LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108125.D

Acq On : 13 Aug 2018 19:21

Operator : JU/SJ

Sample : J4442-41

Misc :

ALS Vial : 18 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_F\METHODS\8270-BF080818_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 3.643 220 222 229 rBvY 55631 96991 1.94% 0.226%
2 5.266 493 498 508 rVB 755371 989083 19.82% 2.306%
3 5.648 558 563 567 rBV 4566619 4782972 95.85% 11.153%
4 6.642 726 732 735 rBV 4842242 4989946 100.00% 11.635%
5 6.666 735 736 744 rVB 64804 56568 1.13% 0.132%
6 6.795 753 758 761 rBV 5333693 4877299 97.74% 11.373%
7 7.025 793 797 801 rVvB 1568595 1234430 24.74% 2.878%
8 7.183 819 824 827 rBV 4274724 3663757 73.42% 8.543%
9 7.583 887 892 895 rBV 3150945 3036374 60.85% 7.080%
10 8.307 1011 1015 1019 rBV 1757145 1422420 28.51% 3.317%

11 9.383 1193 1198 1201 rBV 5453477 4608965 92.37% 10.747%
12 9.460 1207 1211 1214 rBV3 53208 55670 1.12% 0.130%
13 9.772 1261 1264 1267 rBV 497679 385437 7.72% 0.899%
14 10.072 1309 1315 1319 rBV2 1536359 1409952 28.26% 3.288%
15 10.483 1382 1385 1388 rVB 65908 57891 1.16% 0.135%

16 10.707 1419 1423 1425 rVB 52280 52767 1.06% 0.123%
17 10.871 1446 1451 1454 rBV 2723390 2686199 53.83% 6.263%
18 10.971 1463 1468 1471 rVB 118399 148110 2.97% 0.345%
19 11.442 1545 1548 1551 rBV2 59030 59100 1.18% 0.138%
20 11.571 1566 1570 1574 rBV 1598040 1394620 27.95% 3.252%

21 13.165 1836 1841 1844 rBV 4656381 4343787 87.05% 10.129%
22 14.054 1989 1992 2004 rBV2 195668 397274 7.96% 0.926%

23 14.230 2019 2022 2026 rBV 1237510 1193578 23.92% 2.783%
24 15.806 2286 2290 2296 rVB 638170 943471 18.91% 2.200%

Sum of corrected areas: 42886661
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108125.D

Acq On : 13 Aug 2018 19:21

Operator : JUu/SJ

Sample : J4442-41

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818._M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF108125.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108125.D

Acq On : 13 Aug 2018 19:21

Operator : JU/SJ

Sample : J4442-41

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.27 16.02 ng 989083 1,4-Dichlorobenzene-d4 7.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 499 (5.272 min): BF108125.D (-493) (-) m/z 43.05 100.00%
43
59
5000
o | e 63 “|” 500 520 540 560
0”'P“'P”W'”ﬁh'W”LI””P'”P'”P”'P“'P”W'”W'”W”'W m/z 59.10 52.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 U U LA L IR
5.00 520 5.40 5.60
59 101 m/z 101.10 16-22%
0 273 | 51| 67 8 a
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
500 520 540 560
5000 M m/z 58.10 15.98%
68
0 I, 50| 126 14
LN N IR N LA SN AR RN RSN SARAN LRSS SARAN AR BUARE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3686: 1-Propen-2-ol, acetate R mE e o
43 5.00 520 5.40 5.60
m/z 41.05 8.14%
5000
58
B I ST R B 100
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108125.D

Acq On : 13 Aug 2018 19:21

Operator : JU/SJ

Sample : J4442-41

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2 unknown6.80 Concentration Rank 1

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

6.80 79.02 ng 4877300 1,4-Dichlorobenzene-d4 7.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
2 (5-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10
3 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
4 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 759 (6.801 min): BF108125.D (-753) (-) m/z 132.00 100.00%
5000 68
5 e
40 54 75 104 ‘ 6.40 6.60 6.80 7.00 7.20
o..,....,...:I'.'.‘.‘?,:!..?%.hl'.',..l:.,..5.‘?,..!.,.-:..,.1.1?.,....,"...,.. m/z 68.10  36.54%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 AR LA AR R
6.40 6.60 6.80 7.00 7.0
33 44 . g7 105 m/z 134.00 33.95%
o 51 €0 B 86 115
0 0 N T TR
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile
132
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 24 _38%
92
65
miz-> % 3 40 50 60 70 80 0 100 110 120 1% 140 A
Abundance #14396: 1,2,4-Trifluorobenzene LSS B L BN N
132 6.40 6.60 6.80 7.00 7.20
m/z 69.05 14 _.64%
5000 63 o1
31 88 101 112
0 ..,%f.ﬂ..ﬁﬁ...éfn.h,ﬂ.:i,7ﬁ.‘l..l,”..,h.:.ﬁn..,...w I S | S A N —
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108125.D

Acq On : 13 Aug 2018 19:21

Operator : JU/SJ

Sample : J4442-41

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.97 2.12 ng 148110 Phenanthrene-d10 11.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 90
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 80
3 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 68
4 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 64
5 Heptadecane, 7-methyl- 254 C18H38 020959-33-5 64

Abundance Scan 1468 (10.971 min): BF108125.D (-1463) (-) m/z 57.10 100.00%
g7
43 | 71
5000
85 o) Aol A
99113127 183 10.60 10.80 11.00 11.20
ol 111169 200 m/z 71.10 59.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57
43
5000 n AU PR RS B
10,60 10.80 11.00 11.20
29 85 o m/z 43.10 56.01%
o Ul ] 1}3127141155169183197211225239254
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57
1 NSRS BN B
43 10.60 10.80 11.00 11.20
5000 o m/z 85.10 25.56%
29
99 113127
o M Lo 141155169183197211225239253267282
m/z--> 20 40 60 ab 160 120 150 160 180 200 220 240 260 280
Abundance #19182: Octane, 3,5-dimethyl- T
57 10.60 10.80 11.00 11.20
43 m/z 41.10 23.92%
5000 &
29 85 99
AR I ok i S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108125.D

Acq On : 13 Aug 2018 19:21

Operator : JU/SJ

Sample : J4442-41

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Tricosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.05 6.66 ng 397274 Chrysene-di12 14.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tricosene 322 C23H46 018835-32-0 97
2 9-Tricosene, (2)- 322 C23H46 027519-02-4 96
3 Cyclotetracosane 336 C24H48 000297-03-0 94
4 3-Chloropropionic acid, heptadec... 346 C20H39CI102 1000283-05-1 90
5 Cycloeicosane 280 C20H40 000296-56-0 90
Abundance Scan 1991 (14.048 min): BF108125.D (-1989) (-) m/z 57.10 100.00%
57
5000
85

13.80 14.00 14.20 14.40

0 34 ”l ‘ L l 141 163 193 230 254 276 306326 355 378
T

L A e NS B A m/z 43.10 79.64%
m/z--> 50 100 150 200 250 300 350
Abundance #163016: 1-Tricosene
57 83
5000 LA L L L L L L LB
111 13. 80 14. OO 14. 20 14. 40
29 m/z 71.10 53.81%
139
o b AP a0 000 220 252 200 32
m/z--> 50 100 150 200 250 300 350
Abundance #163019: 9-Tricosene, (2)-
55
N R REEEamas
13.80 14.00 14.20 14.40
5000 m/z 55.10 52.86%

29

139 322
L lu A 187 195 222 260 204 |
s e 262 24 |

m/z--> 50 150 200 250 300 350
Abundance #174179: Cyclotetracosane R EEEE B
43 13.80 14.00 14.20 14.40

83 m/z 41.10 40.29%

5000
‘ 111

ﬂ I J |139 167 196 224 250 279 308 336

m/z--> 50 100 150 200 250 300 350 13. 80 14. OO 14. 20 14. 40

(Ve
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108125.D

Acq On : 13 Aug 2018 19:21

Operator : JU/SJ

Sample : J4442-41

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.27 16.0 ng 989083 1 7.02 1234430 20.0
unknown6 .80 6.80 79.0 ng 4877300 1 7.02 1234430 20.0
Pentadecane, 2,6,... 10.97 2.1 ng 148110 4 11.57 1394620 20.0
1-Tricosene 14.05 6.7 ng 397274 5 14.23 1193580 20.0

8270-BF080818.M Tue Aug 14 18:32:12 2018 Page: 7



