LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF122018\
Data File : BF111645.D
Aca On - 20 Dec 2018 18:15 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J6353-06 P001-SS003-0002-01
ALS Vial : 6 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-BF121918.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 2.222 20 23 30 rvB 65407 91687 2.50% 0.294%
2 5.116 509 515 522 rVB 174836 207865 5.67% 0.666%
3 5.522 579 584 587 rBVY 3471158 3157389 86.06% 10.115%
4 6.522 748 754 760 rBY 3520204 3668909 100.00% 11.754%
5 6.663 774 778 782 rBVY 3480420 3319876 90.49% 10.636%
6 6.898 814 818 821 rBVY 1379640 1230312 33.53% 3.942%
7 7.051 840 844 848 rVB 2446128 1997838 54.45% 6.400%
8 7.451 907 912 915 rBVY 2264304 2002967 54.59% 6.417%
9 8.175 1031 1035 1039 rBvV 1788997 1564628 42.65% 5.013%
10 9.251 1213 1218 1221 rBV 2867992 2317093 63.15% 7.423%

11 9.639 1280 1284 1287 rBV 399614 292775 7.98% 0.938%
12 9.933 1328 1334 1337 rBV 1884903 1712477 46.68% 5.486%

13 10.339 1398 1403 1406 rBV2 26033 44121 1.20% 0.141%
14 10.716 1462 1467 1470 rBV 2098526 1939933 52.87% 6.215%
15 11.274 1559 1562 1566 rBV3 59373 58746 1.60% 0.188%

16 11.410 1582 1585 1589 rBV 1594428 1482095 40.40% 4.748%
17 11.810 1650 1653 1657 rBV 112484 91289 2.49% 0.292%
18 11.939 1671 1675 1679 rBV 449992 403072 10.99% 1.291%
19 12.721 1805 1808 1816 rBV 228082 242931 6.62% 0.778%
20 12.868 1830 1833 1836 rBV 122465 110325 3.01% 0.353%

21 12.992 1850 1854 1858 rBV 2126212 1853057 50.51% 5.937%
22 13.468 1933 1935 1937 rBV 77582 56650 1.54% 0.181%
23 13.892 2003 2007 2013 rBV 479028 495403 13.50% 1.587%
24 14.045 2028 2033 2037 rBV 1434469 1475697 40.22% 4.728%
25 15.527 2280 2285 2290 rVB 1020663 1280288 34.90% 4.102%

26 16.062 2373 2376 2384 rBV5 60280 116762 3.18% 0.374%

Sum of corrected areas: 31214185
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF122018\

Data File : BF111645.D

Aca On - 20 Dec 2018 18:15

Operator : JU/SJ

ﬁ?ggle i J6353-06 P001-55003-0002-01
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF111645.D
3500000 5|52 6/55)66

3000000
2500000 7.05

7.45
2000000
1500000 6.90

1000000

500000

2.22 5.12

T e e T T e T e T L S

I
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF111645.D
3500000

3000000 9.25

2500000 12.99

10.72

2000000 8.17 9.93

11.41

1500000

1000000

500000 9.64

0 ] 10.34
T

I
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BF111645.D
3500000

3000000

2500000

2000000

14.04

1500000
1000000

500000 16.06
N

7

R I T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF122018\

Data File : BF111645.D

Aca On - 20 Dec 2018 18:15

Operator : JU/SJ

ﬁ?ggle i J6353-06 P001-55003-0002-01
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 5

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

5.12 3.38 ng 207865 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 32
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
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 516 (5.122 min): BF111645.D (-509) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 SRR AL RS AR )
| 83.0 | 4.80 500 5.20 5.40
o 1Mt N m/z 59.10 54.76%
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 SRS LR LR
4.80 500 5.20 5.40
59.0 m/z 101.10 18.85%
27.0 700 83.0 101.0
Ot e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester
43.0
480 500 520 540
5000 57.0 m/z 58.10 15.49%
29.0
‘ 101.0
O'W'”Mﬁ"hl”'P“”I”'W'Z%R'”I'“'”'“I”'W'“'P'”I”'W
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e e EAR e
59.0 4.80 500 5.20 5.40
m/z 41.05 8.47%
5000 41.0
0 A A =X 1260 1420
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF122018\

Data File : BF111645.D

Aca On - 20 Dec 2018 18:15

Operator : JU/SJ

ﬁ?ggle i J6353-06 P001-55003-0002-01
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 unknown6.66 Concentration Rank 1

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

6.66 53.97 ng 3319880 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
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 778 (6.663 min): BF111645.D (-774) (-) m/z 132.00 100.00%
132.0
5000 68.1
01 540 9%.1 J "ok k0 6h0 700
0 S0 TR .2 | m/z 68.10 44._28%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 IR RS RS R R
6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.60%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
" 640 6.60 680 7.00
5000 m/z 66.10 28.93%
0 "'M .-?ﬁp-lw7%?-ﬁ8§9--u J“" [rr T T
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl B
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 18.45%
74.0
5000 98.0 116.0
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R AR REEEE
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF122018\

Data File : BF111645.D

Aca On - 20 Dec 2018 18:15

Operator : JU/SJ

ﬁ?ggle i J6353-06 P001-55003-0002-01
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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.
11.94 5.44 ng 403072 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 60
Abundance Scan 1675 (11.939 min): BF111645.D (-1671) (-) m/z 43.10 100.00%
431 730
5000
129.1
97.1 213.2 TfrTTTTT T T T T T T T
157.1 185.2 256.2 11.60 11.80 12.00 12.20
| S— 1 m/z 73.05 90.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0 L R AR DU

11. 60 11. 80 12. OO 12. 20

83.0
‘J‘“ 1570 1gso 2130 260 | M/Z 59.95  86.56%
0 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid ﬂ\
43.0 |, 73.0
11. 60 11. 80 12. 00 12|20 I
5000 129.0 m/z 41.10 85.72%
oltsoll 1yl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid AR R EEme B
73.0 11.60 11.80 12.00 12.20
m/z 57.05 78.35%
43.0
5000
129.0
‘ 710 2140
ol 18?\,\”,””,”\ ‘ h‘\ HM o l429”‘” T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF122018\

Data File : BF111645.D

Aca On - 20 Dec 2018 18:15

Operator : JU/SJ

ﬁ?ggle i J6353-06 P001-55003-0002-01
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 6
R.T. EstConc Area Relative to ISTD R.T.
12.72 3.28 ng 242931 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 83
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 74

Abundance Scan 1808 (12.721 min): BF111645.D (-1805) (-) m/z 43.10 100.00%

431 139

5000

5

12.40 12.60 12.80 13.00
m/z 73.00 83.27%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131261: Octadecanoic acid
73.0

:

12.I4O 12!60 12.I80 13.IOO
m/z 60.00 77.61%

5000

241.0

284.0

207.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107548: n-Hexadecanoic acid
43.0 73.0

B

12.40 12.60 12.80 13.00
5000 256.0 m/z 41.10 73.85%

213.0
157.0 185.0

]

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95855: Pentadecanoic acid AR e R RR
43.0 730 12.40 12.60 12.80 13.00
m/z 57.10 73.77%
5000 129.0

242.0

r

o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

T T I T
12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF122018\

Data File : BF111645.D

Aca On - 20 Dec 2018 18:15

Operator : JU/SJ

ﬁ?ggle i J6353-06 P001-55003-0002-01
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 1-Docosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.89 6.71 ng 495403 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 96
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Behenic alcohol 326 C22H460 000661-19-8 95
4 Cvclotetracosane 336 C24H48 000297-03-0 93
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
Abundance Scan 2007 (13.892 min): BF111645.D (-2003) (-) m/z 43.10 100.00%
B s
5000 1111
SRR SR SR B
139.2 167 1 13.60 13.80 14.00 14.20
N — A l dpinl .204.2.2?4.2, 21213021 3412 77 B5 10 99.55%
m/z--> 50 150 250 300
Abundance #151538: 1- Docosene
549.0
97.0
5000 L UL BRI UL B
29.0 Bmwmmmmmo
195.0 m/z 57.10 90.37%
0 N . | 153.0181.0 308.0
m/z--> 55 160 1éo 260 2%0 360 '
Abundance #155046: 1-Heneicosanol
5.0 83.0
' 13.60 13.80 14.00 14.20
5000 111.0 m/z 83.10 79.51%
0 | | 39016701060 238026602040
m/z--> 160 1éo 260 2%0 360 '
Abundance #166292: Behenic alcohol AR EEREE L
55,0 83.0 13.60 13.80 14.00 14.20
m/z 69.10 75.94Y%
5000 111.0 “th#“’“d~“ﬂﬁvﬂNMVWNWVMMVMWWA
29.0
ol ‘ M\ Iy ‘Pf0167019602240252028003080
m/z--> 5'0 1(')0 150 200 250 3(')0 ' 13. 60 13. 80 14. 00 14 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF122018\

Data File : BF111645.D

Acq On : 20 Dec 2018 18:15

Operator : JU/SJ

3?22'6 i J6353-06 P001-SS003-0002-01
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918_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... 5.12 3.4 ng 207865 1 6.90 1230310 20.0
unknown6 .66 6.66 54_.0 ng 3319880 1 6.90 1230310 20.0
n-Hexadecanoic acid 11.94 5.4 ng 403072 4 11.41 1482100 20.0
Octadecanoic acid 12.72 3.3 ng 242931 4 11.41 1482100 20.0
1-Docosene 13.89 6.7 ng 495403 5 14.04 1475700 20.0
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