LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100218.D

Aca On : 5 Nov 2017 12:43 Instrument :

Operator : SJ/JU EﬁAfs el
- _ lentosampleld :

3?2?:'6 - 16267-07 P001-S004-0001-01

ALS Vial : 4 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-BF102317.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 4.993 490 494 514 rBV 154636 338032 12.71% 1.616%
2 5.393 559 562 597 rBVY 1627453 2214299 83.23% 10.586%
3 6.422 733 737 754 rBVY 1834029 2227909 83.74% 10.651%
4 6.540 754 757 769 rVB 2281235 2300419 86.47% 10.998%
5 6.763 792 795 808 rBV 574884 534471 20.09% 2.555%

6.916 818 821 841 rVB 1949159 1799693 67.65% 8.604%
7.340 889 893 914 rBV 1269927 1399844 52.62% 6.692%
8.045 1010 1013 1036 rBvV 767214 741621 27.88% 3.546%
9.116 1191 1195 1198 rBV 2957255 2660418 100.00% 12.719%
9.516 1261 1263 1274 rBV 70858 67614 2.54% 0.323%

=
QO ~NO®

11 9.792 1307 1310 1321 rBV 850026 800254 30.08% 3.826%
12 10.592 1442 1446 1459 rBV 1484955 1459847 54.87% 6.979%
13 11.286 1561 1564 1574 rVB 817164 757676 28.48% 3.622%
14 11.798 1648 1651 1655 rBV 160462 152428 5.73% 0.729%
15 12.580 1781 1784 1790 rBV2 44807 50651 1.90% 0.242%

16 12.869 1828 1833 1836 rBV 2245822 2064080 77.58% 9.868%
17 13.739 1978 1981 1988 rBV 122646 129553 4._.87% 0.619%
18 13.939 2012 2015 2023 rBV 519328 511740 19.24% 2.447%
19 15.398 2258 2263 2275 rBV2 355622 562796 21.15% 2.691%

20 15.804 2327 2332 2337 rBvVS8 21735 45376 1.71% 0.217%

21 16.504 2446 2451 2459 rBV10 21009 37703 1.42% 0.180%

22 16.762 2490 2495 2503 rVBS8 11902 28779 1.08% 0.138%

23 18.268 2746 2751 2762 rVBS8 11808 31587 1.19% 0.151%
Sum of corrected areas: 20916790
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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\BF110517\

BF100218.D

5 Nov 2017 12:43

SJ3/JU

16267-07 P001-S004-0001-01
4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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2500000

2000000

1500000

1000000

500000

TIC: BF100218.D

6.54

6.92
6.42

5.39

7.34

4.99

0
Time-->

T
5.00

T
5.50

T
6.00

Abundance

2500000

2000000

1500000

1000000

500000

0
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12.87
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2500000

2000000
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8.74

TIC: BF100218.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110517\
Data File : BF100218.D

Aca On : 5 Nov 2017 12:43

Operator : SJ/JU

Sample : 16267-07

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 3

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

4.99 12.65 ng 338032 1,4-Dichlorobenzene-d4 6.76
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 102 C6H140 000623-37-0 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 494 (4.993 min): BF100218.D (-490) (-) 43.00 100.00%
43.0
59.1
5000
101.1
| 830 | 4.60 4.80 5.00 5.20 5.40
O bt e e e e e e e m/z 59.10 62.21%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR SR RN SR
4.60 4.80 5.00 5.20 5.40
59.0 1010 m/z 101.10 23.31%
27.0
0"I”"I“"I'”'I'“'I'“qu"??q'I”"I'”'I'“'I'“'I"”I"“I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520 540
5000 310 430 73.0 m/z 58.10 16.82%
0 84.0 1010
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester SRR BRI
59.0 460 480 500 520 5.40

m/z 41.10 9.55%

5000 41.0 J\
0 Ll 173.0 1260 1420

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 500 520 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100218.D

Aca On : 5 Nov 2017 12:43

Operator : SJ/JU

ﬁ?ggle i 16267-07 P001-S004-0001-01
ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 unknown6.54 Concentration Rank 1

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

6.54 86.08 ng 2300420 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 10
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 757 (6.540 min): BF100218.D (-754) (-) m/z 132.00 100.00%
132.0
5000
68.0
96.0 PUSSRNEASEIENSREENAR
400 540 6.20 6.40 6.60 6.80
o....,....,:...,.:..,.:I.',..7.55,0....,..!.,.1??.?1.1.“?.1,...., | | m/z 68.05  34.36%
m/z--> 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 N
5000 USSR SRS SRR SRR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 31.88%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80
5000 67.0 m/z 66.00 20.20%
41.0 97.0
53.0
20.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 .
Abundance #14500: 1H-Indazole, 7-methyl- L LA LN L N N
132.0 6.20 6.40 6.60 6.80
m/z 96.00 13.52%
5000
200 770 104.0
0% "'l"'*‘;""lu' "??ﬂq'l' “lll'?Z'q" "|“'L'|%%§ 9|""| "" T SRR R
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110517\

Data File : BF100218.D

Aca On : 5 Nov 2017 12:43

Operator : SJ/JU

ﬁ?ggle i 16267-07 P001-S004-0001-01
ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 5
R.T. EstConc Area Relative to ISTD R.T.
11.80 4.02 ng 152428 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 80
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1651 (11.798 min): BF100218.D (-1648) (-) m/z 73.00 100.00%
73.0
43.0
5000 1291
97.1 213.2 ~—TTrrrrrrrJ£%qﬁﬁﬂ*4*T+*
157.1 1851 256.3 11.40 11.60 11.80 12.00 12.20
(o} m/z 60.00 78.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0 KM
5000 129.0 AR B SRR B B
83.0 11. 40 11. 60 11.80 12.00 12.20
Ji 1570 1geo 2130 260 | M/Z 43.05  72.42%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 11:40 11.60 11.80 12.00 12.20
m/ 57.05 65.91%
5000 1290 4 0
185.0 228.0
97.0
o 157.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 | 73.0 11.40 11.60 11.80 12.00 12.20
m/z 55.05 58.36%
5000 129.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00 12.20

8270-BF102317.M Mon Nov 06 12:29:04 2017 Page: 5



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110517\
Data File : BF100218.D

Aca On : 5 Nov 2017 12:43

Operator : SJ/JU

Sample : 16267-07

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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-Heneicosanol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.74 5.06 ng 129553 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 l1-Heptacosanol 396 C27H560 002004-39-9 95
3 n-Tetracosanol- 354 C24H500 000506-51-4 95
4 Behenic alcohol 326 C22H460 000661-19-8 95
5 n-Nonadecanol - 284 C19H400 001454-84-8 95

Abundance Scan 1981 (13.739 min): BF100218.D (-1978) (-) m/z 83.05 100.00%
55,0 83.0
5000 K,,,whﬂﬂw~wmmd
25.1 DA AR A AR
o ~.ﬁw4¢.m.. e || M/Z  97.10  98.81%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
Il T LMW
5000 R ARSI
13. 40 13.60 13 80 14.00
m/z 57.00 93.19%
ol 260) |, \‘ H ‘H‘ L 3? 9168 02100 26602050
m/z--> 50 200 2éo 300 3%0
Abundance
57.0 (97.0
13.40 13.60 13.80 14.00
5000 m/z 55.05 86.66%
139.0
0 27.0 168.0 209.0238.0 278.0308.0 348.0378.0
L L L L L L L DL L L L L UL
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1 T
57.0 (97.0 13.40 13.60 13.80 14.00
m/z 43.05 84 .40%
5000
L
o 200 LIk 4 44 1680 21002380 278.0308.0337.0 e
m/z--> 50 100 150 200 250 300 350 13. 40 13. 60 13 80 14. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA_ F\DATA\BF110517\

Data File : BF100218.D

Acq On : 5 Nov 2017 12:43

Operator : SJ/JU

ﬁ?ggle i 16267-07 P001-S004-0001-01
ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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... 4.99 12.7 ng 338032 1 6.76 534471 20.0
unknown6 .54 6.54 86.1 ng 2300420 1 6.76 534471 20.0
n-Hexadecanoic acid 11.80 4.0 ng 152428 4 11.29 757676 20.0
1-Heneicosanol 13.74 5.1 ng 129553 5 13.94 511740 20.0
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