LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100192.D

Aca On > 4 Nov 2017 21:24

Operator : SJ/JU

Sample : 16313-11

Misc :

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:\HPCHEM1I\BNA F\METHODS\8270-BF102317.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 4.387 388 391 404 rBV3 12318 37968 1.53% 0.187%
2 4.987 489 493 518 rBV 213323 407606 16.42% 2.010%
3 5.392 559 562 596 rBY 1306712 1970617 79.37% 9.716%
4 6.416 733 736 754 rBVY 1581479 1997173 80.44% 9.847%
5 6.539 754 757 771 rVB 2103972 2060785 83.01% 10.161%

6.763 792 795 807 rVB 508221 477737 19.24% 2.356%
6.916 818 821 842 rBV 1753268 1637488 65.96% 8.074%
7.334 889 892 916 rBV 1114826 1238045 49.87% 6.104%
8.045 1010 1013 1038 rBvV 714433 683270 27.52% 3.369%
9.116 1191 1195 1198 rBV 2786504 2482681 100.00% 12.241%

=
QO ~NO®

11 9.516 1260 1263 1276 rBV 215205 188541 7.59% 0.930%
12 9.798 1307 1311 1325 rVB 825646 799140 32.19% 3.940%
13 10.592 1443 1446 1459 rBV 1382863 1392479 56.09% 6.866%
14 11.286 1561 1564 1575 rBV 834569 813322 32.76% 4_.010%
15 11.804 1649 1652 1665 rBV 177801 179072 7.21% 0.883%

16 12.586 1782 1785 1796 rBV 73170 91715 3.69% 0.452%
17 12.868 1829 1833 1836 rBV 2446559 2436977 98.16% 12.016%
18 13.739 1978 1981 1990 rBV 208884 217064 8.74% 1.070%
19 13.939 2012 2015 2024 rBV 618718 610403 24.59% 3.010%

20 14.657 2133 2137 2144 rBV2 41507 49496 1.99% 0.244%

21 15.398 2259 2263 2277 rVB 309115 452320 18.22% 2.230%

22 15.751 2318 2323 2328 rBvV4 18900 29757 1.20% 0.147%

23 16.227 2399 2404 2412 rVB5 14694 27862 1.12% 0.137%
Sum of corrected areas: 20281518
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100192.D

Aca On > 4 Nov 2017 21:24

Operator : SJ/JU

Sample : 16313-11

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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: BF100192.D
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Abundance TIC: BF100192.D
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Abundance TIC: BF100192.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100192.D

Aca On > 4 Nov 2017 21:24

Operator : SJ/JU

Sample : 16313-11

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.99 17.06 ng 407606 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 50
3 3-Hexanol 102 C6H140 000623-37-0 28
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 494 (4.992 min): BF100192.D (-489) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1
| 83.0 4.60 4.80 5.00 5.20 5.40
ot e e e m/z 59.10 62.96%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
4.60 4.80 5.00 5.20 5.40
59.0 1010 m/z 101.10 23.75%
0 21.0 350 | 510 ‘ 67.0 830 910 | |
mz-> 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
460 480 500 520 540
5000 m/z 58.10 18.26%
41.0
29.0 101.0
Oy -§9'9- T "|7?3q T ,?Q-?I U S
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4417 3-Hexanol LI L L L BN B
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.18%
5000 310 430 73.0
o ﬂ‘\ \““ 51.0 |||, 84.0 101.0
m/z--> 20 30 40 50 60 70 80 9 100 110 460 4.80 5.00 520 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100192.D

Aca On > 4 Nov 2017 21:24

Operator : SJ/JU

Sample : 16313-11

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 unknown6.54 Concentration Rank 1

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

6.54 86.27 ng 2060790 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 757 (6.539 min): BF100192.D (-754) (-) m/z 132.00 100.00%
132.0
5000
68.0
96.1 PUSARNE SRR
400 540 6.20 6.40 6.60 6.80
o....,....,:...,.:..,.:I.',..7.55,0....,..!.,.1??.?....,...., | | m/z 68.05  34.13%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 o
5000 SRR SRS SRR SRR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.00%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
6.20 6.40 6.60 6.80
5000 67.0 m/z 66.05 20.32%
41.0 97.0
53.0
20.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14500: 1H-Indazole, 7-methyl- L AL LI L N N
132.0 6.20 6.40 6.60 6.80
m/z 96.10 13.52%
5000
200 770 104.0
0% "'l"'*‘;""lu' "??ﬂq'l' “lll'?Z'q" "|“'L'|%%§ 9|""| "" T BN SRS RN R
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100192.D

Aca On > 4 Nov 2017 21:24

Operator : SJ/JU

Sample : 16313-11

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.80 4.40 ng 179072 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 87
4 N-Cvclooct-4-envlacetamide 167 C10H17NO 170952-69-9 25
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 20
Abundance Scan 1651 (11.798 min): BF100192.D (-1649) (-) m/z 73.00 100.00%
431 730
5000 1291 Akw&
97.1 S e o
157.1 1852 2132 0562 11.40 11.60 11.80 12.00 12.20
o} . m/z 60.00 89.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 AR DR DA N
83.0 nmnmnmnmnm
‘ 1570 1geo 2130 2s60 | M/Z 43.10  87.98%
A
o m .‘l‘k‘.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 | 73.0
11.40 11.60 11.80 12.00 12.20
5000 129.0 m/z 57.10 75.47%
97.0 199.0
1570 242.0
ob220 A Ml Ul g L TR0 L 2230 L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid
73.0 11.40 11.60 11.80 12.00 12.20
m/z 55.00 67.79%
43.0
5000
129.0
‘ 710 2140
ol 18?\,\”“””,”\ ‘ L h‘\ HM A 19,0 ‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00 12.20

8270-BF102317.M Mon Nov 06 11:30:38 2017 Page: 5



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100192.D

Aca On > 4 Nov 2017 21:24

Operator : SJ/JU

Sample : 16313-11

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.59 2.26 ng 91715 Phenanthrene-d10 11.29
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 80
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 n-Decvl .alpha.-d-2-deoxvalucoside 304 C16H3205 1000211-42-8 35
5 Oxalic acid, propyl tetradecyl e... 328 C19H3604 1000309-26-7 25
Abundance Scan 1786 (12.592 min): BF100192.D (-1782) (-) m/z 73.00 100.00%
431 730
129.1
5000
12.20 12.40 12.60 12.80 13.00
0 - m/z 43.10 93.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 | 73.0
5000 129.0
12.20 12.40 12.60 12.80 13.00
241.0 284.0 m/z 57.05 83.87%
207.0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 |, 73.0
12.20 12.40 12.60 12.80 13.00
5000 129.0 m/z 60.00 76.32%
97.0 199.0
1570 242.0
0l15.0
Wﬁmﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid A Baas N
73.0 12.20 12.40 12.60 12.80 13.00
43.0 m/z 129.10 62.89%
5000 129.0
185.0 228.0
‘ ‘970
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100192.D

Aca On > 4 Nov 2017 21:24

Operator : SJ/JU

Sample : 16313-11

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Trifluoroacetoxy hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.74 7.11 ng 217064 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 94
4 1-Heptacosanol 396 C27H560 002004-39-9 94
5 Behenic alcohol 326 C22H460 000661-19-8 94
Abundance Scan 1981 (13.739 min): BF100192.D (-1978) (-) m/z 57.05 100.00%
57.0 83.0
5000
o 12140 12160 13,80 1400
Obrrrprrer i m/z 83.05 94 .01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
97.0
5000 AR R AR
13.40 13.60 13.80 14.00
29.0 125.0 m/z 55.00 88.65%
0 Ll 154.0 196.0 224.0 269.0 320.0
ARRARRt e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55.0 83.0
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—r

13.40 13.60 13.80 14.00
5000 111.0 m/z 97.10 87 .56%

29.0
1390 167.0 196.0  238.0 266.0 294.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131391: n-Nonadecanol-1
55.0 13.40 13.60 13.80 14.00

m/z 43.05 82.76%

5000

29.0

ou.Phqhﬂ . T T e

T T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00

139.0

,168.0 196.0  238.0 266.0
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF110417\
Data File : BF100192.D

Acq On > 4 Nov 2017 21:24

Operator : SJ/JU

Sample : 16313-11

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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... 4.99 17.1 ng 407606 1 6.76 477737 20.0
unknown6 .54 6.54 86.3 ng 2060790 1 6.76 477737 20.0
n-Hexadecanoic acid 11.80 4.4 ng 179072 4 11.29 813322 20.0
Octadecanoic acid 12.59 2.3 ng 91715 4 11.29 813322 20.0
Trifluoroacetoxy ... 13.74 7.1 ng 217064 5 13.94 610403 20.0
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