LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\
Data File : BF098908.D

Aca On : 28 Sep 2017 15:03

Operator : SJ/JU

Sample = 15447-01

Misc :

ALS Vial : 11 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-BF092317.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 2.205 16 20 40 rVB 98564 192927 5.84% 0.645%
2 5.140 515 519 537 rVB 512746 678186 20.53% 2.266%
3 5.534 581 586 590 rBY 2975822 3213187 97.27% 10.736%
4 6.493 741 749 752 rBV 26129 36211 1.10% 0.121%
5 6.540 752 757 760 rBVY 2911057 3286424 99.48% 10.981%
6 6.687 777 782 785 rBVY 3383645 3301217 99.93% 11.030%
7 6.916 817 821 824 rBVY 1081161 891830 27.00% 2.980%
8 7.069 843 847 851 rBVY 2538285 2429706 73.55% 8.118%
9 7.475 911 916 919 rBVY 2045866 2114149 64.00% 7.064%
10 7.545 925 928 934 rVB 47936 41280 1.25% 0.138%

11 8.198 1035 1039 1042 rBV 1376585 1191194 36.06% 3.980%
12 9.269 1216 1221 1224 rBV 3646612 3303466 100.00% 11.038%

13 9.339 1230 1233 1236 rBV2 34950 35440 1.07% 0.118%
14 9.663 1284 1288 1291 rBV 680221 603030 18.25% 2.015%
15 9.869 1320 1323 1328 rVB 43855 46334 1.40% 0.155%
16 9.951 1333 1337 1341 rVB 1497732 1246259 37.73% 4.164%
17 10.375 1406 1409 1412 rVB 67500 59491 1.80% 0.199%
18 10.739 1467 1471 1474 rBV 1951032 1750732 53.00% 5.850%
19 10.845 1486 1489 1494 rBV 76284 79538 2.41% 0.266%
20 11.292 1562 1565 1567 rBV 46802 35033 1.06% 0.117%

21 11.439 1586 1590 1593 rBV 1267167 1053694 31.90% 3.521%
22 11.951 1672 1677 1683 rBV2 181658 189914 5.75% 0.635%

23 12.651 1792 1796 1799 rBV 81895 72502 2.19% 0.242%
24 12.739 1807 1811 1819 rBV 81304 101549 3.07% 0.339%
25 12.880 1830 1835 1837 rBV 73719 72024 2.18% 0.241%

26 13.022 1855 1859 1862 rBV 2467731 2186965 66.20% 7.307%
27 13.904 2006 2009 2013 rBV2 122496 122921 3.72% 0.411%
28 14.045 2030 2033 2035 rBvV 57623 52852 1.60% 0.177%
29 14.074 2035 2038 2042 rVvV 817531 771829 23.36% 2.579%
30 15.568 2287 2292 2301 rVB 555995 768933 23.28% 2.569%

Sum of corrected areas: 29928817
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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\BF092817\

BF098908.D

28 Sep 2017 15:03

SJ/Ju

15447-01

11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\
Data File : BF098908.D

Aca On : 28 Sep 2017 15:03

Operator : SJ/JU

Sample : 15447-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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.

2.20 4.33 ng 192927 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 25
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Borane. dimethoxv- 74 C2H7B02 004542-61-4 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 19 (2.199 min): BF098908.D (-16) (-) m/z 73.00 100.00%
73.0
5000
430 g5 870
‘ 2.20 2.30 2.40 2.50 2.60
Ol bl e Tm/z 43.00  34.21%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 LN AR VAR IR UL U
43.0 2.20 2.30 2.40 2.50 2.60
55- 87.0 m/z 55.05 28.91%
0 I ‘ ‘ ‘ ‘ !
'w"'w"'w"'w"'w'"w"'w"'w"'w"'w"'w
m/z--> 10 20 30 70 8 90 100
Abundance
73.0
2.20 2.30 2.40 2.50 2.60
5000 55.0 m/z 87.00 26.27%
43.0
o150 270 65.0 830 980
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance #4436: Pentane, 3-methoxy- AR B R
73.0 2.20 2.30 2.40 2.50 2.60
m/z 71.10 12.61%
5000
45.0
29.0
0 1. 3. ‘\ 55.0 | 101.0 4T1X+rqw4¥qurqurqﬁTTr
m/z--> 10 20 3'0 4'0 50 60 7'0 80 9 100 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\
Data File : BF098908.D

Aca On : 28 Sep 2017 15:03

Operator : SJ/JU

Sample : 15447-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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.

5.14 15.21 ng 678186 1,4-Dichlorobenzene-d4 6.92
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 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 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 519 (5.140 min): BF098908.D (-515) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.0 B SN SRR RN R
| 83.0 | 4.80 5.00 5.20 5.40
1 - MUY | SRt SN NS SN m/z 59.00 54.97%
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 B AR RN R
59.0 480 500 520 540
0
150 4, 1010 m/z 101.00 18.62%
: 83.0
0 Tl Ly . .
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
570 480 500 520 540
5000 m/z 58.00 15.12%
20.0 101.0
ol 20 73.0 85.0
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 R e R
59.0 480 5.00 5.20 5.40
m/z 41.10 8.71%
5000 41.0
o T O =Y 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\
Data File : BF098908.D

Aca On : 28 Sep 2017 15:03

Operator : SJ/JU

Sample : 15447-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknown6.69 Concentration Rank 1

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

6.69 74.03 ng 3301220 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 783 (6.693 min): BF098908.D (-777) (-) m/z 132.00 100.00%
132.0
5000
68.0
96.0 R U L R
400 54.0 J 6.40 6.60 6.80 7.00
o‘wklﬁf-?. | — m/z 134.00 34.40%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R U L R
6.40 6.60 6.80 7.00
310 5L0 m/z 68.00 29.30%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
640 660 6.80 7.00
5000 67.0 m/z 66.00 18.63%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propiony! R R R s
57.0 132.0 6.40 6.60 6.80 7.00
m/z 96.00 11.39%
74.0
5000 9go 1160
oL—— = II‘I\I\I\I ""Ml ||“| : |‘H“||‘|“| : I‘MI —— ?-5|80| —— |]|-8|9.|0| R e S R
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:\HPCHEM1\BNA F\DATA\BF092817\
Data File : BF098908.D

Aca On : 28 Sep 2017 15:03

Operator : SJ/JU

Sample : 15447-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 5
R.T. EstConc Area Relative to ISTD R.T.

11.95 3.60 ng 189914 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 1677 (11.951 min): BF098908.D (-1672) (-) m/z 73.00 100.00%

431  73.0

5000 129.0

r

97.0

1570 1851 2131 . 11.60 11.80 12.00 12.20

0 m/z 43.10 87 .83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

(o]
Q
o

5000 129.0 LI L B L B
11.60 11.80 12.00 12.20

83.0 -
157.0 g5 2130 256.0 m/z 60.00 83.23%
0 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 11.60 11.80 12.00 12.20
5000 129.0 m/z 57.05 78.25%
171.0
97.0 214.0
152.0
Ol e el el e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 W
Abundance #95851: Pentadecanoic acid N B e
43.0 73.0 11.60 11.80 12.00 12.20
m/z 41.05 70.44%
B 1 ‘#‘/\_/l——'k/‘
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

8270-BF092317.M Fri Sep 29 13:17:11 2017 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\
Data File : BF098908.D

Aca On : 28 Sep 2017 15:03

Operator : SJ/JU

Sample : 15447-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 6
R.T. EstConc Area Relative to ISTD R.T.
13.90 3.19 ng 122921 Chrysene-di12 14.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 91
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 1-Heneicosanol 312 C21H440 015594-90-8 87
4 Octacosanol 410 C28H580 000557-61-9 87
5 3-Chloropropionic acid, heptadec... 346 C20H39CI02 1000283-05-1 83
Abundance Scan 2008 (13.898 min): BF098908.D (-2006) (-) m/z 55.00 100.00%
550
83.0
5000
1781 w0 L. 12160 1280 14100 120
0! m/z 57.00 96.74%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #151538: 1-Docosene
55.0

3

5000 LIS L L L L L L L L LB
29.0 13.60 13.80 14.00 14.20
m/z 43.00 92.15%
Obrerpebeirs
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0 83.0
S
13.60 13.80 14.00 14.20
5000 111.0 m/z 83.05 76.84%
29.0 139.0

167.0 195.0222.0 250.0 280.0 308.0 336.0

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol e R o LA
13.60 13.80 14.00 14.20
m/z 97.10 62.51%
29.0
N 139.0 167.0 1960 238.0266.0294.0

T I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092817\
Data File : BF098908.D

Acq On : 28 Sep 2017 15:03

Operator : SJ/JU

Sample - 15447-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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]
Butane, 2-methoxy... 2.20 4.3 ng 192927 1 6.92 891830 20.0
2-Pentanone, 4-hy... 5.14 15.2 ng 678186 1 6.92 891830 20.0
unknown6 .69 6.69 74.0 ng 3301220 1 6.92 891830 20.0
n-Hexadecanoic acid 11.95 3.6 ng 189914 4 11.44 1053690 20.0
1-Docosene 13.90 3.2 ng 122921 5 14.07 771829 20.0
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