LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092617\

Data File : BF098848.D

Aca On I 26 Sep 2017 22:41 Instrument :
Operator : SJ/JU gmgigamlem'
3?22 le 15427-04 092217-SIDIF-)F-U-B
ALS Vial : 23 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 2.204 15 20 26 rvB 281545 355309 7.69% 1.299%
2 5.134 514 518 528 rVB 228774 246708 5.34% 0.902%
3 5.528 581 585 588 rBY 1606676 1378966 29.84% 5.041%
4 6.528 751 755 758 rBVY 1215007 950486 20.57% 3.474%
5 6.681 776 781 784 rBVY 2795793 2416288 52.29% 8.832%
6 6.910 817 820 824 rBV 986356 832695 18.02% 3.044%
7 7.069 843 847 851 rBY 3280794 3131586 67.77% 11.447%
8 7.475 911 916 919 rBVY 2386657 2626984 56.85% 9.603%
9 8.192 1034 1038 1042 rBvV 1281295 1137902 24.62% 4_.159%
10 9.274 1216 1222 1225 rBV 4522791 4620977 100.00% 16.891%
11 9.657 1284 1287 1290 rVB 95727 69279 1.50% 0.253%

12 9.951 1333 1337 1341 rBV 1469240 1213044 26.25% 4._.434%
13 10.739 1466 1471 1474 rBV 1855660 1648535 35.68% 6.026%
14 11.439 1586 1590 1593 rBV 1229030 1105809 23.93% 4.042%
15 13.021 1854 1859 1863 rBV 3423034 3604133 78.00% 13.174%

16 14.074 2034 2038 2042 rVB 973213 808905 17.51% 2.957%
17 15.568 2286 2292 2300 rBV 597239 814187 17.62% 2.976%

18 16.027 2365 2370 2374 rBvV 50523 71258 1.54% 0.260%

19 16.550 2453 2459 2465 rVB3 52492 99062 2.14% 0.362%

20 17.156 2557 2562 2568 rVB2 45053 80731 1.75% 0.295%

21 17.880 2679 2685 2695 rVB5 35117 86303 1.87% 0.315%

22 18.744 2825 2832 2839 rBV5 23637 58093 1.26% 0.212%
Sum of corrected areas: 27357240
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF092617\

BF098848.D

26 Sep 2017 22:41

SJ/JuU

15427-04 092217-SIDI-F-U-B
23 Sample Multiplier: 1

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

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000:

3000000

2000000

1000000

2.20

TIC: BF098848.D

7.07

6.68
7.47

5.53

6.53
6.91

5.13

0

Time-->

6.00

5.00

5.50

T
7.00

7.50

4.00

4.50

T
2.50

3.00

T
3.50 6.50

Abundance

4000000:

3000000

2000000

1000000

TIC: BF098848.D

9|27

13.02

10.74

9.95

8.19 11.44

9.66

A

OF——
Time-->

13.50

12.50 13.00

12.00

11.50

9.50 10.00 10.50 11.00

Abundance

4000000:

3000000

2000000

1000000

TIC: BF098848.D

14.07
15.57

16.03 16.55 17.16 17.88 18.74

0
Time-->

14.00

19.00

18.50

18.00

17.00 17.50

16.50

16.00

15.50

14.50 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092617\

Data File : BF098848.D

Aca On I 26 Sep 2017 22:41

Operator : SJ/JU

ﬁ?ggle i 15427-04 092217-SIDI-F-U-B
ALS Vial : 23 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 3

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

2.20 8.53 ng 355309 1,4-Dichlorobenzene-d4 6.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 74
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 37
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 25

Abundance Scan 19 (2.198 min): BF098848.D (-15) (-) m/z 73.10 100.00%
741
5000 43.0
55.0 87.0

| 2.20 2.30 2.40 2.50 2.60
NSt O PV N N ——— S Y5 E W0 [0 B T- I - 11

0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000
430 90 2.20 2.30 2.40 2.50 2.60
87.0 m/z 55.00 27.78%
27.0
c..,.”.,.”HHM.”MMJ.W....“...JA..,.”.,..EO%P.W....“...,”..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73.0
87.0 e
2.20 2.30 2.40 2.50 2.60
5000 41.0 550 m/z 87.00 23.65%
29.0
97.0 112.0 129.0
e o = A AR ais
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7506: 2-Methyl-5-hexen-3-ol AR B N R
73.0 2.20 2.30 2.40 2.50 2.60
0
55.0 m/z 41.05 13.39%
43.0
5000
27 0
150 || H
0.w.”w.”l“.”,”.w.”.“.”,m.w.”.“.”,”.w.”.“.”,”.
m/z--> 10 30 40 50 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

8270-BF092317.M Wed Sep 27 12:11:30 2017

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092617\

Data File : BF098848.D

Aca On I 26 Sep 2017 22:41

Operator : SJ/JU

ﬁ?ggle i 15427-04 092217-SIDI-F-U-B
ALS Vial : 23 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 4

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

5.13 5.93 ng 246708 1,4-Dichlorobenzene-d4 6.91
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. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 517 (5.128 min): BF098848.D (-514) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 U L R UL R
83.0 480 5.00 5.20 5.40
ot e e e e e e e m/z 59.00 55.48%
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 L L UL LA L
59.0 480 500 520 540
0
150 4, 1010 m/z 101.00 19.12%
0'”IJ”P'Nﬂ'Wm“'P”W'”W”'E%QI”“”'”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 15.70%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime T
43.0 480 5.00 5.20 5.40
m/z 41.00 8.46%
5000
101.0
oL 150 310 | 80690 860
m/z--> 10 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:\HPCHEM1\BNA F\DATA\BF092617\

Data File : BF098848.D

Aca On I 26 Sep 2017 22:41

Operator : SJ/JU

ﬁ?ggle i 15427-04 092217-SIDI-F-U-B
ALS Vial : 23 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 unknown6.68 Concentration Rank 2

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

6.68 58.04 ng 2416290 1,4-Dichlorobenzene-d4 6.91
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 781 (6.681 min): BF098848.D (-776) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 UL A L R
40.0 54.0 J 6.40 6.60 6.80 7.00
0 ..:'.,:|-.|.'.8,1-9..!,':.1.1‘?-?..~.,....,....,.... m/z 68.10 37.45%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 UL A U R
6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 33.34%
0""'H‘ll'H'l'l""l""l""'l""l""l""l""
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
640 6.60 6.80 7.00
5000 67.0 m/z 66.00 23.99%
41.0 97.0
117.0
o 54,0 81.0
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! —rr e e
57.0 132.0 6.40 6.60 6.80 7.00
240 m/z 69.10 14.77%
5000 9go 1160
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| I R B 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\BF092617\

Data File : BF098848.D

Aca On I 26 Sep 2017 22:41

Operator : SJ/JU

ﬁ?ggle i 15427-04 092217-SIDI-F-U-B
ALS Vial : 23 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 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.55 2.43 ng 99062 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Octacosane 394 C28H58 000630-02-4 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2459 (16.550 min): BF098848.D (-2453) (-) m/z 57.05 100.00%
5%.0
T Jw
5000
[ B0, to 1930 1640 1560 1680
ol ey e m/z 71.05  71.74%
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane
57.0
5000 AR AR AR SRR
85.0 16.20 16,40 16.60 16.80
120 m/z 43.00 57 .85%
o 200/ | | m‘hﬁﬂ\H}4%0169°1970225°2530 295.0 366.0
m/z--> 56 160 1%0 260 2%0 360 3%0
Abundance
57.0
o 1620 1640 1660 16580
5000 m/z 85.10 52.59%
29.0 .
0 113014101690191022502530 296.0
m/z--> 56 160 1%0 260 2%0 360 3%0
Abundance #185535: Heptadecane, 9-octyl-
57.0 16.20 16.40 16.60 16.80
m/z 55.00 21.64%
5000 85.0 AWWMMAMMWf“J\wM”WﬁMMANwM
0 “‘ ﬂl ‘}41016901970 239026702960 352.0
m/z--> % m @ m m 350 1wmmmmmma'
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092617\

Data File : BF098848.D

Aca On I 26 Sep 2017 22:41

Operator : SJ/JU

ﬁ?ggle i 15427-04 092217-SIDI-F-U-B
ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.88 2.12 ng 86303 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Heptadecane 240 C17H36 000629-78-7 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Octacosane 394 C28H58 000630-02-4 83
5 Pentacosane 352 C25H52 000629-99-2 80

Abundance Scan 2685 (17.880 min): BF098848.D (-2679) (-) m/z 57.00 100.00%

57.0
5000

17.60 17.80 18.00 18.20
0 m/z 71.10 66.04%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129490: Eicosane
57.0
85.0

5000 AT T
17160 17.80 18.00 18 20
‘ m/z 85.05 53.91%
29.0 ‘ 141.0
ol 220 LT 140 1690 10m0 2250 2530 2020
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
85.0 17.60 17.80 18.00 18.20
5000 m/z 43.05 46 .66%
29.0 113.0

141.0 169.0 197.0 240.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane N B E e
57.0 17.60 17.80 18.00 18.20
m/z 55.00 24.76%
85.0
5000
29.0 113.0
o ||| M 1410 1690 1970 2250 2530 2960
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17. 60 17. 80 18. OO 18 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF092617\

Data File : BF098848.D

Acq On I 26 Sep 2017 22:41

Operator : SJ/JU

3?22'6 i 15427-04 092217-SIDI-E-U-B
ALS Vial : 23 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 8.5 ng 355309 1 6.91 832695 20.0
2-Pentanone, 4-hy... 5.13 5.9 ng 246708 1 6.91 832695 20.0
unknown6 .68 6.68 58.0 ng 2416290 1 6.91 832695 20.0
Hexacosane 16.55 2.4 ng 99062 6 15.57 814187 20.0
Eicosane 17 .88 2.1 ng 86303 6 15.57 814187 20.0
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