LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051419\
Data File : BM020333.D
Aca On : 14 May 2019 15:28 Instrument :
Operator : JU/SJ EFAﬁg el

- - lentosampleld :
a?zgle : K2769-05 P026-SS017-1824-01
ALS Vial : 7 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

5.345 395 401 411 rBV 1137518 1696001 47.78% 8.701%
6.928 663 670 686 rBY 1033351 1688524 47.57% 8.663%
rBvV 1156491 1862688 52.47% 9.557%
7.757 805 811 823 rVB 215498 338309 9.53% 1.736%
8.075 858 865 877 rBvV 890528 1431872 40.34% 7.346%
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8.928 1002 1010 1022 rBV 575365 1034966 29.16% 5.310%
10.551 1279 1286 1298 rBV 204532 368692 10.39% 1.892%
13.021 1699 1706 1725 rBV 1487245 2291577 64.56% 11.757%
13.863 1844 1849 1866 rBVY 127643 198423 5.59% 1.018%
14.404 1935 1941 1958 rVB2 321379 509343 14.35% 2.613%

=
QO ~NO®

11 15.898 2189 2195 2218 rBV 1157183 1853357 52.21% 9.509%
12 17.156 2403 2409 2424 rBV2 383666 612831 17.26% 3.144%
13 18.033 2555 2558 2569 rBvV 53809 84858 2.39% 0.435%
14 19.780 2850 2855 2866 rBV 2776424 3549722 100.00% 18.212%
15 21.044 3065 3070 3077 rBV 181383 259701 7.32% 1.332%

16 21.344 3117 3121 3129 rBV 574192 832591 23.46% 4.272%
17 23.627 3503 3509 3520 rVB 422038 877864 24.73% 4._.504%

Sum of corrected areas: 19491319
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM051419\

Data File : BM020333.D

Aca On : 14 May 2019 15:28

Operator : JU/SJ

ﬁ?gg le K2769-05 P026-SS017-1824-01
ALS Vvial :© 7 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: BM020333.D

2500000
2000000

1500000
5.35

6.93
1000000
500000
10.55
o A

Time--> 3.00 350 4.00 450 500 5.50 600 6.50 700 750 800 850 9.00 9.50 10.00 10.50 11.00 1150
Abundance TIC: BM020333.D

1978
2500000

2000000
1500000 13.02
15.90
1000000

500000 14.40 17.16

13.86 18.03

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: BM020333.D

2500000
2000000
1500000

1000000

500000
21.04
N A\

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\BM051419\

Data File : BM020333.D

Aca On : 14 May 2019 15:28

Operator : JU/SJ

3?22 le K2769-05 P026-55017-1824-01
ALS Vial : 7 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 1 unknown7.29 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.29 110.12 ng 1862690 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-Aminoindole 132 C8H8N2 005192-03-0 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 22
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
Abundance Scan 732 (7.292 min): BM020333.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 52.63%

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 lllllllllllllllllllll

7.00 7.20 7.40 7.60
70.0 m/z 66.00 34 .50%

31.0 ’
| 4.4|.0 | I || | 86.0 | 116.0 |‘
B R O N AR B AR o e s R EE S R SR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole
132.0

7.00 7.20 7.40 7.60

5000 m/z 134.00 33.41%
104.0
66.0
140 27.0 390 510 37 710 g945 | 1350 ‘
R A Ama s B e e R ARARRARE:
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- R e
132.0 7.00 7.20 7.40 7.60

m/z 69.10 23.03%

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\BM051419\

Data File : BM020333.D

Aca On : 14 May 2019 15:28

Operator : JU/SJ

3?22 le K2769-05 P026-55017-1824-01
ALS Vial : 7 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 4
R.T. EstConc Area Relative to ISTD R.T.
18.03 2.77 ng 84858 Phenanthrene-d10 17.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 68
3 Tetradecanoic acid 228 C14H2802 000544-63-8 50
4 Tridecanoic acid 214 C13H2602 000638-53-9 50
5 12-Bromododecanoic acid 278 C12H23Bro2 073367-80-3 47
Abundance Scan 2558 (18.033 min): BM020333.D (-2555) (-) m/z 72.95 100.00%
73.0
411
5000
970 1291 213.1
| 157.1 185.0 256.1 281.0 17.80 18.00 18.20 18.40
S Y m/z 60.00 65.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92227: n-Hexadecanoic acid
43.0
73.0 1
5000 R SUNIUI S SO I

17.80 18.00 18.20 18.40
m/z 41.10 57.36%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43.0 730

17.80 18.00 18.20 18.40
5000 129.0 m/z 43.10 56.53%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #75071: Tetradecanoic acid
73.0 17.80 18.00 18.20 18.40
43.0 m/z 55.00 55.12%
5000 1290
185.0 228.0
iz
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM051419\

Data File : BM020333.D

Aca On : 14 May 2019 15:28

Operator : JU/SJ

3?22 le K2769-05 P026-55017-1824-01
ALS Vial : 7 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 3
R.T. EstConc Area Relative to ISTD R.T.
21.04 6.24 ng 259701 Chrysene-di12 21.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid. n-octadecy... 366 C20H37F302 079392-43-1 91
2 1-Heptadecanol 256 C17H360 001454-85-9 90
3 1-Heneicosvl formate 340 C22H4402 077899-03-7 87
4 1-Hexacosanol 382 C26H540 000506-52-5 87
5 Isoheptadecanol 256 C17H360 057289-07-3 87
Abundance Scan 3069 (21.039 min): BM020333.D (-3065) (-) m/z 69.05 100.00%
3.0 69.0197.0
5000
125.0 A A A A B
mM&l . 281.0 20.80 21.00 21.20 21.40
Ol (22292510 BT 3560 7z 83.05  96.69%

m/z--> 100 150 200 250 300 350
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester

N
)
o

5000 i
97.0 20.80 21.00 21.20 21.40
m/z 97.05 95.85%
154 0183.0 224.0252.0
ﬁ—ull-ﬂ T T T T
m/z--> 50 150 200 250 300 350
Abundance #92320: 1-Heptadecanol
53.0 g30
B A RREEEEEEER RS
20.80 21.00 21.20 21.40
5000 m/z 57.05 92.39%
29.0

‘ 111.0

HMM\
T

L139 0 168.0 210 0238.0

%

m/z--> 50 100 150 200 250 300 350
Abundance #137330: 1-Heneicosyl formate R e it S
57.0 83.0 20.80 21.00 21.20 21.40
m/z 55.05 83.26%
5000 111.0
} “ 1139 0”16.7 0 196 0222.0 266 0 294.0322 0

m/z--> 50 O 200 250 300 350 20. 80 21. 00 21. 20 21. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM051419\

Data File : BM020333.D

Acq On : 14 May 2019 15:28

Operator : JU/SJ

3?22 le K2769-05 P026-SS017-1824-01
ALS Vial : 7 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]
unknown7 .29 7.29 110.1 ng 1862690 1 7.76 338309 20.0
n-Hexadecanoic acid 18.03 2.8 ng 84858 4 17.16 612831 20.0
Trifluoroacetic a... 21.04 6.2 ng 259701 5 21.35 832591 20.0
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