LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051219\
Data File : BM020300.D
Aca On : 12 May 2019 16:07 Instrument :
Operator : JU/SJ gyAﬁg el

- - lentosampleld :
a?ggle : K2768-20 P026-SS016-1218-01
ALS Vial : 10 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 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 heiaht area % max. total
1 5.345 395 401 414 rBVY 1011840 1450663 61.19% 8.673%
2 6.928 664 670 686 rBV 893524 1476262 62.27% 8.826%
3 7.292 725 732 746 rBV 987839 1583382 66.79% 9.467%
4 7.763 805 812 819 rBV 215172 344251 14.52% 2.058%
5 8.081 859 866 877 rBV 701372 1141193 48.13% 6.823%
6 8.928 1004 1010 1025 rBV 509311 907514 38.28% 5.426%
7 10.557 1280 1287 1296 rBV 228856 397079 16.75% 2.374%
8 13.027 1700 1707 1720 rBVY 1000308 1572362 66.32% 9.401%
9 13.868 1844 1850 1857 rBV 186077 267835 11.30% 1.601%
10 14.410 1936 1942 1953 rBV2 336787 520682 21.96% 3.113%

11 15.904 2190 2196 2213 rBV 932322 1413371 59.61% 8.450%
12 17.162 2403 2410 2420 rBV 422034 650402 27.43% 3.889%
13 18.039 2554 2559 2566 rBV2 74041 111644 4.71% 0.668%

14 19.221 2756 2760 2764 rVB 29445 39516 1.67% 0.236%
15 19.321 2774 2777 2782 rBV2 33301 47890 2.02% 0.286%
16 19.586 2818 2822 2826 rBV 54232 69815 2.94% 0.417%

17 19.786 2851 2856 2871 rVB 1865855 2370836 100.00% 14.175%
18 21.044 3066 3070 3078 rBV5 98372 145057 6.12% 0.867%
19 21.344 3116 3121 3126 rBV 666745 935343 39.45% 5.592%

20 21.921 3216 3219 3221 rBV 49941 63877 2.69% 0.382%
21 22.385 3296 3298 3302 rVB2 57447 66648 2.81% 0.398%
22 22.903 3382 3386 3390 rBV 76424 107479 4_.53% 0.643%
23 23.480 3481 3484 3489 rVB2 53382 80038 3.38% 0.479%

24 23.632 3504 3510 3519 rVB 489341 962509 40.60% 5.755%

Sum of corrected areas: 16725648
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM051219\

Data File : BM020300.D

Aca On : 12 May 2019 16:07

Operator : JU/SJ

ﬁ?ggle i K2768-20 P026-SS016-1218-01
ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM020300.D
1500000
5.35
1000000 6.93 7,29
8.08
500000 8.93
L__»ﬁ 7.76 10.56
L L i

O L o B B AL B e e 5 E L B B s e o B e o L o
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BM020300.D

19,79
1500000
1000000 13.03 15.90
500000 17.16
14.41
13.87
L A 18.04 19933959

o) NSRS | SNSRI NSSISE ) SIS NS S-——— N S L S
Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM020300.D

1500000
1000000
21.34

500000

21.92 22.39 2290 234

e

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\BMO051219\

Data File : BM020300.D

Aca On : 12 May 2019 16:07

Operator : JU/SJ

ﬁ?ggle i K2768-20 P026-55016-1218-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
Quant Title : 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 91.99 ng 1583380 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 22
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 732 (7.292 min): BM020300.D (-725) (-) m/z 132.00 100.00%

132.0
68.1
5000

7.00 7.20 7.40 7.60
m/z 68.10 55.09%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 LINLINLEN LI L L L L L LI

7.00 7.20 7.40 7.60
70.0 m/z 66.10 36.56%

31.0 ’
| 4.4|.0 | |y || | 86.0 | 116.0 |‘
R e R RS R a e o L E RARRNEsansma
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14022: Pyrazolo(2,3-a)pyridine, 7-methyl-
132.0

7.00 7.20 7.40 7.60

5000 m/z 134.00 32.87%
104.0
39.0 51.0 63.0 '
SO O O 2.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- R R e R
132.0 7.00 7.20 7.40 7.60

m/z 69.10 24 .08%

5000
63.0
150 280390 520 Ty’ 770 900 00ueo |

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\BMO051219\

Data File : BM020300.D

Aca On : 12 May 2019 16:07

Operator : JU/SJ

ﬁ?ggle i K2768-20 P026-55016-1218-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
Quant Title : 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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.04 3.43 ng 111644 Phenanthrene-d10 17.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tridecanoic acid 214 C13H2602 000638-53-9 43
3 Pentadecanoic acid 242 C15H3002 001002-84-2 38
4 n-Decanoic acid 172 C10H2002 000334-48-5 35
5 Methyl-_alpha.-d-ribofuranoside 164 C6H1205 1000129-83-1 22
Abundance Scan 2559 (18.039 min): BM020300.D (-2554) (-) m/z 73.00 100.00%
73.0
41.1
5000
129.1
97.1 213.1
| V“ 1571 1921 256.1 17.80 18.00 18.20 18.40
SNBNBSS) | S & m/z 60.00 69.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 RIS SR SR B
17.80 18.00 18.20 18.40
120.0 256.0 m/z 41.10 57 .86%
L | ||I| ||||97|n? el | 149 Q 171 0 L 21|30 .
m/z--> 25 Jo 60 85 160 150 150 160 180 200 220 250 2éo
Abundance #65566: Tridecanoic acid
73.0
43.0 17.80 18.00 18.20 18.40
5000 m/z 55.00 57 .44%
129.0
‘ 710 2140
18?\,\”“””,\ ‘ Il h‘\ HM W 19,9 \ TS I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83686: Pentadecanoic acid
43.0 730 17.80 18.00 18.20 18.40
m/z 43.10 57.27%
5000 129.0
m ALl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO051219\

Data File : BM020300.D

Aca On : 12 May 2019 16:07

Operator : JU/SJ

ﬁ?ggle i K2768-20 P026-55016-1218-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
Quant Title : 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 Trifluoroacetic acid, n-oct... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

21.04 3.10 ng 145057 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 Pentafluoropropionic acid. octad... 416 C21H37F502 1000280-07-7 91

3 17-Pentatriacontene 491 C35H70 006971-40-0 90

4 Dichloroacetic acid. tridecvl ester 310 C15H28CI1202 1000280-48-3 80
5 Trichloroacetic acid, dodecyl ester 330 C14H25C1302 074339-50-7 80

Abundance Scan 3069 (21.038 min): BM020300.D (-3066) (-) m/z 57.05 100.00%
571.0
7.1
5000
T T e
1649 2280 grg 3410 20.80 21.00 21.20 21.40
iy e R B m/z 69.05 86.86%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester
43.0
5000 TT T T [T T T T[T T T T[T T T T[T TTT

20.I80 21.IOO 21.I20 21.I40
m/z 83.05 84.02%

25.0 168.0 210.0 252.0

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #159526: Pentafluoropropionic acid, octadecyl ester
43.0
R R REEERERRE
20.80 21.00 21.20 21.40
5000 m/z 55.05 76.59%

3.0
\‘ . }I l 125.0 167 0205.0 252.0

-

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene I B S
43.0 20.80 21.00 21.20 21.40
m/z 43.05 72 .94%
h I /\‘“‘_J\J\‘NAWK
25.0
‘ ML 12501670 2100 267.0307.0 490.0
o B e B e AL e
m/z--> 50 100 150 200 250 300 350 400 450 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051219\
Data File : BM020300.D

Aca On : 12 May 2019 16:07

Operator : JU/SJ

Sample = K2768-20

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
Quant Title : 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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.90 2.23 ng 107479 Perylene-di12 23.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Heptacosane 380 C27H56 000593-49-7 87
3 Tricosane. 2-methvl- 338 C24H50 001928-30-9 86
4 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 83
5 Heneicosane 296 C21H44 000629-94-7 83
Abundance Scan 3385 (22.897 min): BM020300.D (-3382) (-) m/z 57.10 100.00%
51.1
11 0o 1o 2510 3mas 3260 2230 23,00 2320
et - m/z 71.05 99.54Y%
miz--> 0 50 100 150 200 250 300 350
Abundance #107653: Eicosane
57.0
5000 LR B SN DU B
22 60 22. 80 23. oo 23 20
o7lo m/z 85.10 65.97%
L L3 110 1830 2250 2820
miz--> 0 50 160 150 200 250 300 3%0
Abundance #151555: Heptacosane
57.0
2260 22.80 23.00 23.20
5000 m/z 43.10 54 .62%
99.0
2710| “L‘ H | 1410 1830 2250 267.0 309.0 351.0380.0
miz--> 0 éo 100 1éo 200 250 360 3%0
Abundance #136489: Tricosane, 2-methyl- AN EEman me
43.0 22.60 22.80 23.00 23.20
m/z 69.05 25.53%
- \W/\MWMAJ\“'\MM
85.0
14.0, JJJ | 1270 1690 2110 2530 22293240
miz--> 0 % 1& 1% 2& 2% 3& 3% 2%mewwno
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM051219\

Data File : BM020300.D

Acq On : 12 May 2019 16:07

Operator : JU/SJ

3?22'6 i K2768-20 P026-SS016-1218-01
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM043019.M
Quant Title : 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 92.0 ng 1583380 1 7.76 344251 20.0
n-Hexadecanoic acid 18.04 3.4 ng 111644 4 17.16 650402 20.0
Trifluoroacetic a... 21.04 3.1 ng 145057 5 21.34 935343 20.0
Eicosane 22.90 2.2 ng 107479 6 23.63 962509 20.0
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