LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091616\

Data File : BF090117.D

Aca On : 16 Sep 2016 20:22 Instrument :
Operator : UM/SJ BNA_F

Sample  : H4813-11 Sl
Misc i SB-6-14-15

ALS Vial : 17 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-BF091516.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 1.690 7 9 69 rvB 3247449 9333692 100.00% 22.421%
2 4.650 265 268 286 rVB 372659 708139 7 .59% 1.701%
3 5.107 305 308 311 rBVY 2713761 3114288 33.37% 7.481%
4 6.193 400 403 405 rBV 2893483 3312020 35.48% 7.956%
5 6.307 410 413 415 rBV 3264090 3439184 36.85% 8.261%

6.536 431 433 439 rBvV 870438 866420 9.28% 2.081%
6.696 444 447 449 rBV 2804047 2677328 28.68% 6.431%
7.107 480 483 486 rBV 1849253 2007554 21.51% 4.822%
7.827 543 546 548 rBV 1276702 1160368 12.43% 2.787%
8.913 638 641 643 rBVY 3268172 4133847 44_.29% 9.930%

=
QO ~NO®

11 9.188 663 665 668 rBv 198296 178922 1.92% 0.430%
12 9.302 673 675 678 rBvV 637952 631561 6.77% 1.517%
13 9.565 696 698 701 rBV 1205555 1285552 13.77% 3.088%
14 10.353 764 767 769 rBV 2084473 2169421 23.24% 5.211%
15 11.039 824 827 829 rBV 1245690 1227949 13.16% 2.950%

16 12.628 963 966 968 rBvV 2389708 3458915 37.06% 8.309%
17 13.531 1043 1045 1053 rBvV 121924 198852 2.13% 0.478%

18 13.645 1053 1055 1064 rBV 901901 968531 10.38% 2.327%
19 14.971 1169 1171 1176 rBV 602163 756706 8.11% 1.818%

Sum of corrected areas: 41629249
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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\BF091616\

BF090117.D

16 Sep 2016 20:22

UM/SsJ

H4813-11

17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091616\
Data File : BF090117.D

Aca On : 16 Sep 2016 20:22

Operator : UM/SJ

Sample : H4813-11

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091516.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._.65 16.35 ng 708139 1,4-Dichlorobenzene-d4 6.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 268 (4.650 min): BF090117.D (-265) (-) m/z 43.05 100.00%
43
59
5000
101 SEDRNIN KL S ———
51| 83 440 460 480 5.00
O e m/z 59.10 61.92%
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
59 4.40 4.60 4.80 5.00
m/z 101.10 24 .30%
15 31 101
0 ‘ 1 . 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
43
- 440 460 480 5.00
5000 m/z 58.10 18.85%
29 101
o 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
59 4.40 4.60 4.80 5.00
m/z 41.10 8.00%
5000 41
68
0 150 . 126 147
”W'”W”'W””I””P'”P”'P”W'”W”'W””I“”P'“P'”P“'I "”I'”'I”"P"W"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091616\
Data File : BF090117.D

Aca On : 16 Sep 2016 20:22

Operator : UM/SJ

Sample : H4813-11

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091516.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 unknown6.31 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
6.31 79.39 ng 3439180 1,4-Dichlorobenzene-d4 6.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 27

2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
Abundance Scan 413 (6.307 min): BF090117.D (-410) (-) m/z 132.10 100.00%
5000 68
0 [ 75 s 600 620 640 6.60
4 54 104 . . . .
o..,....,....,...:,'.'.‘.‘?,:.'..‘,3?:.-.|,..':.,..5.‘.7,....,.':..,.1.1.5.,...., b || M7z 68.10  40.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 ISR NS LR SR LR
a1 97 6.00 6.20 6.40 6.60
53 79 117 m/z 134.10 33.45%
0 ||||||||||||||3|4.||||||||||||69||||||||||||8|?||||IEI-|O|5|||||||]|-2|?.| H”III”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 o 600 620 640 6.60
5000 m/z 66.10 24 _48%
31 4 51 8
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132 6.00 6.20 6.40 6.60
m/z 96.10 15.63%
5000
Jas 28 3 52 77 90 14 5 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 600 620 640 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091616\
Data File : BF090117.D

Aca On : 16 Sep 2016 20:22

Operator : UM/SJ

Sample : H4813-11

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091516.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-Ethylhexyl mercaptoacetate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.19 2.78 ng 178922 Acenaphthene-d10 9.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Ethvlhexvl mercaptoacetate 204 C10H2002S 007659-86-1 91
2 Oxalic acid. 2-ethvlhexvl isobut... 258 C14H2604 1000309-38-5 64
3 Oxalic acid. butvl 2-ethvlhexvl ... 258 C14H2604 1000309-38-6 59
4 Oxalic acid. bis(2-ethvlhexvl) e... 314 C18H3404 1000309-39-0 58
5 Oxalic acid, 2-ethylhexyl octyl ... 314 C18H3404 1000309-39-1 58
Abundance Scan 665 (9.188 min): BF090117.D (-663) (-) m/z 57.10 100.00%
71
43
5000
83 gp 112 8.80 9.00 9.20 9.40 9.60
o oM 0 sz 71.10 0 69.12%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #63704: 2-Ethylhexyl mercaptoacetate
57
43 &
5000
8.80 9.00 9.20 9.40 9.60
29 112 m/z 43.10 56.97%
ol 15 | “‘ L 210 10 15157 1
miz--> 20 40 60 80 100 120 140 160 180
Abundance
57
71
8.80 9.00 9.20 9.40 9.60
5000 41 m/z 41.10 36.33%
112
. 29 8 o 131 157
miz--> 20 40 60 80 100 120 140 160 180
Abundance #108879: Oxalic acid, butyl 2-ethylhexyl ester A T e R
57 8.80 9.00 9.20 9.40 9.60
71 m/z 55.10 28.84%
5000
41
29
0 H‘ \H‘ ‘ ] \‘\ 8? 102 ‘ 129 15\7
m/z--> 20 40 60 80 100 120 140 160 180 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091616\
Data File : BF090117.D

Aca On : 16 Sep 2016 20:22

Operator : UM/SJ

Sample : H4813-11

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF091516.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 1-Heptacosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.53 4.11 ng 198852 Chrysene-di12 13.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 n-Nonadecanol-1 284 C19H400 001454-84-8 91
4 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91
Abundance Scan 1045 (13.531 min): BF090117.D (-1043) (-) m/z 57.10 100.00%
57
5000 111 V_ﬂ,J\\A__,&_J\\\A~\A_J\__J\
l |130 »o7 13.20 13.40 13.60 13.80
o} B o S S S m/z 83.10 95.41%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57 7
5000 AR SRR A A
m 1320 13.40 13.60 13.80
m/z 55.10 83.72%
ot i, ‘ h ‘m i 4‘ ;i .181 209 236 264 292 320 350 378
m/z--> 50 200 250 300 350
Abundance
57 83
13.20 13.40 13.60 13.80
5000 11 m/z 69.05 80.23%
29 139
o 167 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350
Abundance #131391: n-Nonadecanol-1 R e e AR A
55 88 13.20 13.40 13.60 13.80
m/z 43.10 79.98%
5000 111
29
ARt T~ S R DU A e N
m/z--> 50 100 150 200 250 300 350 1320 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091616\
Data File : BF090117.D

Acq On : 16 Sep 2016 20:22

Operator : UM/SJ

Sample - H4813-11

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091516 .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... 4.65 16.4 ng 708139 1 6.54 866420 20.0
unknown6 .31 6.31 79.4 ng 3439180 1 6.54 866420 20.0
2-Ethylhexyl merc... 9.19 2.8 ng 178922 3 9.56 1285550 20.0
1-Heptacosanol 13.53 4.1 ng 198852 5 13.65 968531 20.0
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