LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\

Data File : BF096163.D

Aca On - 23 Jun 2017 17:07 Instrument :
Operator : SJ/MA gmgigamlem'
a?zgle i 13749-02 TmCON$L301
ALS Vial : 8 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-BF060517.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

1.540 6 9 65 rvB 1386424 3097630 100.00% 16.874%
4.428 497 500 522 rBV2 76361 240361 7.76% 1.309%
rBv 560987 1448634 46.77% 7.891%
6.834 905 909 919 rBV 754681 1285337 41.49% 7.002%
6.916 919 923 942 rVB 1020235 1833478 59.19% 9.988%
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7.263 977 982 997 rBV 236809 365658 11.80% 1.992%
7.492 1017 1021 1038 rBV 852746 1244888 40.19% 6.781%
8.181 1134 1138 1166 rBV 519314 934651 30.17% 5.091%
9.292 1323 1327 1341 rBV 302998 504473 16.29% 2.748%
11.075 1624 1630 1655 rBV 1397343 1907249 61.57% 10.390%

=
QO ~NO®

11 11.774 1745 1749 1768 rBV 120777 186091 6.01% 1.014%
12 12.110 1802 1806 1813 rBV2 437472 586608 18.94% 3.196%
13 13.410 2022 2027 2043 rBvV 687571 1067825 34.47% 5.817%
14 13.739 2077 2083 2093 rBV3 23646 41588 1.34% 0.227%
15 14.510 2209 2214 2226 rVB2 387694 591465 19.09% 3.222%

16 15.539 2384 2389 2395 rBV 76444 103990 3.36% 0.566%
17 16.898 2615 2620 2631 rVB 1544673 1800470 58.12% 9.808%
18 18.151 2827 2833 2845 rBV 124340 188710 6.09% 1.028%
19 18.245 2845 2849 2866 rVB 379304 545836 17.62% 2.973%
20 19.921 3130 3134 3148 rBV2 240021 382233 12.34% 2.082%

Sum of corrected areas: 18357175
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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

Z:\HPCHEMI\BNA F\DATA\BF062317\

BF096163.D

23 Jun 2017 17:07

SJ/MA

13749-02

8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
1400000:>4
1200000
1000000
800000
600000

400000

200000

TIC: BF096163.D

6.92

7.49
6.83

5.15 8.18

4.43

0
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T T
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T T
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I
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I
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8.00 8.50
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1400000

1200000

1000000

800000

600000

400000

200000

0

9.29

TIC: BF096163.D
11.07

13.41

1211 14.51

1177 15.54
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Time-->
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9.50 10.00
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Abundance
16
1400000
1200000
1000000

800000

600000

400000

200000

TIC: BF096163.D

90

18.24
19.92
18.

0
Time-->

17.00

23.00 23.50 24.00

21.50 22.00 22.50

20.00 20.50 21.00

17.50

18.00 1850 19.00  19.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096163.D

Aca On : 23 Jun 2017 17:07

Operator : SJ/MA

Sample : 13749-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 4

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

4.43 13.15 ng 240361 1,4-Dichlorobenzene-d4 7.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 500 (4.428 min): BF096163.D (-497) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 T R
| 83.0 | 400 420 440 460 4.80
o} ) AN m/z 59.10 61.08%
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
59.0 4.00 4.20 4.40 4.60 4.80
0
150 4, 1010 m/z 101.00 21.95%
0'”IJ”P'“ﬂ'”ﬂ“'P”h'”W”'anl”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
400 4.20 440 460 4.80
5000 m/z 58.00 13.30%
101.0
oL 150 310 58.0 690  86.0
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 S e L
59.0 400 420 440 460 4.80

m/z 41.10 10.20%

5000 41.0 ]\N
L [73.0 126.0 1420

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 400 4.20 440 4.60 4.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096163.D

Aca On : 23 Jun 2017 17:07

Operator : SJ/MA

Sample : 13749-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 unknown6.92 Concentration Rank 2

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

6.92 100.28 ng 1833480 1,4-Dichlorobenzene-d4 7.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 10
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 924 (6.922 min): BF096163.D (-919) (-) m/z 132.00 100.00%
132.0
5000
68.0
96.1 PESSRNESARRARARRARALE
401 540 6.60 6.80 7.00 7.20
o....,...::n:...,.:..,.:l-.',..7.55,1....,..!.,.1??.?....,...., b m/z 68.05 35.18%
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
5000
6.60 6.80 7.00 7.20
210 510 m/z 134.00 31.76%
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
6.60 6.80 7.00 7.0
5000 67.0 m/z 66.00 21.14%
41.0 97.0
53.0
79.0 117.0
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-methy!l- e L s
132.0 6.60 6.80 7.00 7.20
m/z 96.10 13.34%
5000
770 104.0
0 3%.0 \M 63\'0 . 87.0 1l 115.0
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.0

8270-BF060517.M Wed Jun 28 18:20:13 2017 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096163.D

Aca On : 23 Jun 2017 17:07

Operator : SJ/MA

Sample : 13749-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.54 3.52 ng 103990 Phenanthrene-d10 14.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 20
Abundance Scan 2389 (15.539 min): BF096163.D (-2384) (-) m/z 73.10 100.00%
431 | 731
5000 129.1
15.20 15.40 15.60 15.80
Orrrr e m/z 43.10 97 .94%
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
83.0 15.20 15.40 15.60 15.80
‘ 1570 1geo 2130 2560 | M/Z 60.00  93.60%
A
o m .‘l‘k‘.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 | 73.0
15.20 15.40 15.60 15.80
5000 129.0 m/z 57.10 77.74%
97.0 199.0
1570 242.0
ob220 A Ml Ul g L TR0 L 2230 L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid
73.0 15.20 15.40 15.60 15.80
m/z 55.10 76.68%
43.0
5000
129.0
‘ 710 2140
ol 18?\,\”“””,”\ H“ h‘\ HM A l4|9|9”‘” T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096163.D

Aca On : 23 Jun 2017 17:07

Operator : SJ/MA

Sample : 13749-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.15 6.91 ng 188710 Chrysene-di12 18.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
3 n-Heptadecanol-1 256 C17H360 001454-85-9 90
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 87
5 3-Chloropropionic acid, heptadec... 346 C20H39CI02 1000283-05-1 87

Abundance Scan 2833 (18.151 min): BF096163.D (-2827) (-) m/z 83.10 100.00%

57.1 83.1

5000

17.80 18.00 18.20 18.40
m/z 57.10 97.06%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #155046: 1-Heneicosanol
55,0 83.0

5000 111.0
17.80 18.00 18.20 18.40

m/z 55.10 94 .45%

29.0 139.0

167.0 196.0 238.0 266.0 294.0

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
83.0
17.80 18.00 18.20 18.40
5000 m/z 43.05 89.68%
29.0 111.0
o 139.0 167.0 196.0 224.0 252.0 280.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107662: n-Heptadecanol-1 T T e
55.0 83.0 17.80 18.00 18.20 18.40
m/z 97.10 89.59%
5000 111.0

29.0
139.0 168.0  210.0 238.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.80 18.00 18.20 18.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062317\
Data File : BF096163.D

Acq On : 23 Jun 2017 17:07

Operator : SJ/MA

Sample : 13749-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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... 4.43 13.2 ng 240361 1 7.26 365658 20.0
unknown6 .92 6.92 100.3 ng 1833480 1 7.26 365658 20.0
n-Hexadecanoic acid 15.54 3.5 ng 103990 4 14.51 591465 20.0
1-Heneicosanol 18.15 6.9 ng 188710 5 18.24 545836 20.0
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