LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110116\

Data File : BG024615.D

Aca On 2 Nov 2016 6:22 Instrument :
Operator : UM/SJ ?:'I\:gﬁ(t;Sam ol
3?22'6 i H5489-03 SBﬁ&Q&l%
ALS Vial : 23 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:\HPCHEM1\BNA G\METHODS\8270-BG102516.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 2.979 19 24 36 rvB4 145797 417103 2.37% 0.552%
2 3.125 44 49 69 rvv 8983054 17622412 100.00% 23.338%
3 3.272 69 74 86 rvB4 169480 397805 2.26% 0.527%
4 4.718 313 320 329 rBV 259030 428302 2.43% 0.567%
5 5.329 415 424 435 rBY 1087454 1815040 10.30% 2.404%

5.799 495 504 512 rBV 2154444 3626880 20.58% 4._.803%
7.403 769 777 789 rBV 2772062 5022281 28.50% 6.651%
2409624 4490308 25.48% 5.947%
8.267 917 924 931 rBV2 452780 819911 4._.65% 1.086%
8.596 970 980 990 rBV 2031720 3673610 20.85% 4 _865%
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11 9.442 1115 1124 1134 rBV 1761537 3272904 18.57% 4 _.334%
12 11.093 1393 1405 1413 rBV 588995 1115354 6.33% 1.477%
13 13.507 1808 1816 1824 rBV 4287970 6832621 38.77% 9.049%
14 14.318 1948 1954 1961 rBV 1022417 1528772 8.68% 2.025%
15 14.882 2042 2050 2058 rBvV2 983223 1551196 8.80% 2.054%

16 16.363 2295 2302 2310 rBV 1979429 3085049 17.51% 4._.086%
17 17.626 2510 2517 2529 rBV2 1270343 2020199 11.46% 2.675%
18 20.205 2950 2956 2966 rBV 8430397 11736445 66.60% 15.543%
19 21.498 3171 3176 3183 rBv2 180101 333520 1.89% 0.442%
20 21.915 3240 3247 3255 rBV 1656672 2875093 16.31% 3.808%

21 25.352 3819 3832 3845 rBV2 902333 2845331 16.15% 3.768%

Sum of corrected areas: 75510136
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110116\
Data File : BG024615.D

Aca On - 2 Nov 2016 6:22

Operator : UM/SJ

Sample : H5489-03

Misc :

ALS Vial :© 23 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG024615.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110116\
Data File : BG024615.D

Aca On > 2 Nov 2016 6:22

Operator : UM/SJ

Sample : H5489-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.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 1 Cyclopentane, methyl- Concentration Rank 6

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

2.98 10.17 ng 417103 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 80
2 1-Heptene. 2-methvl- 112 C8H16 015870-10-7 72
3 Propane. 2-cvclopropvl- 84 C6H12 003638-35-5 64
4 Cvclobutane. ethvl- 84 C6H12 004806-61-5 56
5 2-Methyl-1-nonene 140 C10H20 002980-71-4 56

Abundance Scan 24 (2.979 min): BG024615.D (-19) (-) m/z 56.10 100.00%
56 i ?
5000
84 2.90 3.00 3.10 3.20 3.30 3.40
Ol b byl 134 178 223254281 338 382 508 | n/7 41.10 51.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1493: Cyclopentane, methyl-
56
5000
2.90 3.00 3.10 3.20 3.30 3.40
27 84 m/z 69.10 36.31%
N
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
56
2.90 3.00 3.10 3.20 3.30 3.40
5000 m/z 55.10 26.72%
29
gq 112
e S L B A B WL I LA B L
m/z--> 0O 50 100 150 200 250 300 350 400 450 500
Abundance #1505: Propane, 2-cyclopropyl-
56 2.90 3.00 3.10 3.20 3.30 3.40
m/z 39.15 24 . 70%
5000
27
ol 1|84
m/z--> 0 50 100 150 200 250 300 350 400 450 500 2.90 3.00 3.10 3.20 3.30 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110116\
Data File : BG024615.D

Aca On > 2 Nov 2016 6:22

Operator : UM/SJ

Sample : H5489-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.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 unknown3.13 Concentration Rank 1

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

3.13 429.86 ng 17622400 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 47
2 Methanethioamide. N.N-dimethvl- 89 C3H7NS 000758-16-7 37
3 N-Methoxvdiacetamide 131 C5H9NO3 128459-09-6 28
4 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 25
5 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 23

Abundance Scan 50 (3.131 min): BG024615.D (-44) (-) m/z 73.05 100.00%
4373
5000
1300 320 340
o‘wJNl,'l. L RO1 142 207236 282 380 AST SIS "m/z 43.10  78.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13551: Propanoic acid, 2-methyl-, propy! ester
43
71
5000 L L L NN
3.00 320 3.40
m/z 89.10 59.45%
0 15‘ \‘ 01
m/z--> 6 55 160 1éo 200 250 300 3éo 460 4éo 560 '
Abundance
89
44 U LA A
3.00 320 3.40
5000 m/z 41.05 19.20%
15
L S A L S I B B S W B /\k
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13819: N-Methoxydiacetamide P
43 9 3.00 320 3.40
m/z 45.10 17.71%
5000
0 15» 131
m/z--> 6 55 160 1éo 200 250 300 3éo 400 4éo 560 ' 360 320 3Zo '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110116\
Data File : BG024615.D

Aca On > 2 Nov 2016 6:22

Operator : UM/SJ

Sample : H5489-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.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 4 3-Penten-2-one, 4-methyl- Concentration Rank 5

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

4.72 10.45 ng 428302 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 90
2 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 86
3 3-Hexen-2-one 98 C6H100 000763-93-9 86
4 Cvclohexane. methvl- 98 C7H14 000108-87-2 80
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 78

Abundance Scan 320 (4.718 min): BG024615.D (-313) (-) m/z 55.10 100.00%
B
5000 j\‘
— e
4.40 4.60 4.80 5.00
Ol Al .L??.l.“f.l.?e.z"?. 206 S41 87415 459 532 | n/z 83.10  99.91%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3246: 3-Penten-2-one, 4-methyl-
55 83
5000 LA S SR AR
440 460 4.80 5.00
27 m/z 43.10 39.48%
Ol'ﬂﬁﬂ'“'l"“l""""""""w"'w"'w"'w"'w
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55 83
440 4.60 480 500
5000 m/z 98.10 29.24%
27
L R B B B B WA R B SRR R
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3157: 3-Hexen-2-one R ERamsaEsEmERT e
83 440 4.60 4.80 5.00
55 m/z 39.10 26.61%
5000
T
0||‘||||||||||||||||||||||||||||||||||||||||||||
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110116\
Data File : BG024615.D

Aca On > 2 Nov 2016 6:22

Operator : UM/SJ

Sample : H5489-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.33 44 _27 ng 1815040 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 424 (5.329 min): BG024615.D (-415) (-) m/z 43.10 100.00%
43
5000
T 5h0 520 540 560
oh -tk 480 ,l AT 192 222 262 296 325 364 407429 ' 'm/z 59.10  63.46%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A RS RN RN

5.00 5.20 5.40 5.60
m/z 101.10 21.50%

15 ‘ 101
0 ‘ y il \‘
e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
59
A manEEEa
5.00 5.20 5.40 5.60
5000 101 m/z 58.10 14.45%
29
ot
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #8344: 3-Hexanol, 4-methyl- R R e
59 5.00 5.20 5.40 5.60
m/z 41.10 9.95%
5000
31
87
0 ..“A,“:...,....,....,.... T AP R A
m/z--> 0 50 100 150 200 250 300 350 400 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110116\
Data File : BG024615.D

Aca On > 2 Nov 2016 6:22

Operator : UM/SJ

Sample : H5489-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.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 unknown7.79 Concentration Rank 2

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

7.79 109.53 ng 4490310 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 10
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 843 (7.791 min): BG024615.D (-835) (-) m/z 132.00 100.00%
132
68
5000
I 9F 179207233 278303 337 381408 453 485 ihblligblliébllébbllékbl
o b L 179207233 278303 337 381408 458 485 | ns7 68.10  55.26W
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
5000 e

7.40 7.60 7.80 8.00 8.20
m/z 66.10 39.88%

14 ‘3u‘ 1 H\ T | 04
oA e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
132
A E
9 7.40 7.60 7.80 8.00 8.20
5000 ’ m/z 134.00 34.72%
31 70
o e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14770: Cyclopropanamine, 1-phenyl- R
132 7.40 7.60 7.80 8.00 8.20
m/z 69.10 26 .10%
104
5000
51 77
0...?LLL.Hﬂ”.,...w....,”..,.”.,...w....,”.., 'S WD S
m/z--> 0 50 100 150 200 250 300 350 400 450 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG110116\
Data File : BG024615.D

Aca On > 2 Nov 2016 6:22

Operator : UM/SJ

Sample : H5489-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.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 8 1-Docosene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.50 2.32 ng 333520 Chrysene-di12 21.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 92
2 1-Hexacosene 364 C26H52 018835-33-1 87
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 87
4 Behenic alcohol 326 C22H460 000661-19-8 87
5 Heneicosyl trifluoroacetate 408 C23H43F302 1000351-76-5 83
Abundance _ Scan 3176 (21.498 min): BG024615.D (-3171) (-) m/z 55.05 100.00%
56 83
5000 11
140 177206 253283214343 21.20 21.40 21.60 21.80
- 314 401 448476 549 /7 B7.10 93630
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #151538: 1-Docosene
55
97
5000 R U B B SRR
21.20 21.40 21.60 21.80
) m/z 83.10 79.11%
il
Oluu“.“ N.‘..‘H‘.‘H‘ll“.“‘.e‘??}g% — ....30.8...|....|....|....|....|.
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
97 21.20 21.40 21.60 21.80
5000 m/z 97.10 73.24%
25
. 154182210238266 308336364
m/z--> 6 55 160 1éo 200 250 300 3éo 400 4%0 560 5%0
Abundance #175127: Trifluoroacetoxy hexadecane
57 21.20 21.40 21.60 21.80
m/z 43.20 72.95%
5000
29
0 154 196224 269 320
m/z--> 6 55 160 1éo 200 250 300 3éo 460 4%0 560 5%0 21.20 21.40 21.60 21.80

8270-BG102516.-M Wed Nov 02 16:22:32 2016 Page: 8



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG110116\
Data File : BG024615.D

Acq On > 2 Nov 2016 6:22

Operator : UM/SJ

Sample - H5489-03

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .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]
Cyclopentane, met... 2.98 10.2 ng 417103 1 8.27 819911 20.0
unknown3.13 3.13 429.9 ng 17622400 1 8.27 819911 20.0
3-Penten-2-one, 4. .. 4.72 10.4 ng 428302 1 8.27 819911 20.0
2-Pentanone, 4-hy... 5.33 44.3 ng 1815040 1 8.27 819911 20.0
unknown7 .79 7.79 109.5 ng 4490310 1 8.27 819911 20.0
1-Docosene 21.50 2.3 ng 333520 5 21.92 2875090 20.0
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