LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090441.D

Acq On : 7 Oct 2016 13:07

Operator : UM/SJ

Sample : H5121-03

Misc :

ALS Vial : 5 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-BF100516.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 4.554 192 194 197 rBvY 155684 165479 1.73% 0.284%
2 5.183 246 249 251 rBY 571864 762087 7.97% 1.309%
3 5.583 282 284 287 rBvV 2778137 3287128 34.38% 5.645%
4 6.600 370 373 375 rBV 2669543 2299120 24.05% 3.948%
5 6.749 383 386 389 rBV 5424033 5393583 56.41% 9.262%

6.989 404 407 409 rBV 1118283 1460506 15.27% 2.508%
7.046 409 412 414 rVWV 204773 192951 2.02% 0.331%
7.137 418 420 423 rVB 3857560 5042183 52.73% 8.659%
7.549 453 456 458 rBV 4271179 4544851 47 .53% 7.805%
8.269 517 519 522 rBV 1898911 2001798 20.94% 3.438%

=
QO ~NO®

11 9.355 611 614 616 rBVY 8195660 7935038 82.99% 13.626%
12 9.743 646 648 650 rBvV 346071 278432 2.91% 0.478%
13 10.029 671 673 676 rVB 1647488 2285273 23.90% 3.924%
14 10.829 739 743 745 rBV 5058443 5444726 56.94% 9.350%
15 10.943 749 753 758 rvB2 84425 122968 1.29% 0.211%

16 11.526 801 804 806 rBV 2903269 2564154 26.82% 4._.403%
17 12.052 847 850 852 rBvV 243202 322028 3.37% 0.553%
18 12.841 916 919 926 rBV 261030 342901 3.59% 0.589%
19 13.126 940 944 946 rBV 7099888 9561673 100.00% 16.420%
20 14.018 1019 1022 1030 rBVZ2 76240 157373 1.65% 0.270%

21 14.167 1033 1035 1038 rVV 1694741 2315650 24.22% 3.976%
22 15.675 1163 1167 1169 rBV 1231634 1753543 18.34% 3.011%

Sum of corrected areas: 58233445
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA_F\DATA\BF100716\

BF090441.D

7 Oct 2016 13:07

UM/SJ

H5121-03

5 Sample Multiplier: 1

Z:\HPCHEM1I\BNA_F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
8000000

6000000

4000000

2000000

TIC: BF090441.D
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8000000
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TIC: BF090441.D
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! 10.03
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10.94
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Time-->
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12.00
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8000000

6000000
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TIC: BF090441.D
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Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090441.D

Acq On : 7 Oct 2016 13:07

Operator : UM/SJ

Sample : H5121-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
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 1 3-Penten-2-one, 4-methyl- Concentration Rank 7

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

4_.55 2.27 ng 165479 1,4-Dichlorobenzene-d4 6.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 80
4 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80
5 2,4-Azetidinedione, 3,3-diethyl- 141 C7H11NO2 042282-85-9 78

Abundance Scan 194 (4.554 min): BF090441.D (-192) (-) m/z 83.10 100.00%
55 a3
5000
— T
420 4.40 4.60 4.80
..,....,....,...3?|;'.-..‘.‘?-.|.:.,..??,...77.,.:..,....,.... m/z 55.10 91.58%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3241: 3-Penten-2-one, 4-methyl-
55 83
43
5000 29 %8 420 440 460 480
$ m/z 43.10 35.79%
23“‘ 38, | 6167 77 | 92 |
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance
83
55
43 420 4.40 4.60 4.80
5000 m/z 98.10 31.63%
29
98
38 49 62 69
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance #3398: 2-Pentene, 3,4-dimethyl-, (E)- R e B
5 83 420 4.40 4.60 4.80
m/z 39.10 23.75%
5000 a1 98
27 69
"|'%§'| "JJI""‘iJ"??““ l'|§?'hh "??I'l" N S ER NS NN SR
m/z--> 10 20 30 40 50 60 70 80 90 100 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090441.D

Acq On : 7 Oct 2016 13:07

Operator : UM/SJ

Sample : H5121-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
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 3

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

5.18 10.44 ng 762087 1,4-Dichlorobenzene-d4 6.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 Butane, l-ethoxy- 102 C6H140 000628-81-9 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 249 (5.183 min): BF090441.D (-246) (-) m/z 43.10 100.00%
43
59
5000
ae 480 500 520 540 560
83 : : : : :
...,....,....,F??.,'....??.4!,..‘?.7,....,....,....,|....,....,....,....,...., m/z 59.10 59.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 AR S SR SRR
4.80 5.00 5.20 5.40 5.60
m/z 101.10 19.66%
"'I”"I'”'?%'”I'"W""I”"I'”'Ig?”lg?"ﬁ%"P"'l”"I'”'I"”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 480 500 520 540 560
5000 m/z 58.10 16.68%
29 101
15 73 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester A
59 4.80 5.00 5.20 5.40 5.60
m/z 41.10 8.39%
5000 41
68
”'I"”I'"W"'jPL"I”"I”"I'”'I"”I"'W""P"'I}%§I'”'%4?'W JENARRENARRENRERE BARRA RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090441.D

Acq On : 7 Oct 2016 13:07

Operator : UM/SJ

Sample : H5121-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
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 unknown6.75 Concentration Rank 1

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

6.75 73.86 ng 5393580 1,4-Dichlorobenzene-d4 6.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 9

Abundance Scan 386 (6.749 min): BF090441.D (-383) (-) m/z 132.00 100.00%
32
5000 68
" s & ok 65 650 Tho
54 104 - - - -
T ‘,3?:.'.|....,..5.‘.7,....,.':..,.1.1.5.,...., - m/z 68.10 49.68%
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 AL L U R
6.40 6.60 6.80 7.00
78 m/z 134.00 33.49%
L1 | L
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.40 6.60 680 7.00
5000 m/z 66.10 29.99%
104
66
14 27 37 4451 5 T g9 o7 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine e
132 6.40 6.60 6.80 7.00
m/z 69.10 19.04%
5000
33 a4 o g7 105
s PP | s
m/z--> 10 20 30 40 55 éo 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\BF100716\
Data File : BF090441.D

Acq On : 7 Oct 2016 13:07

Operator : UM/SJ

Sample : H5121-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
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 1-Hexanol, 2-ethyl- Concentration Rank 5

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

7.05 2.64 ng 192951 1,4-Dichlorobenzene-d4 6.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 83
2 2-Propyl-1-pentanol 130 C8H180 058175-57-8 53
3 Oxalic acid, isobutyl octyl ester 258 C14H2604 1000309-37-3 47
4 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 45
5 Heptane, 1,1"-oxybis- 214 C14H300 000629-64-1 45

Abundance Scan 412 (7.046 min): BF090441.D (-409) (-) m/z 57.10 100.00%
g7 h
5000
41
70 g3
|| | o8 g, 6.80 7.00 7.20 7.40
O”W””P”W””“”W””P“m””PLW”JP”W”“P'”P”W””P”W”' m/z 41.05 29.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13661: 1-Hexanol, 2-ethyl-
57
5000
p T 6.80 7.00 7.20 7.40
70 m/z 43.10 28.45%
"'v%?'v"'v"'v"w"'w"'w"“|"“ "ﬂ?"'ﬁ%?“l"”I"”I"”I"“I'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
57
6.80 7.00 7.20 7.40
5000 a1 m/z 55.05 23.81%
- 70
83
15 98 112
memwmmwmwwmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #108842: Oxalic acid, isobutyl octy! ester
57 6.80 7.00 7.20 7.40
m/z 70.10 19.91%
41
5000 29
71
il ‘ H‘ 84 92 103112 157 A A
m/z--> 10 20 30 40 50 6|O 70 8|O 90 100 110 120 130 140 150 160 6.80 7.00 7.20 7.40
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

Library Search

Z:\HPCHEM1I\BNA_F\DATA\BF100716\
BF090441.D

7 Oct 2016 13:07

UM/SJ

H5121-03

5 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Compound Report

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 6

Peak Number

6 n-Hexadecanoic acid

R.T. EstConc Area Relative to ISTD R.T.
12.05 2.51 ng 322028 Phenanthrene-d10 11.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 n-Hexadecanoic acid

2 Pentadecanoic acid
3 Tridecanoic acid
4 Tetradecanoic acid

256 C16H3202
242 C15H3002
214 C13H2602
228 C14H2802

5 Oxalic acid, dodecyl propyl ester 300 C17H3204

000057-10-3 99
001002-84-2 81
000638-53-9 76
000544-63-8 74
1000309-26-5 25

Abundance Scan 850 (12.052 min): BF090441.D (-847) (-) m/z 73.10 100.00%
s
43 60
5000 129
97 213 L e o
15| 143187171185, 00717 0 256 11.80 12.00 12.20 12.40
m/z 60.05 78.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 LI I L L B L L L B
11. 80 12. OO 12 20 12. 40
m/z 43.10 72.31%
213
‘J‘H' 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
R e AL
11.80 12.00 12.20 12.40
5000 129 m/z 57.10 70.70%
29 g7
199
101115 143157141185 213 242
15 226
o LB A o o B AARRERR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid B e R
43 60 73 11.80 12.00 12.20 12.40
m/z 55.10 58.85%
5000
29
129
“ T7 N ‘ 7 214
el Al ML) | 317 | B56g ||| e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 80 12. OO 12 20 12. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090441.D

Acq On : 7 Oct 2016 13:07

Operator : UM/SJ

Sample : H5121-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.84 2.67 ng 342901 Phenanthrene-d10 11.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
4 n-PROPYL NONYL ETHER 186 C12H260 1000130-69-3 25
5 Oxalic acid, cyclobutyl pentadec... 354 C21H3804 1000309-70-5 20
Abundance Scan 919 (12.841 min): BF090441.D (-916) (-) m/z 73.10 100.00%
43 7B
57

5000 129

-

185 241

12.60 12.80 13.00 13.20
m/z 43.10 88.06%

199213227

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid

43 57

284

129

50001 28

12:60 12.80 13.00 13.20
m/z 57.10 81.07%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

g

Abundance
43 5 73
12.60 12.80 13.00 13.20
5000] g 129 m/z 60.10 77.11%
87 242
143 199
115 185
101 157171 213
Tﬁmmmmwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid R A BRREE Ra
43 0 12.60 12.80 13.00 13.20
m/z 55.10 65.77%
5000
213
143157171185199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.60 12. 80 13. OO 13 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090441.D

Acq On : 7 Oct 2016 13:07

Operator : UM/SJ

Sample : H5121-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.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]
3-Penten-2-one, 4... 4.55 2.3 ng 165479 1 6.99 1460510 20.0
2-Pentanone, 4-hy... 5.18 10.4 ng 762087 1 6.99 1460510 20.0
unknown6.75 6.75 73.9 ng 5393580 1 6.99 1460510 20.0
1-Hexanol, 2-ethyl- 7.05 2.6 ng 192951 1 6.99 1460510 20.0
n-Hexadecanoic acid 12.05 2.5 ng 322028 4 11.53 2564150 20.0
Octadecanoic acid 12.84 2.7 ng 342901 4 11.53 2564150 20.0
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