LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110217\
Data File : BF100089.D

Aca On : 2 Nov 2017 17:12

Operator : SJ/JU

Sample : 16233-04

Misc :

ALS Vial : 10 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 4.987 490 493 506 rBV 148138 249285 13.06% 1.468%
2 5.392 559 562 591 rBVY 1472041 1691384 88.60% 9.961%
3 6.416 733 736 752 rBY 1505734 1673244 87.65% 9.855%
4 6.545 754 758 769 rVB 1784277 1776641 93.06% 10.463%
5 6.769 793 796 807 rBV 511205 454356 23.80% 2.676%
6 6.922 819 822 839 rBVY 1521466 1384521 72.52% 8.154%
7 7.339 890 893 913 rBY 1020554 1051947 55.10% 6.195%
8 8.051 1011 1014 1031 rBV 738216 628329 32.91% 3.701%
9 8.616 1106 1110 1120 rVB 66374 73052 3.83% 0.430%
10 9.128 1193 1197 1200 rBV 2219566 1909067 100.00% 11.243%

11 9.522 1261 1264 1271 rVB 269949 231353 12.12% 1.363%
12 9.810 1309 1313 1318 rBV 710699 681707 35.71% 4._.015%
13 10.522 1431 1434 1438 rBV 278087 227122 11.90% 1.338%
14 10.604 1444 1448 1461 rBV 1186276 1081748 56.66% 6.371%

15 10.698 1461 1464 1470 rVB2 17395 23326 1.22% 0.137%
16 11.298 1563 1566 1569 rBV 749236 632194 33.12% 3.723%
17 11.322 1569 1570 1575 rVB 66087 57128 2.99% 0.336%
18 11.816 1649 1654 1656 rBV2 73469 74467 3.90% 0.439%
19 12.521 1770 1774 1779 rBV 94659 90331 4.73% 0.532%
20 12.598 1784 1787 1797 rVB4 18834 27526 1.44% 0.162%
21 12.733 1806 1810 1811 rBV2 22877 24142 1.26% 0.142%
22 12.751 1811 1813 1817 rVB 79511 74458 3.90% 0.439%
23 12.880 1831 1835 1838 rBV 1694985 1455759 76.25% 8.574%
24 13.080 1864 1869 1874 rVB3 13835 22007 1.15% 0.130%
25 13.721 1973 1978 1981 rBV5 13853 26797 1.40% 0.158%
26 13.757 1981 1984 1990 rVVv2 79170 88824 4._.65% 0.523%
27 13.898 2002 2008 2010 rBV 39458 49548 2.60% 0.292%
28 13.951 2012 2017 2020 rBV 495094 506571 26.54% 2.983%
29 13.974 2020 2021 2027 rVB 40643 40657 2.13% 0.239%
30 14.380 2087 2090 2092 rBV3 17330 21559 1.13% 0.127%
31 14.998 2191 2195 2198 rBV3 47198 62990 3.30% 0.371%
32 15.292 2242 2245 2253 rVB 25773 41375 2.17% 0.244%
33 15.362 2253 2257 2261 rVB2 45604 57677 3.02% 0.340%

34 15.409 2261 2265 2270 rBV 350710 446387 23.38% 2.629%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110217\
Data File : BF100089.D

Aca On : 2 Nov 2017 17:12

Operator : SJ/JU

Sample : 16233-04

Misc :

ALS Vial : 10 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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF102317 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 16.433 2435 2439 2445 rVB6 20077 42003 2.20% 0.247%

Sum of corrected areas: 16979482
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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

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110217\

BF100089.D

2 Nov 2017 17:12

SJ/Ju

16233-04

10 Sample Multiplier: 1

: Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BF100089.D

6.55

6.42 6.92

5.39

7.34

4.99

0
Time-->

5.00

5.50

Abundance

2000000

1500000

1000000

500000

8.05

TIC: BF100089.D

12.88

10.60

11.30

10.52

9.52
0.70 11.32 11.82

e | Lo e nm s

13.08

0
Time-->

9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50

Abundance

2000000

1500000

1000000

500000

3.4 8007

TIC: BF100089.D

13.95

15.00 ]_5.5_ 6 16.43

14.38

Time-->

14.00

18.00 18.50 19.00

17.00 17.50

16.00 16.50

14.50

15.00 15.50
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100089.D

Aca On : 2 Nov 2017 17:12

Operator : SJ/JU

Sample : 16233-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.99 10.97 ng 249285 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. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 494 (4.992 min): BF100089.D (-490) (-) m/z 43.00 100.00%

43.0
59.1
5000
101.0 J

| 83.0 460 480 500 520 540
0 "I'"'I""I""Ill“"I'"!"I""I'"'I""'I"'II""I""I""|""|""| m/z 59.10 62.89%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 50.0

460 4.80 5.00 520 5.40
m/z 101.00 22.22%

31.0 101.0
83.0
s L R e S A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
A e RREmm e
460 4.80 5.00 5.20 5.40
5000 41.0 m/z 58.00 16.81%
o 73.0 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4425: Butane, 1-ethoxy- S EEEEE TR SR S
59.0 460 480 500 520 540
31.0 m/z 41.10 8.39%
5000
3.0 73.0
15.0 4 “ | 870 1020
i SNBSS Ko ,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 500 520 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100089.D

Aca On : 2 Nov 2017 17:12

Operator : SJ/JU

Sample : 16233-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 78.20 ng 1776640 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 38
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Xenon 132 Xe 007440-63-3 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 759 (6.551 min): BF100089.D (-754) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0 PUSSIPOARSORARES SARML
401 540 6.20 6.40 6.60 6.80
o....,....,....,....,.:I-.',..7.55,0....,..!.,?'??.?....,....,"...,.. m/z 134.00  33.03%
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
5000 BN RS S
6.20 6.40 6.60 6.80
310 510 m/z 68.10 28.21%
el 790 ‘
OH'W'“'V'“l“'w'“'w'“l“'w'“'w'“l“'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 66.00 17.04%
41.0 97.0
53.0
20.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”"qyﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14560: Xenon
132.0 6.20 6.40 6.60 6.80
m/z 96.00 11.88%
5000
66.0
I L s I A R LA R LA AR R BN RS SR
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\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100089.D

Aca On : 2 Nov 2017 17:12

Operator : SJ/JU

Sample : 16233-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 4 2-Hydroxy-iso-butyrophenone Concentration Rank 7

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

8.62 2.33 ng 73052 Naphthalene-d8 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxv-iso-butvrophenone 164 C10H1202 007473-98-5 72
2 Ethanol. 1-methoxv-. benzoate 180 C10H1203 051835-44-0 45
3 Propanoic acid. 2-methoxv-. meth... 118 C5H1003 017639-76-8 9
4 Propane. 2-methoxv- 74 C4H100 000598-53-8 9
5 Guanidine 59 CH5N3 000113-00-8 7

Abundance Scan 1111 (8.622 min): BF100089.D (-1106) (-) m/z 59.10 100.00%
5d.1
5000
77.1 105.0
420 | 820 840 8.60 8.80 9.00
Olprrreprrrtrrees ek e prereprrer e || Mz 105.00  31.62%
miz-> 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170 180
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59.0
5000 L AR I R
8.20 8.40 8.60 8.80 9.00
43.0 77.0 105.0 m/z 77.10 29.34%
ol 29.0 | ‘ ‘ 91.0 M 121.0 149.0
miz-> 20 30 40 §o 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
59.0
820 840 8.60 8.80 9.00
5000 m/z 105.90 18.05%
75.0 105.0
43.0
o 121.0 149.0 165.0 180.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #8728: Propanoic acid, 2-methoxy-, methy! ester e
59.0 8.20 8.40 8.60 8.80 9.00
m/z 43.00 12.79%
5000
31.0
0 450 | 75.0 830
miz-> 20 30 40 50 6|O 70 80 9'0 100 110 120 130 140 150 160 170 180 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100089.D

Aca On : 2 Nov 2017 17:12

Operator : SJ/JU

Sample : 16233-04

Misc :

ALS Vial : 10 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 Benzophenone Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.52 6.66 ng 227122 Acenaphthene-d10 9.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 Benzopinacol 366 C26H2202 000464-72-2 50
3 Methvl benzilate 242 C15H1403 000076-89-1 47
4 Benzoic acid. pentafluorophenvl ... 288 C13H5F502 1000360-67-9 43
5 Benzofurazan-5-carbohydrazide, N... 282 C14H10N403 1000272-94-4 43

Abundance Scan 1434 (10.522 min): BF100089.D (-1431) (-) m/z 105.00 100.00%
106.0
77.0
5000 182.1
51.0 SR AR BN
| 152.0 10.20 10.40 10.60 10.80
O A L e e S o e m/z 77.00 55.33%
m/z--> 50 100 150 200 250 300 350
Abundance #47243: Benzophenone
105.0
7.0 182.0
5000 RN IR SR
0 10.20 10.40 10.60 10.80
5L m/z 182.10 50.62%
152.0
B T S e e
m/z--> 50 100 150 200 250 300 350
Abundance
105.0 183.0
77.0 10.20 10.40 10.60 10.80
5000 m/z 51.00 17.82%
51.0
o 152.0 243.0271.0 349.0
m/z--> 50 100 150 200 250 300 350
Abundance #95729: Methyl benzilate N B S
105.0 10.20 10.40 10.60 10.80
183.0 m/z 181.10 9.07%
5000 .o
o150 10 152.0 .
mz-> 50 100 150 200 250 300 350 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100089.D

Aca On : 2 Nov 2017 17:12

Operator : SJ/JU

Sample : 16233-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 6 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.82 2.36 ng 74467 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 64
3 Tetradecanoic acid 228 C14H2802 000544-63-8 58
4 Tridecanoic acid 214 C13H2602 000638-53-9 50
5 Dodecanoic acid 200 C12H2402 000143-07-7 35

Abundance Scan 1655 (11.821 min): BF100089.D (-1649) (-) m/z 73.00 100.00%

73.0
43.0
5000 1291

“| 11.60 11.80 12.00 12.20

O el m/z 60.00 72.46%
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
41,0
5000 129.0 R A PR N

83.0 11.60 11.80 12.00 12.20
| m/z 43.05 70.48%
h‘

157.0 185.0 213.0 256.0
,....,‘:‘..“.“..a‘. :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0

11.60 11. 80 12. OO 12.20

o

5000 129.0 m/z 57.00 64 .39%
970 199.0 242.0
157.0
180.0
Oyt Ll e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid R B e e
73.0 11.60 11.80 12.00 12.20
43.0 m/z 55.00 63.50%
5000 129.0
185.0 228.0
LA o |
m/z--> 20 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110217\
Data File : BF100089.D

Aca On : 2 Nov 2017 17:12

Operator : SJ/JU

Sample : 16233-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .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 7 Cyclohexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.76 3.51 ng 88824 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 95
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 90
3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 90
4 n-Nonadecanol-1 284 C19H400 001454-84-8 87
5 1-Heneicosanol 312 C21H440 015594-90-8 87

Abundance Scan 1985 (13.763 min): BF100089.D (-1981) (-) m/z 57.05 100.00%

3

5000
39 1531 177.0 203.1 13.40 13.60 13.80 14.00
(o} m/z 97.05 86 .68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81246: Cyclohexadecane
55.0 830
5000 LA L L L L L B
29.0 111 0 13.40 13.60 13.80 14.00
m/z 69.05 83.89%
EEEEEE ,..”,.. R EEE e e RAARE R
m/z--> 20 40 100 120 140 160 180 200 220
Abundance
43.0
69.0 B B e o e e
97.0 13.40 13.60 13.80 14.00
5000 m/z 83.05 83.81%
125.0
o 26,0 153.0 196.0 224.0
R LA e e e e AR R ERE S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #197885: Trichloroacetic acid, pentadecy! ester B e L S IR
43.0 13.40 13.60 13.80 14.00
83.0 m/z 43.05 80.68%
5000
111.0
o 2Rl s ) L300 mo_ a0 ek e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13. 40 13 60 13. 80 14. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF110217\
Data File : BF100089.D

Acq On : 2 Nov 2017 17:12

Operator : SJ/JU

Sample : 16233-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .M
Quant Title : 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 11.0 ng 249285 1 6.77 454356 20.0
unknown6 .55 6.55 78.2 ng 1776640 1 6.77 454356 20.0
2-Hydroxy-iso-but. .. 8.62 2.3 ng 73052 2 8.05 628329 20.0
Benzophenone 10.52 6.7 ng 227122 3 9.80 681707 20.0
n-Hexadecanoic acid 11.82 2.4 ng 74467 4 11.30 632194 20.0
Cyclohexadecane 13.76 3.5 ng 88824 5 13.95 506571 20.0
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