LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101617\

Data File : BF099539.D

Aca On : 16 Oct 2017 12:49

Operator : SJ/JU

Sample : 15776-02 i
Misc : e
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:\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 5.069 504 507 518 rBV 288734 365327 17.06% 2.001%
2 5.469 571 575 599 rBY 1985534 1914635 89.41% 10.487%
3 6.481 742 747 762 rBVY 1923867 1964696 91.75% 10.761%
4 6.616 766 770 773 rBVY 2267645 1975271 92.24% 10.819%
5 6.845 805 809 816 rBV 606880 557394 26.03% 3.053%
6 6.998 831 835 839 rBVY 1836222 1602895 74.85% 8.779%
7 7.410 900 905 908 rBVY 1331318 1195157 55.81% 6.546%
8 8.122 1023 1026 1030 rBV 808231 754862 35.25% 4.135%
9 9.198 1205 1209 1212 rBV 2548456 2141372 100.00% 11.729%
10 9.592 1273 1276 1282 rBV 375305 288420 13.47% 1.580%

11 9.880 1321 1325 1329 rBV 953801 788039 36.80% 4.316%
12 10.592 1443 1446 1453 rBvV 63185 48683 2.27% 0.267%
13 10.669 1456 1459 1471 rBV 1099470 1014983 47.40% 5.559%
14 11.369 1574 1578 1581 rBV 893375 720899 33.67% 3.949%

15 12.586 1781 1785 1788 rBV 50189 44310 2.07% 0.243%
16 12.816 1817 1824 1826 rBV 43963 42118 1.97% 0.231%
17 12.951 1843 1847 1850 rBVY 1787429 1513024 70.66% 8.287%
18 13.833 1992 1997 2006 rBVvV4 53296 78165 3.65% 0.428%
19 14.010 2023 2027 2031 rBvV 531574 510469 23.84% 2.796%
20 15.057 2202 2205 2208 rBV 22289 31374 1.47% 0.172%
21 15.486 2272 2278 2287 rBV 419367 548081 25.59% 3.002%
22 15.898 2343 2348 2352 rBV2 21611 35954 1.68% 0.197%
23 16.392 2429 2432 2441 rVB4 21726 40410 1.89% 0.221%
24 16.980 2527 2532 2540 rVB4 22156 44097 2.06% 0.242%
25 17.680 2644 2651 2659 rVB7 14156 36652 1.71% 0.201%
Sum of corrected areas: 18257287
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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\BF101617\

BF099539.D

16 Oct 2017 12:49

SJ/Ju

15776-02

6 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: BF099539.D

5.47

5.07

6.62

6.48

7.00

7.41

6.85

0
Time-->

5.00

5.50

6.00

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BF099539.D

10.67

9.88 11.37

10.

A
LN B B S BN B B S B B S B B BN N B B S B S

12.95

12/\.59 12.84

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

13.83

TIC: BF099539.D

14.01
15.49

15.06 15.90 16.39 16.98 17.68

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.

M Tue Oct 17 15:45:02 2017

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101617\
Data File : BF099539.D

Aca On : 16 Oct 2017 12:49

Operator : SJ/JU

Sample : 15776-02

Misc :

ALS Vial : 6 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.

5.07 13.11 ng 365327 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 507 (5.069 min): BF099539.D (-504) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1
| 83.0 | 4.80 500 5.20 5.40
1 1IN M I MM m/z 59.00 60.16%
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 LR I UL I UL
59.0 480 500 520 540
0
150 4, 1010 m/z 101.10 21.39%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 41.0 m/z 58.00 17.26%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3152: 5-Hexen-2-one TT T T[T T T T[T T T[T T T T T
43.0 480 5.00 5.20 5.40
m/z 41.00 8.80%
5000
55.0
15.0 27.0
b T g | 710830 980
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101617\
Data File : BF099539.D

Aca On : 16 Oct 2017 12:49

Operator : SJ/JU

Sample : 15776-02

Misc :

ALS Vial : 6 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 unknown6.62 Concentration Rank 1

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

6.62 70.88 ng 1975270 1,4-Dichlorobenzene-d4 6.85

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-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12

5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 771 (6.622 min): BF099539.D (-766) (-) m/z 132.00 100.00%
132.0
5000
68.1
401 540 9.0 6.20 6.40 6.60 6.80 7.00
0 B e o m/z 134.00 34.33%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 [Trrr[rrrr[rrrryprrrrrro—
6.20 6.40 6.60 6.80 7.00
0
310 510 m/z 68.10 28.88%
0 ‘ b1 H 1 . !
e e e e e T
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
SRMMBSAY W * GHEE
6.20 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 17.84%
41.0 97.0
117.0
54,0 81.0
o M 454V 11 4 WSS S [ | N S
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e B A !
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 96.00 12.13%
74.0
116.0
5000 98.0
SIS V| U I Y-S 1 SO |
m/z--> 40 60 80 100 120 140 160 180 6. 20 6.40 6. 60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101617\
Data File : BF099539.D

Aca On : 16 Oct 2017 12:49

Operator : SJ/JU

Sample : 15776-02

Misc :

ALS Vial : 6 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 n-Tetracosanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.83 3.06 ng 78165 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 91
2 l1-Heptacosanol 396 C27H560 002004-39-9 91
3 1-Heneicosanol 312 C21H440 015594-90-8 90
4 Behenic alcohol 326 C22H460 000661-19-8 90
5 1-Nonadecene 266 C19H38 018435-45-5 90
Abundance Scan 1996 (13.827 min): BF099539.D (-1992) (-) m/z 43.05 100.00%
443.0| 83.0
5000
25.1 229.0
| ‘ || 13.|60 13.|80 14.'00 14.'20
otk -t m/z 57.10 98.66%
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
57.0 97.0
5000 LR B SULRLL S B
13.60 13.80 14.00 14.20
30.0 m/z 83.05 97 .16%
0 270 | “ N | P | 168.0 210.0238.0 278.0308.0337.0
m/z--> 55 160 1%0 260 2éo 360 3%0
Abundance
57.0 197.0
13.60 13.80 14.00 14.20
5000 m/z 69.00 90.46%
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 #155046: 1-Heneicosanol e
55,0 Bmmmmmmm
m/z 55.05 87.28%
h } M,quuﬁ,\hwﬂwh\AvAmwvaMva
oL 260 | ‘ 1 ‘ | %) %s8.0 2100 26602950
m/z--> % ' ' mo 250 300 ﬁo Bmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101617\
Data File : BF099539.D

Acq On : 16 Oct 2017 12:49

Operator : SJ/JU

Sample - 15776-02

Misc :

ALS Vial : 6 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... 5.07 13.1 ng 365327 1 6.85 557394 20.0
unknown6 .62 6.62 70.9 ng 1975270 1 6.85 557394 20.0
n-Tetracosanol-1 13.83 3.1 ng 78165 5 14.01 510469 20.0
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