LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092616\

Data File : BF090240.D

Aca On : 27 Sep 2016 1:40 Instrument :

Operator : UM/SJ EﬁAfs el
- _ lentosampleld :

3?22'6 : H4946-11 MW-06D-092216

ALS Vial : 24 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 > TIC
peak R.T. first max last PK
# min scan scan scan TY
1 1.656 4 6 13 rBVY
2 1.781 14 17 61 rvB
3 4.547 257 259 264 rBvV
4 5.027 299 301 304 rBvV
5 6.125 395 397 405 rBvY
6 6.239 405 407 410 rBvY
7 6.479 426 428 430 rBvY
8 6.639 439 442 444 rBVY
9 7.050 475 478 481 rBY
10 7.770 538 541 543 rBvY
11 8.525 603 607 609 rBv
12 8.845 633 635 638 rBv
13 9.245 668 670 677 rVB
14 9.508 691 693 695 rBvY
15 10.296 759 762 764 rBvV
16 10.982 819 822 824 rBvVY
17 12.559 957 960 963 rBvY
18 13.474 1032 1040 1045 rBV2
19 13.588 1048 1050 1052 rBV
20 13.908 1070 1078 1085 rBvVS8
21 14.914 1163 1166 1168 rBvV

peak
heiaht
3076625
1906427
132127
756500
671523

1856847

914889
1779329
1575192
1081132

249463
2565981
136365
1459056
1352587

779940
2137627
45243
815394
24651

521034

corr.
area
7491683
4134696
185574
1121791
773751

2038508

833589
2150119
1589641
1119082

411135
2881123
125994
1219812
1596531

1015419
2110768
83839
824878
128127

720600

Sum of corrected areas:

8270-BF092016.M Tue Sep 27 11:11:15 2016

> Z:\HPCHEM1I\BNA F\METHODS\8270-BF092016.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

corr.
% max.
100.00%
55.19%

2.48%
14 .97%
10.33%

27.21%
11.13%
28.70%
21.22%
14 .94%

5.49%
38.46%
1.68%
16.28%
21.31%

13.55%
28.17%
1.12%
11.01%
1.71%

9.62%

32556660

% of
total
23.011%
12.700%
0.570%
3.446%
2.377%

6.261%
2.560%
6.604%
4._.883%
3.437%

1.263%
8.850%
0.387%
3.747%
4.904%

3.119%
6.483%
0.258%
2.534%
0.394%

2.213%
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092616\
Data File : BF090240.D

Aca On : 27 Sep 2016 1:40

Operator : UM/SJ

Sample : H4946-11

Misc :

ALS Vial : 24 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA F\METHODS\8270-BF092016.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF090240.D

3000000

1166

2500000
20000001 || 1.78
1500000

1000000
5.03

500000
4.55

6.24

6.12

6.64

6.48

7.05

o=

3.00

3.50

4.00

T
4.50 5.00

Time--> 5.50

6.00

Abundance TIC: BF090240.D

3000000

8.84
2500000

2000000

1500000 9.51

10.30
7.77

1000000
10.98

12.56

13.4

500000
8.52
9.24
oL S \ IS

8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

o1

Time-->

12.00

12.50

13.00

Abundance TIC: BF090240.D

3000000

2500000

2000000

1500000

1000000

14.91
500000

13.91

17.00 17.50

16.00 16.50

15.50

14.00 14.50 15.00

Time-->

18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092616\
Data File : BF090240.D

Aca On : 27 Sep 2016 1:40

Operator : UM/SJ

Sample : H4946-11

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4_.55 4.45 ng 185574 1,4-Dichlorobenzene-d4 6.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Succinic acid. heptvl 2-methoxve... 274 C14H2605 1000325-80-7 33
3 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 259 (4.547 min): BF090240.D (-257) (-) m/z 43.10 100.00%
a3
59
5000
101 T ———
4.20 4.40 4.60 4.80
83
bt et e e e || M7z 59.10  65.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IBESARBEASEB RS SN
4.20 4.40 4.60 4.80
59 m/z 101.10 23.67%
0 |?7"|""|'7}'??"??%"'|""|"“|""|"" [rrrr T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
59
420 440 4.60 480
5000 7 101 m/z 58.10 17.50%
45 159
o 23 114128 145 177199 517 244
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)- R A R o
50 420 4.40 4.60 4.80
m/z 41.10 9.04%
5000 101
116
h\h \‘H\ ul 7\3
0 "”I”"P'”I'”'P"W'”'I”"P'”I'”'"'W"”I”' IBESARBE AR R SR
m/z--> 60 80 100 120 140 160 180 200 220 240 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092616\
Data File : BF090240.D

Aca On : 27 Sep 2016 1:40

Operator : UM/SJ

Sample : H4946-11

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.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 4 unknown6.24 Concentration Rank 4

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

6.24 48.91 ng 2038510 1,4-Dichlorobenzene-d4 6.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 407 (6.239 min): BF090240.D (-405) (-) m/z 132.10 100.00%
132
5000 68
40 | 75 % " 6.00 620 6.40 6.60
54 104 . . . .
0 ..,....,....,...:,".'..?,::..??...' BN -1 S Ml .S | S m/z 68.10 45.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RSN RS AR L
6.00 6.20 6.40 6.60
3 78 m/z 134.10 31.96%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
600 620 6.40 6.60
5000 m/z 66.10 27 .44%
104
oL 14 27 37 4451 58 77 4997 15
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- R
132 6.00 6.20 6.40 6.60

m/z 69.05 17.29%

5000

63 o0 104
15 28 39 % 7 7 " |, 116 \

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092616\
Data File : BF090240.D

Aca On : 27 Sep 2016 1:40

Operator : UM/SJ

Sample : H4946-11

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.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 unknown8.52 Concentration Rank 5

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

8.52 7.35 ng 411135 Naphthalene-d8 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl cvclopropanecarboxvlate 114 C6H1002 004606-07-9 36
2 2-Butenoic acid. 2-propenvlidene... 210 C11H1404 055030-70-1 36
3 Cvclopropanecarboxvlic acid. 2-m... 170 C10H1802 1000354-65-8 33
4 Cvclopropanecarboxylic acid. 3-m... 154 C9H1402 1000299-37-4 9
5 2,4-Dinitrophenyl crotonate 252 C10H8N206 069817-88-5 9

Abundance Scan 607 (8.525 min): BF090240.D (-603) (-) m/z 69.10 100.00%
6o
5000 /\\
41 g7 103 R e NI e
820 840 860 8.80
o...,....|,~|'|.'.??,.!..,.'||...,|....,1.2.6..,..1.5.4,....,....,...., m/z 41.10 19.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7242: Ethyl cyclopropanecarboxylate
69
5000 T T T T T T T T
41 8.20 8.40 8.60 8.80
29 86 m/z 103.10 19.29%
s | % | e
L S U UL L S B SRR SRR SRS
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
69
‘820 840 8.60 880
5000 m/z 87.10 17.96%
41
oL 15 21 55 8 126 141 210
m/z--> 25 Jo éo 85 160 150 150 1éo 1é0 260 '
Abundance #38114: Cyclopropanecarboxylic acid, 2-methylpentyl ester AT T . T
69 Mosm %08%
m/z 39.10 12.53%
5000
84
56
o \\ ‘ S .1
m/z--> 2'0 ' 6|0 8|0 1(')0 150 140 1('30 1&'30 2(')0 ' 8.|20 8.|40 8.60 8.|80 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092616\
Data File : BF090240.D

Aca On : 27 Sep 2016 1:40

Operator : UM/SJ

Sample : H4946-11

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.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 7 1-Heptacosanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.47 2.03 ng 83839 Chrysene-di12 13.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 95
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI202 1000282-98-2 94
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
Abundance Scan 1040 (13.474 min): BF090240.D (-1032) (-) m/z 83.10 100.00%
57 83
5000 111 s
| 172 218 451 13.20 13.40 13.60 13.80
ob—r e —— m/z 57.10 92.71%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #210517: 1-Heptacosanol
57 |97
5000 LI SULILN UL SURLLN B
125 13.20 13.40 13.60 13.80
m/z 97.10 92.08%
L2 \‘ iy ‘h (153 181 209 236 204 292 320 350 378
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
55 83
13.20 13.40 13.60 13.80
5000 11 m/z 55.10 82.90%
29
0 139 167 196 224 252 280 308
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #186968: n-Tetracosanol-1 R B R RE
13.20 13.40 13.60 13.80
m/z 69.05 81.69%
h “LM
o 167 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350 400 450 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092616\
Data File : BF090240.D

Aca On : 27 Sep 2016 1:40

Operator : UM/SJ

Sample : H4946-11

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092016.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 8 unknownl13.91 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.91 3.11 ng 128127 Chrysene-di12 13.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvridol4.3-clcholestene. 2"-meth... 451 C31H49NO 1000210-91-7 38
2 Prean-5-en-18-oic acid. 3-T(5.5-... 451 C29H41NO3 055401-43-9 25
3 N*"-((2-Hvdroxv-1-naphthvD)methvl... 508 C28H40N203Si2 1000331-88-6 25
4 Urs-12-ene 410 C30H50 000464-97-1 18
5 Cholest-3-eno[3,4-b]pyridine, 2"... 451 C31H49NO 1000210-91-6 17
Abundance Scan 1078 (13.908 min): BF090240.D (-1070) (-) m/z 451.30 100.00%
451
5000 152 218 272
298 409
43 71 109 193 323 565 R B o e RS
13.60 13.80 14.00 14.20
0 s m/z 217.80 51.59%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #227319: Pyrido[4,3-c]cholestene, 2'-methoxy-
451
5000 137 UL DA S UGN BN
anmmmmm
43 296 m/z 152.10 43 .80%
‘ 69 95 174
o) M ‘ M Il o .“h‘. A ‘l\ ,“‘“,““;2??2,2,8,25,6, — “I l“ |3|3\I8|3|6|6|3|9?|4|2\?‘\| e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
451
'W"”I'”'I”"P'AM
13.60 13.80 14.00 14.20
5000 41 m/z 452.30 39.89%
140
311
o 83108 178 207 539267 348 396422
m/z--> §0 160 1éo 260 zéo 360 3%0 460 4%0 560 |
Abundance #236081: N'-((2-Hydroxy-1-naphthyl)methylene)-2-furohydraz... AR e
451 13.60 13.80 14.00 14.20
73 m/z 272.20 37 .59%
5000
185
45 125 154 226 407 493
oL 8 L w00 ase | seee” ssamrd? | a3 i
m/z--> 50 100 150 200 250 300 350 400 450 500 13 60 13. 80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092616\
Data File : BF090240.D

Acq On : 27 Sep 2016 1:40

Operator : UM/SJ

Sample - H4946-11

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092016.M
Quant Title : 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_55 4.5 ng 185574 1 6.48 833589 20.0
unknown6 .24 6.24 48.9 ng 2038510 1 6.48 833589 20.0
unknown8 .52 8.52 7.3 ng 411135 2 7.77 1119080 20.0
1-Heptacosanol 13.47 2.0 ng 83839 5 13.59 824878 20.0
unknown13.91 13.91 3.1 ng 128127 5 13.59 824878 20.0
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