LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP011520\

Data File : BP001618.D

Aca On : 15 Jan 2020 20:13 Instrument :
Operator : JU gll\:gﬁltDSam leld :
a?ggle ; L1123-02 SB@LCOME
ALS Vial : 14 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-BP010820.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 2.875 9 15 24 rBvV 181641 341131 20.94% 3.056%
2 2.952 24 28 40 rVB 205013 242084 14.86% 2.169%
3 3.905 187 190 197 rVB 30974 42330 2.60% 0.379%
4 4.799 338 342 350 rBV 135028 176378 10.83% 1.580%
5 5.263 415 421 434 rVB 536405 786591 48.29% 7.047%
6 6.828 680 687 699 rBV 584121 923868 56.72% 8.277%
7 7.175 739 746 757 rBV 557816 878120 53.91% 7.867%
8 7.634 818 824 834 rVB 150839 239270 14.69% 2.144%
9 7.951 870 878 887 rBV 426476 680971 41.81% 6.101%
10 8.781 1011 1019 1036 rBV 329781 569530 34.97% 5.103%

11 10.410 1287 1296 1306 rBV 167474 292804 17.98% 2.623%
12 12.898 1712 1719 1733 rBV 761452 1119264 68.72% 10.028%
13 13.745 1856 1863 1874 rBV 54179 85448 5.25% 0.766%
14 14.280 1947 1954 1964 rBV2 256472 388513 23.85% 3.481%
15 15.780 2201 2209 2223 rBV 602864 883549 54 .25% 7.916%

16 17.045 2417 2424 2432 rBV 309429 456688 28.04% 4.092%
17 17.174 2440 2446 2455 rVB8 9202 16800 1.03% 0.151%
18 17.974 2576 2582 2589 rBV3 20797 36372 2.23% 0.326%
19 19.633 2858 2864 2877 rBV 1366421 1628802 100.00% 14.593%
20 20.898 3074 3079 3092 rBV 87047 166204 10.20% 1.489%

21 21.145 3116 3121 3131 rBV 385030 513283 31.51% 4 _599%

22 22.233 3304 3306 3312 rVB3 20616 27874 1.71% 0.250%

23 22.368 3326 3329 3333 rVB2 16878 20781 1.28% 0.186%

24 22.751 3391 3394 3400 rVB 31651 42985 2.64% 0.385%

25 23.327 3488 3492 3495 rBV2 39200 66449 4.08% 0.595%

26 23.380 3495 3501 3513 rVB 234295 467181 28.68% 4.186%

27 23.992 3601 3605 3611 rVB 37073 68205 4_.19% 0.611%
Sum of corrected areas: 11161475
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP011520\
Data File : BP001618.D

Aca On : 15 Jan 2020 20:13

Operator : JU

Sample : L1123-02

Misc :

ALS Vvial : 14 Sample Multiplier: 1

: Z:\SVOASRV\HPCHEMI\BNA P\METHODS\8270-BP010820.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: BP001618.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP011520\
Data File : BP001618.D

Aca On : 15 Jan 2020 20:13

Operator :© JU

Sample : L1123-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.95 20.24 ng 242084 1,4-Dichlorobenzene-d4 7.63
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 Silane. tetramethvl- 88 C4H12Si 000075-76-3 32
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 9

Abundance Scan 28 (2.952 min): BP001618.D (-24) (-) m/z 73.05 100.00%
7B
43
5000
2.90 3.00 3.10 3.20 3.30 3.40
O] .|.1,°.6.1??,1?.2.191??% 253281 326359 308 432999 490521549 | 'm/z 43.00 57.03%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
43 2.90 3.00 3.10 3.20 3.30 3.40
m/z 55.00 33.97%
e U L I S I L L B S B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
3
290 3.00 3.10 3.20 3.30 3.40
5000/ 41 m/z 87.10 26.42%
0 112
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #1997: Silane, tetramethyl-
73 2.90 3.00 3.10 3.20 3.30 3.40
m/z 41.00 17.06%
5000
45
- e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2.90 3.00 3.10 3.20 3.30 3.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP011520\
Data File : BP001618.D

Aca On : 15 Jan 2020 20:13

Operator :© JU

Sample : L1123-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.80 14.74 ng 176378 1,4-Dichlorobenzene-d4 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 1.3-Dioxolane-2-methanol. 2.4-di... 132 C6H1203 053951-43-2 9
5 Allyl acetate 100 C5H802 000591-87-7 9

Abundance Scan 342 (4.799 min): BP001618.D (-338) (-) m/z 43.00 100.00%
43
5000
101 440 460 480 500 520
(R L ,| L33161191223252282 326 372 Ald 408499 543 m/z 59.00 48.46%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 USRS S U

440 4.60 4.80 5.00 5.20
m/z 101.05 15.86%

101
O R R R e R e e o o e i o R o e S,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43
A RAART AR
4.40 4.60 4.80 5.00 5.20
5000 m/z 58.00 12 .65%
101
0,%%”,]%.«..w..” R .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4030: 2,3-Butanedione, monooxime REESSEEEE R e
43 4.40 4.60 4.80 5.00 5.20
m/z 41.00 9.55%
5000
101
e (B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.40 4.60 480 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP011520\
Data File : BP001618.D

Aca On : 15 Jan 2020 20:13

Operator :© JU

Sample : L1123-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.17 Concentration Rank 1

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

7.17 73.40 ng 878120 1,4-Dichlorobenzene-d4 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI102 014203-19-1 22
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 18
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 10

Abundance Scan 745 (7.169 min): BP001618.D (-739) (-) m/z 132.00 100.00%
132
68
5000
e 6.80 7.00 7.20 7.40 7.60
ol b .l,'. A 280207 244 282 320 ST7A0AAS2 4664955215%0 | "m/z  67.95  53.53%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 S AARARRARSERARSE A
6.80 7.00 7.20 7.40 7.60
m/z 65.95 46 .00%
“I 103
0 ' “h S UL UL LI LI LI B SIS S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14505: 1H-Benzimidazole, 2-methyl-
132
6.80 7.00 7.20 7.40 7.60
5000 m/z 134.00 32.78%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine R e e R
132 6.80 7.00 7.20 7.40 7.60
69 m/z 69.10 25.92%
104
5000
0""Lll""l""l"""""" LD PR BRI BRI UL N
m/z--> 50 100 150 200 250 300 350 400 450 500 550 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP011520\
Data File : BP001618.D

Aca On : 15 Jan 2020 20:13

Operator :© JU

Sample : L1123-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Heneicosyl formate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.90 6.48 ng 166204 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosvl formate 340 C22H4402 077899-03-7 97
2 1-Docosene 308 C22H44 001599-67-3 95
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 91
5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 91
Abundance Scan 3079 (20.898 min): BP001618.D (-3074) (-) m/z 43.10 100.00%
43
83
5000
11
RN BN U
39 208 20.60 20.80 21.00 21.20
okl L4 £37108 208237207206 342375 429 475 526 | 7 5705 98.14%
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #177132: 1-Heneicosyl formate

-

5000
20.60 20.80 21.00 21.20

m/z 55.00 89.01%

0 l l }53182210 266294327

i B A R a B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #151538: 1-Docosene
55
R
97 20.60 20.80 21.00 21.20
5000 m/z 41.10 67.19%
2 25
o I | 153181 308
s e B R B B e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #166292: Behenic alcohol T T
56 83 20.60 20.80 21.00 21.20
m/z 83.05 66.22%
5000 e
39
o L] Pi 107196204252280308
o L S e .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP011520\
Data File : BP001618.D

Aca On : 15 Jan 2020 20:13

Operator :© JU

Sample : L1123-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 8 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

23.99 2.92 ng 68205 Perylene-d12 23.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Tricosane 324 C23H48 000638-67-5 94
3 Hexatriacontane 507 C36H74 000630-06-8 94
4 20.Xi.-Lanosta-7.9(11)-diene-3.b... 458 C30H5003 025116-58-9 94
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 94

Abundance Scan 3605 (23.992 min): BP001618.D (-3601) (-) m/z 57.05 100.00%

57
5000 85

13 23.60 23.80 24.00 24.20 24.40
141169 211 252281 324
o,....,.-..'.",l.i.'..,....,....,....,....,??9.,“.1.7.4f‘f3f‘7?.,“??9“?‘}9 m/z 43.05  72.44%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141425:; Heneicosane
57
5000 85 TT T T [T T T T[T T T T[T TT T 7T

23 60 23. 80 24. OO 24 20 24. 40
29 m/z 71.05 61.65%

13141160197205055 296

e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #164578: Tricosane

%

23.60 23.80 24.00 24.20 24.40
m/z 85.05 40.47%

5000

13 324
141169197 239267295

:

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #235973: Hexatriacontane L A M
23.60 23.80 24.00 24.20 24.40
m/z 55.00 24 .73%
5000

5

‘ 13141169197225253281300337 379 421449477506
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 23.60 23.80 24.00 24.20 24.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP011520\
Data File : BP001618.D

Acq On : 15 Jan 2020 20:13

Operator : JU

Sample : L1123-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP010820.M
Quant Title : 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... 2.95 20.2 ng 242084 1 7.63 239270 20.0
2-Pentanone, 4-hy... 4.80 14.7 ng 176378 1 7.63 239270 20.0
unknown7 .17 7.17 73.4 ng 878120 1 7.63 239270 20.0
1-Heneicosyl formate 20.90 6.5 ng 166204 5 21.14 513283 20.0
Heneicosane 23.99 2.9 ng 68205 6 23.37 467181 20.0
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