LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100201.D

Aca On > 5 Nov 2017 1:59

Operator : SJ/JU

Sample : 16329-01

Misc :

ALS Vial : 30 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 4.987 490 493 517 rBV 61702 126669 4 .66% 0.715%
2 5.404 561 564 585 rBV 314641 636636 23.44% 3.593%
3 6.428 736 738 754 rBV 258696 499758 18.40% 2.821%
4 6.540 754 757 774 rVB 1092003 1380283 50.82% 7.791%
5 6.763 792 795 803 rBV 547283 529462 19.49% 2.989%
6 6.916 818 821 836 rBY 1853301 1761183 64.84% 9.941%
7 7.340 889 893 913 rBVY 1267102 1387248 51.07% 7 .830%
8 7.787 964 969 972 rBV3 35866 48359 1.78% 0.273%
9 7.887 983 986 993 rBV2 28061 34703 1.28% 0.196%
10 8.045 1010 1013 1027 rVB 769805 789675 29.07% 4_457%
11 8.545 1095 1098 1104 rVB3 46210 47716 1.76% 0.269%
12 8.616 1107 1110 1117 rVB3 33673 46683 1.72% 0.264%
13 8.863 1149 1152 1156 rBV3 41143 48985 1.80% 0.276%
14 8.981 1169 1172 1175 rBV3 29840 31277 1.15% 0.177%
15 9.116 1191 1195 1198 rBV 2995818 2716130 100.00% 15.331%
16 9.181 1203 1206 1209 rVB 40591 33874 1.25% 0.191%
17 9.498 1257 1260 1262 rBV3 26949 28770 1.06% 0.162%
18 9.710 1293 1296 1300 rBV 66654 54422 2.00% 0.307%
19 9.798 1307 1311 1317 rVB 901520 866895 31.92% 4 .893%
20 10.122 1359 1366 1370 rBV9 17716 38596 1.42% 0.218%
21 10.210 1377 1381 1383 rBV 87659 68901 2.54% 0.389%
22 10.428 1413 1418 1420 rBV3 33652 43327 1.60% 0.245%
23 10.510 1429 1432 1436 rVB 97550 87490 3.22% 0.494%

24 10.592 1442 1446 1455 rBV 1096329 1060974 39.06% 5.989%
25 10.681 1458 1461 1465 rBV 95102 109958 4._05% 0.621%

26 11.128 1534 1537 1539 rBV 80628 67564 2.49% 0.381%
27 11.157 1539 1542 1545 rVB 35486 33631 1.24% 0.190%
28 11.286 1561 1564 1574 rVB 945406 888577 32.71% 5.016%
29 11.551 1606 1609 1615 rVB 68493 66704 2.46% 0.377%
30 11.804 1648 1652 1656 rBV 71889 85818 3.16% 0.484%
31 11.963 1676 1679 1682 rVB 58680 54191 2.00% 0.306%
32 12.345 1741 1744 1749 rBV 50655 51683 1.90% 0.292%
33 12.586 1782 1785 1788 rBV2 47335 54329 2.00% 0.307%

34 12.869 1829 1833 1836 rBV 2477283 2545694 93.73% 14.369%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100201.D

Aca On > 5 Nov 2017 1:59

Operator : SJ/JU

Sample : 16329-01

Misc :

ALS Vial : 30 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

35 13.416 1923 1926 1928 rBV 28204 29365 1.08% 0.166%
36 13.739 1978 1981 1988 rVB 75504 93257 3.43% 0.526%
37 13.939 2012 2015 2027 rVB 626168 648722 23.88% 3.662%
38 14.516 2111 2113 2121 rVBS8 20042 34215 1.26% 0.193%
39 14.980 2189 2192 2195 rVB3 29708 29494 1.09% 0.166%
40 15.339 2250 2253 2259 rVB5 24194 30747 1.13% 0.174%
41 15.398 2259 2263 2271 rBV 290844 429997 15.83% 2.427%
42 15.751 2319 2323 2328 rVB6 19283 29956 1.10% 0.169%
43 16.221 2400 2403 2414 rVB7 14884 35657 1.31% 0.201%
44 16.780 2494 2498 2505 rVB7 12851 28851 1.06% 0.163%

Sum of corrected areas: 17716426
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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\BF110417\

BF100201.D

5 Nov 2017 1:59

SJ/Ju

16329-01

30 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
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100201.D

Aca On > 5 Nov 2017 1:59

Operator : SJ/JU

Sample : 16329-01

Misc :

ALS Vial : 30 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 4.78 ng 126669 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 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 37
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 17
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 494 (4.993 min): BF100201.D (-490) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.0 .
| 83.0 460 480 500 520 5.40
0'W'”W”'W”'M“'W“hi””P'“P'“P“IP“'P”W'”W'”W”'W m/z 59.10 59.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR SR RS SR
4.60 4.80 500 5.20 5.40
59.0 m/z 101.00 24.31%
e ‘ 00 830 1010
G R S R AR AL RARLA AR KRR RARAN RARN LAAS) SARS EASE EARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520 540
5000 m/z 58.00 16.02%
43.0 101.0
31.0 :
. 15.0 710 830
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0 460 4.80 500 5.20 5.40
m/z 41.00 9.67%
5000 41.0
o T 1260 1420
L RS SRS RS AR NAARS NARAE REARA REARS RS SN MRS RALSS RARSE SR BRI S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100201.D

Aca On > 5 Nov 2017 1:59

Operator : SJ/JU

Sample : 16329-01

Misc :

ALS Vial : 30 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 unknown6.54 Concentration Rank 2

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

6.54 52.14 ng 1380280 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 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 757 (6.540 min): BF100201.D (-754) (-) m/z 132.00 100.00%
132.0
5000
68.1
0 540 %0 550 ¢ 6k0 ok
0 : B E e m/z 68.10 33.85%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 USSR SRS SRR AR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 31.61%
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
132.0
620 640 6.60 680
5000 67.0 m/z 66.05 20.45%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.20 6.40 6.60 6.80
m/z 96.00 13.62%
74.0
5000 98.0 116.0
0 T II‘I\I\I\I ""Ml ||“| : |‘H“||‘|“| : I‘MI —— ?-5|80| —— |]|-8|9.|0| R AERREEE RS E L
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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100201.D

Aca On > 5 Nov 2017 1:59

Operator : SJ/JU

Sample : 16329-01

Misc :

ALS Vial : 30 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 Benzophenone Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.51 2.02 ng 87490 Acenaphthene-d10 9.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 Azobenzene 182 C12H10N2 000103-33-3 59
3 2-(2-0x0-2-phenvl-ethvI)-malonon... 184 C11H8N20 1000296-76-9 53
4 Azobenzene. (E)- 182 C12H10N2 017082-12-1 53
5 Phenyl 4-pyridyl ketone 183 C12H9NO 014548-46-0 49

Abundance Scan 1432 (10.510 min): BF100201.D (-1429) (-) m/z 105.00 100.00%
105.0
77.0
5000 182.1
51.0 T RS T T
1521 10.20 10.40 10.60 10.80
o WSRO 2320 e Tm/z 76.95 56.39%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47243: Benzophenone
105.0
.0 182.0
5000
0 10.20 10.40 10.60 10.80
oL m/z 182.10 44._92%
oL 270 ! i 1260 1520 I
mz-> 20 40 60 80 100 120 140 160 180
Abundance
77.0
UMERR AR AR AR
10.20 10.40 10.60 10.80
5000 m/z 51.00 20.68%
182.0
51.0 105.0
27.0 91.0 1280 19204659
mz-> 20 40 60 80 100 120 140 160 180
Abundance #48621: 2-(2-Oxo-2-phenyl-ethyl)-malononitrile
105.0 10.20 10.40 10.60 10.80
m/z 106.00 9.65%
77.0
5000
51.0
o370 || L 910 | 1280 1540 1840
mz-> 20 40 ' 80 100 120 140 160 180 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100201.D

Aca On > 5 Nov 2017 1:59

Operator : SJ/JU

Sample : 16329-01

Misc :

ALS Vial : 30 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 5 Heptadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.68 2.47 ng 109958 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
3 Octadecane 254 C18H38 000593-45-3 86
4 Hexadecane 226 C16H34 000544-76-3 86
5 Dodecane, l1l-iodo- 296 C12H251 004292-19-7 86
Abundance Scan 1461 (10.681 min): BF100201.D (-1458) (-) m/z 57.10 100.00%
57.1
5000
113.1 10.40 10.60 10.80 11.00
ol 102 o7t m/z 71.05 69.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94345: Heptadecane
57.0
5000 RN BN UL U S
85.0 10,40 10.60 10.80 11.00
29.0 m/z 43.05 62.66%
m/z--> 20 Jo 60 85 100 150 150 160 180 200 220 250
Abundance
57.0
10,40 10.60 10.80 11.00
5000 85.0 m/z 85.10 48 _.41%
29.0 113.0 169.0
O T e }ﬂ?,? T T ""I""???'ql'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105885: Octadecane R B e e
57.0 10.40 10.60 10.80 11.00
m/z 41.05 25.23%
5000 85.0
29.0
ol L U0 1410 1690 1970 2250 2540
m/z--> 20 4'0 6|0 80 1(')0 120 140 160 180 200 220 240 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100201.D

Aca On > 5 Nov 2017 1:59

Operator : SJ/JU

Sample : 16329-01

Misc :

ALS Vial : 30 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 17-Pentatriacontene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.74 2.88 ng 93257 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 1-Heptacosanol 396 C27H560 002004-39-9 90
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 74
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 74
5 Triacontyl acetate 480 C32H6402 041755-58-2 72
Abundance Scan 1981 (13.739 min): BF100201.D (-1978) (-) m/z 57.10 100.00%
57.1 97.1
5000
1450145 1 13.40 13.60 13.80 14.00
ol A m/z 43.10 92.88%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene
43.0
5000 83.0 AU N U
13.40 13.60 13.80 14.00
m/z 97.10 90.76%
25.0
oL ‘h‘Md\t > 167.0 2100  267.0307.0 490.0
m/z--> §0 160 1%0 260 2%0 300 3éo 460 4éo '
Abundance
57.0 97.0
13.40 13.60 13.80 14.00
5000 m/z 83.10 90.25%
139.0
0 181.0 222.0 264.0 306.0 378.0
m/z--> §0 160 1%0 260 250 300 3éo 460 4éo '
Abundance #205392: Trichloroacetic acid, hexadecy! ester R ABEaEREEEE
43.0 13.40 13.60 13.80 14.00
83.0 m/z 55.10 81.12%
5000
25.0
o 196.0
m/z--> 50 100 150 200 250 300 350 400 450 13.'40 13.I60 13.I8O 14.'00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF110417\
Data File : BF100201.D

Acq On > 5 Nov 2017 1:59

Operator : SJ/JU

Sample : 16329-01

Misc :

ALS Vial =: 30 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 4.8 ng 126669 1 6.76 529462 20.0
unknown6 .54 6.54 52.1 ng 1380280 1 6.76 529462 20.0
Benzophenone 10.51 2.0 ng 87490 3 9.80 866895 20.0
Heptadecane 10.68 2.5 ng 109958 4 11.29 888577 20.0
17-Pentatriacontene 13.74 2.9 ng 03257 5 13.94 648722 20.0
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