LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001046.D

Aca On : 15 Nov 2019 18:25

Operator :© JU

Sample - K5832-02

Misc :

ALS Vial : 9 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-BP110619.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 2.334 36 42 52 rvB 508508 769046 7.78% 1.098%
2 5.740 616 621 639 rVB 568816 930170 9.41% 1.329%
3 6.310 707 718 722 rBVY 4125502 5388051 54.53% 7.696%
4 7.822 966 975 984 rBVY 3967327 6127013 62.00% 8.752%
5 8.010 1000 1007 1011 rBV 4857173 6185182 62.59% 8.835%
6 8.369 1062 1068 1073 rBvV 1172432 1370451 13.87% 1.957%
7 8.610 1102 1109 1113 rBV 4273500 5096227 51.57% 7.279%
8 9.246 1209 1217 1221 rBV 2895126 3765967 38.11% 5.379%
9 10.393 1406 1412 1417 rBV 1483366 1722123 17.43% 2.460%
10 12.175 1706 1715 1719 rBV 6441132 8371600 84.72% 11.958%

11 12.834 1822 1827 1832 rVB 553308 625432 6.33% 0.893%
12 13.251 1892 1898 1905 rBV 1846850 2287255 23.15% 3.267%
13 14.551 2110 2119 2131 rBV 4555634 6428806 65.06% 9.183%
14 14.851 2166 2170 2172 rBV 108359 130626 1.32% 0.187%
15 14.881 2172 2175 2181 rVB 91460 127364 1.29% 0.182%

16 15.563 2287 2291 2295 rVB 109257 111669 1.13% 0.160%
17 15.645 2301 2305 2309 rBV 1992847 2334081 23.62% 3.334%
18 16.198 2396 2399 2403 rVB 103398 106702 1.08% 0.152%
19 16.528 2449 2455 2462 rBVv3 331110 494541 5.00% 0.706%
20 17.322 2586 2590 2594 rVB 88707 99558 1.01% 0.142%

21 17.386 2596 2601 2605 rBV 195873 228872 2.32% 0.327%
22 17.616 2637 2640 2648 rBV 102226 149553 1.51% 0.214%
23 17.692 2648 2653 2657 rVB 231172 269404 2.73% 0.385%
24 17.927 2687 2693 2697 rBV 8393233 9881729 100.00% 14.115%
25 18.292 2750 2755 2758 rBV3 89961 129948 1.32% 0.186%

26 19.163 2899 2903 2916 rBV 401451 738250 7.47% 1.054%
27 19.286 2918 2924 2927 rVV 2056966 2488909 25.19% 3.555%
28 19.316 2927 2929 2933 rVB2 148650 156540 1.58% 0.224%
29 19.574 2969 2973 2976 rBV 135883 142999 1.45% 0.204%
30 19.963 3036 3039 3042 rBvV 141086 141576 1.43% 0.202%

31 20.339 3100 3103 3109 rVB2 150047 166104 1.68% 0.237%
32 20.569 3138 3142 3146 rBvV 131162 220497 2.23% 0.315%
33 20.739 3167 3171 3175 rBV 149689 194952 1.97% 0.278%
34 20.916 3198 3201 3209 rVB 80329 102963 1.04% 0.147%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001046.D

Aca On : 15 Nov 2019 18:25

Operator :© JU

Sample - K5832-02

Misc :

ALS Vial : 9 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP110619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 21.063 3220 3226 3235 rVB 1552938 2207591 22.34% 3.153%
36 21.180 3243 3246 3252 rVB 121583 176712 1.79% 0.252%
37 21.686 3329 3332 3339 rVB 91375 142318 1.44% 0.203%

Sum of corrected areas: 70010781
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001046.D

Aca On : 15 Nov 2019 18:25

Operator :© JU

Sample - K5832-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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: BP001046.D
8000000

6000000

8.01

6.31 8.61
4000000

2000000

2.33 5.74

T T T T T T T T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00
Abundance TIC: BP001046.D

8000000

12.17
6000000

14.55
4000000

15.65

13.25
2000000 10.39

12.83
TR 15. 16.20 1653

o‘r——r—7 T T T T T T T T T T e e e e e T T e e T

Time--> 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
Abundance TIC: BP001046.D

8000000 1793

6000000

4000000

19.29

2000000 21.06

) 13733971880 | 1829 1530957 19,96 203408000118 2160
B B S O e

Time-->  17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001046.D

Aca On : 15 Nov 2019 18:25

Operator :© JU

Sample - K5832-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 4
R.T. EstConc Area Relative to ISTD R.T.
2.33 11.22 ng 769046 1,4-Dichlorobenzene-d4 8.37
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 39
1-(2-Methoxvethoxv)-2-methvl-2-p... 162 C8H1803 1000364-24-4 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
Abundance Scan 41 (2.328 min): BP001046.D (-36) (-) m/z 73.05 100.00%

73
5000
43

| 2 20 2. 40 2. 60
o‘,-wkl, AL L15 154 193 234 280307336366 398426456 o115 m/z 43.05 31.80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 LA L L L L B B LB L BB
43 2 20 2.40 2.60
m/z 87.05 27.14%
01
A o e o o B L e e o R R E
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
3

220 240  2.60
5000 41 m/z 55.10 23.53%

112
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance :

#32662: 1-(2-Methoxyethoxy)-2-methyl-2-propanol, methyl ether L L BREmEmam
73 2 20 2. 40 2. 60

m/z 41.05 10.40%

5000
45
15, 1 || 103 147
L S o = o SV
220 240  2.60

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001046.D

Aca On : 15 Nov 2019 18:25

Operator :© JU

Sample - K5832-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.74 13.57 ng 930170 1,4-Dichlorobenzene-d4 8.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 47
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 12
5 2-Nonanone 142 C9H180 000821-55-6 12

Abundance Scan 621 (5.740 min): BP001046.D (-616) (-) m/z 43.00 100.00%
43
5000
101
e
5.40 5.60 5.80 6.00
Ol R Ly 13, 193221 266295 342374402 455484 536 m/z 58.95  66.34%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 rTTTTTTTTT T T T T T T T T

5.40 5.60 5.80 6.00
m/z 101.00 30.38%

15 101
“L4w..”,.”.,”........” e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
R EEREEES
5.40 5.60 5.80 6.00
5000 m/z 58.10 17.16%
101
15 13
A I |
-yt
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4035: 2,3-Butanedione, monooxime T e e
43 540 560 580 6.00

m/z 41.05 9.57%

5000
101
15
|k |

i
| ANLINLIL AN LI L I L L I L L L L L L L L L L L LI L L LB L LB |

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\BP111519\
Data File : BP001046.D

Aca On : 15 Nov 2019 18:25

Operator :© JU

Sample - K5832-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 3 unknown8.01 Concentration Rank 1

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

8.01 90.26 ng 6185180 1,4-Dichlorobenzene-d4 8.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 25
4 5-Aminoindole 132 C8H8N2 005192-03-0 16
5 N-(-3,4-Methylenedioxyphenylisop... 267 C17H17NO2 1000378-96-6 12

Abundance Scan 1007 (8.010 min): BP001046.D (-1000) (-) m/z 132.00 100.00%
132
5000 68
96 LS LU SRR SRR
40 7.60 7.80 8.00 8.20 8.40
Ol b, .l,l. A 172207233 281307 344370 402428457 485512540 m/z 68.00 37.54%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR AARAS SRS RS

760 7.80 800 8.20 8.40
m/z 133.95 32.74%

31
A
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
T
7.60 7.80 8.00 8.20 8.40
5000 67 m/z 65.95 27.31%
97
1L
...J‘,‘L.‘L.M.“.,.L...,....,.... L B B e RN
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14144: 5-Fluoro-2-chloropyrimidine T ARme e
132 7.60 7.80 8.00 8.20 8.40
m/z 69.10 17.01%
5000
105
,‘“U, e S S GHERY K S
m/z--> 5 100 150 200 250 300 350 400 450 500 550 7. 60 7.80 800 820 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001046.D

Aca On : 15 Nov 2019 18:25

Operator :© JU

Sample - K5832-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.53 4.24 ng 494541 Phenanthrene-d10 15.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Pentadecanoic acid 242 C15H3002 001002-84-2 74
Abundance Scan 2455 (16.528 min): BP001046.D (-2449) (-) m/z 73.00 100.00%
7B
43
5000
20 291 330358385 417 475506 537 1626 iééd 1&50'1556"
O+t m/z 60.00 77 .22%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #131261: Octadecanoic acid
43,78
5000 AR AR AU
mmmmmmmm
241 284 m/z 43.05 69.22%
m/z--> h éo 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
16.20 16.40 16.60 16.80
5000 m/z 55.00 63.33%

157 185213 256

235

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #72646: Tridecanoic acid B A Ay
43 73 16.20 16.40 16.60 16.80
m/z 57.05 58.81%
5000
J 129 171 214
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16. 20 16. 40 16 60 16. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001046.D

Aca On : 15 Nov 2019 18:25

Operator :© JU

Sample - K5832-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 unknownl7.69 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.69 2.16 ng 269404 Chrysene-di12 19.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene 202 C16H10 000129-00-0 96
2 Fluoranthene 202 C16H10 000206-44-0 81
3 1-Methvl-7.11-dithiaspirol5.51 u... 202 C10H18S2 107678-22-8 47
4 Benzaldehvde. 2.6-difuloro-3.4-d... 202 C9H8F203 152434-99-6 9
5 Pyrimidine, 4-methoxy-6-(2-hydro... 202 C11H10N202 097630-79-0 9
Abundance Scan 2653 (17.692 min): BP001046.D (-2648) (-) m/z 202.10 100.00%
202
5000
101 17.40 17.60 17.80 18.00
174
R334, 07 4, 245 262300341 373 404435461 511542 | /7 200.00  21.75%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #62822: Pyrene
202
5000 LR AR A SN B
17.40 17.60 17.80 18.00
101 m/z 203.05 18.92%
39 74 | 134 174

T
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #62827: Fluoranthene
202
17.40 17.60 17.80 18.00
5000 m/z 201.10 17 .52%
101
39 74 174
e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #62326: 1-Methyl-7,11-dithiaspiro[5,5] undecane
9 145 202 17.40 17.60 17.80 18.00
> m/z 100.95 10.06%
5000{ 67
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001046.D

Aca On : 15 Nov 2019 18:25

Operator :© JU

Sample - K5832-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 Cyclopentadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.16 5.93 ng 738250 Chrysene-di12 19.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 96
2 5-Octadecene. (E)- 252 C18H36 007206-21-5 94
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
4 2- Chloropropionic acid. octadec... 360 C21H41Cl102 088104-31-8 89
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 87
Abundance Scan 2903 (19.163 min): BP001046.D (-2899) (-) m/z 57.10 100.00%
g7
97
5000
125 NS UL B
178 18.80 19.00 19.20 19.40
oh A ML Lk (| 210 252280 330357 400430460494 53¢ 774310 76.71%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #69584: Cyclopentadecane
55
83
5000 LU LA BN B
1 18180 19.00 19.20 19.40
m/z 55.10 73.13%
i | 10020
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104186: 5-Octadecene, (E)-
55
o 18:80 19.00 19.20 19.40
5000 m/z 83.05 71.45%
11
2
r | %l }39168196224252
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109268: Ethanol, 2-(tetradecyloxy)- B B A R
57 18.80 19.00 19.20 19.40
m/z 97.05 64 .35%
5000 97 MJN“M~Mv~Nﬁ‘/p\\/b\”Awwﬂnﬁm
29
125
168196
,*,,l', 22258 S — T
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 18.80 19.00 19.20 19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP111519\
Data File : BP001046.D

Acq On : 15 Nov 2019 18:25

Operator : JU

Sample - K5832-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110619_.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... 2.33 11.2 ng 769046 1 8.37 1370450 20.0
2-Pentanone, 4-hy... 5.74 13.6 ng 930170 1 8.37 1370450 20.0
unknown8.01 8.01 90.3 ng 6185180 1 8.37 1370450 20.0
Octadecanoic acid 16.53 4.2 ng 494541 4 15.65 2334080 20.0
unknownl7 .69 17.69 2.2 ng 269404 5 19.29 2488910 20.0
Cyclopentadecane 19.16 5.9 ng 738250 5 19.29 2488910 20.0
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