LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO051019\
Data File : BM020258.D

Acq On : 11 May 2019 02:42

Operator : JU/SJ

Sample : K2801-04

Misc :

ALS Vial : 12 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:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM043019.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_905 322 326 334 rVB 76658 109647 1.93% 0.355%
2 5.358 397 403 417 rBV 1425977 2117518 37.23% 6.852%
3 6.946 665 673 686 rBvY 1451687 2396922 42.14% 7.757%
4 7.304 727 734 747 rBV 1532652 2449652 43.07% 7.927%
5 7.775 807 814 821 rBV 347570 573560 10.08% 1.856%

8.093 860 868 884 rBV 1078932 1784213 31.37% 5.774%
8.940 1005 1012 1027 rBV 881809 1502105 26.41% 4.861%
10.569 1281 1289 1301 rBV 451822 784627 13.80% 2.539%
13.034 1702 1708 1723 rBVY 2377206 3515552 61.81% 11.376%
13.875 1845 1851 1861 rBV 254312 355657 6.25% 1.151%

=
QO ~NO®

11 14.416 1937 1943 1952 rBV2 734080 1148569 20.19% 3.717%
12 15.910 2191 2197 2216 rBV 2138530 3102277 54.54% 10.039%
13 17.169 2404 2411 2416 rBV 1013197 1509116 26.53% 4_.884%
14 18.045 2555 2560 2566 rBV 109092 161835 2.85% 0.524%
15 19.227 2757 2761 2766 rVB 60891 82919 1.46% 0.268%

16 19.592 2819 2823 2829 rVB 51912 73050 1.28% 0.236%
17 19.792 2851 2857 2867 rBV 4891971 5687655 100.00% 18.405%
18 21.051 3066 3071 3081 rBV 600502 820092 14.42% 2.654%
19 21.351 3117 3122 3127 rBV 1117020 1494332 26.27% 4 _.836%
20 23.639 3505 3511 3519 rVB 663732 1232742 21.67% 3.989%

Sum of corrected areas: 30902040
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM051019\
Data File : BM020258.D

Acq On : 11 May 2019 02:42

Operator : JUu/SJ

Sample : K2801-04

Misc :

ALS Vial :© 12 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM043019 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM051019\
Data File : BM020258.D

Acq On : 11 May 2019 02:42

Operator : JU/SJ

Sample : K2801-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM043019.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.90 3.82 ng 109647 1,4-Dichlorobenzene-d4 7.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Guanidine 59 CH5N3 000113-00-8 47
3 Dimethadione 129 C5H7NO3 000695-53-4 38
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 37
5 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 33

Abundance Scan 325 (4.899 min): BM020258.D (-322) (-) m/z 43.00 100.00%
a3
59
5000
101
83 4.60 4.80 5.00 5.20
o.“,”“,“”,“.Jh.f3+L”§ﬂ”.wm.ﬁk.hh.w.”w.”.“”., m/z 59.10 73.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R N L UL
59 460 480 500 5.20
m/z 101.10 29.56%
15 31 101
0 ‘ Tl Ly 50 . 83 .
L IR IR NI LI IR LR VLI IR LSS AN SRS RS SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43 59
460 480 500 520
5000 18 m/z 58.00 21.61%
28
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12397: Dimethadione B aeem A et
43 ° 4.60 4.80 5.00 5.20
° m/z 40.95 9.82%
5000
129
0 5 27 SGM‘ 52 || 70 78 86 114
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM051019\
Data File : BM020258.D

Acq On : 11 May 2019 02:42

Operator : JU/SJ

Sample : K2801-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM043019.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 unknown7.30 Concentration Rank 1

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

7.30 85.42 ng 2449650 1,4-Dichlorobenzene-d4 7.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
3 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H3N2 034760-58-2 22
4 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 733 (7.299 min): BM020258.D (-727) (-) m/z 132.00 100.00%
132
68
5000
40 | 75 % ‘ 700 720 7.40 7.60
103 . . . .
o..,....,....,...:l'.'.‘.‘?," Shdl by 87 Lo 15 W Tm/z 68.10 57.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
5000 o N SRS S AR LA
7.00 7.20 7.40 7.60
21 70 m/z 66.00 37.10%
. 44 51 60 7 86 | 105 116 |
iz b 2 30 4 5 e 7o 85 8 100 10 130 130 140
Abundance
132
700 720 7.40 7.60
5000 m/z 134.00 32.02%

15 28 39 52 8 77 90 104 o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14022: Pyrazolo(2,3-a)pyridine, 7-methyl- R a
132 7.00 7.20 7.40 7.60
m/z 69.10 25.67%
5000
104
39
2r \M \\\ M\ %2 117 \
17—
m/z--> 10 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:\SVOASRV\HPCHEM1\BNA_M\DATA\BM051019\
Data File : BM020258.D

Acq On : 11 May 2019 02:42

Operator : JU/SJ

Sample : K2801-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM043019.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.04 2.14 ng 161835 Phenanthrene-d10 17.17
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 52
3 Tetradecanoic acid 228 C14H2802 000544-63-8 47
4 n-Decanoic acid 172 C10H2002 000334-48-5 43
5 d-Glucitol, 4-0-nonyl- 308 C15H3206 132591-06-1 27
Abundance Scan 2559 (18.039 min): BM020258.D (-2555) (-) m/z 73.00 100.00%
7B
60
43
5000 L
8597 1° 192 513 R R
| || 115 | 43157171 256 17.80 18.00 18.20 18.40
O b m/z 60.00 66.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92226: n-Hexadecanoic acid
43 o 73
5000{ 29 L S BULRR UL U
ﬂmmmmmmm
129 m/z 43.05 57.70%
85 256
ob ALl “‘ M\ 8 115 | 143157171185 199 °1° 227730
m/z--> ﬁo Jo ' 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
" 17.80 18.00 18.20 18.40
5000{ g 129 m/z 41.05 50.46%
87 242
143 199
101 115 157171185
m/z--> ﬁo Jo éo éo 160 150 150 1éo 180 200 220 250 2éo
Abundance #75071: Tetradecanoic acid i e S
60 78 17.80 18.00 18.20 18.40
43 m/z 57.05 48 .12%
5000 129
185 228
8 115 | 1435171
Ol ||||||| \M‘ ?‘ H‘ MI\ |‘||fl-|5|7|||| |‘||1|99||2:|L|3||‘||||||||| it o S —
m/z--> 20 80 100 120 140 160 180 200 220 240 260 17. 80 18 00 18. 20 18 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM051019\
Data File : BM020258.D

Acq On : 11 May 2019 02:42

Operator : JU/SJ

Sample : K2801-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM043019.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 5 Cyclotetradecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.05 10.98 ng 820092 Chrysene-d12 21.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclotetradecane 196 C14H28 000295-17-0 91
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 91
3 2-Methyl-7-nonadecene 280 C20H40 219750-68-2 89
4 Dichloroacetic acid, tridecyl ester 310 C15H28CI1202 1000280-48-3 80
5 1-Docosene 308 C22H44 001599-67-3 76
Abundance Scan 3071 (21.051 min): BM020258.D (-3066) (-) m/z 83.05 100.00%
55
5000 111
AN SR IR B
139 20.80 21.00 21.20 21.40
o J A3 4767 196 224 254 280303 327 357 | 7, 69.05  93.26%
m/z--> 50 100 150 200 250 300 350
Abundance #53619: Cyclotetradecane
55
83
5000 AN IULAN BN BB AR
20.80 21.00 21.20 21.40
29 111 m/z 55.10 81.37%
196
ol \ h H L e
m/z--> 50 150 200 250 300 350
Abundance
57 83
20,80 21.00 21.20 21.40
5000 111 m/z 57.10 81.13%
. 139 167 106 200 266 294 320340
m/z--> 50 100 150 200 250 300 350
Abundance #106401: 2-Methyl-7-nonadecene L B e R
43 20.80 21.00 21.20 21.40
69 m/z 97.10 78.58%
5000 97 Mva—wv—_M—ﬂv}kﬁ~vw~&vvw~mw
125 280
OII‘IIIJIMJILI ‘L.‘\.J.153.... |2|2‘}|2$2||1| T T
m/z--> 50 100 150 200 250 300 350 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO051019\
Data File : BM020258.D

Acq On : 11 May 2019 02:42

Operator : JU/SJ

Sample : K2801-04

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM043019.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._.90 3.8 ng 109647 1 7.78 573560 20.0
unknown7 .30 7.30 85.4 ng 2449650 1 7.78 573560 20.0
n-Hexadecanoic acid 18.04 2.1 ng 161835 4 17.17 1509120 20.0
Cyclotetradecane 21.05 11.0 ng 820092 5 21.35 1494330 20.0
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