LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041719\
Data File : BM019943.D

Acq On 17 Apr 2019 18:01

Operator : JU/SJ

Sample - K2423-15

Misc :

ALS Vial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_M\METHODS\8270-BM041519_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 height area % max. total
1 5.140 360 366 385 rBV 3365142 4895748 77.13% 9.662%
2 6.722 628 635 657 rBvY 3210978 5231519 82.42% 10.325%
3 7.063 686 693 711 rBV 3622378 5532940 87.17% 10.920%
4 7.528 765 772 780 rBV 656977 1035973 16.32% 2.045%
5 7.839 817 825 839 rBV 2460542 3820119 60.19% 7.539%

8.704 964 972 993 rBV 1635117 3030643 47.75% 5.981%
10.304 1237 1244 1264 rBVY 690886 1357799 21.39% 2.680%
4317926 6347270 100.00% 12.527%
13.669 1810 1816 1831 rBV 426314 728018 11.47% 1.437%
14.192 1898 1905 1921 rBV2 1036019 1622678 25.56% 3.203%
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11 15.704 2156 2162 2185 rBV 2692070 4167428 65.66% 8.225%
12 16.962 2369 2376 2392 rBV2 990449 1616019 25.46% 3.189%
13 17.851 2522 2527 2544 rBV 232019 451471 7.11% 0.891%
14 19.145 2743 2747 2759 rBV 79699 160215 2.52% 0.316%
15 19.603 2819 2825 2833 rBV 5238655 6093773 96.01% 12.027%

16 20.868 3036 3040 3050 rBV 412521 644955 10.16% 1.273%
17 21.174 3087 3092 3102 rBV 1157866 1636996 25.79% 3.231%
18 21.297 3110 3113 3117 rBV 88371 106505 1.68% 0.210%
19 21.727 3182 3186 3188 rBV 96751 120619 1.90% 0.238%
20 22.168 3258 3261 3265 rVB 116904 129586 2.04% 0.256%

21 22.656 3342 3344 3348 rVB 114849 128913 2.03% 0.254%
22 23.368 3459 3465 3475 rVB 933892 1809331 28.51% 3.571%

Sum of corrected areas: 50668518
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA_M\DATA\BMO041719\

BM019943.D

17 Apr 2019 18:01

JussJ

K2423-15

11 Sample Multiplier: 1

TIC Library
TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM041519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

Abundance
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4000000
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2000000

1000000
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TIC: BM019943.D
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5000000

4000000
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2000000

1000000

12.80

13.67

14.19

TIC: BM019943.D

15.70

16.96

17.85 19.14

19
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Time--> 12.00 12.50 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
5000000

4000000

3000000

2000000

1000000

23.37

1.30 21.73 22.17 22[\.66 A o

TIC: BM019943.D

Time-->

() e

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\BM041719\
Data File : BM019943.D

Acq On 17 Apr 2019 18:01

Operator : JU/SJ

Sample - K2423-15

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM041519_M
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 unknown7.06 Concentration Rank 1

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

7.06 106.82 ng 5532940 1,4-Dichlorobenzene-d4 7.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 692 (7.057 min): BM019943.D (-686) (-) m/z 132.00 100.00%
132
5000 o8 j\
0 5ty || g % 103 s ‘ 680 7.00 7.0 7.40
o T ol 2N R/ - N | N m/z 68.10 51.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I L R R I
6.80 7.00 7.20 7.40
78 m/z 66.00 34.92%
31 4
0'W'”'P'”J”J“'h'M'”I”'h'”'P'”I”“I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
- 'é.'sc')' 7.00 720 7.40
5000 o1 m/z 134.00 32.47%
70
31
. 4451 60 | 77 gg 105 116
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- R N A o

132 6.80 7.00 7.20 7.40
m/z 69.10 22.25%

5000
63 90 104
LA B A e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041719\
Data File : BM019943.D

Acq On 17 Apr 2019 18:01

Operator : JU/SJ

Sample - K2423-15

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM041519_M
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 4
R.T. EstConc Area Relative to ISTD R.T.
17.85 5.59 ng 451471 Phenanthrene-d10 16.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 72
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 _alpha.-D-Glucopyranoside, .alph... 342 C12H22011 000099-20-7 50
Abundance Scan 2527 (17.851 min): BM019943.D (-2522) (-) m/z 73.00 100.00%
7B
60
43
5000
129
97 115 157 213 ERR N B SRR B
143157171185, 00717507 256 17.60 17.80 18.00 18.20
| m/z 60.00 73.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 o
5000 RO PN SN SRR B
17.60 17.80 18.00 18.20
m/z 43.05 52.84Y%
. HmHmmmmmmmmmmmw%
m/z--> 25 Jo 60 80 100 120 150 160 180 200 220 240 260
Abundance
43 60 73
29 17.60 17.80 18.00 18.20
5000 m/z 55.05 52.47%
o 129 242
199
. 101115 | 143157171185 213226
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 240 2éo
Abundance #65566: Tridecanoic acid
60 78 17.60 17.80 18.00 18.20
m/z 57.00 50.31%
43
5000
129
29 ‘ 115 171185 214
ok 15“""""\””'”‘ H‘ T::fhluuuuluuuul:I|-5|?|||||||||1|98|||| e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041719\
Data File : BM019943.D

Acq On 17 Apr 2019 18:01

Operator : JU/SJ

Sample - K2423-15

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM041519_M
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 3-Octadecene, (E)- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
20.87 7.88 ng 644955 Chrysene-d12 21.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octadecene, (E)- 252 C18H36 007206-19-1 93
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
3 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 91
4 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 87

Abundance Scan 3040 (20.868 min): BM019943.D (-3036) (-) m/z 69.05 100.00%
43 |80 o
5000
J e 20,60 20.80 21.00 21.20
153 : : : :
o LA 1B e 22t 252269 295 327 398 | sz 57.05  98.56Y%
m/z--> 50 100 150 200 250 300 350
Abundance #89787: 3-Octadecene, (E)-
41 || 69
97
5000
20.60 20.80 21.00 21.20
‘ m/z 83.05 94 _.21%
125
o2 | 1] ,\H,JLI ;‘\ Tt agr za 2
m/z--> 50 100 150 200 250 300 350
Abundance
57
83

20.60 20.80 21.00 21.20

5000 m/z 43.05 84.33%

29 111
o 139 167 106 224 252 280
et e 17—
m/z--> 50 100 150 200 250 300 350
Abundance : i i

#154046: Bromoacetic acid, octadecyl ester

3 20 60 20.80 21.00 21.20
69 m/z 55.05 80.78%
97
5000
121
o 0 156 181 224 20 207
- T T T I T I T T T T I T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 20 60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041719\
Data File : BM019943.D

Acq On 17 Apr 2019 18:01

Operator : JU/SJ

Sample - K2423-15

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM041519_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? .06 7.06 106.8 ng 5532940 1 7.53 1035970 20.0
n-Hexadecanoic acid 17.85 5.6 ng 451471 4 16.96 1616020 20.0
3-Octadecene, (E)- 20.87 7.9 ng 644955 5 21.17 1637000 20.0
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