LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090419\
Data File : BP0O00055.D

Aca On : 04 Sep 2019 10:32

Operator : HP/JU

Sample : K4554-42

Misc :

ALS Vial : 5 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\HPCHEMI1I\BNA P\METHODS\8270-BP083019.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 2.187 12 17 23 rBvy 1740231 2136949 16.62% 2.111%
2 5.516 578 583 586 rBY 9564169 8810250 68.50% 8.704%
3 6.510 747 752 755 rBVY 9670142 9318530 72.46% 9.206%
4 6.663 773 778 781 rBVY 10527411 9524358 74.06% 9.410%
5 6.893 814 817 821 rVB 3592273 2698258 20.98% 2.666%

7.051 840 844 847 rBV 9893538 7745035 60.22% 7.652%
7.446 907 911 914 rBV 6639074 5668337 44.07% 5.600%
8.175 1031 1035 1038 rBV 4579705 3490955 27.14% 3.449%
9.257 1214 1219 1222 rBV 13319730 12040621 93.62% 11.896%
9.645 1282 1285 1288 rBV 709664 491502 3.82% 0.486%

=
QO ~NO®

11 9.940 1331 1335 1338 rBV 5145259 4271802 33.21% 4._.220%
12 10.728 1465 1469 1472 rBV 8713225 7285868 56.65% 7.198%
13 11.434 1585 1589 1592 rBV 5609112 4533316 35.25% 4_479%
14 11.969 1676 1680 1684 rBV 453696 453508 3.53% 0.448%
15 12.757 1811 1814 1820 rBV 189832 185212 1.44% 0.183%

16 13.033 1857 1861 1865 rBV 13203035 12861124 100.00% 12.706%
17 13.957 2014 2018 2028 rBV 320236 575515 4._47% 0.569%
18 14.098 2038 2042 2046 rBV 4973005 4346264 33.79% 4.294%
19 14.916 2178 2181 2186 rBV 141732 142899 1.11% 0.141%
20 15.280 2239 2243 2249 rBV 161064 196054 1.52% 0.194%

21 15.627 2296 2302 2309 rBV 3492443 4249976 33.05% 4_.199%
22 15.692 2309 2313 2320 rVB 136009 191099 1.49% 0.189%

Sum of corrected areas: 101217432
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090419\
Data File : BP0O00055.D

Aca On : 04 Sep 2019 10:32

Operator : HP/JU

Sample : K4554-42

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BP000055.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090419\
Data File : BP0O00055.D

Aca On : 04 Sep 2019 10:32

Operator : HP/JU

Sample : K4554-42

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP083019.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.19 15.84 ng 2136950 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 18 (2.193 min): BPO00055.D (-12) (-) m/z 73.05 100.00%

73
5000
43

WJ|| 220 2.30 2.40 2.50 2.60
Ol i 191128155 197221250 281309338364393120 455482512539 | "'m/z 43.05  27.14%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4486: Butane, 2-methoxy-2-methyl-
73 /
5000 HUALUARAS AR RS AR AR

2.20 2.30 240 2.50 2.60

43
m/z 87.05 26.45%
Ot e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
3
N e S RRRRRRERS
2.20 2.30 2.40 2.50 2.60
5000 41 m/z 55.05 21.19%
o 112
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4436: Pentane, 3-methoxy- R ABARRNEEESIEEESE
73 220230240250260

m/z 71.05 10.91%

5000
45

m/z--> 50 100 150 200 250 300 350 400 450 500 550 2.20 2.30 240 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090419\
Data File : BP0O00055.D

Aca On : 04 Sep 2019 10:32

Operator : HP/JU

Sample : K4554-42

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP083019.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 unknown6.66 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
" 6.66 70.60 ng 9524360  1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38

2 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 16
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
Abundance Scan 777 (6.657 min): BPO00055.D (-773) (-) m/z 132.10 100.00%
132
5000 68
40J %6 640 6.60 6.80 7.00
Ol .l,t. A -+76,207234261288315341 371400426453480507533 m/z 68.05 39.49%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 LA L L L L L L LB L
6.40 6.60 6.80 7.00
31 m/z 134.10 32.84%
Y —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #52379: Tranylcypromine-propionyl
57 132
e NBEEEE mE s
6.40 6.60 6.80 7.00
5000 98 m/z 66.05 26.01%
0 Ll 160189
I o e o o e B o o B o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine R L e A A
132 6.40 6.60 6.80 7.00
m/z 69.10 16.01%
97
5000
31 70
O.LWbL.,”..,”............”,..”,.”.,.”.,”..,. ARSI
m/z--> 50 100 150 200 250 300 350 400 450 500 550 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090419\
Data File : BP0O00055.D

Aca On : 04 Sep 2019 10:32

Operator : HP/JU

Sample : K4554-42

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP083019.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.97 2.00 ng 453508 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 89
4 Octadecanoic acid 284 C18H3602 000057-11-4 76
5 Pentadecanoic acid 242 C15H3002 001002-84-2 76

Abundance Scan 1680 (11.969 min): BPO00055.D (-1676) (-) m/z 73.00 100.00%

7B

43
5000

_F:=======

213 R e e ABEmEEN
256 11.60 11.80 12.00 12.20

0 292 332361 399428 461487 533 m/z 60.00 78.66%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107548: n-Hexadecanoic acid

157185

IN
®
~
®

5000 LA L L L L L L LB L
11.60 11.80 12.00 12.20
21 m/z 43.05 63.12%
157185
0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #72647: Tridecanoic acid
73

el R o e
43 11.60 11.80 12.00 12.20
5000 129 m/z 55.05 59.14%
171
214
1
ol
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84453: Tetradecanoic acid R T T T
7. 11.60 11.80 12.00 12.20
m/z 57.10 58.48%
5000
185 228
0 A e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090419\
Data File : BP0O00055.D

Aca On : 04 Sep 2019 10:32

Operator : HP/JU

Sample : K4554-42

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP083019.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 Heptadecyl heptafluorobutyrate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.96 2.65 ng 575515 Chrysene-di12 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 Cvclopentadecane 210 C15H30 000295-48-7 93
3 1-Heneicosvl formate 340 C22H4402 077899-03-7 90
4 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 90
5 1-Hexadecanol 242 C16H340 036653-82-4 87

Abundance Scan 2019 (13.963 min): BPO00055.D (-2014) (-) m/z 57.05 100.00%
g7
97
5000
P% 13.60 13.80 14.00 14.20
154 216 248 281 . . . .
ob i AL Ly 282 ;308 357385415442 477505 546 | n/7 83.05  85.96%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #227401: Heptadecy! heptafluorobutyrate
g7
97
5000
13.60 13.80 14.00 14.20
- 125 m/z 69.05 77.31%
oL A
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #69584: Cyclopentadecane
g5
8 13.60 13.80 14.00 14.20
5000 m/z 97.05 76.53%
111
LA g om0
mz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #177132: 1-Heneicosyl formate
57 13.60 13.80 14.00 14.20
97 m/z 43.05 76.10%
5000
125
o | 153182010 2662%320
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP090419\
Data File : BP0O00055.D

Acq On : 04 Sep 2019 10:32

Operator : HP/JU

Sample . K4554-42

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP083019.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]
Butane, 2-methoxy... 2.19 15.8 ng 2136950 1 6.89 2698260 20.0
unknown6 .66 6.66 70.6 ng 9524360 1 6.89 2698260 20.0
n-Hexadecanoic acid 11.97 2.0 ng 453508 4 11.43 4533320 20.0
Heptadecyl heptaf... 13.96 2.6 ng 575515 5 14.10 4346260 20.0
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