LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021517\

Data File : BF092959.D

Acq On : 15 Feb 2017 19:03 Instrument :
Operator : SJ/MA ?:'I\:gﬁ't:Sam ol
3?22'6 i 11822-03 3&58016430
ALS Vial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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 height area % max. total
1 3.790 146 149 153 rBvY 123757 212168 5.65% 0.619%
2 5.036 255 258 268 rBvY 898291 1315539 35.06% 3.836%
3 5.470 293 296 298 rBV 3132951 3283268 87.50% 9.573%
4 6.510 384 387 389 rBV 2466058 3467729 92.42% 10.111%
5 6.636 395 398 400 rBV 3368253 3263609 86.98% 9.516%
6 6.864 416 418 421 rBV 1065842 888203 23.67% 2.590%
7 7.024 429 432 434 rBV 2724404 2585451 68.90% 7.538%
8 7.436 465 468 470 rBV 1881345 2183151 58.18% 6.365%
9 7.539 473 477 483 rBV 38142 68875 1.84% 0.201%
10 8.156 528 531 533 rBY 836459 1133444 30.21% 3.305%

11 9.230 622 625 627 rBV 3642298 3752325 100.00% 10.941%
12 9.619 657 659 662 rBvV 529162 510102 13.59% 1.487%
13 9.825 674 677 680 rvv2 113113 197829 5.27% 0.577%
14 9.905 682 684 686 rVB 1642492 1394740 37.17% 4._.067%

15 10.305 713 719 720 rBV3 26742 52275 1.39% 0.152%
16 10.339 720 722 723 rVB 77398 98576 2.63% 0.287%
17 10.556 737 741 744 rBV 38883 68374 1.82% 0.199%

18 10.693 750 753 755 rBV 2051173 1982567 52.84% 5.781%
19 10.808 761 763 767 rBV 136773 163431 4_36% 0.477%
20 11.253 800 802 803 rBvV 96276 83163 2.22% 0.242%

21 11.391 811 814 816 rBV 1378493 1376545 36.69% 4.014%
22 11.608 831 833 837 rBvV 79754 111995 2.98% 0.327%
23 11.676 837 839 843 rVB 33551 38384 1.02% 0.112%
24 12.431 903 905 907 rBvV 35992 45039 1.20% 0.131%
25 12.968 950 952 955 rBV 2684239 3348614 89.24% 9.763%

26 13.859 1028 1030 1038 rBV 88919 133365 3.55% 0.389%
27 14.019 1042 1044 1047 rVB 1397775 1280582 34.13% 3.734%

28 14.854 1115 1117 1119 rVB 73974 85160 2.27% 0.248%

29 15.460 1167 1170 1174 rBV 794208 1131119 30.14% 3.298%

30 16.374 1247 1250 1258 rVB2 17555 41718 1.11% 0.122%
Sum of corrected areas: 34297340
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021517\

Data File : BF092959.D

Acg On : 15 Feb 2017 19:03

Operator : SJ/MA

ﬁ?ggle i 11822-03 38-SB-01-65-70
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF092959.D
3500000 6.64
5.47

3000000
7.02

2500000 6.51
2000000 7.44
1500000
6.86
1000000 5.04

500000

o " | | 7.54

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF092959.D
3500000 9|23

3000000
12.97

2500000

10.69
2000000
9.90

1500000 11.39

1000000{ g 16

500000
A O #0508 1128 1y6%g 12.43

oA A e —————

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF092959.D
3500000

3000000
2500000
2000000
1500000 14.02

1000000 15.46

500000
13.86 14.85 16.37

O L o e e e e e e e L o e N B B s e wa e e B e LI 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\BF021517\

Data File : BF092959.D

Acg On : 15 Feb 2017 19:03

Operator : SJ/MA

ﬁ?ggle i 11822-03 38-SB-01-65-70
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Propane, 2-methyl-2-(1-meth... Concentration Rank 3

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

5.04 29.62 ng 1315540 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 53
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 258 (5.036 min): BF092959.D (-255) (-) m/z 43.10 100.00%
a3
59
5000
101 R LR UL L I
480 5.00 5.20 5.40
e Bl syl eo 8 | /7 59.10  56.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59
5000 R LR UL LR I
a1 480 5.00 520 5.40
101 m/z 101.10 15.54%
29
U |"JHN""“*‘”"|?§¢*i ""|?$"|"8§'|""|M"'|'
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
480 500 520 540
5000 59 m/z 58.10 15.19%
25 3 37 83 gz
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R L AABEEEE T D
59 480 5.00 5.20 5.40
m/z 41.10 9.04%
5000 41
31
| T
"|'%§'|"'M| "'Jiﬁ"'léﬁlk‘""i""l""l"'g?l""l' R LS RS UL I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021517\

Data File : BF092959.D

Acg On : 15 Feb 2017 19:03

Operator : SJ/MA

ﬁ?ggle i 11822-03 38-SB-01-65-70
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown6.64 Concentration Rank 1

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

6.64 73.49 ng 3263610 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 398 (6.636 min): BF092959.D (-395) (-) m/z 132.10 100.00%
132
5000 68
6 R
40 ,_ 54 | 75 104 6.40 6.60 6.80 7.00
..,....,....,...:,".'.‘.‘7:,:!..?%:.n.',..'..,..5.‘.7,....,.':..,.1.1.5.,....,~'...,... m/z 68.10 40.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U I I L
6.40 6.60 6.80 7.00
0
31 4 Sﬁ 78 m/z 134.10 33.13%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 640 660 6.80 7.00
5000 67 m/z 66.10 26.25%
41 97
53 2 117
34 60 89 105 124
wwmm‘mmmﬁmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole T A e BEA.
132 6.40 6.60 6.80 7.00

m/z 69.10 15.75%

5000
104
51 66 77
14 27 37445-58 | ' 89 97 || 115

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

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021517\

Data File : BF092959.D

Acg On : 15 Feb 2017 19:03

Operator : SJ/MA

ﬁ?ggle i 11822-03 38-SB-01-65-70
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Heptanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.82 2.84 ng 197829 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptanoic acid 130 C7H1402 000111-14-8 59
2 1,6-Anhydro-_beta.-D-glucopyrano... 162 C6H1005 000498-07-7 56
3 .beta.-D-Ribopyranoside, methyl 164 C6H1205 017289-61-1 45
4 Pentanoic acid 102 C5H1002 000109-52-4 42
5 3,4-Altrosan 162 C6H1005 1000129-76-4 25
Abundance Scan 677 (9.825 min): BF092959.D (-674) (-) m/z 60.00 100.00%

60
5000
43 73

85 08 960 980 1000 1020
m/z 57.10 47 .93%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #12979: Heptanoic acid
60

5000 73 e
07 A 9.60 9.80 10.00 10.20

87 m/z 73.00 26.47%

H ‘\51\ | M
,,,,, T [
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
60

9.60 9.80 10.00 10.20

5000 m/z 43.10 23.13%
73
29 43
19 g5 98
WTWWWWWWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #32138: .beta.-D-Ribopyranoside, methy! e A Eam S R
60 9.60 9.80 10.00 10.20
m/z 42.10 18.56%
5000
43 3
33
‘ ‘H JM‘ JH 86 100 114 133 145 163

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021517\

Data File : BF092959.D

Acg On : 15 Feb 2017 19:03

Operator : SJ/MA

ﬁ?ggle i 11822-03 38-SB-01-65-70
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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.

10.81 2.37 ng 163431 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Tetradecane, 1-iodo- 324 C14H29l 019218-94-1 86

Abundance Scan 763 (10.808 min): BF092959.D (-761) (-) m/z 57.10 100.00%

57
43 7

5000

10.40 10.60 10.80 11.00 11.20
m/z 43.10 63.82%

99
113127141154 183
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #107652: Eicosane
43 57
71
5000 llllllllllllllllll
85 10 40 10 60 10. 80 11. 00 11. 20
29 m/z 71.10 56.33%
99
R T -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 TR T T T
71 10.40 10.60 10.80 11.00 11.20
5000 o m/z 85.10 35.90%
29

99
113127141 155169183197210 240

Tmmwmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64575: Pentadecane A REEE Lt B
57 10.40 10.60 10.80 11.00 11.20

43 m/z 41.05 29.95%
71

5000

29 99
Lo Loy | ) 118127141155169183 212

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 40 10 60 10. 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF021517\
Data File : BF092959.D

Acq On : 15 Feb 2017 19:03

Operator : SJ/MA

Sample - 11822-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.L

LSCINT.P

TIC Library :
TIC Integration Parameters:

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 2- Bromopropionic acid, pen... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.86 2.08 ng 133365 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Bromopropionic acid, pentadec... 362 C18H35Br02 1000292-44-2 91
2 1-Docosene 308 C22H44 001599-67-3 91
3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 91
4 1-Nonadecene 266 C19H38 018435-45-5 90
5 17-Pentatriacontene 491 C35H70 006971-40-0 90

Abundance Scan 1030 (13.859 min): BF092959.D (-1028) (-) m/z 57.05 100.00%
g7
83
41
5000
111
RIS U DU SO I
139 13.60 13.80 14.00 14.20
rerprrrefhrd 207 m/z 43.05 80.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #145525: 2- Bromopropionic acid, pentadecy! ester
57
41 83
5000 LR SULRUL SR SR L
13.60 13.80 14.00 14.20
111 m/z 55.10 76.95%
25 || J‘ 137153 182 208
m/z--> ﬁo 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
o7 1360 13.80 14.00 14,20
5000 71 m/z 83.10 70.25%
29
125
14 153168 308
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #148859: Trichloroacetic acid, pentadecy! ester
13.60 13.80 14.00 14.20
m/z 69.10 63.15%
B W\AV/NV
139154 182 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021517\

Data File : BF092959.D

Acg On : 15 Feb 2017 19:03

Operator : SJ/MA

3?22'6 i 11822-03 38-SB-01-65-70
ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Propane, 2-methyl. .. 5.04 29.6 ng 1315540 1 6.86 888203 20.0
unknown6 .64 6.64 73.5 ng 3263610 1 6.86 888203 20.0
Heptanoic acid 9.82 2.8 ng 197829 3 9.90 1394740 20.0
Eicosane 10.81 2.4 ng 163431 4 11.39 1376550 20.0
2- Bromopropionic... 13.86 2.1 ng 133365 5 14.02 1280580 20.0
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