LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP112719\
Data File : BP001105.D

Aca On : 28 Nov 2019 03:35

Operator :© JU

Sample - K5959-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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\HPCHEMI\BNA P\METHODS\8270-BP112719.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 heiaht area % max. total
1 2.358 43 46 59 rvB 59907 98383 1.22% 0.176%
2 5.640 596 604 620 rBV 538217 866943 10.76% 1.554%
3 6.234 698 705 718 rBVY 3249052 4184777 51.92% 7.501%
4 7.769 959 966 970 rBVY 2484057 2928759 36.34% 5.250%
5 7.969 993 1000 1004 rBY 4674852 6284846 77.97% 11.266%
6 8.328 1055 1061 1069 rBvV 1011783 1153983 14.32% 2.069%
7 8.569 1096 1102 1107 rBV 4094432 4863590 60.34% 8.718%
8 9.210 1203 1211 1215 rBvV 3278251 4381947 54.36% 7 .855%
9 10.363 1398 1407 1412 rBV 1298883 1520388 18.86% 2.725%
10 12.146 1702 1710 1714 rBVY 6160007 8060302 100.00% 14.448%

11 13.228 1887 1894 1901 rBV 1494623 1899900 23.57% 3.406%
12 14.522 2106 2114 2134 rBV 3949160 5365296 66.56% 9.617%
13 15.622 2292 2301 2306 rBV 1719474 1991738 24.71% 3.570%
14 15.763 2320 2325 2332 rVB 256820 281494 3.49% 0.505%
15 16.504 2447 2451 2463 rBvV2 112287 182633 2.27% 0.327%

16 17.598 2633 2637 2649 rBV 97605 144418 1.79% 0.259%
17 17.910 2684 2690 2694 rBV 6434330 7849852 97.39% 14.071%
18 19.263 2915 2920 2925 rBV 1336587 1475571 18.31% 2.645%
19 19.951 3033 3037 3041 rBvV 82489 88902 1.10% 0.159%
20 20.328 3097 3101 3106 rVB 116641 128700 1.60% 0.231%

21 20.722 3164 3168 3173 rVB 122680 158092 1.96% 0.283%
22 21.045 3216 3223 3238 rVB 1018858 1433536 17.79% 2.570%
23 21.163 3239 3243 3252 rVB 114290 176456 2.19% 0.316%
24 21.669 3323 3329 3336 rBvV 90673 158322 1.96% 0.284%
25 22.245 3422 3427 3435 rVB3 57782 109459 1.36% 0.196%

Sum of corrected areas: 55788287
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP112719\
Data File : BP001105.D

Aca On : 28 Nov 2019 03:35

Operator :© JU

Sample - K5959-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BP001105.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP112719\
Data File : BP001105.D

Aca On : 28 Nov 2019 03:35

Operator :© JU

Sample - K5959-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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.

5.64 15.03 ng 866943 1,4-Dichlorobenzene-d4 8.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 604 (5.640 min): BP001105.D (-596) (-) m/z 43.00 100.00%
a3
5000
1 " 540 560 580 6.00
Ol b3 133 170 207235 274 311 359389417 463491519549 m/z 59.00 59.47%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 RN IR S U S

5.40 5.60 5.80 6.00
m/z 101.00 18.72%

15 101
O B e o ot o e e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59
ARSI
5.40 5.60 5.80 6.00
5000 m/z 58.00 16.25%
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester EEAmsREs R LS B
59 5.40 5.60 5.80 6.00
m/z 41.05 8.61%
5000
. 126
ot e et
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP112719\
Data File : BP001105.D

Aca On : 28 Nov 2019 03:35

Operator :© JU

Sample - K5959-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown7.97 Concentration Rank 1

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

7.97 108.92 ng 6284850 1,4-Dichlorobenzene-d4 8.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 1000 (7.969 min): BP001105.D (-993) (-) m/z 131.95 100.00%
132
5000 68
96 R AN U LR
40 207 7.60 7.80 8.00 8.20 8.40
ol A L -t |1|6|4I 29 I2I3I5|262289316 34|7 377 4}07434|46249c|)§1|7|5|4|5| m/z 68.05 50_.32%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 AL I R L
7.60 7.80 8.00 8.20 8.40
70 m/z 65.95 34.71%
O'J'wblh”l" S DAL UL BRI S LI LI SN WL B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 A AN RS LR
104 7.60 7.80 8.00 8.20 8.40
5000 m/z 134.00 33.38%
31
O'Jﬁ'“'w"'w"'w""""""w"'w"'w"'w"'w
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- e e
132 7.60 7.80 8.00 8.20 8.40
m/z 69.05 21.46%
5000
69
39“' 103
O.JWnllﬂ” T e AR e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP112719\
Data File : BP001105.D

Aca On : 28 Nov 2019 03:35

Operator :© JU

Sample - K5959-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Benzenamine, 2,4,6-tribromo- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.76 2.83 ng 281494 Phenanthrene-d10 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenamine. 2.4.6-tribromo- 327 C6H4Br3N 000147-82-0 66
2 Allvl 2.4 .6-tribromophenvl ether 368 C9H7Br30 003278-89-5 25
3 Tellurium, bisl(.eta.-5-cvclopen... 612 C22H40Ni2P2Te 1000161-69-8 17
4 Estra-1.3.5(10)-trien-17-one. 2-... 329 C20H27NO3 074299-30-2 9
5 Triethylphosphine 118 C6H15P 000554-70-1 9
Abundance Scan 2324 (15.757 min): BP001105.D (-2320) (-) m/z 61.95 100.00%
6P
331
143
5000
L 250 {9
390 15.40 15.60 15.80 16.00
YW - e 1 ‘,‘ - Mﬁiﬁmﬂ% m/z 330.75  76.88%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #166926: Benzenamine, 2,4,6-tribromo-
339
5000 IR DU SN UM
1540 15.60 15.80 16.00
" 90 170 250 m/z 328.80 75.19%
ol 125 219 299
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #195860: Allyl 2,4,6-tribromopheny! ether
62
15.40 15.60 15.80 16.00
5000 141 m/z 142.90 62.81%
210
103 250 332 370
0"","L‘H'"J'ﬁ}7?'ﬁ'#' - "'”"i' ""I""I""I“"I""I"'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241356: Tellurium, bis[(.eta.-5-cyclopentadienyl)-nickel-... P ey
62 15.40 15.60 15.80 16.00
m/z 140.85 59.42%
5000 118
27
ol | | 149 188 241 294 343376 416 450494 547 612
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 1540 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP112719\
Data File : BP001105.D

Aca On : 28 Nov 2019 03:35

Operator :© JU

Sample - K5959-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

20.72 2.21 ng 158092 Perylene-d12 21.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 87
4 Tridecane. 6-propvl- 226 C16H34 055045-10-8 86
5 Octadecane 254 C18H38 000593-45-3 86

Abundance Scan 3168 (20.722 min): BP001105.D (-3164) (-) m/z 57.05 100.00%

5000

20.40 20.60 20.80 21.00

141169 209 281
ol 239 328356384411442 474 524 m/z 71.05 70.51%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94346: Heptadecane
5000

20.40 20.60 20.80 21.00

- m/z 43.05 63.82%
141169197 240

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane
R R BAARE SR
20.40 20.60 20.80 21.00
5000 m/z 85.05 55.91%

141169197225253 296

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493:; Hexacosane

57 20.40 20.60 20.80 21.00
m/z 55.00 23.07%
5000 85
29 13

. 11 141160107225253 295303 367

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20 40 20. 60 20. 80 21. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP112719\
Data File : BP001105.D

Aca On : 28 Nov 2019 03:35

Operator :© JU

Sample - K5959-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.16 2.46 ng 176456 Perylene-d12 21.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Nonadecane 268 C19H40 000629-92-5 87
Abundance Scan 3243 (21.163 min): BP001105.D (-3239) (-) m/z 57.05 100.00%
5000
141 20.80 21.00 21.20 21.40
o 169 211239 281309 355385 417445475505 536 m/z 71.05 68 21%
miz—-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #175559: Tetracosane
57
85
5000
20.80 21.00 21.20 21.40
- m/z 43.05 56.07%
o J?,141169197225253 338
m/z--> 6 55 160 1%0 200 250 300 3éo 400 4%0 560 séo
Abundance #141426: Heneicosane
20.80 21.00 21.20 21.40
5000 m/z 85.05 50.72%

o 141169197225053 296

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane

20.80 21.00 21.20 21.40
m/z 55.10 20.85%

5000

365393

141169197225 267295
e
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 2080 21.00 2120 2140
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP112719\
Data File : BP001105.D

Aca On : 28 Nov 2019 03:35

Operator :© JU

Sample - K5959-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 7 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.67 2.21 ng 158322 Perylene-di12 21.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Hentriacontane 437 C31H64 000630-04-6 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 3329 (21.669 min): BP001105.D (-3323) (-) m/z 57.00 100.00%
57
5000 85
113 21.40 21.60 21.80 22.00
141
o A LLLE 24160 211 249281 325353 308430461490 528 71 10 69.0TH
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493: Hexacosane
57
5000 85
21.40 21.60 21.80 22.00
m/z 43.05 55.25%
. 29 ﬂ1}3141169197225253 295323 367
m/z--> 5b 160 1éo 200 250 300 3%0 460 4éo 560 séo
Abundance #209566: Octacosane
21,40 21.60 21.80 22.00
5000 a5 m/z 85.05 51.45%
o 113141160197225253281309337365 394
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #223851: Hentriacontane
21.40 21.60 21.80 22.00
m/z 55.00 24 .06%
5000

113
‘ 141169197225253280309 351379407436
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21,40 21.60 21.80 22.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP112719\
Data File : BP001105.D

Acq On : 28 Nov 2019 03:35

Operator : JU

Sample - K5959-13

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP112719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.64 15.0 ng 866943 1 8.33 1153980 20.0
unknown? .97 7.97 108.9 ng 6284850 1 8.33 1153980 20.0
Benzenamine, 2,4,... 15.76 2.8 ng 281494 4 15.62 1991740 20.0
Heptadecane 20.72 2.2 ng 158092 6 21.05 1433540 20.0
Tetracosane 21.16 2.5 ng 176456 6 21.05 1433540 20.0
Hexacosane 21.67 2.2 ng 158322 6 21.05 1433540 20.0
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