:47

Operator : SJ/MA

Sample - PB98666BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM050517 .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... 4.30 53.5 ng 1387440 1 7.77 518891 20.0
2-Pentanone, 4-hy... 4.91 287.2 ng 7450790 1 7.77 518891 20.0
2-Pentanone, 4-me... 5.97 17.1 ng 444361 1 7.77 518891 20.0
unknown? .32 7.32 81.8 ng 2121470 1 7.77 518891 20.0
n-Hexadecanoic acid 18.06 2.3 ng 143786 4 17.19 1238190 20.0
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