LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\

Data File : BF104201.D

Aca On 4 Apr 2018 1:01 Instrument :
Operator : JU/SJ BNA_F

Sample - J2182-04 ClientSampleld :
Misc - 6-WM-DIP-2-EW@4.5
ALS Vial : 18 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-BF032818.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 2.281 28 33 41 rVB 99922 135193 4.24% 0.519%
2 5.204 527 530 542 rBV 74395 113797 3.57% 0.437%
3 5.593 592 596 621 rBY 1899079 2505100 78.63% 9.621%
4 6.598 763 767 786 rBY 1788354 2770467 86.96% 10.640%
5 6.734 786 790 813 rVB 2362656 2837429 89.06% 10.898%

6 6.957 825 828 851 rVvB 332868 525283 16.49% 2.017%
7 7.116 851 855 875 rBV 1893898 2179274 68.40% 8.370%
8 7.528 921 925 947 rBV 1067170 1743892 54.73% 6.698%
9 8.239 1042 1046 1062 rBV 605389 772545 24 _.25% 2.967%
10 9.310 1224 1228 1237 rBV 2813874 3186074 100.00% 12.237%
11 9.704 1288 1295 1302 rBV 228141 259350 8.14% 0.996%
12 9.904 1325 1329 1333 rBvV 79739 62958 1.98% 0.242%
13 9.998 1341 1345 1357 rBvV 906476 931124 29.22% 3.576%
14 10.404 1411 1414 1417 rVB 106607 73207 2.30% 0.281%
15 10.622 1446 1451 1454 rBV2 27327 35036 1.10% 0.135%

16 10.792 1476 1480 1492 rBV 1616778 1974817 61.98% 7.585%
17 10.875 1492 1494 1505 rVB 97431 142082 4._.46% 0.546%
18 11.492 1596 1599 1621 rBV 709894 932598 29.27% 3.582%
19 13.080 1864 1869 1886 rBV 2700206 3021769 94.84% 11.606%
20 13.951 2013 2017 2032 rVB 114758 136176 4.27% 0.523%

21 14.151 2047 2051 2060 rBV 528898 703911 22.09% 2.703%
22 14.892 2173 2177 2184 rBV 376640 431251 13.54% 1.656%
23 15.692 2308 2313 2327 rVB 319398 563871 17.70% 2.166%

Sum of corrected areas: 26037204
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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:\HPCHEMI\BNA F\DATA\BF040318\

BF104201.D

4 Apr 2018 1:01

JussJ

J2182-04

18 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF032818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

6-WM-DIP-2-EW@4.5
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\
Data File : BF104201.D

Aca On > 4 Apr 2018 1:01

Operator : JU/SJ

Sample : J2182-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.28 5.15 ng 135193 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1-(2-Methoxvethoxv)-2-methvl-2-p... 162 C8H1803 1000364-24-4 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 17

Abundance Scan 33 (2.281 min): BF104201.D (-28) (-) m/z 73.10 100.00%
7B

-

5000
| 2.202.302.402.502.602.70
Olrrprrrrprrrr et e e e e e e || M7z 43.10  31.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
43 2.202.302.402.502.602.70
5 87 m/z 87.10 27.10%
29 ‘
0 N \‘\‘ ‘\
B R L LA L o o o o LN RS R S A S A SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
73
87
2.202.302.402.502.602.70
5000 41 55 m/z 55.10 24 .69%
29
65 97 112 129

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #32662: 1-(2-Methoxyethoxy)-2-methyl-2-propanol, methy! ether
3

-

2.202.302.402.50 2.602.70
m/z 71.00 11.53%

5000

45 59
29
15 Al \ 87 103 130 147

L .

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 2.202.302.402.50 2.602.70

-
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\
Data File : BF104201.D

Aca On > 4 Apr 2018 1:01

Operator : JU/SJ

Sample : J2182-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 5

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

5.20 4.33 ng 113797 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 23
4 Acetone 58 C3H60 000067-64-1 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 529 (5.198 min): BF104201.D (-527) (-) m/z 43.00 100.00%
43
59
5000
101 e i e
1l a I| 83 480 5.00 520 5.40 5.600
-ttt m/z 59.10 65.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 RS S LR
480 5.00 520 5.40 5.60
m/z 101.00 24 .02%
o 25 31 37 | 83 g3 101
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
480 500 520 540 560
5000 m/z 58.05 18.85%
101
15 58
0 28 37 51 69 84
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8387: 2-Pentanol, 2,4-dimethyl- T T T T T T
59 480 5.00 520 5.40 5.60
m/z 41.00 10.15%
5000
43 101
0 15 ! \3‘1 37\ ‘ ‘ | 53\\ 1 65 71 8\3
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\
Data File : BF104201.D

Aca On > 4 Apr 2018 1:01

Operator : JU/SJ

Sample : J2182-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 unknown6.73 Concentration Rank 1

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

6.73 108.03 ng 2837430 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 25
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 789 (6.728 min): BF104201.D (-786) (-) m/z 132.00 100.00%
132
5000 68 Ak_
6 rrrTTTTTTTT T TR T T
40 ,_ 54 75 104 6.40 6.60 6.80 7.00
0 ..,....,....,....,".'.‘.‘?,::..??.l.' RN 1 Ml E S N m/z 68.05 40.29%
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 ISP RERE SARRE RR
a1 o7 6.40 6.60 6.80 7.00
53 117 m/z 134.00 32.61%
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
'6.40 6.60 6.80 7.00
5000 m/z 66.00 24 .42%
104
oL 14 27 37 4451 58 6 77 g9 o7 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132 6.40 6.60 6.80 7.00

m/z 69.10 15.53%

5000
63 90 104
LA B A e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\
Data File : BF104201.D

Aca On > 4 Apr 2018 1:01

Operator : JU/SJ

Sample : J2182-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.87 3.05 ng 142082 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Pentadecane 212 C15H32 000629-62-9 90
3 Hexadecane 226 C16H34 000544-76-3 83
4 Tetracosane 338 C24H50 000646-31-1 83
5 Undecane, 2,8-dimethyl- 184 C13H28 017301-25-6 72
Abundance Scan 1493 (10.869 min): BF104201.D (-1492) (-) m/z 57.00 100.00%
57
5000 85
4\ J o MM NS AN
113 10.60 10.80 11.00 11.20
— | .-.!.,'I...I,...'.,....,....,.1.7..2,....,....,..2]3.6.... ot | m/z 71.10  79.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #94346: Heptadecane
57
85
5000 LR UL UL SR B
4 10.60 10.80 11.00 11.20
m/z 43.05 67 .79%
o5 L] " 1%3‘\141 169 197 240
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
10,60 10.80 11.00 1120
5000 g5 m/z 85.00 48_77%
41
ol 18 113 141 169 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83024: Hexadecane R e BB aa
57 10.60 10.80 11.00 11.20
m/z 41.00 33.27%
5000 4 g5
o L |y 4113 141 169 226
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\
Data File : BF104201.D

Aca On > 4 Apr 2018 1:01

Operator : JU/SJ

Sample : J2182-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 n-Nonadecanol-1 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.95 3.87 ng 136176 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 n-Heptadecanol-1 256 C17H360 001454-85-9 90
Abundance Scan 2017 (13.951 min): BF104201.D (-2013) (-) m/z 83.05 100.00%
57
3 139 13.60 13.80 14.00 14.20
Ot m/z 57.00 98.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #131391: n-Nonadecanol-1
55 83
5000 R AR UL DU B
Bmmmmmmm
29 m/z 97.10 96.44%
139
ok A 4] 168 106 238 266
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
13.60 13.80 14.00 14.20
5000 11 m/z 69.05 87.58%
29 139
o 167 195 222 250 280 308 336
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175127: Trifluoroacetoxy hexadecane o L o
57 13.60 13.80 14.00 14.20
97 m/z 43.05 86.41%
5000
0 Lol gk ‘ i h 4 154 179196 224 257269 320
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13 60 13. 80 14. 00 14 20 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040318\
Data File : BF104201.D

Aca On > 4 Apr 2018 1:01

Operator : JU/SJ

Sample : J2182-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 7 9-Octadecenamide, (Z)- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.89 12.25 ng 431251 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 91
2 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 90
3 Octadecanamide 283 C18H37NO 000124-26-5 50
4 7-Nonenamide 155 C9H17NO 090949-53-4 50
5 Heptanamide, 4-ethyl-5-methyl- 171 C10H21NO 054789-40-1 46
Abundance Scan 2177 (14.892 min): BF104201.D (-2173) (-) m/z 59.00 100.00%

o
5000
41
8 114 14.60 14.80 15.00 15.20
140
o Ll 103184 212 240 263 294 320 352 m/z 72.00 77.25%
m/z--> 50 100 150 200 250 300 350
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 41 LI B UL SULRLE UL

14.60 14.80 15.00 15.20
m/z 55.05 47 .89%

0 .1‘?“‘. I \HH H \‘\H MM \H J Il|54:r |1|8‘:' I |22|O|23|8| i I2£|3ll ———r
m/z--> 50 100 150 200 250 300 350
Abundance
59

14.60 14. 80 15. 00 15.20

5000 a1 m/z 41.05 31.35%
8 % 337
oL15 101 154 184 206 234254 276294 319
o T o e e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #130204: Octadecanamide AN SN s
59 14160 1480 15.00 15 20

m/z 43.05 30.83%

5000
4
15 0wy |1191?8 156 184 212 240 265283

WIS = . e o B e SR ek,

m/z--> 50 100 150 200 250 300 350 14. 60 14. 80 15. 00 15 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040318\
Data File : BF104201.D

Acq On > 4 Apr 2018 1:01

Operator : JU/SJ

Sample - J2182-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818_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]
Butane, 2-methoxy... 2.28 5.2 ng 135193 1 6.96 525283 20.0
2-Pentanone, 4-hy... 5.20 4.3 ng 113797 1 6.96 525283 20.0
unknown6.73 6.73 108.0 ng 2837430 1 6.96 525283 20.0
Heptadecane 10.87 3.0 ng 142082 4 11.49 932598 20.0
n-Nonadecanol-1 13.95 3.9 ng 136176 5 14.15 703911 20.0
9-Octadecenamide, ... 14.89 12.3 ng 431251 5 14.15 703911 20.0
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