LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010318\
Data File : BF101866.D

Aca On : 3 Jan 2018 18:05

Operator : SJ/JU

Sample : 17105-01

Misc :

ALS Vial : 13 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-BF121417.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 4.999 492 495 509 rBV 95005 178154 6.86% 0.799%
2 5.398 560 563 591 rBY 1667119 2595504 100.00% 11.643%
3 6.422 733 737 755 rBVY 1728827 2498127 96.25% 11.206%
4 6.545 755 758 773 rVB 2196676 2397449 92.37% 10.755%
5 6.769 793 796 806 rBV 670568 680804 26.23% 3.054%
6 6.922 819 822 837 rBVY 1778058 1877021 72.32% 8.420%
7 7.345 890 894 916 rBVY 1030129 1446016 55.71% 6.487%
8 8.051 1011 1014 1024 rBV 698465 789115 30.40% 3.540%
9 8.622 1107 1111 1117 rBvV2 29267 39982 1.54% 0.179%
10 8.781 1134 1138 1146 rBv4 21145 33808 1.30% 0.152%
11 9.122 1192 1196 1205 rBvV 2288777 2025648 78.04% 9.087%
12 9.192 1205 1208 1212 rVB 33868 36688 1.41% 0.165%
13 9.498 1258 1260 1262 rBvV2 29762 33679 1.30% 0.151%
14 9.522 1262 1264 1273 rVB 117768 134388 5.18% 0.603%
15 9.598 1273 1277 1284 rVB6 14414 27695 1.07% 0.124%

16 9.804 1309 1312 1316 rVV 717134 691359 26.64% 3.101%
17 9.839 1316 1318 1325 rVB 143598 142972 5.51% 0.641%

18 10.022 1344 1349 1353 rBV2 39034 65091 2.51% 0.292%
19 10.198 1376 1379 1381 rBV3 30245 31419 1.21% 0.141%
20 10.363 1405 1407 1412 rVB 61010 57253 2.21% 0.257%
21 10.439 1415 1420 1423 rVV3 25846 38817 1.50% 0.174%
22 10.522 1431 1434 1438 rBV 96205 77520 2.99% 0.348%
23 10.604 1445 1448 1460 rBV 1002603 1107939 42.69% 4_.970%
24 10.698 1460 1464 1467 rBV2 46402 58010 2.24% 0.260%
25 10.769 1472 1476 1478 rBvV4 25221 31046 1.20% 0.139%
26 11.163 1541 1543 1546 rVB 34265 32473 1.25% 0.146%

27 11.298 1563 1566 1569 rBV 727110 688723 26.54% 3.090%
28 11.328 1569 1571 1575 rVB 169698 158397 6.10% 0.711%
29 11.386 1578 1581 1587 rBV 76679 99984 3.85% 0.449%
30 11.810 1650 1653 1656 rBV3 113078 114922 4.43% 0.516%

31 11.916 1669 1671 1674 rBV 71126 65608 2.53% 0.294%
32 12.522 1771 1774 1780 rBV 331805 299635 11.54% 1.344%
33 12.598 1785 1787 1792 rBV6 50097 70328 2.71% 0.315%
34 12.733 1807 1810 1811 rBV 73951 67470 2.60% 0.303%

8270-BF121417_.M Thu Jan 04 12:26:10 2018 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010318\
Data File : BF101866.D

Aca On : 3 Jan 2018 18:05

Operator : SJ/JU

Sample : 17105-01

Misc :

ALS Vial : 13 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF121417.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.751 1811 1813 1819 rVB 309123 296872 11.44% 1.332%
36 12.880 1831 1835 1838 rBV 2051607 1773226 68.32% 7.955%
37 13.757 1982 1984 1990 rVB3 244250 284128 10.95% 1.275%

38 13.957 2014 2018 2021 rBV 683288 766808 29.54% 3.440%
39 15.421 2264 2267 2273 rVB 350868 477787 18.41% 2.143%

Sum of corrected areas: 22291865
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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\BF010318\

BF101866.D

3 Jan 2018 18:05

SJ/Ju

17105-01

13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010318\
Data File : BF101866.D

Aca On : 3 Jan 2018 18:05

Operator : SJ/JU

Sample : 17105-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 4

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

5.00 5.23 ng 178154 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 50
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 495 (4.999 min): BF101866.D (-492) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 PP [T T
| 83.0 | 460 480 500 520 540
ot e e el m/z 59.10 58.00%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R I R I R
59.0 460 480 500 520 540
m/z 101.10 19.19%
31.0 83.0 %Omp
r 77T
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
o 450 450 500 570 540
5000 m/z 58.00 14.93%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl-
59.0 460 4.80 5.00 5.20 5.40

m/z 41.05 8.57%

5000 41.0
31.0
69.0 87.0
15.0 \ mow‘ \ 98.0
o.”,.”.,”..“..w..”,.”.,”..“..w..”,.”.,”..“

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010318\
Data File : BF101866.D

Aca On : 3 Jan 2018 18:05

Operator : SJ/JU

Sample : 17105-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121417 .M
Quant Title : 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 unknown6.55 Concentration Rank 1

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

6.55 70.43 ng 2397450 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 759 (6.551 min): BF101866.D (-755) (-) m/z 131.95 100.00%
131.9
5000 68.1
%0 540 B o J Th o oo ok
0 ot m/z 68.10 38.28%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 BN AR SRR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.42%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 Tk om0 ok oh
5000 ggo 1160 m/z 66.00 24.25%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine
132.0 6.20 6.40 6.60 6.80
m/z 69.05 15.12%
97.0
5000 0.0
3o 520 116.0
0"t'ly'b'y"bﬂl"”\"'ll""I""I""I"" BN AR SR
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010318\
Data File : BF101866.D

Aca On : 3 Jan 2018 18:05

Operator : SJ/JU

Sample : 17105-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 Benzophenone Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.52 2.24 ng 77520 Acenaphthene-d10 9.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 95
2 Glvoxvlohvdroximovl chloride. 2-... 183 C8H6CINO2 004937-87-5 46
3 .beta.-Benzilmonoxime 225 C14H11NO2 014090-77-8 43
4 2-Pvrazoline-3-carbonitrile. 1-b... 199 C11H9N30 067872-68-8 43
5 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 43

Abundance Scan 1434 (10.522 min): BF101866.D (-1431) (-) m/z 105.00 100.00%
105.0
77.0 182.1
5000
51.0
152.1 10.20 10.40 10.60 10.80
o....,'..':-.~,~...~-!',....,....1,2.6.'9.,..!~.,....,|'....2??'9..,... m/z 77.05 59.63%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #47246: Benzophenone
105.0
77.0 182.0
5000 PN AR
10.20 10.40 10.60 10.80
51.0 m/z 182.05 59.15%
0 | ulll 1260 15\2u0 ‘ ‘
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
105.0
770 10.20 10.40 10.60 10.80
5000 ' m/z 51.00 20.83%
>10 183.0
0,350 131.0147.0 166.0 |
LB ILLLEL IUELELEL SULS DARLLLS LRI SR SRR UL BRI SR
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #81844: .beta.-Benzilmonoxime
105.0 10.20 10.40 10.60 10.80
m/z 181.10 20.78%
5000 77.0
51.0
0 J l | 122.0139.0 164.0180.0  209.0225.0
m/z--> 40 60 80 100 120 140 160 180 200 220 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010318\
Data File : BF101866.D

Aca On : 3 Jan 2018 18:05

Operator : SJ/JU

Sample : 17105-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 Dodecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.81 3.34 ng 114922 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 70
2 Anthracene. 1l-methvl- 192 C15H12 000610-48-0 53
3 n-Decanoic acid 172 C10H2002 000334-48-5 50
4 Tetradecanoic acid 228 C14H2802 000544-63-8 46
5 Tridecanoic acid 214 C13H2602 000638-53-9 46
Abundance Scan 1653 (11.810 min): BF101866.D (-1650) (-) m/z 73.00 100.00%
431 | 73.0
192.1
5000
11.40 11.60 11.80 12.00 12.20
0! m/z 43.10 97.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #61122: Dodecanoic acid
73.0
5000 43.0 120.0 11:40 1160 11.80 12.00 12.20
1010 157.0 m/z 60.00 90.50%
H ‘ ‘ 200.0
0”"””'””"” IM'"M‘I"‘a'l""l""' ”\” ””\””  ARARERRER
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
192.0
11.40 11.60 11.80 12.00 12.20
5000 m/z 57.10 78.76%
83.0
165.0
050 39.0 63.0 115.0 139.0
m/z--> ﬁo 45 eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #39471: n-Decanoic acid A B o
60.0 11.40 11.60 11.80 12.00 12.20
41.0 m/z 41.05 71.31%
5000
129.0
87.0
A \‘ g0 | aspol’20 o
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-BF121417 .M Thu Jan 04 12:26:14 2018 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010318\
Data File : BF101866.D

Aca On : 3 Jan 2018 18:05

Operator : SJ/JU

Sample : 17105-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 unknownl2.60 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.60 2.04 ng 70328 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 38
2 d-Gala-l1-i1do-octonic amide 255 C8H17N0O8 033535-07-8 22
3 Eicosane 282 C20H42 000112-95-8 18
4 Heneicosane 296 C21H44 000629-94-7 18
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 18

Abundance Scan 1787 (12.598 min): BF101866.D (-1785) (-) m/z 43.10 100.00%

5000

227.2 284.2 LA L
254.2 12.20 12.40 12.60 12.80 13.00

m/z 57.10 94 .65%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131259: Octadecanoic acid

43.0

5000 L B
12120 1240 12.60 12.80 13.00
m/z 55.10 76.79%
AELLIEI]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
73.0
R B B
44.0 12.20 12.40 12.60 12.80 13.00
5000 m/z 73.00 72.96%
1120 1459

7166.0189.0 224.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129491: Eicosane A EEEEE B
57.0 12.20 12.40 12.60 12.80 13.00
m/z 71.10 68.93%

5000 85.0
29.0
ol il ‘ J L 120, 14101600 197.0 2250 2530 2820

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 20 12. 40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010318\
Data File : BF101866.D

Aca On : 3 Jan 2018 18:05

Operator : SJ/JU

Sample : 17105-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121417_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 Cyclohexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.76 7.41 ng 284128 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 95
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
3 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 93
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 93
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 93
Abundance Scan 1985 (13.763 min): BF101866.D (-1982) (-) m/z 55.10 100.00%
c000 226.1 WV/\LWf
13.40 13.60 13.80 14.00
o 2512121 3950 Th/z 83.10  99.78%
m/z--> 50 100 150 200 250 300 350
Abundance #81246: Cyclohexadecane
55.0 83.0
5000 R DA SN U SIS B
111.0 13.40 13,60 13.80 14.00
7o m/z 57.10 92 .95%
JT \H ‘\ \ ‘\ \1390167019602240
m/z--> 5b 200 250 300 350
Abundance
57.0
970 13.40 13.60 13.80 14.00
5000 m/z 43.10 87.67%
29.0 125.0
0 154.0 196.0224.0 269.0 320.0
m/z--> 50 100 150 200 250 300 350
Abundance #190374: Pentafluoropropionic acid, tetradecy! ester R e EEEE
51.0 13.40 13.60 13.80 14.00
97.0 m/z 69.10 81.84%
e WM‘L\,W\
29.0 ’ 125.0
N 1l ,mliﬁlm&ml%l'ol,,24,1-?,,,,|,,,34,2.0, e
m/z--> 50 100 150 200 250 300 350 13.40 13,60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010318\
Data File : BF101866.D

Acq On : 3 Jan 2018 18:05

Operator : SJ/JU

Sample - 17105-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .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... 5.00 5.2 ng 178154 1 6.77 680804 20.0
unknown6 .55 6.55 70.4 ng 2397450 1 6.77 680804 20.0
Benzophenone 10.52 2.2 ng 77520 3 9.80 691359 20.0
Dodecanoic acid 11.81 3.3 ng 114922 4 11.30 688723 20.0
unknown12 .60 12.60 2.0 ng 70328 4 11.30 688723 20.0
Cyclohexadecane 13.76 7.4 ng 284128 5 13.96 766808 20.0
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