LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF092016\

Data File : BF090141.D

Acq On : 20 Sep 2016 18:35 Instrument :
Operator : UM/SJ BNA_F

Sample - H4854-01 ClientSampleld :
Misc : FK-BPM-01-Al
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-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 height area % max. total
1 1.678 6 8 53 rvB 3278977 11037013 100.00% 24.675%
2 4.616 263 265 278 rBV 371847 643640 5.83% 1.439%
3 5.084 303 306 309 rBvV 2722501 3108572 28.16% 6.950%
4 6.170 398 401 404 rBV 2687142 3024578 27.40% 6.762%
5 6.284 408 411 413 rBV 3235764 3341947 30.28% 7.471%

6.513 429 431 434 rBvY 894875 906486 8.21% 2.027%
6.673 442 445 447 rBV 2794807 2636077 23.88% 5.893%
7.085 478 481 484 rBV 1658604 2016685 18.27% 4 _509%
7.805 541 544 546 rBV 1359290 1255171 11.37% 2.806%
8.890 636 639 641 rBVY 3637355 4115757 37.29% 9.201%

=
QO ~NO®

11 9.290 671 674 676 rBVY 1331626 1305863 11.83% 2.919%
12 9.553 694 697 699 rBV 1165689 1458546 13.22% 3.261%
13 9.976 731 734 738 rBV2 73244 121986 1.11% 0.273%
14 10.331 762 765 768 rBV 1868475 1963719 17.79% 4 _.390%
15 11.016 822 825 828 rBV 1522569 1401378 12.70% 3.133%

16 11.576 871 874 878 rBv2 108320 194148 1.76% 0.434%
17 12.354 939 942 949 rBV 169064 397613 3.60% 0.889%
18 12.605 961 964 966 rBV 3231039 3493756 31.65% 7.811%
19 13.519 1041 1044 1051 rBV 168383 224166 2.03% 0.501%
20 13.622 1051 1053 1066 rvVv 910033 1307357 11.85% 2.923%

21 14.948 1167 1169 1172 rBV 563870 775322 7.02% 1.733%

Sum of corrected areas: 44729780
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF092016\
BF090141.D

20 Sep 2016 18:35

UM/SJ

H4854-01

5 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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092016\
Data File : BF090141.D

Acq On : 20 Sep 2016 18:35

Operator : UM/SJ

Sample - H4854-01

Misc :

ALS Vial : 5 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

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.

4.62 14.20 ng 643640 1,4-Dichlorobenzene-d4 6.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 23
4 Acetone 58 C3H60 000067-64-1 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 265 (4.616 min): BF090141.D (-263) (-) m/z 43.05 100.00%
43
59
5000
il a5 ko 4k 2k 5ho
83 : : : : :
o..,....,....','::..??.4.',...‘?,9....,.-...,...:,....,....,....,....,...., m/z 59.10 61.09%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl- A\
43
5000 SRR R L
420 4.40 4.60 4.80 5.00
59 101 m/z 101.10 22.90%
o 2 36 51 “‘ 67 76 83 91 |
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
420 440 460 480 500
5000 M m/z 58.10 18.26%
68
o 50 126 142
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- R R REEE L
59 420 4.40 4.60 4.80 5.00
m/z 41.10 8.56%
5000
41
0"|"'H““"Jlm”'?P“ﬁli""l??" 2 ""IL"'I""I"”I""I""I R IR L
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092016\
Data File : BF090141.D

Acq On : 20 Sep 2016 18:35

Operator : UM/SJ

Sample - H4854-01

Misc :

ALS Vial : 5 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

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 unknown6.28 Concentration Rank 2

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

6.28 73.73 ng 3341950 1,4-Dichlorobenzene-d4 6.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
4 4-Chloro-6-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 411 (6.284 min): BF090141.D (-408) (-) m/z 132.10 100.00%
132
5000 68
40 [ 75 ® 104 600 620 640 6.60
54 - - -
0 ..,....,....,...:,".'.‘.‘?,:.'..?.1:.-.|,..':.,..?‘.7,....,.':..,.1.1:‘3.,...., oy 'm/z 68.10 40.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentena
132
5000 67 IR SR R
a1 o7 6.00 6.20 6.40 6.60
53 - 117 m/z 134.10 33.36%
0 ||||||||||||||3|4.||||||||||||63||||||||||||8|?||||IEI-|O|5|||||||]|-2|?.|| ‘IHI”I
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 25.20%
78
31 55 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14503: 1H-Benzimidazole, 2-methyl- R R

132 6.00 6.20 6.40 6.60
m/z 69.10 15.93%

5000

63 o0 104
15 28 39 % 7 7 " 116

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092016\
Data File : BF090141.D

Acq On : 20 Sep 2016 18:35

Operator : UM/SJ

Sample - H4854-01

Misc :

ALS Vial : 5 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

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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.58 2.77 ng 194148 Phenanthrene-d10 11.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Oxalic acid, dodecyl propyl ester 300 C17H3204 1000309-26-5 25
5 Oxalic acid, dodecyl isobutyl ester 314 C18H3404 1000309-37-7 25
Abundance Scan 874 (11.576 min): BF090141.D (-871) (-) m/z 73.05 100.00%
73
43 60
5000 129
i LN SRR SUNL SURELE I
8 1S | 4157171185 213 g 11.20 11.40 11.60 11.80
o} m/z 60.00 75.50%
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 AR U SR SRR
nmumnmnm
213 m/z 43.10 74 .75%
0 i 143 BT 169
m/z--> 25"'25"'50"'50 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11120 11.40 1160 11.80
5000{ g 129 m/z 57.10 69.01%
87 242
143 199
115 185
101 157 171 213
O R R S i T AR AR e
m/z--> 25 Jo éo 85 160 150 110 1éo 180 200 220 250 2éo
Abundance #84453: Tetradecanoic acid B A e S S,
60 73 11.20 11.40 11.60 11.80
43 m/z 55.10 59.66%
5000 129
; 185 228
01115 143 127171
ob \‘ M , ‘ ‘ I, T* e Ll .‘..1.9??.1?
m/z--> 80 100 120 140 160 180 200 220 240 260 11. 20 11. 40 11. 60 11. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092016\
Data File : BF090141.D

Acq On : 20 Sep 2016 18:35

Operator : UM/SJ

Sample - H4854-01

Misc :

ALS Vial : 5 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

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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.35 6.08 ng 397613 Chrysene-di12 13.62
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 93
3 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 38
4 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 20
5 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 18
Abundance Scan 942 (12.354 min): BF090141.D (-939) (-) m/z 73.05 100.00%
43 7B
57

-

D

5000 129
o7
185 IIIIIIIIIIIIIIIIIIIIIII
I 15 | 1431651717 | 19991300721 284 12.00 12.20 12.40 12.60
g WMMMW m/z 43.10 90.63%

m/z--> 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid

40
73
5000 129 B e e e e
12.00 12.20 12.40 12.60
m/z 57.10 81.96%

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

-

43 73

:

a9 | 3 12.00 12.20 12.40 12.60
5000 m/z 60.05 81.39%
242

129

87
101115 | 1431571711859%,5

a8

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12837: Ethanone, 1-(4,5-dihydro-2-thiazolyl)- e S =TT S
43 60 12.00 12.20 12.40 12.60
m/z 55.05 63.45%
129
5000
‘ 87 101
Obprrrr s e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. OO 12 20 12. 40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092016\
Data File : BF090141.D

Acq On : 20 Sep 2016 18:35

Operator : UM/SJ

Sample - H4854-01

Misc :

ALS Vial : 5 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

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 1-Heneicosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.52 3.43 ng 224166 Chrysene-di12 13.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 95
4 n-Nonadecanol-1 284 C19H400 001454-84-8 95
5 1-Nonadecene 266 C19H38 018435-45-5 91

Abundance Scan 1044 (13.519 min): BF090141.D (-1041) (-) m/z 83.10 100.00%

57

5000

:

13.20 13.40 13.60 13.80
m/z 57.10 94.75%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol

(6)]
ol
(o]
w

5000 LA L L L L L L L L
13.20 13.40 13.60 13.80
29 m/z 97.10 87.26%
ol Lol 167 196 238 266 294
e
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
e e
13.20 13.40 13.60 13.80
5000 11 m/z 69.10 77.47%
29 139

167 196 224 252 280 308

ERE

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 T T
83 13.20 13.40 13.60 13.80
m/z 55.10 76.83%
o \“ ‘ 167 195 222 250 280 308 336
”w””“”.”” - AR R At
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092016\
Data File : BF090141.D

Acq On : 20 Sep 2016 18:35

Operator : UM/SJ

Sample - H4854-01

Misc :

ALS Vial : 5 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... 4.62 14.2 ng 643640 1 6.51 906486 20.0
unknown6 .28 6.28 73.7 ng 3341950 1 6.51 906486 20.0
n-Hexadecanoic acid 11.58 2.8 ng 194148 4 11.02 1401380 20.0
Octadecanoic acid 12.35 6.1 ng 397613 5 13.62 1307360 20.0
1-Heneicosanol 13.52 3.4 ng 224166 5 13.62 1307360 20.0
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