LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF082117\

Data File : BF097913.D

Aca On : 21 Aug 2017 18:55

Operator : SJ/JU

3?22'6 : 14838-01 SASP2P-TP-106-F(0-5)COMP
ALS Vial : 6 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-BF081517.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 4.951 482 487 497 rVB 489946 731587 18.12% 2.143%
2 5.363 551 557 560 rBY 3351981 3684275 91.25% 10.791%
3 6.386 725 731 734 rBV 3284657 4037459 100.00% 11.825%
4 6.522 748 754 757 rBVY 3327601 3687887 91.34% 10.801%
5 6.745 789 792 796 rBVY 1153171 957188 23.71% 2.803%
6 6.904 814 819 822 rBVY 2945031 2717363 67 .30% 7.959%
7 7.316 882 889 892 rBVY 2294198 2484615 61.54% 7.277%
8 8.027 1006 1010 1014 rBV 1360560 1272993 31.53% 3.728%
9 9.110 1188 1194 1197 rBV 3734917 3623854 89.76% 10.614%
10 9.498 1256 1260 1264 rBV 533619 417227 10.33% 1.222%
11 9.780 1302 1308 1312 rBVvV2 1431262 1286401 31.86% 3.768%
12 10.221 1380 1383 1385 rVB 53582 45149 1.12% 0.132%
13 10.568 1437 1442 1445 rBV 2066792 2061445 51.06% 6.038%
14 10.692 1459 1463 1471 rBV 73576 79964 1.98% 0.234%
15 11.139 1532 1539 1541 rBvV2 54180 62361 1.54% 0.183%

16 11.262 1556 1560 1562 rBV 1401525 1178390 29.19% 3.451%
17 11.286 1562 1564 1567 rVB 248863 195546 4._.84% 0.573%
18 11.333 1567 1572 1576 rBV 71288 69908 1.73% 0.205%
19 11.874 1660 1664 1666 rBV 45463 50911 1.26% 0.149%
20 12.468 1762 1765 1769 rVB 390800 326135 8.08% 0.955%

21 12.698 1798 1804 1807 rBV 302050 323557 8.01% 0.948%
22 12.851 1825 1830 1833 rBV 2571680 2391168 59.22% 7.003%
23 13.027 1857 1860 1862 rVB 51937 43286 1.07% 0.127%
24 13.751 1979 1983 1989 rVB3 143172 162350 4.02% 0.476%
25 13.892 2002 2007 2010 rBV 1024754 1063923 26.35% 3.116%

26 13.915 2010 2011 2014 rVB 128152 83492 2.07% 0.245%
27 14.903 2176 2179 2182 rBV 131959 185696 4.60% 0.544%
28 15.192 2225 2228 2232 rVB 89162 106060 2.63% 0.311%
29 15.250 2235 2238 2242 rBV 95649 106779 2.64% 0.313%
30 15.315 2244 2249 2253 rBV 580391 705867 17.48% 2.067%

Sum of corrected areas: 34142836
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

U:\HPCHEM1I\BNA F\DATA\BF082117\

BF097913.D

21 Aug 2017 18:55

SJ/Ju

14838-01

6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

Abundance
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TIC: BF097913.D
11
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J 10.22 J E)AGQ 11.1 };33

12.85
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Time-->
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF082117\
Data File : BF097913.D

Aca On : 21 Aug 2017 18:55

Operator : SJ/JU

Sample - 14838-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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.

4.95 15.29 ng 731587 1,4-Dichlorobenzene-d4 6.75
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. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 487 (4.951 min): BF097913.D (-482) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 SRS S RS SR
| 83.0 | 460 4.80 5.00 5.20
S 1 Y S S m/z 59.00 55.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L I UL IR B
59.0 460 480 500 520
0
150 4, 1010 m/z 101.00 20.10%
"W”tl””ﬂ'WM“'P“W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 4.80 500 520
5000 41.0 m/z 58.00 17.06%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4—methy|— LA L L L L L L
43.0 460 4.80 5.00 5.20
m/z 41.00 8.90%
5000
101.0
15.0
27.0 56.0 71.0 ‘
"W”'W”mw””ﬂl”PJlP”W'”Wﬁqﬂ””ﬁ””P'”P”'P”W'“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF082117\
Data File : BF097913.D

Aca On : 21 Aug 2017 18:55

Operator : SJ/JU

Sample - 14838-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknown6.52 Concentration Rank 1

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

6.52 77.06 ng 3687890 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Xenon 132 Xe 007440-63-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 754 (6.522 min): BF097913.D (-748) (-) m/z 132.10 100.00%
13p.1
5000 68.1
400 %1 %0 640 650 6k
.0 54.0 . . .
gL.0 e — m/z 68.10 45.34%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 NSRS SRR AR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.81%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 S5 o ok 6o
5000 ggo 1160 m/z 66.00 28.54%
158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #14560: Xenon LI L L L L B BB
132.0 6.20 6.40 6.60 6.80
m/z 69.05 18.31%
5000
66.0
'"'I""I“u"l""I""I'l" T N SN BENARAR AR SRS RN
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 : U:\HPCHEM1I\BNA F\DATA\BF082117\
Data File : BF097913.D

Aca On : 21 Aug 2017 18:55

Operator : SJ/JU

Sample - 14838-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Trifluoroacetoxy hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.75 3.05 ng 162350 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 91
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
4 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 91
5 Behenic alcohol 326 C22H460 000661-19-8 91
Abundance Scan 1983 (13.751 min): BF097913.D (-1979) (-) m/z 57.05 100.00%
57. .
5000 dAﬁJ\JuL(
DN UNISA S B
190.2216.0 248.1 13.40 13.60 13.80 14.00
S 2811 m/z 83.10 95.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
97.0
5000 DN RIS SN B
13.40 13.60 13.80 14.00
29.0 125.0 m/z 69.10 88.39%
Ll “ | | | 1540 19602240 2690 300
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0 83.0
13.40 13.60 13.80 14.00
5000 111.0 m/z 97.05 85.68%
29.0
1390 167.0 195 0 222.0 250.0 280.0 308.0 336.0 M‘L‘
m@‘m‘mﬁﬂmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #127771: 3-Eicosene, (E)- R B .
13.40 13.60 13.80 14.00
m/z 55.00 83.35%
o JWNJUWVJN*F~AJﬂhﬂ~“~*“vJL”””“
139.0 167.0 196.0 224.0 252.0 280.0

T I I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF082117\
Data File : BF097913.D

Aca On : 21 Aug 2017 18:55

Operator : SJ/JU

Sample - 14838-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Perylene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.19 3.01 ng 106060 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pervlene 252 C20H12 000198-55-0 94
2 Benzolalpvrene 252 C20H12 000050-32-8 94
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
4 Benzolelpvrene 252 C20H12 000192-97-2 93
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93

Abundance Scan 2228 (15.192 min): BF097913.D (-2225) (-) m/z 252.10 100.00%
25p.1
5000
1250 14.80 15.00 15.20 15.40 15.60
55.0 95 0 224.1 365.3 - . : : :
T gl ML 1901871 ST 2800 3291 T m/z 250.10  33.23%
m/z--> 50 100 150 200 250 300 350
Abundance #104213: Perylene
252.0
5000 AR U IR N
14.80 15.00 15.20 15.40 15.60
126.0 m/z 253.10 24 .64%
620 990, | 1m0 2200
m/z--> 50 100 150 200 250 300 350
Abundance
252.0
14.80 15.00 15.20 15.40 15.60
5000 m/z 125.00 18.26%
126.0
63.0 99.0 1740  224.0
m/z--> 50 100 150 200 250 300 350
Abundance #104228: Benz[e]acephenanthrylene BT
252.0 14.80 15.00 15.20 15.40 15.60
m/z 126.00 14.12%
5000
126.0
26.0 63.0 99.0; 174.0 224.0
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEM1\BNA_F\DATA\BF082117\
Data File : BF097913.D

Acq On : 21 Aug 2017 18:55

Operator : SJ/JU

Sample - 14838-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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... 4.95 15.3 ng 731587 1 6.75 957188 20.0
unknown6 .52 6.52 77.1 ng 3687890 1 6.75 957188 20.0
Trifluoroacetoxy ... 13.75 3.0 ng 162350 5 13.89 1063920 20.0
Perylene 15.19 3.0 ng 106060 6 15.32 705867 20.0
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