LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO051019\
Data File : BM020257.D

Acq On : 11 May 2019 02:06

Operator : JU/SJ

Sample - K2801-07

Misc :

ALS Vial : 11 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 5.358 396 403 416 rBV 1822820 2653510 46.82% 7.532%
2 6.946 665 673 690 rBvY 1797571 2900678 51.18% 8.234%
3 7.304 727 734 747 rBV 1829685 2983910 52.65% 8.470%
4 7.775 807 814 820 rBV 435938 695875 12.28% 1.975%
5 8.093 859 868 880 rBV 1340239 2177271 38.41% 6.180%

8.940 1004 1012 1034 rBV 1045376 1817717 32.07% 5.160%
10.569 1280 1289 1300 rBV 530616 915763 16.16% 2.599%
2572383 3949392 69.68% 11.211%
13.875 1845 1851 1864 rBV 306593 428529 7.56% 1.216%
14.416 1937 1943 1960 rVB2 829517 1298124 22.90% 3.685%
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11 15.910 2191 2197 2212 rBV 2439081 3638045 64.19% 10.327%
12 17.169 2405 2411 2416 rBV 1179366 1668442 29.44% 4._.736%
13 17.210 2416 2418 2424 rVB 96702 110165 1.94% 0.313%
14 18.051 2555 2561 2565 rBV2 218956 321514 5.67% 0.913%
15 19.227 2756 2761 2767 rVB 204330 279699 4._.93% 0.794%

16 19.327 2775 2778 2783 rBV4 51863 71653 1.26% 0.203%
17 19.592 2819 2823 2830 rVB 187673 272900 4._.81% 0.775%
18 19.792 2851 2857 2867 rBV 4445479 5667789 100.00% 16.089%
19 21.051 3067 3071 3081 rBV3 302456 407940 7.20% 1.158%
20 21.351 3117 3122 3127 rBV 1149417 1587575 28.01% 4_.507%

21 22.909 3384 3387 3390 rBV2 115831 150970 2.66% 0.429%
22 23.639 3505 3511 3518 rBV 649865 1231004 21.72% 3.494%

Sum of corrected areas: 35228465
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM051019\
Data File : BM020257.D

Acqg On - 11 May 2019 02:06

Operator : JUu/SJ

Sample : K2801-07

Misc :

ALS Vial :© 11 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

Abundance TIC: BM020257.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM051019\
Data File : BM020257.D

Acq On : 11 May 2019 02:06

Operator : JU/SJ

Sample - K2801-07

Misc :

ALS Vial : 11 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 unknown7.30 Concentration Rank 1

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

7.30 85.76 ng 2983910 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 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
4 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 13
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 733 (7.299 min): BM020257.D (-727) (-) m/z 132.00 100.00%
132
68
5000
40 | 75 % ‘ 700 720 7.40 7.60
103
3 S .7" Ol BT Sl Tm/z 68.10  55.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 N SRS R AR LA
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21 70 m/z 66.00 37.18%
. 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 31.42%

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 #13677: 3-Chloro-6-fluoro-pyrazine R E e EEmaa E
132 7.00 7.20 7.40 7.60
69 m/z 69.05 25.58%
104
5000
78
31 49
0..,....,....,...‘l‘,.l..,H...,...l,....,....,....,....,....,....,‘... -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60

8270-BM043019.M Mon May 13 15:54:29 2019 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM051019\
Data File : BM020257.D

Acq On : 11 May 2019 02:06

Operator : JU/SJ

Sample - K2801-07

Misc :

ALS Vial : 11 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 3 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.05 3.85 ng 321514 Phenanthrene-d10 17.17
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 58
3 Tetradecane 198 C14H30 000629-59-4 56
4 Tridecanoic acid 214 C13H2602 000638-53-9 50
5 d-Glucitol, 4-0-nonyl- 308 C15H3206 132591-06-1 27
Abundance Scan 2561 (18.051 min): BM020257.D (-2555) (-) m/z 72.95 100.00%
7B
I “#?ﬁ%?ﬁ?j&ﬁ??ﬁ#?ﬁ?
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129
97 213
| ﬂ 15 | g7 192 256 261 17.80 18.00 18.20 18.40
Ob bt m/z 60.00 67.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92227: n-Hexadecanoic acid
43
60
5000 LR SR SRR FULLIL B
ﬂmmmmmmm
120 256 m/z 43.05 54 _.60%
o L 1151 1a0157171165100213027 50
m/z--> 20 45 éo 80 100 120 110 160 180 200 220 240 2éo 2éo
Abundance
43 g7 783
17.|80 18.|00 18.|20 18.|40
5000 o 129 m/z 55.10 53.83%
87 242
143 199
101115 157171185 013
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55009: Tetradecane e
3 57 17.80 18.00 18.20 18.40
4 o m/z 57.05 50.21%
5000 g5
29
99
o d . ‘ 1| i 1}3127141155169 198
m/z--> ﬁo 45 éo 85 100 150 140 160 180 200 220 240 2éo 2éo 17%0 1800 1820 1540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM051019\
Data File : BM020257.D

Acq On : 11 May 2019 02:06

Operator : JU/SJ

Sample - K2801-07

Misc :

ALS Vial : 11 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 1-Nonadecene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.05 5.14 ng 407940 Chrysene-di12 21.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 96
2 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 90
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 87
4 Trichloroacetic acid, hexadecyl ... 386 C18H33CI302 074339-54-1 87
5 Isoheptadecanol 256 C17H360 057289-07-3 83
Abundance Scan 3071 (21.051 min): BM020257.D (-3067) (-) m/z 69.10 100.00%
9
43 97
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125 " 20.80 21.00 21.20 21.40
154 209 : : : :
N — A 194,180 200 280 280 327 355 Teg 10 97 79%
m/z--> 50 100 150 200 250 300 350
Abundance #98171: 1-Nonadecene
43 97
69
5000 LR BRI BRI SULBULN B
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125 m/z 83.10 94.01%
2 »\ Ll o0 s
m/z--> 100 150 200 250 300 350
Abundance
43
' 20.80 21.00 21.20 21.40
5000 69 m/z 97.10 78.67%
97
o 125 155 196 224
m/z--> 50 100 150 200 250 300 350
Abundance #106400: 3-Eicosene, (E)- I a BREmEEES
20.80 21.00 21.20 21.40
83 m/z 55.10 75 .25%
5000
29 111
o L \139 167 196 224 252 280
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 : BM020257.D

Acq On : 11 May 2019 02:06

Operator : JU/SJ

Sample - K2801-07

Misc :

ALS Vial : 11 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]
unknown? .30 7.30 85.8 ng 2983910 1 7.78 695875 20.0
n-Hexadecanoic acid 18.05 3.9 ng 321514 4 17.17 1668440 20.0
1-Nonadecene 21.05 5.1 ng 407940 5 21.35 1587580 20.0
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