LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041919\
Data File : BM019987.D

Acq On : 20 Apr 2019 00:36

Operator : JU/SJ

Sample - K2484-05

Misc :

ALS Vial : 9 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 5.122 357 363 386 rBV 2293865 3793428 45.12% 7.949%
2 6.705 625 632 660 rBV 2446191 4223168 50.23% 8.850%
3 7.046 683 690 707 rBV 2687415 4298422 51.13% 9.008%
4 7.505 762 768 778 rBV 444507 712459 8.47% 1.493%
5 7.816 813 821 834 rBV 1766703 2834460 33.72% 5.940%

8.681 961 968 999 rBV 1201151 2424604 28.84% 5.081%
10.287 1234 1241 1262 rBVY 484252 975738 11.61% 2.045%
12.781 1658 1665 1688 rBY 3309190 4994931 59.41% 10.467%
13.657 1808 1814 1825 rBV 166562 316013 3.76% 0.662%
14.175 1896 1902 1917 rVB2 795605 1334352 15.87% 2.796%

=
QO ~NO®

11 15.686 2153 2159 2177 rBV 3203360 4991713 59.38% 10.460%
12 16.945 2367 2373 2388 rBV2 1065903 1747094 20.78% 3.661%
13 17.833 2519 2524 2538 rBV 248236 477440 5.68% 1.000%
14 19.021 2722 2726 2736 rVB 104782 173305 2.06% 0.363%
15 19.127 2740 2744 2754 rBV 66274 132657 1.58% 0.278%

16 19.386 2785 2788 2797 rVB 104861 153682 1.83% 0.322%
17 19.586 2817 2822 2836 rBV 6998285 8406974 100.00% 17.617%
18 20.851 3033 3037 3049 rBvV 656993 879152 10.46% 1.842%
19 21.157 3084 3089 3101 rBV 1476919 2225611 26.47% 4.664%
20 21.704 3180 3182 3185 rBV2 77128 87871 1.05% 0.184%

21 22.698 3347 3351 3357 rBV3 105421 197792 2.35% 0.414%
22 23.345 3455 3461 3475 rVB 1189314 2339354 27.83% 4.902%

Sum of corrected areas: 47720220
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041919\
Data File : BM019987.D

Acq On : 20 Apr 2019 00:36

Operator : JU/SJ

Sample - K2484-05

Misc :

ALS Vial : 9 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

Abundance TIC: BM019987.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041919\
Data File : BM019987.D

Acq On : 20 Apr 2019 00:36

Operator : JU/SJ

Sample - K2484-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

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

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown7.05 Concentration Rank 1

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

7.05 120.66 ng 4298420 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 691 (7.052 min): BM019987.D (-683) (-) m/z 132.00 100.00%
5000 68 /\_
20 54 R . 680 7.00 7.20 7.0
o} R N o m/z 68.10 46.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 U UL L L I
6.80 7.00 7.20 7.40
70 m/z 134.00 32.77%
31 44
0 Ll | 8§ 1 116 I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132
69 o 680 7.00 7.20 7.40
5000 m/z 66.00 31.38%
31 51
G S S UL UL UL L L I WL WAL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132 6.80 7.00 7.20 7.40
m/z 69.10 19.88%
5000
15 28 39 52 O 77 90 04y |
" D NN A N ST A1 ARV R0 RPN S 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041919\
Data File : BM019987.D

Acq On : 20 Apr 2019 00:36

Operator : JU/SJ

Sample - K2484-05

Misc :

ALS Vial : 9 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.
17.83 5.47 ng 477440 Phenanthrene-d10 16.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 74
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 43
Abundance Scan 2523 (17.827 min): BM019987.D (-2519) (-) m/z 73.00 100.00%

3
43 5
5000
129

% 115 143157171185199213227 256 o0 17.60 17.80 18.00 18.20
0 m/z 60.00 70.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92227: n-Hexadecanoic acid
43
60
5000

17.60 17.80 18.00 18.20
m/z 43.05 59.72%

129 256
. il H m 9( 1157771431571711851 99213227 242
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 73
L o
17.60 17.80 18.00 18.20
5000 - 129 m/z 41.05 56 .78%
87 242
143 199
115 185
101 157171 213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65566: Tridecanoic acid A E e A RARE B
73 17.60 17.80 18.00 18.20
m/z 55.00 52 _.75%
43 57
5000
129
29 ‘ 1 171 214
l
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 60 17. 80 18 00 18 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041919\
Data File : BM019987.D

Acq On : 20 Apr 2019 00:36

Operator : JU/SJ

Sample - K2484-05

Misc :

ALS Vial : 9 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 9-Octadecene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.85 7.90 ng 879152 Chrysene-d12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecene, (E)- 252 C18H36 007206-25-9 93
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
4 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 91
5 Heptafluorobutyric acid, n-penta... 424 C19H31F702 1000216-79-3 91
Abundance Scan 3037 (20.851 min): BM019987.D (-3033) (-) m/z 69.05 100.00%
43 97
5000
1o 20,60 20.80 21.00 21.20
153 : : : :
ol LA 1 182205228250 282 a4z 429 gt g ey
m/z--> 50 100 150 200 250 300 350 400
Abundance #89786: 9-Octadecene, (E)-
55
83
29 20.60 20.80 21.00 21.20
111 m/z 83.05 98.49%
J L \\h | L 1139 168 196 224 252
m/z--> 50 150 200 2éo 300 350 400
Abundance
57
83 AU A R B
20.60 20.80 21.00 21.20
5000 m/z 55.10 84.92%
29 111
o 139 167 196 224 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance #152927: Trichloroacetic acid, hexadecy! ester e A AEREEEaTE
3 20.60 20.80 21.00 21.20
69 m/z 43.10 82.29%
97
5000
125
0! J‘ Ji Hl L15\3 196 224
m/z--> 50 100 150 200 250 300 350 400 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\BM041919\
Data File : BM019987.D

Acq On : 20 Apr 2019 00:36

Operator : JU/SJ

Sample - K2484-05

Misc :

ALS Vial : 9 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? .05 7.05 120.7 ng 4298420 1 7.50 712459 20.0
n-Hexadecanoic acid 17.83 5.5 ng 477440 4 16.95 1747090 20.0
9-Octadecene, (E)- 20.85 7.9 ng 879152 5 21.16 2225610 20.0
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