LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052317\
Data File : BM010165.D

Acq On : 24 May 2017 05:35

Operator : SJ/MA

Sample - 13221-11

Misc :

ALS Vial : 30 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-BM051917 .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 5.069 333 337 348 rBY 516364 718043 7.38% 1.452%
2 5.534 410 416 428 rBV 2587190 3618537 37.20% 7.315%
3 7.140 683 689 703 rBV 2358039 3702690 38.07% 7.485%
4 7.492 742 749 757 rBV 2523321 3881399 39.90% 7.847%
5 7.951 821 827 835 rvB 523409 811446 8.34% 1.640%

8.275 874 882 891 rBV 1964113 3088627 31.75% 6.244%
9.139 1022 1029 1037 rBV 1302673 2163711 22.25% 4_374%
10.763 1297 1305 1314 rBV 599139 988513 10.16% 1.998%
11.951 1500 1507 1520 rBV 64788 122338 1.26% 0.247%
13.210 1711 1721 1730 rBV 3665274 5330271 54.80% 10.776%

=
QO ~NO®

11 14.045 1858 1863 1871 rVB 536541 733199 7.54% 1.482%
12 14.586 1947 1955 1965 rBV2 918954 1371900 14.10% 2.773%
13 16.074 2202 2208 2221 rBV 3334111 4541598 46.69% 9.181%
14 17.333 2416 2422 2435 rBV 1285014 1844030 18.96% 3.728%
15 18.174 2561 2565 2575 rBV 257577 394041 4._05% 0.797%

16 19.380 2765 2770 2775 rVB 74343 110580 1.14% 0.224%
17 19.445 2777 2781 2790 rBV5 100366 180243 1.85% 0.364%
18 19.933 2858 2864 2871 rBV 8263771 9726663 100.00% 19.664%
19 21.150 3067 3071 3080 rBV9 134433 308759 3.17% 0.624%
20 21.492 3124 3129 3134 rBV 2187131 2785897 28.64% 5.632%

21 23.856 3525 3531 3540 rVB 1543345 3042952 31.28% 6.152%

Sum of corrected areas: 49465437
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052317\
Data File : BM010165.D

Acqg On : 24 May 2017 05:35

Operator : SJ/MA

Sample : 13221-11

Misc :

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\8270-BM051917 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM010165.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052317\
Data File : BM010165.D

Acq On : 24 May 2017 05:35

Operator : SJ/MA

Sample : 13221-11

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\8270-BM051917 .M
Quant Title : 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.07 17.70 ng 718043 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 47
3 Guanidine 59 CH5N3 000113-00-8 43
4 4-Methoxy-1-pentene 100 C6H120 098386-09-5 12
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 337 (5.069 min): BM010165.D (-333) (-) m/z 43.10 100.00%
43
59
5000
101
83 480 500 520 540
....,....',|'..!|;.7.1.,-....,....,....,.... EE—ARp 23 m/z 59.10 68.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RN LS IR
480 5.00 5.20 5.40
59 101 m/z 101.10 29.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43
480 500 520 540
0
5000 101 m/z 58.05 16.06%
28 59
70 84
15
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #248: Guanidine
43 59 480 5.00 5.20 5.40

m/z 41.10 10.43%

5000 18
1
| F\
e e e e e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052317\
Data File : BM010165.D

Acq On : 24 May 2017 05:35

Operator : SJ/MA

Sample : 13221-11

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\8270-BM051917 .M
Quant Title : 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 unknown7.49 Concentration Rank 1

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

7.49 95.67 ng 3881400 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H3N2 022291-85-6 27
3 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
4 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 25
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22

Abundance Scan 749 (7.492 min): BM010165.D (-742) (-) m/z 132.10 100.00%
132
5000 68
40 % e - - 720 7.40 7.60 7.80
0 e e || M/Z 68.10 48 25%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A
7.20 7.40 7.60 7.80
31 51 ‘ ‘ m/z 66.10 35.75%
H I I
m/z--> 45 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
132
720 7.40 7.60 7.80
5000 m/z 134.00 32.61%
104
63
39 88
mﬁ@mmmmm
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine R e R
132 7.20 7.40 7.60 7.80
m/z 69.10 22 .95%
97
5000
70
31
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052317\
Data File : BM010165.D

Acq On : 24 May 2017 05:35

Operator : SJ/MA

Sample : 13221-11

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\8270-BM051917 .M
Quant Title : 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 Benzonitrile, 4-methoxy- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.95 2.48 ng 122338 Naphthalene-d8 10.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzonitrile, 4-methoxy- 133 C8H7NO 000874-90-8 97
2 Benzene, 1l-isocyano-4-methoxy- 133 C8H7NO 010349-38-9 94
3 o-Methoxybenzonitrile 133 C8H7NO 006609-56-9 87
4 4-Hydrazinobenzonitrile 133 C7H7N3 017672-27-4 83
5 Carbonic acid, methyl ester, est... 177 C9H7NO3 017175-19-8 56
Abundance Scan 1507 (11.951 min): BM010165.D (-1500) (-) m/z 133.10 100.00%
%0 133
103
5000
64
3951 | P 118 101 11.60 11.80 12.00 12.20
et e 2 | m/z 90.00  79.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14232: Benzonitrile, 4-methoxy-
133
90
5000 103 LN SUNIUBA AU BN
63 11.60 11.80 12.00 12.20
0,
15 5 50 H 76 118 m/z 103.00 57.75%
..‘.,?9‘..”‘,..‘“:‘. |“-‘- .“H“,.:“. .‘,‘.‘...‘,..l‘.,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
133
0 1160 11,80 12.00 12.20
5000 m/z 64.10 32.30%
103
50 63 76 118
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14224: o-Methoxybenzonitrile . A e
104 133 11.60 11.80 12.00 12.20
m/z 63.10 31.29%
5000
90
39 63 ¢
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052317\
Data File : BM010165.D

Acq On : 24 May 2017 05:35

Operator : SJ/MA

Sample : 13221-11

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\8270-BM051917 .M
Quant Title : 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 5 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.17 4.27 ng 394041 Phenanthrene-d10 17.33
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 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Undecanoic acid 186 C11H2202 000112-37-8 53
5 n-Decanoic acid 172 C10H2002 000334-48-5 46
Abundance Scan 2564 (18.168 min): BM010165.D (-2561) (-) m/z 73.10 100.00%
5000
17.80 18.00 18.20 1840
i m/z 60.10 71.11%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92227: n-Hexadecanoic acid
43
73
5000 N RN BRI UL
17.80 18.00 18.20 18.40
m/z 55.05 66.39%
et e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
73
43 17.80 18.00 18.20 18.40
5000 m/z 57.10 64 .49%
129
185 228
miz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #65562: Tridecanoic acid
43| 17.80 18.00 18.20 18.40
m/z 41.05 60.16%
5000
9 171 214
el L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052317\
Data File : BM010165.D

Acq On : 24 May 2017 05:35

Operator : SJ/MA

Sample : 13221-11

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\8270-BM051917 .M
Quant Title : 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 Cycloeicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.15 2.22 ng 308759 Chrysene-d12 21.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cycloeicosane 280 C20H40 000296-56-0 97
2 1-Nonadecene 266 C19H38 018435-45-5 96
3 1-Pentadecene 210 C15H30 013360-61-7 76
4 2-Methyl-7-nonadecene 280 C20H40 219750-68-2 70
5 Bacteriochlorophyll-c-stearyl 841 C52H72MgN404 1000164-49-7 60
Abundance Scan 3071 (21.150 min): BM010165.D (-3067) (-) m/z 83.05 100.00%
I
5000
2883 2080 2100 2150 2140
327 359 403 477504
- ¥ 31 m/z 69.20 87.54%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #106397: Cycloeicosane
55
5000 RUMABA UL RN IR
29 1 20.80 21.00 21.20 21.40
m/z 97.10 85.81%
1, J\ “ | “\ F?g 168196224252280
mz> 0 50 250 300 350 400 450 500
Abundance
43 97
69
20.80 21.00 21.20 21.40
5000 m/z 55.05 80.08%
125
15 154182210238266
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #63049: 1-Pentadecene LR B A aas naE e
43 g3 20.80 21.00 21.20 21.40
m/z 57.10 68.96%
5000
111
15) | j l 140 182210
mz-> O 50 100 180 250 250 3% 550 400 450 500 20.80 21,00 21,20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052317\
Data File : BM010165.D

Acq On : 24 May 2017 05:35

Operator : SJ/MA

Sample - 13221-11

Misc :

ALS Vial =: 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\8270-BM051917 .M
Quant Title : 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... 5.07 17.7 ng 718043 1 7.95 811446 20.0
unknown? .49 7.49 95.7 ng 3881400 1 7.95 811446 20.0
Benzonitrile, 4-m_.. 11.95 2.5 ng 122338 2 10.76 988513 20.0
n-Hexadecanoic acid 18.17 4.3 ng 394041 4 17.33 1844030 20.0
Cycloeicosane 21.15 2.2 ng 308759 5 21.49 2785900 20.0
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