LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101817\

Data File : BF099626.D

Aca On : 18 Oct 2017 19:23

Operator : SJ/JU

Sample - 15836-06 B S
Misc : S
ALS Vial : 9 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

Title

Signal

peak R.T.

# min

1 5.057
2 5.457
3 6.475
4 6.598
5 6.828
6 6.981
7 7.392
8 8.104
9 8.663
10 9.180
11 9.575
12 9.863
13 10.574
14 10.651
15 11.351
16 11.863
17 12.927
18 13.810
19 13.992
20 14.721
21 15.451
22 15.856
23 16.351
24 16.927
25 17.609
26 19.392

> Z:\HPCHEM1I\BNA F\METHODS\8270-BF092317 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

first
scan

TIC

PK peak
TY heiaht
rBv 253622
rBV 1900515
rBY 1890324
rBv 2155117
rBv 753598
rBY 1896564
rBV 1379329
rBv 964249
rBB 57053
rBV 2627712
rBv 540199
rBV 1092563
rBv 174198
rBV 1295091
rBv 946356
rBv4 28823
rBV 1775635
rBv 78475
rBv 595039
rBv2 70773
rBv 450152
rBv 23732
rBv3 21687
rvB3 17040
rvBi10 20125
rvB10 8613
of corrected

8270-BF092317.M Thu Oct 19 20:24:42 2017

corr.
area
366538
2044933
2154211
2127937
634334

1705422
1306759
886301
46505
2360300

404160
961980
146191
1239180
867463

31923
1612978
105501
569506
86114

588451
32202
33967
35877

556377

26805

areas:

corr.
% max.
15.53%
86.64%
91.27%
90.16%
26.88%

72.25%
55.36%
37 .55%

1.97%
100.00%

17.12%
40.76%
6.19%
52 .50%
36.75%

1.35%
68 .34%
4_.47%
24 _.13%
3.65%

24 _.93%
1.36%
1.44%
1.52%

2.35%

1.14%

20430915

% of

total

1.794%
10.009%
10.544%
10.415%
3.105%

8.347%
6.396%
4 _.338%
0.228%
11.553%

1.978%
4._.708%
0.716%
6.065%
4.246%

0.156%
7.895%
0.516%
2.787%
0.421%

2.880%
0.158%
0.166%
0.176%

0.271%

0.131%
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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\BF101817\

BF099626.D

18 Oct 2017 19:23

SJ/Ju

15836-06

9 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BF099626.D

5.46

5.06

6.60

6.47

6.98

7.39

6.83

0
Time-->

5.00

5.50

Abundance
2500000

2000000

1500000

1000000

500000

8.10

TIC: BF099626.D

10.65

9.86
11.35

9.57

10.5

11.86

12.93

Or——
Time-->

9.50 10.00 10.50 11.00 11.50

12.00

12.50 13.00

13.50

Abundance
2500000

2000000

1500000

1000000

500000

13.81

TIC: BF099626.D

13.99

15.45

15.86 16.35 16.93

14.72
" 17.61

19.3¢€

Time-->

14.00

17.50

16.50 17.00

15.50 16.00

14.50 15.00

18.00

18.50 19.00

8270-BF092317.
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101817\
Data File : BF099626.D

Aca On : 18 Oct 2017 19:23

Operator : SJ/JU

Sample : 15836-06

Misc :

ALS Vial : 9 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.06 11.56 ng 366538 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 50
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 505 (5.057 min): BF099626.D (-501) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1
| | 83.0 480 5.00 5.20 5.40
A B A Laaas Ba s S m/z 59.00 60.92%
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 U L R R I
480 5.00 5.20 5.40
59.0 1010 m/z 101.10 21.71%
"I'???"“I'“'I'”'I'”qu"?ﬁq'l“"l'“'I'”'I'”'I"”I"”I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 5.00 520 540
5000 m/z 58.00 16 .54%
41.0
73.0 86.0
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R L mas B
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.51%
5000 41.0
"|""l"'jlj"'|"l'i'"'??'9'|""|""|""|"" +?§'?"'4??'Q'I UL RN RN LN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101817\
Data File : BF099626.D

Aca On : 18 Oct 2017 19:23

Operator : SJ/JU

Sample : 15836-06

Misc :

ALS Vial : 9 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 unknown6.60 Concentration Rank 1

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

6.60 67.09 ng 2127940 1,4-Dichlorobenzene-d4 6.83
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 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1-Aminoindan 133 C9H11N 034698-41-4 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 767 (6.598 min): BF099626.D (-763) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 USRS SR SRR
401 540 6.20 6.40 6.60 6.80 7.00
..,....,....,....,....,.:..,.:I-.'...l..,?‘?.?,..!.,.’rﬂ?,"....,....,'...,.. m/z 68.10 36.55%
m/z--> 10 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 .
5000 A I AR A
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 31.74%
| P H | \‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 22.29%
41.0 97.0
53.0
79.0 117.0

wwmmwwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14491: 5-Aminoindole e e
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14 .34%
5000
104.0
66.0
140 27.0 390 510 7 710 g95 | 1150 |

N S W -1 S M2 B . S| S |

mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101817\
Data File : BF099626.D

Aca On : 18 Oct 2017 19:23

Operator : SJ/JU

Sample : 15836-06

Misc :

ALS Vial : 9 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 4 Benzophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.57 3.04 ng 146191 Acenaphthene-d10 9.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 2-(2-0x0-2-phenvl-ethvl)-malonon... 184 C11H8N20 1000296-76-9 47
3 Phenvl 4-pvridvl ketone 183 C12H9NO 014548-46-0 47
4 Benzenebutanoic acid. .gamma.-oxo- 178 C10H1003 002051-95-8 43
5 Benzofurazan-5-carbohydrazide, N... 282 C14H10N403 1000272-94-4 43
Abundance Scan 1442 (10.569 min): BF099626.D (-1439) (-) m/z 104.95 100.00%
105.0
77.0
5000 1821
oi° 10120 1040 10,60 10.80
152.0 : : : :
910 1300 165.0 m/z 77.00 56.90%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #47246: Benzophenone
105.0
77.0 182.0
5000 USRI UL AR B
10,20 10.40 10.60 10.80
51.0 m/z 182.10 38.99%
64.0 . 910 | 126.0139.0152.01650 |,
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 1éo 160 170 180 190
Abundance
105.0
77.0 10.20 10.40 10.60 10.80
5000 m/z 51.00 20.57%
51.0
38.0 64.0 91.0 118.0 134.0 154.0 184.0
Wmmﬂmmmmwm
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #47990: Phen I4pyr|dy|ketone .l....l...ulu"...l....l.
105.0 10.20 10.40 10.60 10.80
m/z 106.00 8.48%
270 183.0
5000 51.0
| 127.0 154.0 |
m/z--> 30 40 50 60 70 8|O 90 100 110 120 130 140 150 160 170 180 190 1020 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101817\
Data File : BF099626.D

Aca On : 18 Oct 2017 19:23

Operator : SJ/JU

Sample : 15836-06

Misc :

ALS Vial : 9 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-Tetracosanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.81 3.71 ng 105501 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 n-Nonadecanol-1 284 C19H400 001454-84-8 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
5 Behenic alcohol 326 C22H460 000661-19-8 91
Abundance Scan 1993 (13.810 min): BF099626.D (-1989) (-) m/z 55.00 100.00%
58/0 83.1
uE Jﬁ“
5000
139.1 1340 13.60 13.80 14.00 14.20
m/z 57.00 98.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57.0 83.0
5000 111.0 LRI BN DAL SUNRL B
13.40 13.60 13.80 14.00 14.20
20,0 m/z 83.10 96.56%
Ll 139.0 167.0 195.0222.0 250.0 280.0308.0336.0
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55.0 83.0
13.40 13.60 13.80 14.00 14.20
5000 111.0 m/z 43.05 90.43%
29.0
1390 168.0106.0 238.0266.0
mmmmmﬁmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol e e e
55,0 83.0 13.40 13.60 13.80 14.00 14.20
m/z 69.00 88.21%
- A’\'\,‘L\A/
29.0
Ll ‘ ‘ 1390167.0 106.0  238.0 266.0294.0
m/z--> 25&eomlmnmmmmmmmmmmmmmmwmm ﬁmnhuﬁmﬁmm%
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101817\
Data File : BF099626.D

Aca On : 18 Oct 2017 19:23

Operator : SJ/JU

Sample : 15836-06

Misc :

ALS Vial : 9 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 9-Octadecenamide, (Z)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.72 3.02 ng 86114 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 96
2 Tetradecanamide 227 C14H29NO 000638-58-4 64
3 Hexadecanamide 255 C16H33NO 000629-54-9 59
4 Dodecanamide 199 C12H25N0 001120-16-7 50
5 d-Glucosamine 179 C6H13NO5 000090-77-7 47
Abundance Scan 2148 (14.721 min): BF099626.D (-2145) (-) m/z 59.00 100.00%
59.0
5000
1541 1890 2810 14.40 14.60 14.80 15.00
' m/z 72.00 71.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59.0
5000 R BRI B UL SR
14.40 14.60 14.80 15.00
29.0 m/z 55.05 48 _.05%
' 126.0
154.0 184.0 210.0 238.0 281.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59.0
14.40 14.60 14.80 1500
5000 m/z 41.00 32_.47%
29.0 97.0 1280 15, 184.0 227.0
wmﬁwmﬁwwwmfwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106565: Hexadecanamide A e R Ra
59.0 14.40 14.60 14.80 15.00
m/z 43.00 27 .97%
5000
290 | ) | 860 1140 1490 1700 2120 255.0
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 2éo 280 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101817\
Data File : BF099626.D

Acq On : 18 Oct 2017 19:23

Operator : SJ/JU

Sample - 15836-06

Misc :

ALS Vial : 9 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]
2-Pentanone, 4-hy... 5.06 11.6 ng 366538 1 6.83 634334 20.0
unknown6 .60 6.60 67.1 ng 2127940 1 6.83 634334 20.0
Benzophenone 10.57 3.0 ng 146191 3 9.86 961980 20.0
n-Tetracosanol-1 13.81 3.7 ng 105501 5 13.99 569506 20.0
9-Octadecenamide, ... 14.72 3.0 ng 86114 5 13.99 569506 20.0
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