LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079277.D

Aca On : 15 May 2015 18:42

Operator : TP/1Z

Sample : 62269-02

Misc :

ALS Vial : 13 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-BF043015.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 1.335 10 13 16 rBY 4044257 4446645 50.94% 17.221%
2 1.461 20 24 27 rBY 4631500 8729252 100.00% 33.807%
3 1.632 37 39 41 rVB 169384 230455 2.64% 0.893%
4 1.792 51 53 74 rVB 554611 1057534 12.11% 4 .096%
5 5.461 372 374 377 rBV 741270 852581 9.77% 3.302%

6.742 484 486 489 rBvV 998953 891042 10.21% 3.451%
6.890 496 499 501 rBvV 889886 970882 11.12% 3.760%
7.176 521 524 526 rBV 426249 380913 4_36% 1.475%
7.359 538 540 543 rVB 779322 770519 8.83% 2.984%
7.873 582 585 587 rBvV 464191 566853 6.49% 2.195%

=
QO ~NO®

11 8.753 660 662 664 rBvY 587959 528815 6.06% 2.048%
12 10.102 777 780 782 rBV 1296558 1224681 14.03% 4.743%
13 10.925 850 852 854 rBvV 638980 597026 6.84% 2.312%
14 11.908 935 938 940 rBv2 583176 765580 8.77% 2.965%
15 12.765 1011 1013 1016 rBV 682072 619111 7.09% 2.398%

16 14.765 1185 1188 1190 rBV 971641 1318651 15.11% 5.107%
17 15.405 1239 1244 1251 rBV2 37811 107299 1.23% 0.416%
18 15.954 1289 1292 1299 rBV 75810 162054 1.86% 0.628%
19 16.057 1299 1301 1304 rVB 567390 605968 6.94% 2.347%
20 17.143 1393 1396 1404 rBV 288461 410341 4._.70% 1.589%

21 17.840 1454 1457 1460 rBV 417726 584966 6.70% 2.265%

Sum of corrected areas: 25821168
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079277.D

Aca On : 15 May 2015 18:42

Operator : TP/1Z

Sample : 62269-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF079277.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079277.D

Aca On : 15 May 2015 18:42

Operator : TP/1Z

Sample : 62269-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1 unknownl.34 Concentration Rank 2

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

1.34 233.47 ng 4446650 1,4-Dichlorobenzene-d4 7.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 N-EthvIformamide 73 C3H7NO 000627-45-2 9
3 1-Hexen-4-ol. 1-chloro-3.5-dimet... 162 C8H15CI0 100244-09-5 9
4 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 13 (1.335 min): BF079277.D (-10) (-) m/z 73.10 100.00%
7B
5000 43
89
55 1.30 1.40 1.50 1.60 1.70
Ohrrrprrrrprrerprre b e e e e e e m/z 43.10 48.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43
1.30 1.40 1.50 1.60 1.70
a1 89 m/z 89.10 31.26%
0"W”'W”JH”'H”MW'En”'Wh'W”'W”'W”'W”'W“'W”'W”'W”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
30 73
1.30 1.40 1.50 1.60 1.70
5000 m/z 41.05 9.55%
58
44
15
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #31005: 1-Hexen-4-ol, 1-chloro-3,5-dimethyl-
7B 1.30 1.40 1.50 1.60 1.70
m/z 45.10 7.69%
5000 55
43
o 2735, |, || 65 | 8189 101109 119 129137145
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 1.30 1.40 1.50 1.60 1.70
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079277.D

Aca On : 15 May 2015 18:42

Operator : TP/1Z

Sample : 62269-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Butane, 2-methoxy-2-methyl- Concentration Rank 7

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

1.63 12.10 ng 230455 1,4-Dichlorobenzene-d4 7.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 36
3 N-EthvIformamide 73 C3H7NO 000627-45-2 9
4 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 9
5 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 9

Abundance Scan 39 (1.632 min): BF079277.D (-37) (-) m/z 73.10 100.00%
73
5000 43
55 87 B
37 140 1.60 1.80 2.00
/M RGN VUSRS TS NS— m/z 43.10 35.73%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4391: Butane, 2-methoxy-2-methyl-
73
5000 "'lzx" [rrrrprrr T
43 55 1.40 1.60 1.80 2.00
- 87 m/z 87.10 25.59%
. 133 140 | 6167 101
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
73
s SR R L
140 1.60 1.80 2.00
5000 59 m/z 55.10 25 .44%
87
43
29 53 67 102
e S S UL S S U L S S S
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #720: N-Ethylformamide A i e
30 140 1.60 1.80 2.00
73 m/z 41.10 11.05%
5000
44 58
18 |
0"w'”'“"l'"?ﬂwmlw"'w"'w"'w"'w"'w"'w' UL I I L
m/z--> 10 20 30 40 50 60 70 8 90 100 110 140 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079277.D

Aca On : 15 May 2015 18:42

Operator : TP/1Z

Sample : 62269-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.89 Concentration Rank 4

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

6.89 50.98 ng 970882 1,4-Dichlorobenzene-d4 7.18
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-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 499 (6.890 min): BF079277.D (-496) (-) m/z 132.00 100.00%
32
5000
68
40 75 % 660 6.80 7.0 7.20
54 103 - - - -
Obrrrrrrrprrrr et e Sl 87 Ll Tm/z 68.10 33.58%
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 N
5000 IR R A L
6.60 6.80 7.00 7.20
3 78 m/z 134.00 32.84%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
660 6.80 7.00 7.20
5000 67 m/z 66.10 21.57%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole A o A m
132 6.60 6.80 7.00 7.20
m/z 69.10 13.23%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079277.D

Aca On : 15 May 2015 18:42

Operator : TP/1Z

Sample : 62269-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 7 Dodecanamide Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.41 3.54 ng 107299 Chrysene-di12 16.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanamide 199 C12H25NO 001120-16-7 50
2 Heptanamide. 4-ethvl-5-methvl- 171 C10H21NO 054789-40-1 50
3 d-Glucosamine 179 C6H13NO5 000090-77-7 47
4 2-Octanol. 2-methvl-6-methvlene- 156 C10H200 018479-59-9 40
5 2-Hydroxy-2-methylundec-5-en-3-one 198 C12H2202 1000191-46-2 38
Abundance Scan 1244 (15.405 min): BF079277.D (-1239) (-) m/z 59.10 100.00%
59
72
5000 a1
83 g7 LRSRIA SURIE SIS B B
112 126 15.00 15.20 15.40 15.60 15.80
0 L | m/z  72.00 61.61%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #55486: Dodecanamide
59
5000 A U UL B B
72 mmmmmmmmmm
m/z 55.05 49 .69%
ol 15 H\ |, 86 100 114 128 142 156 170 184 199
m/z--> 25 ' eb 85 160 150 150 1é0 180 260
Abundance
59
15.00 15.20 15.40 15.60 15.80
5000 72 m/z 41.05 37.48%
114
- 43
ol 15 86 100 128 142 156 171
m/z--> 25 45 eb 85 160 150 150 160 1éo 260
Abundance #42013: d-Glucosamine
59 72 15.00 15.20 15.40 15.60 15.80
m/z 43.10 29.56%
5000
0 \\‘ \HM \Hh il ‘\ i ‘\ 88 10\0 115 130 148 161 177
m/z--> ' 6|0 8|0 1(')0 150 14'10 1('30 180 2(')0 15. oo 15. 20 15. 40 15. 60 15. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079277.D

Aca On : 15 May 2015 18:42

Operator : TP/1Z

Sample : 62269-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 8 Pentafluoropropionic acid, ... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.95 5.35 ng 162054 Chrysene-d12 16.06

Hit# of 5 Tentative ID

1 Pentafluoropropionic acid. octad... 416 C21H37F502
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91

3 1-Hexacosanol 382 C26H540 000506-52-5 91
4 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 91
5 1-Heptadecanol 256 C17H360 001454-85-9 90
Abundance Scan 1292 (15.954 min): BF079277.D (-1289) (-) m/z 57.10 100.00%
83
5000 F
111
3 139 207 15.60 15.80 16.00 16.20
0 S A e e S m/z 55.10 92.76%

T
m/z--> 50 100 150 200 250 300 350
Abundance #159526: Pentafluoropropionic acid, octadecyl ester
43

5000 69 llllll|||||||||||||
15.60 15.80 16.00 16.20

m/z 83.10 87 .99%

ol 1| m | \‘ 125 154 191 205224 252
e —
m/z--> 50 100 150 200 250 300 350
Abundance
43
83

15.60 15.80 16.00 16.20

MW  MolForm CAS# Qual

1000280-07-7 91

5000 m/z 43.10 86.96%
111
oL 25 65 139 182 210
e B o B L
m/z--> 50 100 150 200 250 300 350
Abundance #152038: 1-Hexacosanol e e
43 15 60 15. 80 16. 00 16 20

m/z 69.05 76.81%
5000 83

111 ?
0 ‘ I | Jeﬂ ' L | \139 168 196 224 252 278 308 336 364
Al 10, | ; B e e S

m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079277.D

Aca On : 15 May 2015 18:42

Operator : TP/1Z

Sample : 62269-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 9 9-Octadecenamide, (Z)- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
17.14 14.03 ng 410341 Perylene-d12 17.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 74
2 Methvl 17-methoxv-10-methoxvcarb... 386 C22H4205 1000110-20-7 43
3 Z-8-Methvl-9-tetradecenoic acid 240 C15H2802 1000130-84-5 25
4 Erucic acid 338 C22H4202 000112-86-7 18
5 Oleic Acid 282 C18H3402 000112-80-1 14

Abundance Scan 1396 (17.143 min): BF079277.D (-1393) (-) m/z 59.10 100.00%
5000 a1 A
83 S SN
126 16.80 17.00 17.20 17.40
154
o aloay 2 178198 221240 276294 320 | Tnz70 7210 70.08%
m/z--> 50 100 150 200 250 300 350
Abundance #106874: 9-Octadecenamide, (2)-
59
5000 R AL FRUNR SRR B
1680 17.00 1720 17.40
41 m/z 55.05 59.67%
281
0 |1|8\\| ‘.H‘ I“H \“:\ IH\ \Hi H \]"!'3'61'5"1 |1|8‘|1 |22|0| |2|53|‘| .‘ —
m/z--> 50 100 150 200 250 300 350
Abundance
59
16.80 17.00 17.20 17.40
5000 m/z 41.05 37.79%
0 1 7998 126 152 184 212 244563 291311 339 371
m/z--> 50 100 150 200 250 300 350
Abundance #82448: Z-8-Methyl-9-tetradecenoic acid REER T AR
55 16.80 17.00 17.20 17.40
m/z 43.05 34 .90%
5000
97
NI J‘L jag 37, 166185208 240
m/z--> 5'0 100 150 2(')0 250 300 350 1680 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051515\
Data File : BF079277.D

Acq On : 15 May 2015 18:42

Operator : TP/1Z

Sample - G2269-02

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknownl .34 1.34 233.5 ng 4446650 1 7.18 380913 20.0
Butane, 2-methoxy... 1.63 12.1 ng 230455 1 7.18 380913 20.0
unknown6 .89 6.89 51.0 ng 970882 1 7.18 380913 20.0
Dodecanamide 15.41 3.5 ng 107299 5 16.06 605968 20.0
Pentafluoropropio... 15.95 5.3 ng 162054 5 16.06 605968 20.0
9-Octadecenamide, ... 17.14 14.0 ng 410341 6 17.84 584966 20.0
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