LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111417\
Data File : BF100540.D
Aca On : 14 Nov 2017 14:10 Instrument :
Operator : SJ/JU E?Afs el

- _ lentosampleld :
3?22'6 : 16364-04 5X N-P001-001-0001-02
ALS Vial : 5 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:\HPCHEM1I\BNA F\METHODS\8270-BF110817.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 5.092 508 511 516 rBV 84957 83489 8.38% 0.873%
2 5.487 575 578 582 rBV 601943 552501 55.45% 5.775%
3 6.498 746 750 756 rBV 711026 564935 56.70% 5.905%
4 6.645 771 775 779 rVB 726296 574266 57 .63% 6.003%
5 6.881 812 815 819 rBV 925005 756567 75.93% 7.908%
6 7.039 838 842 845 rBV 510922 458386 46.00% 4_.791%
7 7.439 906 910 913 rVB 440653 334417 33.56% 3.496%
8 7.516 920 923 928 rVB 12770 11522 1.16% 0.120%
9 8.163 1029 1033 1036 rBY 1170884 972200 97.57% 10.162%
10 8.716 1123 1127 1131 rBV 14312 12585 1.26% 0.132%
11 9.233 1212 1215 1219 rVB 826244 656805 65.92% 6.865%
12 9.351 1230 1235 1237 rVB2 52801 41750 4_.19% 0.436%
13 9.627 1279 1282 1286 rVB 28425 21434 2.15% 0.224%
14 9.763 1301 1305 1309 rBV3 12911 17162 1.72% 0.179%
15 9.822 1311 1315 1324 rVB7 12547 26489 2.66% 0.277%
16 9.922 1328 1332 1335 rBvV 1066781 996441 100.00% 10.416%
17 10.422 1414 1417 1421 rBvV 11800 11454 1.15% 0.120%
18 10.627 1449 1452 1454 rBvV 41321 32210 3.23% 0.337%
19 10.704 1461 1465 1468 rBvV 293397 257193 25.81% 2.688%
20 11.057 1521 1525 1531 rBV 34447 32557 3.27% 0.340%
21 11.357 1569 1576 1580 rBV4 15169 25041 2.51% 0.262%

22 11.404 1580 1584 1588 rBV 1033850 851789 85.48% 8.904%
23 11.916 1667 1671 1683 rBV 111773 140366 14.09% 1.467%
24 12.704 1801 1805 1817 rBV 175159 230247 23.11% 2.407%
25 12.986 1849 1853 1856 rBV 485183 449787 45.14% 4.702%

26 13.874 2001 2004 2010 rBV5 35132 45745 4_59% 0.478%
27 14.010 2025 2027 2029 rBV 16032 14078 1.41% 0.147%
28 14.039 2029 2032 2036 rVvVv 826121 720317 72.29% 7.529%
29 15.151 2218 2221 2227 rVB 61383 75531 7.58% 0.790%

30 15.515 2278 2283 2290 rBV 466484 599533 60.17% 6.267%

Sum of corrected areas: 9566797
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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

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111417\

BF100540.D

14 Nov 2017 14:10

SJ3/JU

16364-04 5X N-P001-001-0001-02
5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1000000

800000

600000

400000

200000

TIC: BF100540.D

6.88

6.50.65

5.49
7.04

5.09

L

0

Time-->

2.50

I
3.00

T
3.50

T
4.00

T
4.50

I
5.00 5.50

Abundance

1000000

800000

600000

400000

200000

TIC: BF100540.D

16
9.92 11.40

9.23

12.99

10.70
12.70
11.92

10.42% 1106 1,

2

0
Time-->

12.50 13.00

T
13.50

10.50 11.00

I
11.50 12.00

Abundance

1000000

800000

600000

400000

200000

13.84

TIC: BF100540.D

14.04

15.52

15.15

1

Time-->

14.00

18.50 19.00

17.00 17.50 18.00

14.50 15.00

15.50 16.00 16.50

8270-BF110817.

M Wed Nov 15 12:13:08 2017 Page: 2




Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111417\

Data File : BF100540.D

Aca On : 14 Nov 2017 14:10

Operator : SJ/JU

ﬁ?ggle i 16364-04 5X N-P001-001-0001-02
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.09 2.21 ng 83489 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 25

Abundance Scan 511 (5.092 min): BF100540.D (-508) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 AR A L LS I
| 83.0 | 480 5.00 520 5.40
o) Y X 1 SRR SHROY 2 PSS kSRS MRS m/z 59.10 52.63%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R A L S SRR

480 5.00 520 5.40
59.0 m/z 101.00 18.17%

101.0
0 20 | 510 | e #0g10 0
T B L B B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
T EAAma s
570 4.80 500 520 5.40
5000 m/z 58.00 14.74%
20.0 101.0
150 73.0 83.0
o! IR N1 S S LIV A SN E—
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime R R e
43.0 4.80 5.00 5.20 5.40
m/z 41.05 9.12%
5000
101.0
o 180 30 || %80 69,0 86.0
R R o o e e e e R maa
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111417\

Data File : BF100540.D

Aca On : 14 Nov 2017 14:10

Operator : SJ/JU

ﬁ?ggle i 16364-04 5X N-P001-001-0001-02
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.55 Concentration Rank 1

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

6.65 15.18 ng 574266 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1-Aminoindan 133 C9H11N 034698-41-4 9
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 776 (6.651 min): BF100540.D (-771) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0 PRSP AL SRR RA
400 540 6.40 6.60 6.80 7.00
Obrrrrrr i el L8O L 3060 Wl Tm/z 68.10  33.99%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 IR IS R R
6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.43%
0 W'”'m'M\J'WH”'P'JI“?ﬁq”'P'”I”'W'”'P'”I“"'
m/z--> 20 30 40 60 70 80 90 100 110 120 130 140
Abundance
132.0
" 640 6.60 6.80 7.00
5000 m/z 66.00 20.57%
116.0
28.0 39.0 51.0 65.0 77-0 91.0 104.0
O T T e T e e T e e
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine R B N R
132.0 6.40 6.60 6.80 7.00
m/z 96.00 13.00%
5000
33.0 44.0 0.0 105.0
0 ‘ 609 ‘ OO ‘ | 115.0 ]
m/z--> 20 30 40 5'0 60 70 8IO 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111417\

Data File : BF100540.D

Aca On : 14 Nov 2017 14:10

Operator : SJ/JU

ﬁ?ggle i 16364-04 5X N-P001-001-0001-02
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.92 3.30 ng 140366 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 Nonanoic acid 158 C9H1802 000112-05-0 43
Abundance Scan 1672 (11.921 min): BF100540.D (-1667) (-) m/z 60.00 100.00%
6d.0
5000 129.1
39 ,j“ 11.60 11.80 12.00 12.20
(o} m/z 73.00 97 .83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0

11.60 11.80 12.00 12.20

)
157.0 g5 2130 256.0 m/z 43.05 97.21%
0 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
a30 130
R AL AE mamas S S
11.60 11.80 12.00 12.20
5000 129.0 m/z 57.05 80.97%
171.0
97.0
5o 1520 214.0
o ECCESE'E LN 7L O AW, S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid B L o
43.0 73.0 11.60 11.80 12.00 12.20
m/z 55.00 77.53%
5000 129.0 W\JLM/W
oL2:2 Lﬂ
- IIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111417\

Data File : BF100540.D

Aca On : 14 Nov 2017 14:10

Operator : SJ/JU

ﬁ?ggle i 16364-04 5X N-P001-001-0001-02
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.70 5.41 ng 230247 Phenanthrene-d10 11.40
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 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Oxalic acid, isobutyl heptadecyl... 384 C23H4404 1000309-38-2 20
Abundance Scan 1804 (12.698 min): BF100540.D (-1801) (-) m/z 43.05 100.00%
43.0 73.0
129.1
971 1852 2412 II|'lll|llll|llll|llll
52.0 213.1 : 284.1 12.40 12.60 12.80 13.00
01 I m/z 73.00 88.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 | 73.0
5000 129.0 IR BN U
12.40 12.60 12.80 13.00
m/z 55.05 80.62%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 73.0
12.40 12,60 12.80 13.00
5000 129.0 m/z 57.00 74 .37%
970 199.0 242.0
157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid R EAE BaE RS
60.0 12.40 12.60 12.80 13.00
m/z 60.00 69.79%
5000
157.0 1g50 213.0 256.0
01 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 12%0 1280 13b0
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111417\

Data File : BF100540.D

Aca On : 14 Nov 2017 14:10

Operator : SJ/JU

ﬁ?ggle i 16364-04 5X N-P001-001-0001-02
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Pentadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.15 2.52 ng 75531 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 86
2 Dodecane. 2-methvl- 184 C13H28 001560-97-0 81
3 Tridecane. 7-propvl- 226 C16H34 055045-09-5 80
4 Tridecane. 6-propvl- 226 C16H34 055045-10-8 80
5 Tetratetracontane 619 C44H90 007098-22-8 68
Abundance Scan 2221 (15.151 min): BF100540.D (-2218) (-) m/z 57.00 100.00%
57.0
85.1
5000
13.1141.9 197.1 260.1 14.80 15.00 15.20 15.40
I ,-I. s 2221 2951 m/z 71.10 60.74%
m/z--> 0 50 100 150 200 250 300 350
Abundance #71396: Pentadecane
57.0
85.0
5000 U S UL B B B
Mmmmmmmm
29.0 m/z 85.10 54 _.86%
m/z--> 6 - "55' & ﬁoo" ’ ﬁéo" ' éoo" ' 550" "360" "350
Abundance
43.0
14,80 15.00 15.20 15.40
5000 710 m/z 43.10 51.57%
99.0 141.0
20 169.0
L s L WL WL WL WL
m/z--> 0 50 100 150 200 250 300 350
Abundance #83029: Tridecane, 7-propyl- R B .
43.0 14.80 15.00 15.20 15.40
m/z 55.00 19.33%
71.0
5000
| } 99.0 183.0
YIS 0 N P IS B e —— N —
m/z--> 0 50 100 150 200 250 300 350 14. 80 15. 00 15. 20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA_ F\DATA\BF111417\

Data File : BF100540.D

Acq On > 14 Nov 2017 14:10

Operator : SJ/JU

3?22'6 i 16364-04 5X N-P001-001-0001-02
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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]
2-Pentanone, 4-hy... 5.09 2.2 ng 83489 1 6.88 756567 20.0
unknown6 .55 6.65 15.2 ng 574266 1 6.88 756567 20.0
n-Hexadecanoic acid 11.92 3.3 ng 140366 4 11.40 851789 20.0
Octadecanoic acid 12.70 5.4 ng 230247 4 11.40 851789 20.0
Pentadecane 15.15 2.5 ng 75531 6 15.52 599533 20.0
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