LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM032019\
Data File : BM019273.D

Aca On : 20 Mar 2019 21:58

Operator : JU/SJ

Sample : K1964-01

Misc :

ALS Vial : 13 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-BM031119.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 5.234 376 382 399 rBVY 2119262 3108235 17.53% 3.825%
2 6.816 644 651 672 rBY 1323633 2232690 12.59% 2.747%
3 7.169 704 711 726 rBVY 4307816 6805482 38.37% 8.374%
4 7.634 783 790 799 rBV 859168 1309176 7.38% 1.611%
5 7.945 836 843 854 rBVY 3415749 5497069 31.00% 6.764%

8.804 982 989 1004 rBV 3062027 5036253 28.40% 6.197%
10.416 1256 1263 1277 rBV 1110126 1991881 11.23% 2.451%
12.904 1679 1686 1699 rBV 9119161 13057185 73.62% 16.067%
14.292 1915 1922 1929 rBV2 1910421 2962672 16.71% 3.646%
15.792 2171 2177 2196 rBV 8045353 10802831 60.91% 13.293%

=
QO ~NO®

11 17.045 2384 2390 2403 rBV2 2428245 3518188 19.84% 4._.329%
12 17.939 2537 2542 2551 rBV 529956 795940 4._.49% 0.979%
13 19.227 2757 2761 2769 rBV 360046 584839 3.30% 0.720%
14 19.692 2833 2840 2844 rBV 14391269 17735050 100.00% 21.824%
15 20.950 3051 3054 3062 rVvB2 204181 265995 1.50% 0.327%

16 21.245 3100 3104 3113 rBV 2307189 2994076 16.88% 3.684%
17 23.474 3477 3483 3491 rVB2 1344279 2567627 14.48% 3.160%

Sum of corrected areas: 81265189
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BM032019\

- BM019273.D

- 20 Mar 2019 21:58

- JU/SJ

- K1964-01

: 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM031119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

TIC: BM019273.D

7.17
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10.42
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Abundance
1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

TIC: BM019273.D

12.90
15.79

17.04
14.29

19.69

17.94 19.23
- A

L

Time-->

Ol
12.00 1250 13.00 1350 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance
1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

0

A

TIC: BM019273.D

21.24
23.47

e

20.95

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.5

0 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM032019\
Data File : BM019273.D

Aca On : 20 Mar 2019 21:58

Operator : JU/SJ

Sample : K1964-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 unknown7.17 Concentration Rank 1

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

7.17 103.97 ng 6805480 1,4-Dichlorobenzene-d4 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 711 (7.169 min): BM019273.D (-704) (-) m/z 132.00 100.00%
132
5000 68 j\L
40 %6 6.80 7.00 7.20 7.40 7.60
54
0 L 207 281 m/z 68.10 49.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AL R AL I
6.80 7.00 7.20 7.40 7.60
31 51 m/z 134.00 33.08%
ok .,..|.."-,!.|!.,.!.-.|,....,....,.. e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132
6.80 7.00 7.20 7.40 7.60
5000 m/z 66.00 30.64%
0 .?ﬁ...ﬁ?”w.?ﬁn.,.%?ﬁ??..“.‘.,..”,........ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13679: 5-Fluoro-2-chloropyrimidine e
132 6.80 7.00 7.0 7.40 7.60

m/z 69.10 19.92%

5000
33 . 105
st |||

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 680 7.00 7.20 7.40 760

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM032019\
Data File : BM019273.D

Aca On : 20 Mar 2019 21:58

Operator : JU/SJ

Sample : K1964-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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.
17.94 4.52 ng 795940 Phenanthrene-d10 17.04
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 Tetradecanoic acid 228 C14H2802 000544-63-8 59
4 12-Bromododecanoic acid 278 C12H23Bro2 073367-80-3 50
5 n-Decanoic acid 172 C10H2002 000334-48-5 43
Abundance Scan 2542 (17.939 min): BM019273.D (-2537) (-) m/z 73.00 100.00%
43
5000
129
97 213 T[T T T T[T T T T[T T TT [ TTTT
157 185 l 3 256 355 17.|60 17.|80 18.'00 18.|20 '
0 bbb b L Ly 10232 8 m/z 59.95 69.54%
m/z--> 50 100 150 200 250 300 350
Abundance #92226: n-Hexadecanoic acid
/73
5000 A SRR SRR JUNR RN
17.60 17.80 18.00 18.20
o7 129 256 m/z 43.10 57.72%
o2 o | 157 185 2P o5 |
m/z--> 50 100" "150" "260" ' ééo" "360" "3éo
Abundance #83686: Pentadecanoic acid
43 73
17.60 17.80 18.00 18.20
5000 129 m/z 57.05 54 _43Y%
‘ 97 199 242
157
oL .‘. L“"I.I‘.IH.JJIJ ‘.UL.“. I‘\I‘I .P-8i¢). ‘i W '\I ——
m/z--> 50 100 150 200 250 300 350
Abundance #75070: Tetradecanoic acid L AR
3 73 17.60 17.80 18.00 18.20
m/z 55.10 53.88%
5000 129 \~N\A_ﬁwww¢—wvﬂ&\~*®ﬂnﬁw_~Vk/
97 228
RED I\.,‘,.H\,J.I N
m/z--> 50 100 150 200 250 300 350 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM032019\
Data File : BM019273.D

Aca On : 20 Mar 2019 21:58

Operator : JU/SJ

Sample : K1964-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM031119._.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.23 3.91 ng 584839 Chrysene-di12 21.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 Hexadecane, 1-chloro- 260 C16H33ClI 004860-03-1 35
Abundance Scan 2762 (19.233 min): BM019273.D (-2757) (-) m/z 73.00 100.00%
73
5000 ‘*,Mﬁwﬂhhﬁ~_J\wwh“ﬁwa,~vﬁa
"' 10,00 19.20 19.40 19.60
0 m/z 60.00 75.53%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
/8 73
5000 129 RN SUNRIRA SRR BN U
19.00 19.20 19.40 19.60
9 185 oa 284 m/z 43.10 71.52%
o 15 " .115.7| I I2].'3| I 265 \
m/z--> 50 100 1éo 260 250 360 3éo
Abundance #83683: Pentadecanoic acid
a8 73
"' 10,00 19.20 19.40 19.60
5000 m/z 57.10 60.66%
129 242
‘ 97 ‘ 171 199
0..‘. L I"’ I.“L.LILIMI‘I|\1|53||\|\|‘||2|2‘}|\ T
m/z--> 50 100 150 200 250 300 350
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester R B o e
ile] 19.00 19.20 19.40 19.60
m/z 55.10 58.38%
73
- T M_Lv/\\
129
97
185
o | 357 P 2 | o gy | e
m/z--> 50 100 150 200 250 300 350 19.00 19.20 19.40 19.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032019\
Data File : BM019273.D

Acq On : 20 Mar 2019 21:58

Operator : JU/SJ

Sample - K1964-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM031119_.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 .17 7.17 104.0 ng 6805480 1 7.63 1309180 20.0
n-Hexadecanoic acid 17.94 4.5 ng 795940 4 17.04 3518190 20.0
Octadecanoic acid 19.23 3.9 ng 584839 5 21.24 2994080 20.0
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