LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\

Data File : BF090269.D

Aca On : 27 Sep 2016 23:10

Operator : UM/SJ

3?22'6 i H4949-08 S-4-5-LOC-4(10-15
ALS Vial : 22 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-BF092016.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 1.644 4 5 55 rVB 2632043 7281485 100.00% 19.684%
2 4_.570 258 261 270 rBV 355798 696579 9.57% 1.883%
3 5.039 299 302 305 rBVY 2319383 3152533 43.30% 8.522%
4 6.136 395 398 401 rBVY 2321536 3245747 44 .58% 8.774%
5 6.239 405 407 410 rVvV 2451622 3306235 45.41% 8.938%

6.479 426 428 430 rBvV 595812 768844 10.56% 2.078%
6.627 439 441 444 rBV 2120935 2495401 34.27% 6.746%
7.050 475 478 480 rBV 1963342 2068005 28.40% 5.591%
7.187 487 490 495 rvB 58657 79608 1.09% 0.215%
7.759 538 540 543 rBV 975074 1018537 13.99% 2.753%

=
QO ~NO®

11 8.845 632 635 637 rBVY 3394798 3618861 49.70% 9.783%
12 9.245 667 670 672 rBV 1233499 1228282 16.87% 3.320%
13 9.496 690 692 695 rvB 1027042 1106141 15.19% 2.990%
14 9.965 731 733 734 rVB 82526 73567 1.01% 0.199%
15 10.285 758 761 764 rBV 1905853 1901517 26.11% 5.140%

16 10.433 772 774 778 rBV 94758 124824 1.71% 0.337%
17 10.971 818 821 823 rBV 899222 976190 13.41% 2.639%
18 11.531 868 870 877 rBvV3 61539 83042 1.14% 0.224%
19 12.548 957 959 962 rBV 1889374 1999597 27.46% 5.406%
20 13.462 1037 1039 1046 rBvV 88388 125703 1.73% 0.340%

21 13.577 1046 1049 1055 rBV 856655 862200 11.84% 2.331%
22 14.091 1092 1094 1097 rVB 73214 73268 1.01% 0.198%
23 14.891 1162 1164 1167 rBV 462343 705128 9.68% 1.906%

Sum of corrected areas: 36991294
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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:\HPCHEM1I\BNA F\DATA\BF092716\

BF090269.D

27 Sep 2016 23:10

UM/SsJ

H4949-08

22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

1.64

TIC: BF090269.D

5.04

4.57

6.24
6.14

6.63
7.05

0
Time-->

4.00

T
4.50 5.00

5.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

7.76

TIC: BF090269.D

10.28

9.24

9.50
10.97

9.96 10.43 11.53

12.55

13.

13.4

Time-->

9.50

10.00 10.50 11.00

11.50

12.00

12.50 13.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF090269.D

14.89

L

14.09
A

Time-->

14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

18.00

18.50 19.00

8270-BF092016.-M Wed Sep 28 14:40:34 2016

Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090269.D

Aca On : 27 Sep 2016 23:10

Operator : UM/SJ

Sample : H4949-08

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\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

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_.57 18.12 ng 696579 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 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 261 (4.570 min): BF090269.D (-258) (-) m/z 43.10 100.00%
43
59
5000
101 e N
a3 420 440 460 480 500
o...,....,....,....','::..?.1.~!.|i...‘??....,.-...,....-,....,....,....,....,...., m/z 59.10 66.73%
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
5000 AR SRR R
59 420 4.40 4.60 4.80 5.00
m/z 101.10 26.27%
15 31 101
0 ‘ 1 N 51 . 83 ‘
LR RS AR RS SRS RERLA RS NN RARLS RS SARSS LS LSS SARS SARRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
420 4.40 4.60 4.80 5.00
5000 M m/z 58.10 17.41%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43 420 4.40 4.60 4.80 5.00

m/z 41.10 8.79%

5000 101
28 59
15| | 2%
i \‘ “ I 51 ‘ ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.20 4.40 4.60 4.80 5.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090269.D

Aca On : 27 Sep 2016 23:10

Operator : UM/SJ

Sample : H4949-08

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\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

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 unknown6.24 Concentration Rank 2

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

6.24 86.01 ng 3306240 1,4-Dichlorobenzene-d4 6.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 9

Abundance Scan 407 (6.239 min): BF090269.D (-405) (-) m/z 132.10 100.00%
5000 68
96 RSN U S L
40 54 || - | 06 6.00 6.20 6.40 6.60
Y SN IO MSOPY | - . - | NN m/z 68.10 45.15%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132
5000 RSN U S L
6.00 6.20 6.40 6.60
104 m/z 134.10 32.35%
ol 14 27 39 1 %7 g | us ‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 600 620 6.40 6.60
5000 gg 116 m/z 66.05 27.43%
158 189
R S B S S UL W BRI
m/z--> 20 40 60 80 100 120 140 160 180 A
Abundance #14510: 4-Methylpyrrolo[1,2-a]pyrazine e e
132 6.00 6.20 6.40 6.60
m/z 69.10 17.43%
5000 104
39 52 e 78
0||||||||“‘i||“l‘||“l“|||‘H|||9|2|||‘||1ELT||‘||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090269.D

Aca On : 27 Sep 2016 23:10

Operator : UM/SJ

Sample : H4949-08

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\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

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 Tetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.43 2.56 ng 124824 Phenanthrene-d10 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 86
4 Heptacosane 380 C27H56 000593-49-7 80
5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 80
Abundance Scan 774 (10.433 min): BF090269.D (-772) (-) m/z 57.10 100.00%
57
5000 85
13 1020 10.40 10.60 10.80
3
o A A e TWZ 71,10 75.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane
57
5000 85 DRI UL B B B
mmmmmmmm
4 m/z 43.10 56.98%
oh L L L8 14 169 197 225 253 281 309 33
m/z--> ﬁo Jo 60 85 160 150 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
11020 1040 10.60 10.80
5000 m/z 85.10 50.63%
41 85
ol.23 113 141 169 197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #140552: Dodecane, 1-iodo- i B n R SR e
57 10.20 10.40 10.60 10.80
m/z 41.10 23.49Y%
5000 85
4
155
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

8270-BF092016.-M Wed Sep 28 14:40:36 2016 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092716\
Data File : BF090269.D

Aca On : 27 Sep 2016 23:10

Operator : UM/SJ

Sample : H4949-08

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\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

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 Pentafluoropropionic acid, ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

1346  2.92ng 125703  Chrysene-di2 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 Pentafluoropropionic acid. tetra... 360 CI7H29F502  006222-06-6 95

2 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 93
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 93
4 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 93
5 Behenic alcohol 326 C22H460 000661-19-8 91
Abundance Scan 1039 (13.462 min): BF090269.D (-1037) (-) m/z 57.10 100.00%
57
5000 1L ,_va\_ﬂﬂ~lvﬁAL\Jx~_\)ﬂv-h
SR AR BN BN B
139 167 13.20 13.40 13.60 13.80
o bl o7 m/z 83.10 93.45%
m/z--> 50 100 150 200 250 300 350
Abundance #190374: Pentafluoropropionic acid, tetradecyl ester
5 83
5000 L SN BN I S
13.20 13.40 13.60 13.80
29 m/z 55.10 80.99%
168 196
0,,‘\,\;\4 w 149‘,,,‘ SR S
m/z--> 50 200 250 300 350
Abundance
57
8 SR AR BN BN B
13.20 13.40 13.60 13.80
5000 111 m/z 97.10 79.83%
29 169
0 140 196,15 241 392
m/z--> 50 100 150 200 250 300 350 '
Abundance #205392: Trichloroacetic acid, hexadecy! ester R B e
3 13.20 13.40 13.60 13.80
69 m/z 43.10 76.02%
97
5000
125
0! ‘ J J il Lul l1$3 196 224
m/z--> 50 100 150 200 250 300 350 ' 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092716\
Data File : BF090269.D

Acq On : 27 Sep 2016 23:10

Operator : UM/SJ

Sample - H4949-08

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092016 .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]
2-Pentanone, 4-hy... 4.57 18.1 ng 696579 1 6.48 768844 20.0
unknown6 .24 6.24 86.0 ng 3306240 1 6.48 768844 20.0
Tetracosane 10.43 2.6 ng 124824 4 10.97 976190 20.0
Pentafluoropropio... 13.46 2.9 ng 125703 5 13.58 862200 20.0
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