LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM051419\
Data File : BM020334.D

Acq On : 14 May 2019 16:04

Operator : JU/SJ

Sample - K2823-01

Misc :

ALS Vial : 8 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 5.346 394 401 418 rBVY 847337 1314776 50.96% 8.129%
2 6.928 663 670 683 rBY 771135 1261078 48.88% 7.797%
3 7.293 725 732 744 rBV 850485 1405773 54.49% 8.691%
4 7.757 804 811 820 rBvV 227281 372438 14.44% 2.303%
5 8.075 858 865 879 rvB 650742 1057638 41.00% 6.539%

8.922 1003 1009 1026 rBV 426955 783156 30.36% 4.842%
10.551 1278 1286 1298 rBV 223818 411064 15.93% 2.541%
13.022 1699 1706 1725 rBV 1029865 1625959 63.02% 10.053%
94913 150960 5.85% 0.933%
14.404 1935 1941 1958 rBV2 372519 579344 22.46% 3.582%
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11 15.898 2189 2195 2216 rBV 928724 1436613 55.69% 8.882%
12 17.157 2403 2409 2424 rBV2 441007 712064 27.60% 4.402%

13 18.039 2554 2559 2570 rBV3 41241 64945 2.52% 0.402%
14 19.786 2850 2856 2868 rBV 2043545 2579864 100.00% 15.950%
15 20.445 2964 2968 2971 rBV2 33619 35968 1.39% 0.222%

16 21.039 3065 3069 3075 rBV 145267 205102 7.95% 1.268%
17 21.345 3116 3121 3131 rBV 653972 935218 36.25% 5.782%

18 21.480 3141 3144 3148 rBV5 24427 31387 1.22% 0.194%
19 22.386 3295 3298 3304 rVB3 55424 71445 2.77% 0.442%
20 22.897 3382 3385 3391 rVB4 64212 93684 3.63% 0.579%

21 23.474 3480 3483 3492 rVB2 64450 110043 4.27% 0.680%
22 23.627 3503 3509 3519 rVB 465715 935818 36.27% 5.786%

Sum of corrected areas: 16174337
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z :\SVOASRV\HPCHEM1\BNA_ M\DATA\BM051419\
BM020334.D

14 May 2019 16:04

Jus/sJ

K2823-01

8 Sample Multiplier: 1

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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Abundance
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TIC: BM020334.D

21.34
23.63
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Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 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:\SVOASRV\HPCHEM1\BNA_M\DATA\BM051419\
Data File : BM020334.D

Acq On : 14 May 2019 16:04

Operator : JU/SJ

Sample - K2823-01

Misc :

ALS Vial : 8 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 unknown7.29 Concentration Rank 1

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

7.29 75.49 ng 1405770 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 27
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
5 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 22

Abundance Scan 732 (7.293 min): BM020334.D (-725) (-) m/z 132.00 100.00%
132

5000

-

7.00 7.20 7.40 7.60

0 m/z 68.10 52.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
7.00 7.20 7.40 7.60
0
31 51 78 m/z 66.00 34.36%
38
0 ‘ W H IR !
R R N N RN E s AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
9 7.00 7.20 7.40 7.60
5000 ’ m/z 134.00 33.81%
70
31
. 4451 60 | 77 gg 105 116
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole L B
132 7.00 7.20 7.40 7.60
m/z 69.10 22 .95%
5000
104
66
oL 14 27 37445lsg P 1 8 o7 | 115 ‘
R R R o e AAARANRNEREERsnasmanns
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\BM051419\
Data File : BM020334.D

Acq On : 14 May 2019 16:04

Operator : JU/SJ

Sample - K2823-01

Misc :

ALS Vial : 8 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 Trifluoroacetic acid, n-oct... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.04 4.39 ng 205102 Chrysene-di12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 91
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 91
3 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 91
4 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
5 Isoheptadecanol 256 C17H360 057289-07-3 91
Abundance Scan 3069 (21.039 min): BM020334.D (-3065) (-) m/z 69.05 100.00%
5000
165 194 350 20.80 21.00 21.20 21.40
o! 265283 m/z 83.10 98.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester
43
69
5000
20.80 21.00 21.20 21.40
m/z 57.10 95.93%
ol [ 154 183 224 252
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
20.80 21.00 21.20 21.40
5000 111 m/z 55.10 87 .65%
. 139 167 106 222 266 294 3p2349
SRR KRN R SRS LA AR RARAN LS LARAN LALR LARA) RARAS LA LARRN LARAN LA AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #145521: Bromoacetic acid, hexadecy! ester T T T P T
43 20.80 21.00 21.20 21.40
69 m/z 96.95 84 .30%
97
5000
. M 141 jgs 196 222
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM051419\
Data File : BM020334.D

Acq On : 14 May 2019 16:04

Operator : JU/SJ

Sample - K2823-01

Misc :

ALS Vial : 8 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 Eicosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
22.90 2.00 ng 93684 Perylene-di12 23.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Heptadecane 240 C17H36 000629-78-7 72
3 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 72
4 Tetracosane 338 C24H50 000646-31-1 72
5 10-Methylnonadecane 282 C20H42 056862-62-5 72

Abundance Scan 3385 (22.897 min): BM020334.D (-3382) (-) m/z 57.10 100.00%
7
LSRN U BN SR
13 141 16p 193 208 252 22.60 22.80 23.00 23.20
0 m/z 71.10 95.76%
m/z--> 50 100 150 200 250 300 350
Abundance #107655: Eicosane
57
85
5000 RN AR AR AR
22.60 22.80 23.00 23.20
‘ 13 m/z 85.05 79.21%
29 141
ol bi h\l Lo~ 169 197 225 253 282 I
m/z--> 50 100 150 200 250 300 350
Abundance
57
g5 | 22.60 22.80 23.00 23.20
5000 m/z 43.05 48.32%
29
. 13 141 160 197 240
m/z--> " 'sp 100 150 200 250 300 350
Abundance #141774: Hexadecane, 1-iodo- LSS B L N B
57 22.60 22.80 23.00 23.20
m/z 55.00 27 .17%
85
5000
225
29 113 14
oL { .}- I -“-L‘. L 199 106 | 352 S —
m/z--> 50 100 150 200 250 300 350 22.60 22.80 23.00 23.20

8270-BM043019.M Wed May 15 18:35:59 2019

Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM051419\
Data File : BM020334.D

Acq On : 14 May 2019 16:04

Operator : JU/SJ

Sample - K2823-01

Misc :

ALS Vial : 8 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 Nonadecane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
23.47 2.35 ng 110043 Perylene-d12 23.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 89
2 Nonadecane 268 C19H40 000629-92-5 64
3 Heneicosane 296 C21H44 000629-94-7 62
4 Tetratriacontane 479 C34H70 014167-59-0 62
5 Octadecane 254 C18H38 000593-45-3 62

Abundance Scan 3482 (23.468 min): BM020334.D (-3480) (-) m/z 71.10 100.00%
7 207
43
5000
| | | 23.20 23.40 23.60 23.80
oAk m/z 57.10 99.76%
m/z--> 50 100 150 200 250 300 350
Abundance #107655: Eicosane
57
85
5000 USRS SN RN SR
23.20 23.40 23.60 23.80
113 m/z 207.00 89.65%
29 ‘ ‘ i 141 169 197 225 282
oL— “. ‘.‘ le “l\ .‘H‘. hl IH‘ II‘I ;\ I“' e M |2|53| —— T
m/z--> 50 100 150 200 250 300 350
Abundance
57
| 23.20 23.40 23.60 23.80
5000 85 m/z 85.10 63.39%
29
o 113 141 169 197 225 268
m/z--> o 'go" ' 160" "1éo" "260" "250" ' 560" ' ééo
Abundance #115570: Heneicosane e AR RRRE
57 23.20 23.40 23.60 23.80
m/z 43.10 55.39%
85
- WWI\J\/M
29 113
oL DLy ) ™0 169 107 o o5 oo
m/z--> éo 160 150 200 2éo 300 3%0 23!20 23)40 23)60 23!80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM051419\
Data File : BM020334.D

Acq On : 14 May 2019 16:04

Operator : JU/SJ

Sample - K2823-01

Misc :

ALS Vial : 8 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .29 7.29 75.5 ng 1405770 1 7.76 372438 20.0
Trifluoroacetic a... 21.04 4.4 ng 205102 5 21.34 935218 20.0
Eicosane 22.90 2.0 ng 93684 6 23.63 935818 20.0
Nonadecane 23.47 2.4 ng 110043 6 23.63 935818 20.0
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