LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062716\

Data File : BF088462.D

Aca On - 27 Jun 2016 20:25 Instrument :
Operator : UM/SJ ?:'l\:gﬁ't:Sam ol
3?22'6 i H3701-04 TEOCOMP%ZB
ALS Vial : 30 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-BF060716.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 1.690 7 9 39 rvB 790093 2039097 100.00% 12.075%
2 4.673 268 270 287 rBV 44789 96233 4.72% 0.570%
3 5.119 307 309 334 rBVY 1208206 1635189 80.19% 9.683%
4 6.204 402 404 411 rBV 1096290 1517534 74.42% 8.987%
5 6.307 411 413 416 rBV 1577719 1583560 77.66% 9.378%
6 6.536 431 433 443 rBV2 324268 373384 18.31% 2.211%
7 6.696 445 447 449 rBV 1047910 1374827 67.42% 8.141%
8 7.119 482 484 486 rBV 909337 1046188 51.31% 6.195%
9 7.279 496 498 508 rvB2 13798 35717 1.75% 0.212%
10 7.827 544 546 558 rBV 404661 477321 23.41% 2.827%

11 8.902 638 640 643 rBV 1640529 1816923 89.10% 10.760%
12 9.313 674 676 678 rBvV 248121 346988 17.02% 2.055%
13 9.565 696 698 701 rBV 380950 521164 25.56% 3.086%

14 10.022 736 738 739 rVB 23546 31252 1.53% 0.185%
15 10.239 754 757 760 rBV 12135 24833 1.22% 0.147%
16 10.365 765 768 770 rBV 882112 1018662 49.96% 6.032%
17 10.491 777 779 782 rVB 36887 56933 2.79% 0.337%
18 10.936 816 818 819 rBvV 20207 25248 1.24% 0.150%
19 11.051 825 828 832 rBV 413676 464609 22.79% 2.751%
20 11.302 848 850 853 rBv2 11382 24353 1.19% 0.144%
21 12.262 931 934 939 rVB 22748 27115 1.33% 0.161%
22 12.491 951 954 956 rBV 16845 23337 1.14% 0.138%
23 12.628 964 966 969 rBV 1240194 1313278 64.40% 7.777%
24 13.554 1044 1047 1053 rBV 32780 77915 3.82% 0.461%
25 13.679 1055 1058 1065 rBV 309751 389678 19.11% 2.308%
26 14.434 1122 1124 1128 rBV 47596 74727 3.66% 0.443%
27 14.502 1128 1130 1133 rVV 20280 31187 1.53% 0.185%
28 14.685 1144 1146 1152 rBV2 13559 29217 1.43% 0.173%

29 15.028 1174 1176 1188 rVB 316329 410197 20.12% 2.429%

Sum of corrected areas: 16886666
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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\BF062716\

BF088462.D

27 Jun 2016 20:25

UM/SJ

H3701-04

30 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA F\METHODS\8270-BF060716.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF088462.D
6,31
1500000
5.12
6.2( 6.70
1000000 712
1.69
500000
6.54
4.67 7.08
77— A e e e e e e e B e =
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF088462.D
8|90
1500000
12.63
1000000
10.36
500000 783 0.56 11.05
9.31
o 10.0210,24\10-49 10.94 11.30 12.2612.4 L 13.!
— T ——r— ey T =TT T S —r—T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF088462.D
1500000
1000000
500000
13.68 15.03
144304.69
O = = e e e e e ]
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062716\
Data File : BF088462.D

Aca On 27 Jun 2016 20:25

Operator : UM/SJ

Sample : H3701-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4._.67 5.15 ng 96233 1,4-Dichlorobenzene-d4 6.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 28
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Guanidine 59 CH5N3 000113-00-8 9
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 9

Abundance Scan 270 (4.673 min): BF088462.D (-268) (-) m/z 43.10 100.00%
a3
59
5000
101 I NS
| 83 4.40 4.60 4.80 5.00
o) OO | RS NS MRS m/z 59.10 66.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L LN IR AL AR
59 440 460 4.80 5.00
m/z 101.10 26.45%
15 31 101
0 \ 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
440 460 480 500
0,
5000 101 m/z 58.10 18.99%
28 59
70 84
0 15 53 78 95
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3152: 5-Hexen-2-one e B RN B B
43 4.40 4.60 4.80 5.00
m/z 41.10 9.10%
5000
55
0 \ |, 37| a9 | 6571 77 88 98
miz--> 10 20 30 40 50 60 70 80 90 100 110 440 460 480 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062716\
Data File : BF088462.D

Aca On 27 Jun 2016 20:25

Operator : UM/SJ

Sample : H3701-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 unknown6.31 Concentration Rank 2

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

6.31 84.82 ng 1583560 1,4-Dichlorobenzene-d4 6.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 413 (6.307 min): BF088462.D (-411) (-) m/z 132.00 100.00%
132
5000 68 [L
6 TTTTTTTTTTT TR T T T T
40 ,_ 54 | 75 104 6.00 6.20 6.40 6.60
0 ..,....,....,....,".'..?,::..??...' SRR -7 A N . [ N m/z 68.10 39.76%
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 SRS SRR AR
6.00 6.20 6.40 6.60
3 78 m/z 134.00 32.66%
138
0'W'”'P'”J”J“'h'M'”I”'h'”'P'”I”“I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
600 6.20 640 6.60
5000 m/z 66.05 25.93%
104
oL 14 27 37 4451 58 % 77 599, | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine

132 6.00 6.20 6.40 6.60
m/z 69.10 16.42%

97
5000
70
31 52
oM 78 g 105 116 ‘
SN ESY DO ST WU O i M i | S

‘ | 1l ! ! |
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\BF062716\
Data File : BF088462.D

Aca On 27 Jun 2016 20:25

Operator : UM/SJ

Sample : H3701-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 5 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.49 2.45 ng 56933 Phenanthrene-d10 11.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Octadecane 254 C18H38 000593-45-3 90
3 Tetracosane 338 C24H50 000646-31-1 86
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 86
5 Hexacosane 366 C26H54 000630-01-3 86
Abundance Scan 779 (10.491 min): BF088462.D (-777) (-) m/z 57.05 100.00%
57
5000 85
| B 10,20 10.40 10.60 10.80
oLl bl e e e .| M/ 71.05 0 71.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #94346: Heptadecane
57
85
5000 LN SR UL SULLE S
10.20 10.40 10.60 10.80
29 m/z 43.10 57.51%
0 | i H‘ 1}3 141 169 197 240
m/z--> 2'0 4'0 60 80 100 120 14'10 1('30 180 200 220 240 260 280 300 320 340
Abundance
57
10,20 10.40 10.60 10.80
5000 85 m/z 85.05 45_.32%
29 113

141 169 197 225 254

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane
57 10.20 10.40 10.60 10.80

m/z 41.10 24 .92%

5000 85
29 113
ol | h LB 141 169 197 225 253 281 309 338

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10 20 10. 40 10. 60 10 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062716\
Data File : BF088462.D

Aca On 27 Jun 2016 20:25

Operator : UM/SJ

Sample : H3701-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 n-Tetracosanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.55 4.00 ng 77915 Chrysene-di12 13.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 1-Heptacosanol 396 C27H560 002004-39-9 91
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
Abundance Scan 1047 (13.554 min): BF088462.D (-1044) (-) m/z 83.05 100.00%
57
5000 111 ,V\ﬁ,.ﬂ,wm_v,/\\w«»Jx-\-vf
} l e 13120 1340 1360 1380
I e | m/z 57.05 90.64Y%
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
57 8
5000 11 AR B SRR SRR
13.20 13.40 13.60 13.80
m/z 97.10 88.92%
29 139
oLl \“ \‘ I ‘L (0l 195 222 280 280 308 336
m/z--> 50 100 150 200 250 300 350
Abundance
55 83
13.20 13.40 13.60 13.80
5000 11 m/z 43.10 79.35%
29
0 139 167 196 224 252 280 308 “Anﬁmﬁvv4fw/\fovvkhwrvﬂ
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol R e R B
57 7 13.20 13.40 13.60 13.80
m/z 55.10 79.28%
5000
125
o 21 ’ | L L1534181 209 236 264 292 320 350 378
m/z--> 50 100 150 200 250 300 350 1320 13.40 13.60 13.80 |
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062716\
Data File : BF088462.D

Aca On 27 Jun 2016 20:25

Operator : UM/SJ

Sample : H3701-04

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060716.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 9-Octadecenamide, (Z)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.43 3.64 ng 74727 Perylene-d12 15.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 97
2 d-Glucosamine 179 C6H13NO5 000090-77-7 50
3 Pentadecanamide. 15-bromo- 319 C15H30BrNO 1000163-86-1 47
4 Dodecanamide 199 C12H25N0 001120-16-7 47
5 Hexadecanamide 255 C16H33N0 000629-54-9 47
Abundance Scan 1124 (14.434 min): BF088462.D (-1122) (-) m/z 59.10 100.00%

9

5000
41
IIIIIIIIIIIIIIIIAIII
114 137154 191208 o8l 14.20 14.40 14.60 14.80
(o m/z 72.00 79.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #128445: 9-Octadecenamide, (2)-
59

5000 41 LIS I L L L L L L L LB
14.20 14.40 14.60 14.80
m/z 55.05 49.81%
oL 18 126 154 184 221238 264281
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
59
R Raa i ST,
14.20 14.40 14.60 14.80
5000 m/z 41.10 30.20%
30
ol14 84100 130148164180
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #160272: Pentadecanamide, 15-bromo- R B B B
59 14.20 14.40 14.60 14.80
m/z 43.05 29.21%
5000
41 240
0 i 86 114 142 170 195212 | 262278 304321
e R B S R Raa i ST,
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062716\
Data File : BF088462.D

Acq On 27 Jun 2016 20:25

Operator : UM/SJ

Sample : H3701-04

Misc :

ALS Vial =: 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_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._.67 5.2 ng 96233 1 6.54 373384 20.0
unknown6.31 6.31 84.8 ng 1583560 1 6.54 373384 20.0
Heptadecane 10.49 2.5 ng 56933 4 11.05 464609 20.0
n-Tetracosanol-1 13.55 4.0 ng 77915 5 13.68 389678 20.0
9-Octadecenamide, ... 14.43 3.6 ng 74727 6 15.03 410197 20.0
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