LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100431.D

Aca On : 11 Nov 2017 11:00

Operator : SJ/JU

Sample : 16399-06

Misc :

ALS Vial : 4 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-BF110817.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 2.205 17 20 26 rvB 32582 50394 1.47% 0.163%
2 3.446 225 231 240 rVB 34206 56640 1.65% 0.184%
3 4.010 322 327 332 rVB 97224 116462 3.40% 0.378%
4 5.134 513 518 526 rBV 562329 681072 19.88% 2.209%
5 5.393 559 562 566 rVB 59419 52780 1.54% 0.171%
6 5.522 576 584 588 rBY 3046696 3426157 100.00% 11.113%
7 5.628 598 602 605 rBVY 1224422 1031145 30.10% 3.345%
8 5.757 620 624 627 rVB 61065 49429 1.44% 0.160%
9 6.528 749 755 760 rBVY 2993708 3320948 96.93% 10.772%
10 6.675 775 780 783 rBVY 3250548 3178382 92.77% 10.309%

11 6.904 815 819 822 rBV 1139595 951558 27.77% 3.086%
12 7.057 841 845 849 rBV 2554432 2411160 70.38% 7.821%
13 7.463 906 914 917 rBV 2094685 2066514 60.32% 6.703%
14 8.187 1033 1037 1039 rBV 1301494 1193172 34.83% 3.870%
15 8.204 1039 1040 1043 rVB 76903 43582 1.27% 0.141%

16 9.081 1186 1189 1194 rBV3 40108 39568 1.15% 0.128%
17 9.257 1214 1219 1222 rBV 3350445 3030641 88.46% 9.830%
18 9.645 1282 1285 1289 rVB 228242 193041 5.63% 0.626%
19 9.863 1315 1322 1324 rVB4 24363 38069 1.11% 0.123%
20 9.939 1331 1335 1339 rBV 1364699 1154591 33.70% 3.745%

21 10.257 1384 1389 1390 rBV 39074 50523 1.47% 0.164%
22 10.728 1465 1469 1472 rBV 1732849 1594300 46.53% 5.171%
23 10.839 1485 1488 1497 rBV2 53519 91694 2.68% 0.297%
24 11.427 1584 1588 1590 rBV 1051855 966882 28.22% 3.136%
25 11.445 1590 1591 1595 rVB 54366 43858 1.28% 0.142%

26 11.945 1670 1676 1680 rBV2 362161 409257 11.95% 1.327%
27 12.480 1764 1767 1769 rBV 37344 37704 1.10% 0.122%
28 12.639 1791 1794 1798 rBV 129469 108354 3.16% 0.351%
29 12.727 1806 1809 1814 rBV2 188357 197978 5.78% 0.642%
30 12.863 1830 1832 1839 rVB 96661 113087 3.30% 0.367%

31 13.010 1853 1857 1860 rBV 2114581 1861141 54.32% 6.037%
32 13.892 2005 2007 2014 rVB 308443 309088 9.02% 1.003%
33 14.063 2032 2036 2039 rBV 1019277 973019 28.40% 3.156%
34 15.551 2285 2289 2298 rVB 583213 988283 28.85% 3.206%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100431.D

Aca On : 11 Nov 2017 11:00

Operator : SJ/JU

Sample : 16399-06

Misc :

ALS Vial : 4 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF110817.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 30830473
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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\BF111117\

BF100431.D

11 Nov 2017 11:00

SJ/Ju

16399-06

4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100431.D

Aca On : 11 Nov 2017 11:00

Operator : SJ/JU

Sample : 16399-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.13 14.31 ng 681072 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 517 (5.128 min): BF100431.D (-513) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 A GRS RARSS AR R
| 83.0 | 4.80 5.00 5.20 5.40
Obrrrprrrr el b e m/z 59.00 53.99%
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 ISR RN R
4.80 5.00 5.20 5.40
59.0 m/z 101.10 17.06%
270 ‘ oo 830 1010
e AR ARARA AR RARS AL RARLE ARARA RERLA AR SRS BAAA SARRSRARRE RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
570 480 500 520 540
5000 m/z 58.00 14 _.31%
20.0 101.0
0 15.0 73.0 85.0
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 R e
59.0 4.80 5.00 5.20 5.40
m/z 41.05 9.33%
5000 41.0
0 I 730 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100431.D

Aca On : 11 Nov 2017 11:00

Operator : SJ/JU

Sample : 16399-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 3 n-Butyl ether Concentration Rank 3

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

5.63 21.67 ng 1031150 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Butvl ether 130 C8H180 000142-96-1 83
2 Sulfurous acid. dibutvl ester 194 C8H1803S 000626-85-7 59
3 Propanoic acid. 1-methvlpropvl e... 130 C7H1402 000591-34-4 40
4 l1sobutvl ether 130 C8H180 000628-55-7 38
5 Mercury di-n-butyl 316 C8H18Hg 000629-35-6 38

Abundance Scan 602 (5.628 min): BF100431.D (-598) (-) m/z 57.05 100.00%
57.0
5000
41.1 SN Y | GRS
I 730 87|-1 1011 1151 1301 520 5.40 5.60 5.80 6.00
S A B S AR RRALS AL REALA RARAN LARRS AANASRANRS LARRS SRS SARRY m/z 41.10 25.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13643: n-Butyl ether
57.0
\
5000 RS UL I
520 5.40 5.60 5.80 6.00
29.0 410 87.0 m/z 56.05 14.12%
ol 150 ‘\ “‘ ‘ 73.0 | 1010 130.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
57.0
520 540 560 580 6.00
0
5000 410 m/z 87.10 12.05%
o 71.0 830 950 109.0121.0 139.01510
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13519: Propanoic acid, 1-methylpropy! ester e
57.0 520 5.40 5.60 5.80 6.00
m/z 39.10 4 _.50%
5000
29.0
41.0 75.0 101.0
0"|%?;9|"“|""l““'l'“"v"'|”J“|'§?;?"'wt"'}ﬁéf?“%?O;P"v"'|""| \‘l" T T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 520 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100431.D

Aca On : 11 Nov 2017 11:00

Operator : SJ/JU

Sample : 16399-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.67 Concentration Rank 1

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

6.67 66.80 ng 3178380 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 779 (6.669 min): BF100431.D (-775) (-) m/z 132.00 100.00%
132.0
5000 68.1
640 6.60 6.80 7.00
0 B E e m/z 68.10 42 .50%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 IREBE AR RS UL S
6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.72%
0 ‘ L1 H Ll L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
640 6.60 6.80 7.00
5000 67.0 m/z 66.00 27.41%
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-propiony! I R o B mAmE
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.05 16.92%
74.0
5000 98.0 116.0
0 : IIIIIII‘I\I\I\I ""Ml ||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R R B e
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100431.D

Aca On : 11 Nov 2017 11:00

Operator : SJ/JU

Sample : 16399-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.95 8.47 ng 409257 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Undecanoic acid 186 C11H2202 000112-37-8 81
5 Tridecanoic acid 214 C13H2602 000638-53-9 80
Abundance Scan 1677 (11.951 min): BF100431.D (-1670) (-) m/z 72.95 100.00%
431 73.0
192.1
5000
i 11.60 11.80 12.00 12.20
o...,....,'.'.-.-- ] m/z 43.10 93.50%
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 LN B SURELE UL S
11. 60 11. 80 12. oo 12.20
Ji 1570 1geo 2130 260 | M/Z 60.00  87.36%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 AP SUNSA BN SN
11.60 11.80 12.00 12.20
5000 129.0 m/z 57.00 82.76%
185.0
97.0 228.0
o8 e 2090
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid LN RS EE B
43.0 |, 73.0 11.60 11.80 12.00 12.20
m/z 55.00 67 .86%
5000 129.0 MVNW/MAUNHMNA\MMMVMMNV%MT
0l15.0 Lﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100431.D

Aca On : 11 Nov 2017 11:00

Operator : SJ/JU

Sample : 16399-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Pentadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.73 4.10 ng 197978 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 91
2 Octadecanoic acid 284 C18H3602 000057-11-4 87
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
4 Dodecanoic acid 200 C12H2402 000143-07-7 58
5 Tetradecane 198 C14H30 000629-59-4 53

Abundance Scan 1809 (12.727 min): BF100431.D (-1806) (-) m/z 43.05 100.00%

43.0 73.0

r

5000 1291
97.1 185.2 241.2 R DR U
Ohprrrrf i bl m/z 73.00 93.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95855: Pentadecanoic acid
43.0 73.0 MML
5000 129.0 R DN RN
2420 12.40 12.60 12.80 13.00
: m/z 57.05 80.70%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 M/\J\NMMM
Abundance
43.0 730
12.I40 12.|60 12.|80 13.|00 I
5000 m/z 60.00 75.81%
129.0 284.0
97.0

185.0 241.0
157.0 213.0

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107549: n-Hexadecanoic acid e e e ——
60.0 12.40 12.60 12.80 13.00
m/z 55.05 72.07%
- WWMJL/M
157.0 185.0 213.0 256.0
0 L B B o e

! T I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF111117\
Data File : BF100431.D

Aca On : 11 Nov 2017 11:00

Operator : SJ/JU

Sample : 16399-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 9 1-Nonadecene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.89 6.35 ng 309088 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 96
2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
3 5-Eicosene. (E)- 280 C20H40 074685-30-6 91
4 1-Docosene 308 C22H44 001599-67-3 91
5 n-Nonadecanol-1 284 C19H400 001454-84-8 91
Abundance . Scan 2007 (13.892 min): BF100431.D (-2005) (-) m/z 57.10 100.00%
1 T V\J\/WL\W
5000
111.1
153 1 234.1 13.60 13.80 14.00 14.20
ol l Ly o .d804207 1557 2651 2961 330.23601 7, B55.10  90.11%
m/z--> 50 100 150 200 250 300 350
Abundance #115905: 1-Nonadecene
41,0
5000 LI UL BRI UL B
111.0 Bmwmmmmm
m/z 43.10  88.20%
L] UL N
m/z--> 50 200 250 300 350
Abundance
57.0
91.0 '13.60 13.80 14.00 14.20
5000 m/z 83.10 78.65%
29.0 125.0
0 154.0182.0210.0238.0 283.0 334.0
m/z--> 55 160 1%0 260 2éo 360 3%0
Abundance #127769: 5-Eicosene, (E)- I EAmEmEEE RS
55.0 13.60 13.80 14.00 14.20
m/z 69.10 71.89%
83.0
5000
111.0
o 27"0‘ ‘ I i “L 139.0167.0 196.0223.0 252.0280.0
m/z--> 5'0 1(')0 150 200 250 300 3&1,0 13. 60 13. 80 14. 00 14 20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF111117\
Data File : BF100431.D

Acq On : 11 Nov 2017 11:00

Operator : SJ/JU

Sample - 16399-06

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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... 5.13 14.3 ng 681072 1 6.90 951558 20.0
n-Butyl ether 5.63 21.7 ng 1031150 1 6.90 951558 20.0
unknown6 .67 6.67 66.8 ng 3178380 1 6.90 951558 20.0
n-Hexadecanoic acid 11.95 8.5 ng 409257 4 11.43 966882 20.0
Pentadecanoic acid 12.73 4.1 ng 197978 4 11.43 966882 20.0
1-Nonadecene 13.89 6.3 ng 309088 5 14.06 973019 20.0
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