LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO51119\
Data File : BM020281.D
Aca On : 11 May 2019 20:20 Instrument :
Operator : JU/SJ EFAﬁg el

- - lentosampleld :
a?zgle : K2763-06 P021-SS005-1218-01
ALS Vial : 15 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 5.346 395 401 414 rBV 953642 1445521 59.66% 9.209%
2 6.934 664 671 686 rBV 918058 1475105 60.88% 9.397%
3 7.299 726 733 743 rBV 974454 1562934 64.50% 9.957%
4 7.763 806 812 820 rBV 175986 286002 11.80% 1.822%
5 8.081 859 866 875 rBV 723246 1175472 48.51% 7.488%

8.934 1003 1011 1024 rBV 512634 911793 37.63% 5.809%
10.557 1281 1287 1298 rBV 182832 326329 13.47% 2.079%
1128372 1712529 70.68% 10.910%
13.869 1844 1850 1860 rBV 71231 100286 4.14% 0.639%
14.410 1936 1942 1959 rVB2 266581 434399 17.93% 2.767%
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11 15.157 2064 2069 2072 rBV 21872 28424 1.17% 0.181%
12 15.904 2190 2196 2215 rBV 971763 1508037 62.24% 9.607%
13 17.163 2404 2410 2423 rBV 344548 529767 21.86% 3.375%
14 18.039 2555 2559 2567 rBV 57820 89741 3.70% 0.572%
15 19.327 2774 2778 2783 rBV5 22088 35552 1.47% 0.226%

16 19.786 2851 2856 2866 rBV 1929563 2423023 100.00% 15.436%
17 21.045 3066 3070 3075 rBV2 78532 106155 4._.38% 0.676%
18 21.351 3117 3122 3130 rBV 494298 688749 28.43% 4 _.388%

19 21.486 3142 3145 3147 rBV 32882 31993 1.32% 0.204%
20 21.921 3217 3219 3222 rBV2 32325 34151 1.41% 0.218%
21 22.398 3297 3300 3304 rVB5 50729 71306 2.94% 0.454%

22 23.639 3505 3511 3521 rVB 374708 719910 29.71% 4 _586%

Sum of corrected areas: 15697178
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM051119\

Data File : BM020281.D

Aca On : 11 May 2019 20:20

Operator : JU/SJ

ﬁ?ggle i K2763-06 P021-SS005-1218-01
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM043019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM020281.D
1500000
1000000 5.35 6.93 7:30
8.08
500000 8.93

L——_ L_ L__h_ 7.76 1mf6

L R e e e L R e s e TR
Time--> 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 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BM020281.D
1979
1500000
13.03
1000000 15.90
500000
17.16
14.41
13.87 18.04

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 1750 18.00 1850 19.00 19.50 20.00
Abundance TIC: BM020281.D

1500000

1000000

21.35 23.64

500000

22.40
21.04 [p1.49 21.92

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\BMO051119\

Data File : BM020281.D

Aca On : 11 May 2019 20:20

Operator : JU/SJ

ﬁ?ggle i K2763-06 P021-55005-1218-01
ALS Vial : 15 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 unknown7.30 Concentration Rank 1

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

7.30 109.30 ng 1562930 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 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 22
3 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 22
4 5-Aminoindole 132 C8H8N2 005192-03-0 22
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22

Abundance Scan 733 (7.299 min): BM020281.D (-726) (-) m/z 132.00 100.00%
1 AL
5000
40 | % 103 700 7.20 740 7.60
54 1 . . .
Okl .‘”r!..,..':-.,.E.“‘?.,..I.,.'!..,.l.l?.,....,-'...,.. m/z 68.10 53.09%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000
7.00 7.20 7.40 7.60
21 70 m/z 66.00 35.56%
. 4481 €01 7T g5 | 105 116
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14021: (5-METHYL-2-PYRIDYL)ACETONITRILE
132
7.00 7.20 7.40 7.60
5000 m/z 134.00 32 .54%
92
oz P Sleg | 77 | AP a7 ||
iz 20 % 40 B & 70 8 80 160 10 1 1% 140
Abundance #14022: Pyrazolo(2,3-a)pyridine, 7-methyl- I EEEsammsss s
132 7.00 7.20 7.40 7.60
m/z 69.10 23.85%
5000
104
51 63
z 70 \\\ v ‘\
O'V'“l”'H'“"““l”‘l |'“'ﬂ'“|“'w'“'w'“|""
m/z--> 20 30 50 60 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\BMO051119\

Data File : BM020281.D

Aca On : 11 May 2019 20:20

Operator : JU/SJ

ﬁ?ggle i K2763-06 P021-55005-1218-01
ALS Vial : 15 Sample Multiplier: 1

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

Quant Method
Quant Title

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 3.39 ng 89741 Phenanthrene-d10 17.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Tetradecanoic acid 228 C14H2802 000544-63-8 53
3 n-Decanoic acid 172 C10H2002 000334-48-5 50
4 Tridecanoic acid 214 C13H2602 000638-53-9 50
5 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 38
Abundance Scan 2559 (18.039 min): BM020281.D (-2555) (-) m/z 73.00 100.00%
43
5000
129
97 115 213
143157171185 1 o9 256 17.80 18.00 18.20 18.40
o/ m/z 60.00 82.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
48
60 4 »
5000 RO RN SUNILN SUGRIN B
17.80 18.00 18.20 18.40
m/z 55.00 64 .66%
. h l| A %01}151291431571711851992132272422?6
m/z--> 25 Jo 60 80 160 150 150 160 180 200 220 240 260
Abundance #75072: Tetradecanoic acid
60 73
43
17.80 18.00 18.20 18.40
5000 129 m/z 57.00 58.51%
29
ol 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #37192: n-Decanoic acid
60 73 17.80 18.00 18.20 18.40
a1 m/z 43.10 58.26%
5000 129
2
T “ 101115 143 172
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\BMO051119\

Data File : BM020281.D

Aca On : 11 May 2019 20:20

Operator : JU/SJ

ﬁ?ggle i K2763-06 P021-55005-1218-01
ALS Vial : 15 Sample Multiplier: 1

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

Quant Method
Quant Title

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 3.08 ng 106155 Chrysene-di12 21.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid. n-octadecy... 366 C20H37F302 079392-43-1 74
2 17-Pentatriacontene 491 C35H70 006971-40-0 72
3 1-Octadecanol 270 C18H380 000112-92-5 70
4 Ethanol. 2-(tetradecvloxvy)- 258 C16H3402 002136-70-1 64
5 1-Hexacosanol 382 C26H540 000506-52-5 64

Abundance Scan 3069 (21.039 min): BM020281.D (-3066) (-) m/z 57.05 100.00%

5000
20.80 21.00 21.20 21.40
0 m/z 71.05 91.53%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester
43
5000

20.80 21.00 21.20 21.40
m/z 83.10 88.51%

154 183 224 252

0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43
20.80 21.00 21.20 21.40
5000 83 m/z 69.10 66.78%
111
o | 139167 196224 267292 321 462 490
o o o O L B e e o e e BB e e St
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #100813: 1-Octadecanol L s
43 3 20.80 21.00 21.20 21.40
m/z 43.05 66.12%
5000 111
L [ 168 196224 252
o B o e e o o I O N | T T
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\HPCHEM1\BNA M\DATA\BMO051119\

Data File : BM020281.D

Aca On : 11 May 2019 20:20

Operator : JU/SJ

ﬁ?ggle i K2763-06 P021-55005-1218-01
ALS Vial : 15 Sample Multiplier: 1

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

Quant Method
Quant Title

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 unknown22.40 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

22.40 2.07 ng 71306 Chrysene-di12 21.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 38
2 Octacosane 394 C28H58 000630-02-4 35
3 Tetradecane 198 C14H30 000629-59-4 35
4 Heptadecane 240 C17H36 000629-78-7 35
5 Tetratetracontane 619 C44H90 007098-22-8 35

Abundance Scan 3300 (22.398 min): BM020281.D (-3297) (-) m/z 57.05 100.00%

5000
253 2?5 355 22.00 22.20 22.40 22.60 22.80
0 B LA m/z 71.10 84 .42%
m/z--> 50 100 150 200 250 300 350
Abundance #151555: Heptacosane
57
5000 85 TT T T[T T I T [T T T T[T T TT[TT
22. OO 22 20 22. 40 22. 60 22. 80
29 m/z 43.05 73.97%
Ay ﬂ113 141,169 197 225 253 281 309 337 380
=l { e B I LA B S o B o
m/z--> 50 100 150 200 250 300 350
Abundance #155177: Octacosane
57
T T
22.00 22.20 22.40 22.60 22.80
5000 85 m/z 85.10 68.55%
2 1s 141
0 | ﬂ 169 197 225 253 281 309 337 365 394
Ll - L e e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #55010: Tetradecane e
57 22.00 22.20 22.40 22.60 22.80
m/z 71.95 66.51%
5000 85
29
113 198
bl P e
m/z--> 50 100 150 200 250 300 350 22.00 22.20 22.40 22.60 22.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM051119\

Data File : BM020281.D

Acq On : 11 May 2019 20:20

Operator : JU/SJ

3?22'6 i K2763-06 P021-SS005-1218-01
ALS Vial : 15 Sample Multiplier: 1

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

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown? .30 7.30 109.3 ng 1562930 1 7.76 286002 20.0
n-Hexadecanoic acid 18.04 3.4 ng 89741 4 17.16 529767 20.0
Trifluoroacetic a... 21.04 3.1 ng 106155 5 21.35 688749 20.0
unknown22 .40 22.40 2.1 ng 71306 5 21.35 688749 20.0
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