LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041719\
Data File : BM019952.D

Acq On 17 Apr 2019 23:32

Operator : JU/SJ

Sample - K2422-03

Misc :

ALS Vial : 20 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 5.140 360 366 384 rBVY 2594552 3845941 74.76% 9.386%
2 6.722 628 635 655 rBV 2442490 4023794 78.21% 9.821%
3 7.063 686 693 713 rBvV 2770521 4300573 83.59% 10.496%
4 7.528 765 772 782 rBV 605547 948571 18.44% 2.315%
5 7.840 818 825 838 rBV 2003921 3114338 60.54% 7.601%

8.705 964 972 1001 rBV 1218384 2362789 45.93% 5.767%
10.304 1236 1244 1266 rBVY 613360 1199954 23.32% 2.929%
12.798 1661 1668 1682 rBY 3160528 4798054 93.26% 11.710%
13.069 1707 1714 1720 rVB 32434 54459 1.06% 0.133%
13.669 1810 1816 1833 rBV 384418 684168 13.30% 1.670%

=
QO ~NO®

11 14.192 1899 1905 1920 rBV2 893519 1328857 25.83% 3.243%
12 15.704 2156 2162 2178 rBV 2032883 3147024 61.17% 7.681%
13 16.957 2369 2375 2392 rBV2 818421 1339812 26.04% 3.270%
14 17.851 2522 2527 2541 rBV 170841 329910 6.41% 0.805%
15 19.145 2742 2747 2760 rBV2 79388 170182 3.31% 0.415%

16 19.604 2819 2825 2837 rBV 4363237 5144685 100.00% 12.556%
17 20.868 3035 3040 3050 rBV 488103 698144 13.57% 1.704%
18 21.168 3087 3091 3101 rBV 1084202 1566535 30.45% 3.823%
19 21.721 3182 3185 3188 rBV 78286 94453 1.84% 0.231%
20 23.368 3458 3465 3476 rVB 929346 1820916 35.39% 4._.444%

Sum of corrected areas: 40973159
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041719\
Data File : BM019952.D

Acq On 17 Apr 2019 23:32

Operator : JU/SJ

Sample - K2422-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

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

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

Abundance TIC: BM019952.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041719\
Data File : BM019952.D

Acq On 17 Apr 2019 23:32

Operator : JU/SJ

Sample - K2422-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

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

R.T. EstConc Area Relative to ISTD R.T.
7.06 90.67 ng 4300570 1,4-Dichlorobenzene-d4 7.53
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 692 (7.058 min): BM019952.D (-686) (-) m/z 132.00 100.00%
132
5000 68 /\\
96 IIIIIIIIIIIIIIIIIIII
40 54 o 115 207 6.80 7.00 7.20 7.40
ol R S [ m/z 68.10 51.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 |||||||||||||||||||||||
6.80 7.00 7.20 7.40
70 m/z 66.00 34.08%
31 44
‘ [ | 86 116 I
T e e o I R e L R = o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132
.”.,”..“..w..”,.”
69 104 6.80 7.00 7.20 7.40
5000 m/z 134.00 32.16%
31 51
e e o e = T R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14013: 1H-Benzimidazole, 2-methyl- L M p
132 6.80 700 720 740
m/z 69.10 21.68%
5000
15 28 39 52 03 77 90 104,
e e = ==
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40

8270-BM041519.M Thu Apr 18 05:32:07 2019

Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041719\
Data File : BM019952.D

Acq On 17 Apr 2019 23:32

Operator : JU/SJ

Sample - K2422-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM041519_M

Quant Title

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

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 4

Peak Number 3 n-Hexadecanoic acid

R.T. EstConc Area Relative to ISTD R.T.
17.85 4.92 ng 329910 Phenanthrene-d10 16.96
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 64
3 Tridecanoic acid 214 C13H2602 000638-53-9 47
4 Tetradecanoic acid 228 C14H2802 000544-63-8 47
5 Nonanoic acid 158 C9H1802 000112-05-0 22

Abundance Scan 2527 (17.851 min): BM019952.D (-2522) (-) m/z 72.95 100.00%
7B
43
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129

87 213 S ittt

||ﬂ 0111 | 1431971111851 9g | 557 26 17.60 17.80 18.00 18.20
oy m— T m/z 60.00 70.55%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
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Abundance #92228: n-Hexadecanoic acid
43 73
5
5000 29
21
‘\ \‘\ 143157171185199
0 ”.q‘ﬂﬂﬂlh
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 73
129
5000 29 o
9 242

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

Abundance #65562: Tridecanoic acid
a3 | P
57
5000 29
‘ H T7 01115129143157171185 214
3 T O W5 .

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

17.60 17.80 18.00 18.20

m/z 43.10 55.98%

17.60 17.80 18.00 18.20

m/z 55.10 52.29%

17.60 17.80 18.00 18.20

m/z 57.05 51.65%

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 : BM019952.D

Acq On 17 Apr 2019 23:32

Operator : JU/SJ

Sample - K2422-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM041519_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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.15 2.17 ng 170182 Chrysene-di12 21.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 68
3 Eicosane 282 C20H42 000112-95-8 25
4 17-Pentatriacontene 491 C35H70 006971-40-0 11
5 Silane, trichlorooctadecyl- 386 C18H37CI3Si 000112-04-9 11
Abundance Scan 2748 (19.151 min): BM019952.D (-2742) (-) m/z 73.00 100.00%
7B
5000
g7 129
185 241 284 AR ISR SR RN
49 | 207 | 341 mmmmmmwm
0 pA0 e 5 m/z 60.00 71.74%
m/z--> 50 100 150 200 250 300
Abundance #108843: Octadecanoic acid
43 73
5000 129
18.80 19.00 19.20 19.40
185 say B4 m/z 43.10 61.95%
oL .2% "“I L,““ u‘h\ M\ i 157\ “. \2|13| L ‘|26|7|‘\| ———
m/z--> 50 200 250 300
Abundance
43 73
18.80 19.00 19.20 19.40
5000 m/z 57.10 50.26%
129 242
97 199
0 154171 225
m/z--> 55 160 150 260 2%0 300
Abundance #107653: Eicosane B B
57 18.80 19.00 19.20 19.40
m/z 55.10 48 .32%
5000 85
29
0 \‘ I i | 1%, 141 160 197 225 253 282
m/z--> % ﬁo 150 200 250 300 ' mmmmmmmm'
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM041719\
Data File : BM019952.D

Acq On 17 Apr 2019 23:32

Operator : JU/SJ

Sample - K2422-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM041519_M

Quant Title

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

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 3

Peak Number 5 Cyclotetradecane

R.T. EstConc Area Relative to ISTD R.T.
20.87 8.91 ng 698144 Chrysene-di12 21.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclotetradecane 196 C14H28 000295-17-0 94
2 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 91
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
4 Trichloroacetic acid, hexadecyl ... 386 C18H33CI302 074339-54-1 91
5 1-Nonadecene 266 C19H38 018435-45-5 91

Abundance Scan 3040 (20.868 min): BM019952.D (-3035) (-) m/z 83.05 100.00%
57|83
5000 K
R e e e
139 207 20.60 20.80 21.00 21.20
oA 167 252 281 325 356 429 /2 69 .05 97 98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #53619: Cyclotetradecane
55
83
5000 U UNB AR
20.60 20.80 21.00 21.20
29 111 m/z 57.05 88.84%
196
okl \‘\‘ L B
m/z--> 50 150 200 250 300 350 400
Abundance
43
97 20.60 20.80 21.00 21.20
5000 m/z 55.05 88.09%
121
o 153 181 224250 597
mz-> 50 100 150 200 250 300 350 400
Abundance #106400: 3-Eicosene, (E)- L L L L B N B B
20.60 20.80 21.00 21.20
m/z 97.05 80.68%
5000
0 139 167 196 224 252 280
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\BM041719\
Data File : BM019952.D

Acq On 17 Apr 2019 23:32

Operator : JU/SJ

Sample - K2422-03

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM041519_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 .06 7.06 90.7 ng 4300570 1 7.53 948571 20.0
n-Hexadecanoic acid 17.85 4.9 ng 329910 4 16.96 1339810 20.0
Octadecanoic acid 19.15 2.2 ng 170182 5 21.17 1566540 20.0
Cyclotetradecane 20.87 8.9 ng 698144 5 21.17 1566540 20.0
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