LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081518\

Data File : BF108179.D

Aca On : 15 Aug 2018 21:34 Instrument :

Operator : JU/SJ EﬁAfs el
- _ lentosampleld :

3?2?:'6 - J4460-01 RA-080918-FL-001

ALS Vial : 12 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-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 heiaht area % max. total
1 2.384 3 8 16 rVB 338474 475838 13.42% 1.468%
2 5.260 492 497 503 rBV 496452 583740 16.47% 1.801%
3 5.642 557 562 565 rBY 3245398 2991487 84.40% 9.230%
4 6.631 725 730 734 rBVY 3127690 3272464 92.32% 10.097%
5 6.784 752 756 759 rBY 3564344 3186390 89.89% 9.832%

7.013 791 795 799 rBV 1574157 1389047 39.19% 4._.286%
7.172 818 822 825 rBV 2917098 2444362 68.96% 7.542%
7.578 885 891 894 rBV 2099065 2055909 58.00% 6.343%
8.301 1009 1014 1017 rBV 2011760 1779228 50.20% 5.490%
9.372 1191 1196 1199 rBV 4179684 3544591 100.00% 10.937%

=
QO ~NO®

11 9.760 1257 1262 1267 rBV 302555 268085 7.56% 0.827%
12 10.060 1309 1313 1323 rBV 2142131 1960720 55.32% 6.050%
13 10.854 1443 1448 1454 rBV 1599546 1536361 43.34% 4._.740%
14 11.554 1563 1567 1571 rBV 1791257 1641651 46.31% 5.065%
15 13.142 1833 1837 1840 rBV 2743735 2292749 64.68% 7.074%

16 14.042 1985 1990 2001 rBvV4 88015 199267 5.62% 0.615%
17 14.207 2014 2018 2022 rBV 1334090 1303828 36.78% 4.023%

18 14.977 2146 2149 2152 rVB 43962 48115 1.36% 0.148%

19 15.342 2208 2211 2215 rVB 50798 55392 1.56% 0.171%

20 15.771 2278 2284 2292 rVB 942803 1315695 37.12% 4 .060%

21 16.236 2359 2363 2368 rBV2 42260 65082 1.84% 0.201%
Sum of corrected areas: 32410001
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081518\

Data File : BF108179.D

Aca On : 15 Aug 2018 21:34

Operator : JU/SJ

ﬁ?ggle i J4460-01 RA-080918-FL-001
ALS Vial :© 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEMI1\BNA F\METHODS\8270-BF080818.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF108179.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081518\

Data File : BF108179.D

Aca On : 15 Aug 2018 21:34

Operator : JU/SJ

ﬁ?ggle i J4460-01 RA-080918-FL-001
ALS Vial : 12 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

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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.38 6.85 ng 475838 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 7 (2.378 min): BF108179.D (-3) (-) 73.05 100.00%
74.0

o1
a1
o

=

— N

N

5000 43.0
87.0 Trrrrr Trrr|yrrrrrrrrr|rrr
| 2.40 250 2.60 2.70 2.80
bbb e e b e e e e || M/z 43.05 46520
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 LI L L L L L L LB B
43.0 2.40 250 2.60 2.70 2.80
550 87.0 m/z 55.05 31.48%
29.0 |
0.,”JH.HJHJ”,”.w.”.“:”,”.w.”.“.”,”.w.”.“.”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 R R
2.40 250 2.60 2.70 2.80
5000 410 55.0 m/z 87.05 24.96%
29.0
o ] sro 1120 a0
0.,....,....,....,....I S s e
m/z--> 20 40 50 60 70 8 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- e e R e
73.0 2.40 250 2.60 2.70 2.80
m/z 41.05 14 .95%
5000 43.0
58.0
29.0 8.0
N R S S N DM IR R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.40 250 2.60 2.70 2.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081518\

Data File : BF108179.D

Aca On : 15 Aug 2018 21:34

Operator : JU/SJ

ﬁ?ggle i J4460-01 RA-080918-FL-001
ALS Vial : 12 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

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

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

5.26 8.40 ng 583740 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 497 (5.260 min): BF108179.D (-492) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.1 U R A I IR
| | 83.0 | 5.00 5.20 5.40 5.60
ot e e e e e e m/z 59.10 53.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LRI I R UL UL
59.0 500 520 540 5.60
0
150 4, 1010 m/z 101.10 16.92%
: 83.0
0 1| N . .
R I AN RS UL AL I IR UL RIS SRR LRSS RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8344 3-Hexanol, 4-methyl-
54.0

5.00 520 5.40 5.60
5000 41.0 m/z 58.10 15.45%

29.
‘ 87.0
R L, N L —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester A ey n )
59.0 5.00 5.20 5.40 5.60
m/z 41.05 9.02%
5000 41.0
o T O =Y 1260 1420
R B o A B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF081518\

Data File : BF108179.D

Aca On : 15 Aug 2018 21:34

Operator : JU/SJ

ﬁ?ggle i J4460-01 RA-080918-FL-001
ALS Vial : 12 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

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 unknown6.78 Concentration Rank 1

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

6.78 45.88 ng 3186390 1,4-Dichlorobenzene-d4 7.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 755 (6.778 min): BF108179.D (-752) (-) m/z 131.95 100.00%
131.9
5000 68.0
400 544 ‘ %61 6.40 6.60 6.80 7.00 7.20
0 .,....,....'!'!...-,!.'..,:!.-.|,..7.5.‘,0....,..].,?1??.?....,...., b | m/z 68.05  48.31%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 A
6.40 6.60 6.80 7.00 7.20
33.0 44.0 0.0 105.0 m/z 134.00 31.66%
o | %00 "7 go0 ||, uso
JUNBIUNEEEE UL UL L IR N RS SRS BRASE SERRS SARE B
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile
132.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.05 31.63%
92.0
65.0
oL 270 390 510 | 7700 1059 117.0
O S 0 N L R N S A
Abundance #14395: 1,3,5-Trifluorobenzene R mma e R
132.0 6.40 6.60 6.80 7.00 7.20

m/z 69.10 19.28%

5000

63.0 81.0

31.0 50.0 10} .0 11% .0

Ofrprrrr et et b b e e e et e L R

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\BF081518\

Data File : BF108179.D

Aca On : 15 Aug 2018 21:34

Operator : JU/SJ

ﬁ?ggle i J4460-01 RA-080918-FL-001
ALS Vial : 12 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

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 Cyclopentadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.04 3.06 ng 199267 Chrysene-di12 14.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 98
2 Cvclotetradecane 196 C14H28 000295-17-0 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 95
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
5 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 94

Abundance Scan 1990 (14.042 min): BF108179.D (-1985) (-) m/z 43.10 100.00%

431 83.0

5000
139.1 167.1 194.1 249.0 302.0 13.80 14.00 14.20 14.40
Obrrrprrrfid m/z 57.05 99.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #69584: Cyclopentadecane
55.0
5000 LA B L L L L LB
13.80 14.00 14.20 14.40
m/z 83.05 91.78%
139.0 1820 2100
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #58281: Cyclotetradecane
53.0 83.0
T T

13.80 14.00 14.20 14.40
m/z 55.10 90.41%

5000
139.0 168.0
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131393: n-Nonadecanol-1 s B L R
43.0 83.0 13.80 14.00 14.20 14.40
m/z 97.05 71.96%
h JM
o 1&0& I 139.0 168.0 196.0  238.0 266.0
e AAanaase R B o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.80 14.00 14.20 14.40
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\SVOASRV\HPCHEM1I\BNA_F\DATA\BF081518\
BF108179.D

15

Aug 2018 21:34

Ju/sJ
J4460-01

12

Sample Multiplier: 1

RA-080918-FL-001

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

RT EstConc

Units Response

|--Internal Standard---|
| # RT Resp Conc]

Butane, 2-methoxy. .. 2.38 6
2-Pentanone, 4-hy... 5.26 8
unknown6.78 6.78 45
Cyclopentadecane 14.04 3

ng 475838
ng 583740
ng 3186390
ng 199267

8270-BF080818.M Thu Aug 16 11:07:00 2018

1 7.01 1389050 20.0
1 7.01 1389050 20.0
1 7.01 1389050 20.0
5 14.21 1303830 20.0
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