LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030419\
Data File : BF112839.D

Aca On : 4 Mar 2019 22:01

Operator : JU/SJ

Sample : K1714-13

Misc :

ALS Vial : 27 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 F\METHODS\8270-BF022719.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 5.357 551 556 559 rBY 2998468 2906605 90.70% 10.009%
2 6.381 725 730 744 rBVY 3173782 3204705 100.00% 11.035%
3 6.516 748 753 756 rBY 3426334 3157921 98.54% 10.874%
4 6.745 789 792 796 rBVY 1119378 932631 29.10% 3.211%
5 6.904 815 819 822 rBVY 2802292 2369044 73.92% 8.158%

7.304 882 887 890 rBV 2049885 1845095 57.57% 6.354%
8.028 1006 1010 1029 rBV 1215229 1145816 35.75% 3.946%
9.104 1189 1193 1196 rBV 3694335 3196567 99.75% 11.007%
9.492 1256 1259 1266 rBV 200873 193244 6.03% 0.665%
9.775 1304 1307 1321 rVB 1138800 1168809 36.47% 4.025%

=
QO ~NO®

11 10.563 1437 1441 1455 rBV 2156614 2082826 64.99% 7.172%
12 10.663 1455 1458 1461 rBV 52267 54500 1.70% 0.188%
13 11.257 1555 1559 1566 rBV 1276854 1137136 35.48% 3.916%
14 11.792 1647 1650 1660 rBV2 161459 229978 7.18% 0.792%
15 12.074 1682 1698 1699 rBV6 51490 169514 5.29% 0.584%

16 12.357 1744 1746 1747 rBV2 62420 55735 1.74% 0.192%
17 12.839 1824 1828 1831 rVB 3359376 2909582 90.79% 10.019%
18 13.739 1978 1981 1992 rBV 261522 370014 11.55% 1.274%
19 13.886 2002 2006 2011 rVB 1000772 1003913 31.33% 3.457%
20 14.068 2034 2037 2047 rVB 108027 177239 5.53% 0.610%

21 14.368 2086 2088 2091 rBVZ2 88430 88771 2.77% 0.306%
22 15.298 2242 2246 2251 rVB 549596 640918 20.00% 2.207%

Sum of corrected areas: 29040563
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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\HPCHEMI\BNA F\DATA\BF030419\

BF112839.D

4 Mar 2019 22:01

JussJ

K1714-13

27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030419\
Data File : BF112839.D

Aca On : 4 Mar 2019 22:01

Operator : JU/SJ

Sample : K1714-13

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown6.52 Concentration Rank 1

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

6.52 67.72 ng 3157920 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 754 (6.522 min): BF112839.D (-748) (-) m/z 132.00 100.00%
32
5000
68
0 st |l g T g 6.20 6.40 6.60 6.80
S M1 PN/ S N~ RN || N m/z 134.00 34.55%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IBENRERERARSE SRRE LARRE
6.20 6.40 6.60 6.80
0
3 4 5 78 m/z 68.00 34.27%
W'”'l'”HJ'W'”'P'JI”'W'”'P'”I”'W'“'P'”I”'W“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
SENRASE RAASE VA RRARS
6.20 6.40 6.60 6.80
5000 67 m/z 66.00 21.97%
41 97
‘ 53 2 117
e B -‘---a‘--‘--‘iﬁ'ﬂ-‘-:‘.--‘-‘-‘.‘---E-‘?--‘--.FF'-S-.---‘-.1-2-‘-‘-.“---.--
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- B e EaAm
132 6.20 6.40 6.60 6.80
m/z 96.00 13.37%
117
5000
39 91
51 65
G A VA SO B 1 Y PO | SN
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030419\
Data File : BF112839.D

Aca On : 4 Mar 2019 22:01

Operator : JU/SJ

Sample : K1714-13

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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.
11.79 4.04 ng 229978 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Octadecanoic acid 284 C18H3602 000057-11-4 90
5 Tridecanoic acid 214 C13H2602 000638-53-9 87

Abundance Scan 1650 (11.792 min): BF112839.D (-1647) (-) m/z 73.00 100.00%

43 73

5000

o

11.40 11.60 11.80 12.00 12.20
m/z 43.00 91.30%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107549: n-Hexadecanoic acid

S

11.40 11.60 11.80 12.00 12.20
m/z 60.00 85.31%

5000

157 185213 256

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #95851: Pentadecanoic acid
43 |73
I o N R e
11.40 11.60 11.80 12.00 12.20
5000 129 m/z 57.00 76.34%
199
157 242
15
RN
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #84453: Tetradecanoic acid T R
73 11.40 11.60 11.80 12.00 12.20
43 m/z 55.00 66.99%
5000 129
J 185 228
1
m/z--> 0 50 100 150 200 250 300 350 400 450 500 11.40 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030419\
Data File : BF112839.D

Aca On : 4 Mar 2019 22:01

Operator : JU/SJ

Sample : K1714-13

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknownl12.07 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.07 2.98 ng 169514 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6-di-tert-Butvl-4-(dimethvlami... 263 C17H29NO 000088-27-7 22
2 2.3.6-Trifluorobenzvl alcohol. t... 234 C10H13F30Si 1000364-21-5 22
3 N*"=(2-Morpholino-5-nitrobenzvlid... 434 C23H22N405 339218-31-4 14
4 2-Hvdroxvpropionic acid. 3.3.3-t... 278 C12H13F304 1000304-21-7 14
5 4(3H)-Quinazolinone, 3-ethyl-6-n... 219 C10H9N303 1000337-88-0 11
Abundance Scan 1697 (12.069 min): BF112839.D (-1682) (-) m/z 57.00 100.00%

219
5000

L

147 530

Lﬁ31115 189 278 11.80 12.00 12.20 12.40
S S 8 Y m/z 43.00 66.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #113247: 2,6-di-tert-Butyl-4-(dimethylaminomethyl)phenol
219
5000 58 T B e o o
263 11.80 12.00 12.20 12.40
163 m/z 219.15  62.54%
2091 1 91919 7

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #88536: 2,3,6-Trifluorobenzy! alcohol, trimethylsilyl ether

\

11.80 12.00 12.20 12.40
m/z 55.00 43.75%

5000

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #223217: N'-(2-Morpholino-5-nitrobenzylidene)-2-(1-naphthy... e i o
2 11.80 12.00 12.20 12.40

m/z 147 .00 29.92%

|

5000

\

T I T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030419\
Data File : BF112839.D

Aca On : 4 Mar 2019 22:01

Operator : JU/SJ

Sample : K1714-13

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 5 3-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.74 7.37 ng 370014 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 96
2 5-Eicosene. (E)- 280 C20H40 074685-30-6 95
3 1-Heneicosanol 312 C21H440 015594-90-8 95
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
5 n-Tetracosanol-1 354 C24H500 000506-51-4 94

Abundance Scan 1981 (13.739 min): BF112839.D (-1978) (-) m/z 57.00 100.00%

87 83

¢

5000
3 139155 180196 222 248 280 301 327 1340 13.60 13.80 1400
S 301 m/z 43.00 95.45%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #127771: 3-Eicosene, (E)-
57
5000 LA L L L L B |

13.I40 13.I60 13.I8O 14.I00
m/z 55.00 90.23%

139 167 106 224 252 280

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #127769: 5-Eicosene, (E)-
55
s e
83 13.40 13.60 13.80 14.00
5000 m/z 83.00 88.62%
29
x‘x Il 139 167 196 223 252 280
ARaamaneassasay
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol e o A REREE R
55 83 13.40 13.60 13.80 14.00
m/z 69.00 78.56%
5000
29
I 167 196 222238 266 294
N iasaasansassanss s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00

8270-BF022719.M Tue Mar 05 16:18:42 2019 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030419\
Data File : BF112839.D

Aca On : 4 Mar 2019 22:01

Operator : JU/SJ

Sample : K1714-13

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 6 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .07 3.53 ng 177239 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Tetracosane 338 C24H50 000646-31-1 95
3 Tricosane 324 C23H48 000638-67-5 93
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 93
5 Pentacosane 352 C25H52 000629-99-2 91
Abundance Scan 2037 (14.068 min): BF112839.D (-2034) (-) m/z 57.00 100.00%
57
5000 85

13.80 14.00 14.20 14.40
m/z 71.00 74.75%

75 197216 240 272 296 324 351

m/z--> 50 100 150 200 250 300 350
Abundance #141424:; Heneicosane
57
5000 85 lllllllllllllllllll
13. 80 14. 00 14 20 14. 40
- 113 m/z 43.00 68.19%
oL 19 107 s e 2
e T T
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57
R N RAREEEE R R R
13.80 14.00 14.20 14.40
5000 o5 m/z 85.00 49.69%
29 113
‘ I LT l141 169 197 225 253 281 309 338
m/z--> 50 100 150 200 250 300 350
Abundance #164578: Tricosane AR EEEEEEEEE
57 13.80 14.00 14.20 14.40
m/z 55.00 25.73%
5000 85
113 324

4

m/z--> 50 100 150 200 250 300 350 13. 80 14. 00 14 20 14. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF030419\
Data File : BF112839.D

Acq On : 4 Mar 2019 22:01

Operator : JU/SJ

Sample : K1714-13

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .52 6.52 67.7 ng 3157920 1 6.75 932631 20.0
n-Hexadecanoic acid 11.79 4.0 ng 229978 4 11.26 1137140 20.0
unknownl12 .07 12.07 3.0 ng 169514 4 11.26 1137140 20.0
3-Eicosene, (E)- 13.74 7.4 ng 370014 5 13.89 1003910 20.0
Heneicosane 14.07 3.5 ng 177239 5 13.89 1003910 20.0
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