LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\
Data File : BF112077.D

Aca On : 17 Jan 2019 9:32

Operator : JU/SJ

Sample : K1147-04

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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF011619.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 2.146 6 10 18 rVB 136442 194682 2.68% 0.267%
2 5.081 505 509 516 rVB 283893 358469 4.94% 0.492%
3 5.498 575 580 592 rVB 5489439 5105876 70.34% 7.002%
4 6.504 746 751 762 rBVY 5367473 5621067 77 .44% 7.708%
5 6.634 769 773 777 rBV 5716446 5738824 79.06% 7.870%
6 6.687 779 782 788 rVB2 79770 92942 1.28% 0.127%
7 6.857 808 811 818 rBVY 1831287 1599701 22.04% 2.194%
8 7.016 834 838 842 rBVY 5326228 4622035 63.68% 6.338%
9 7.422 901 907 910 rBVY 3580865 3533171 48.68% 4 .845%
10 8.139 1024 1029 1033 rBY 2331184 2161118 29.77% 2.964%

11 9.022 1176 1179 1183 rBV5 68331 120433 1.66% 0.165%
12 9.139 1196 1199 1201 rBV2 150763 123128 1.70% 0.169%
13 9.163 1201 1203 1207 rBvV2 151189 130649 1.80% 0.179%
14 9.216 1207 1212 1216 rBV 7508346 7258514 100.00% 9.954%
15 9.298 1223 1226 1230 rBV3 386456 440006 6.06% 0.603%

16 9.610 1275 1279 1283 rBV 2305698 2279116 31.40% 3.125%
17 9.669 1286 1289 1292 rVB2 272761 317998 4._.38% 0.436%
18 9.716 1292 1297 1300 rBV5 172412 350264 4._.83% 0.480%
19 9.769 1302 1306 1308 rBV3 784533 851260 11.73% 1.167%
20 9.810 1308 1313 1316 rVB 1331229 1381423 19.03% 1.894%

21 9.851 1317 1320 1322 rBV3 289618 309900 4.27% 0.425%
22 9.898 1322 1328 1332 rBV 2910951 3111484 42.87% 4.267%
23 9.939 1332 1335 1338 rBv4 357355 502563 6.92% 0.689%
24 10.157 1369 1372 1375 rBV2 543296 579625 7.99% 0.795%
25 10.216 1380 1382 1384 rVV3 339563 375168 5.17% 0.514%

26 10.239 1384 1386 1388 rVV2 442858 379651 5.23% 0.521%
27 10.269 1389 1391 1394 rVV3 454957 493252 6.80% 0.676%
28 10.310 1395 1398 1402 rVB2 1235041 1186203 16.34% 1.627%
29 10.692 1459 1463 1466 rBV 3855267 3424705 47.18% 4._.696%
30 10.816 1481 1484 1487 rBV2 1079116 1163764 16.03% 1.596%

31 11.386 1578 1581 1591 rBV 2417359 3069241 42.28% 4_.209%
32 12.974 1847 1851 1854 rBV 6050555 5821791 80.21% 7.983%
33 13.863 1999 2002 2009 rVB3 624524 893868 12.31% 1.226%
34 14.027 2026 2030 2033 rBV 2273648 2122618 29.24% 2.911%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\
Data File : BF112077.D

Aca On : 17 Jan 2019 9:32

Operator : JU/SJ

Sample : K1147-04

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

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.180 2054 2056 2060 rVB 323427 262078 3.61% 0.359%

36 14.486 2105 2108 2114 rVB2 494565 579751 7.99% 0.795%
37 14.792 2157 2160 2165 rVB 508624 496030 6.83% 0.680%
38 15.068 2203 2207 2214 rVB 390324 681589 9.39%% 0.935%
39 15.133 2214 2218 2222 rBV 606085 678209 9.34% 0.930%
40 15.368 2255 2258 2265 rVB 250889 330689 4_.56% 0.453%

41 15.433 2266 2269 2275 rVB 218776 313513 4._.32% 0.430%
42 15.498 2275 2280 2292 rVB2 1602262 2653158 36.55% 3.638%
43 15.951 2352 2357 2362 rVB 402287 585845 8.07% 0.803%
44 16.457 2439 2443 2449 rVB 209826 347605 4._.79% 0.477%
45 16.974 2526 2531 2540 rVB2 129163 279886 3.86% 0.384%

Sum of corrected areas: 72922862
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\
Data File : BF112077.D

Aca On : 17 Jan 2019 9:32

Operator : JU/SJ

Sample : K1147-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF112077.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\
Data File : BF112077.D

Aca On : 17 Jan 2019 9:32

Operator : JU/SJ

Sample : K1147-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 Butane, 2-methoxy-2-methyl- Concentration Rank 20

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

2.15 2.43 ng 194682 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 86
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 11 (2.152 min): BF112077.D (-6) (-) m/z 73.10 100.00%
73.1
5000 431
"~ 550 87.1
2.20 2.30 2.40 2.50 2.60
e e e b L2097 43710 35, 34%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 R R R U IR U
430 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 87.10 27.94%
29.0
'”I”'W'“'P'ml”'WLi'P'”I”'W'“'P'”I”'W'”'P'”
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #1995: Silane, tetramethyl-
73.0
1220 2.30 2.40 250 2.60
5000 m/z 55.05 24 .06%
43.0
20 180 299 || 530 880
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #4436: Pentane, 3-methoxy- e T
73.0 2.20 2.30 2.40 2.50 2.60
m/z 45.10 11.03%
5000
45.0
29.0
N “ i ‘ 1010 -A—,—AQ%A—W
m/z--> 0 10 20 30 4'0 50 60 7'0 80 90 100 110 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\
Data File : BF112077.D

Aca On : 17 Jan 2019 9:32

Operator : JU/SJ

Sample : K1147-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 unknown5.08 Concentration Rank 10

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

5.08 4_.48 ng 358469 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 17
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 12
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 509 (5.081 min): BF112077.D (-505) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 R R
83.1 480 500 5.20 5.40
...,....,....,....I,'::..,..':.|,...7.?;?..,.-...,....-,|....,....,....,....,...., m/z 59.05 54._42%
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 L I I
59.0 480 500 520 5.40
0
150 41, 1010 m/z 101.10 20.57%
R . 83.0 .
mz-> 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
480 500 520 540
5000 410 m/z 58.05 15.91%
SNSRI <Y T N 71
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone R R E e
59.0 4.80 500 5.20 5.40
m/z 41.10 9.30%
5000 43.0
31.0
15'0 . ‘ \‘\ N 87\0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\
Data File : BF112077.D

Aca On : 17 Jan 2019 9:32

Operator : JU/SJ

Sample : K1147-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 3 unknown6.63 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.63 71.75 ng 5738820 1,4-Dichlorobenzene-d4 6.86
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 C12H15N0O 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
Abundance Scan 772 (6.628 min): BF112077.D (-769) (-) m/z 132.00 100.00%
132.0
5000 68.1
620 6.40 6.60 6.80 7.00
L I i e m/z 68.10 42 . 17%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 INEEDE N SR N
6.20 6.40 6.60 6.80 7.00
310 5.0 m/z 134.00 31.49%
I'"%I!Jl'l'!'Jl""IJ"'I""I""I""I""
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0 620 6.40 6.60 6.80 7.00
5000 ggo 1160 m/z 66.10 27.73%
IR aman e R I‘I\I\I\ — "“l : Iw‘l : |H“| |‘|“| : I‘\ - = |:|I-5|8|0| — |]|-8|9.|0|
m/z--> 20 40 60 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa—l,3,5—triene, 2,4-dimethyl- A
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.05 16.96%
117.0
5000
91.0
e L)
||‘|||‘|||“N||m|||“|||=||‘|‘||l‘|l“| T R
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\
Data File : BF112077.D

Aca On : 17 Jan 2019 9:32

Operator : JU/SJ

Sample : K1147-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 Decahydro-4,4,8,9,10-pentam... Concentration Rank 15

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

9.30 2.83 ng 440006 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 83
2 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 43
3 Pvrazolol5.1-cl-as-triazine-3-ca... 193 C6H7N70 016111-78-7 38
4 Cvclohexene., 3-methvl-6-(1-methy... 138 C10H18 005256-65-5 25
5 2-Amino-4-benzylthiomethyl-6-pip... 315 C16H21N5S 022362-19-2 22

Abundance Scan 1226 (9.298 min): BF112077.D (-1223) (-) m/z 193.20 100.00%
198.2
69.1 123.1
5000 41.1 95.1
1511 177.1 209.2 9.00 9.20 9.40 9.60
: m/z 69.10 55.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67964: Decahydro-4,4,8,9,10-pentamethyInaphthalene
198.0
123.0
5000 69.0 95.0 IEBE AR SRR A S
9.00 9.20 9.40 9.60
m/z 123.10 54 _.46%
151.0
53/0 209.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55233: 1-(p-Fluorophenyl)-4-piperidone
193.0
1250 9.00 9.20 940 9.60
5000 ' m/z 55.10 53.32%
150.0
95.0
260 420 589 750 | | 176.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #55540: Pyrazolo[5,1-c]-as-triazine-3-carboxylic acid, 4-a... R Ea s B e
193.0 9.00 9.20 9.40 9.60
m/z 95.10 51.48%
95.0
6?0 135.0
mz-> 20 40 60 80 100 120 140 160 180 200 | 9.00 9.20 940 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\
Data File : BF112077.D

Aca On : 17 Jan 2019 9:32

Operator : JU/SJ

Sample : K1147-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 unknown9.77 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
9.77 5.47 ng 851260 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Decahvdro-4.4.8.9.10-pentamethyl... 208 C15H28 080655-44-3 78
2 1.7-Nonadiene. 4.8-dimethvl- 152 C11H20 062108-28-5 43
3 Silane. chlorodiethvl(2-methvlpe... 222 C10H23CIOSi 1000363-12-7 41
4 Cvclohexane. 1.2-dimethyl-3-pent... 224 C16H32 062376-17-4 30
5 2,4,5,5,8a-Pentamethyl-4a,5,6,7,... 208 C14H240 1000195-30-1 30

Abundance Scan 1306 (9.769 min): BF112077.D (-1302) (-) m/z 69.10 100.00%
A
5000
2242 9.40 9.60 9.80 10.00
m/z 41.10 79.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67964: Decahydro-4,4,8,9,10-pentamethyInaphthalene
193.0
123.0
5000 69.0 95.0 LI L L B
9.40 9.60 9.80 10.00
m/z 55.10 77.06%
151.0
200.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25437: 1,7-Nonadiene, 4,8-dimethyl-
41.0 69.0
R RN EEEEE
9.40 9.60 9.80 10.00
5000 m/z 83.10 61.28%
H ‘ 109.0
2o lip M e | wro
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #78627: Silane, chlorodiethyl(2-methylpentyloxy)- L B o
109.0 193.0 9.40 9.60 9.80 10.00
: m/z 97.10 61.27%
5000 83.0
43.0 1350
27.0 65.0 ‘ ‘ “ 151.0
.,....‘,“.. b b el T 150 2220 S —
m/z--> 20 60 80 100 120 140 160 180 200 220 9. 40 9.60 9. 80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\
Data File : BF112077.D

Aca On : 17 Jan 2019 9:32

Operator : JU/SJ

Sample : K1147-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 unknown9.81 Concentration Rank 3

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

9.81 8.88 ng 1381420 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (-)-trans-Pinane 138 C10H18 033626-25-4 38
2 Bicvclol3.1.1Theptane., 2.6.6-tri... 138 C10H18 004755-33-3 30
3 Cvclohexene. 3.3.5-trimethvl- 124 C9H16 000503-45-7 25
4 Acridine., 9-methvl- 193 C14H11IN 000611-64-3 22
5 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-96-0 18

Abundance Scan 1313 (9.810 min): BF112077.D (-1308) (-) m/z 193.20 100.00%
198.2
411 69.1 97.1
5000 123.1
165.2 9.40 9.60 9.80 10.00 10.20
19 209.1 m/z 69.10 67.69%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16859: (-)-trans-Pinane
55.0 95.0
%0001 3910 9.40 9.60 9.80 10.00 10.20
79 123.0 m/z 97.10 66 .88%
o | 130
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17017: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-, [1S-(1.al...
55.0 95.0
9.40 9.60 9.80 10.00 10.20
5000 m/z 41.10 63.44%
39/0
123.0
79
|....ﬂ“..‘.“l‘l.“.‘..“k‘l.‘.“‘ ..‘..|..?':?Blp...l....l....l....l..
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10691: Cyclohexene, 3,3,5-trimethyl- A B o
109.0 9.40 9.60 9.80 10.00 10.20
m/z 55.10 62.62%
67.0
5000 41.0
91.
AT A (#l'"'%S'q'l""|""|""|""|" S
mz-> 20 40 60 80 100 120 140 160 180 200 220 9.40 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\
Data File : BF112077.D

Aca On : 17 Jan 2019 9:32

Operator : JU/SJ

Sample : K1147-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 8 unknownl10.16 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.16 3.73 ng 579625 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 38
2 10-MethvlInonadecane 282 C20H42 056862-62-5 38
3 1-Nonene. 4.6.8-trimethvl- 168 Cl12H24 054410-98-9 35
4 Undecane. 4.8-dimethyl- 184 C13H28 017301-33-6 30
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 30
Abundance Scan 1373 (10.163 min): BF112077.D (-1369) (-) m/z 133.10 100.00%
83.1 138.1
55.1
5000
1500, 07 9.80 10.00 10.20 10.40
109.1 . . . : :
1801 25.2 m/z 83.10 81.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117637: Nonadecane
57.0
85.0
5000 RS UNVARSUNABAR BAREE
9. 80 10. oo 10. 20 10.40
20.0 m/z 55.10 63.82%
|, I M“”}MOm%1wo 268.0
m/z--> 25 Jo 60 éo 160 150 150 160 180 200 220 250 2éo
Abundance #129494: 10-Methylnonadecane
57.0
650 9.80 10.00 10.20 10.40
5000 ' m/z 82.10 48 .47%
154.0
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #36803: 1-Nonene, 4,6,8-trimethyl- R B .
43.0 9.80 10.00 10.20 10.40
m/z 41.10 42 .07%
71.0
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 ésblibdd ibéolibid""

8270-BF011619.M Fri Jan 18 03:37:34 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\
Data File : BF112077.D

Aca On : 17 Jan 2019 9:32

Operator : JU/SJ

Sample : K1147-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 10 unknownl1l0.27 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.27 3.17 ng 493252 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 35
2 1.3.3-Trimethvl-2-oxabicvclol2.2... 186 C10H1803 056084-15-2 15
3 Imidazole-2-hvdrazide-1-carboxvl... 154 C5H6N402 1000126-42-2 11
4 3-Buten-2-one. 4-(4-hvdroxv-2.2.... 224 C13H2003 038274-01-0 11
5 Cyclopentanecarboxylic acid, 2-m... 172 C9H1603 1000331-06-9 10
Abundance Scan 1391 (10.269 min): BF112077.D (-1389) (-) m/z 193.20 100.00%
198.2
57.1 123.1
97.1
5000
157.1
79 M ) VA
39 221.2 10.00 10.20 10.40 10.60
m/z 57.10 79.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55233: 1-(p-Fluorophenyl)-4-piperidone
198.0
123.0
5000 LI BN SULRULN BRI B
150.0 10.00 10.20 10.40 10.60

m/z 123.10 77.28%

170 420 750

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #49917: 1,3,3-Trimethyl-2-oxabicyclo[2.2.2]octane-6,7-endo...
69.0
109.0 R e e  EEEEEmE
43.0 10.00 10.20 10.40 10.60
5000 m/z 69.10 73.97%
87.0 142.0 186.0
20 i M b LR o |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #27220: Imidazole-2-hydrazide-1-carboxylic acid, methyl ester L e NLLELELE m e e
81.0 123.0 10.00 10.20 10.40 10.60
m/z 41.10 73.12%
5000
41.0 | 15?0
| 1 | A |
T e e T T T T R e N EEEEEmEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10 00 10. 20 10 40 10 60

8270-BF011619.M Fri Jan 18 03:37:35 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\
Data File : BF112077.D

Aca On : 17 Jan 2019 9:32

Operator : JU/SJ

Sample : K1147-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 11 1-Trimethylsilylpent-1-en-4... Concentration Rank 5

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

10.31 7.62 ng 1186200 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Trimethvisilvlpent-1-en-4-vne 138 C8H14Si 079516-25-9 52
2 3-Fluorobenzoic acid. 3-tridecvl... 322 C20H31F02 1000280-60-3 50
3 3-Fluorobenzoic acid. 3-methvlbu... 208 C12H13F02 154559-38-3 46
4 Pentanamide. N-(4-methoxvphenvl)- 207 C12H17N0O2 1000306-89-3 46
5 3-Fluorobenzoic acid, pent-2-en-... 204 C12H9FO2 1000292-60-2 43
Abundance Scan 1398 (10.310 min): BF112077.D (-1395) (-) m/z 123.10 100.00%

128.1
5000
411 691
9.1 207.2 et neing

1169.1 10.00 10.20 10.40 10.60

0 h 30.22483 | 1777 69.10  39.66%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #17474: 1-Trimethylsilylpent-1-en-4-yne
128.0
5000 TT TTTT LR B TT T T
10 00 10. 20 10 40 10. 60
430 730 90 m/z 41.10 37.16%
R O S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #162927: 3-Fluorobenzoic acid, 3-tridecyl ester
123.0
e R EmmaT
10.00 10.20 10.40 10.60
5000 m/z 109.10 36.95%
41.0 95.0
T
| L1l L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67446: 3-Fluorobenzoic acid, 3-methylbut-2-eny! ester R R e R
123.0 10.00 10.20 10.40 10.60

m/z 55.10 36.89%

68.0
5000

41.0
L ‘\‘ \MMI%O mm

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10 00 10. 20 10 40 10. 60

8270-BF011619.M Fri Jan 18 03:37:35 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\
Data File : BF112077.D

Aca On : 17 Jan 2019 9:32

Operator : JU/SJ

Sample : K1147-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 12 2-Bromo dodecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.82 7.58 ng 1163760 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
2 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 80
3 Hexadecane. 2.6.11.15-tetramethvl- 282 C20H42 000504-44-9 80
4 Tridecane. 4-methvl- 198 C14H30 026730-12-1 76
5 Hexadecane, 2,6,10-trimethyl- 268 C19H40 055000-52-7 72
Abundance Scan 1485 (10.822 min): BF112077.D (-1481) (-) m/z 57.10 100.00%
57.1
5000
183.2 10.60 10.80 11.00 11.20
: 213.2 2432 268.2 m/z 71.10  80.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #100330: 2-Bromo dodecane
57.0
5000 LN BLURELN B BULLILE B
85.0 1060 10.80 11.00 11 20
29.0 m/z 43.10 51.98%
: 113.0 169.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117659: Pentadecane, 2,6,10,14-tetramethyl-
57.0
"' 10/60 10.80 11.00 11.20
5000 m/z 85.10 32.79%
8.0 113.0
29.0 : 183.0
| L ‘ I ‘ | ” 1550 J 225 0 253 0
m/z--> 50 Jo éo éo 160 150 150 1é0 180 200 220 240 2éo 2éo
Abundance #129510: Hexadecane, 2,6,11,15-tetramethyl- BEEmEEEs
43.0 10.60 10.80 11.00 11.20
m/z 41.10 23.35%
71.0
5000
113.0
1 ‘ I 929 | ,1410 16? 0 19? 0 239.0 267.0
m/z--> ﬁo Jo éo éo 160 150 150 1éo 1§0 200 220 240 260 280 1060 1080 1100 1f20

8270-BF011619.M Fri Jan 18 03:37:36 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\
Data File : BF112077.D

Aca On : 17 Jan 2019 9:32

Operator : JU/SJ

Sample : K1147-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 13 1-Tricosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.86 8.42 ng 893868 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tricosene 322 C23H46 018835-32-0 93
2 Cvclodocosane. ethvl- 336 C24H48 1000151-22-6 91
3 Tetratriacontvl pentafluoropropi... 641 C37H69F502 1000351-81-5 90
4 Hexacosvl pentafluoropropionate 528 C29H53F502 1000351-81-2 90
5 Octacosyl heptafluorobutyrate 606 C32H57F702 1000351-83-6 90
Abundance Scan 2002 (13.863 min): BF112077.D (-1999) (-) m/z 57.10 100.00%
57.1
5000 V\NVAJ\””“”xJA“-JLvM\j\xﬁwn
111.1 B
230.1 13.60 13.80 14.00 14.20
. ...,.h.%‘??‘.l..f.l.!l.,.2:5?7.',3.?.4.4,'?...,....,....,....,....,.... m/z 43.10 80.56%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #163016: 1-Tricosene
57.0
5000 L UL SR UL I
111.0 13.60 13.80 14.00 14.20
m/z 71.10 62.61%
| | ,169.0 224.0 322.0
I g g g s g
Abundance #174181: Cyclodocosane, ethyl-
57.0
|13.60 13.80 14.00 14.20
5000 m/z 83.10 55.47%
111.0
307.0
| |, 1670 2230
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #242008: Tetratriacontyl pentafluoropropionate R REEmEmEm e
57.0 13.60 13.80 14.00 14.20
m/z 55.10 52.20%
5000
111.0
| |, 167 02220 278 0 334.0 390.0  476.0 622.0
m/z--> 55 160 150 200 250 300 350 400 450 500 550 600 13.60 13.80 14.00 14.20

8270-BF011619.M Fri Jan 18 03:37:37 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\
Data File : BF112077.D

Aca On : 17 Jan 2019 9:32

Operator : JU/SJ

Sample : K1147-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 14 Heptadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.18 2.47 ng 262078 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 87
2 Nonadecane 268 C19H40 000629-92-5 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Pentadecane 212 C15H32 000629-62-9 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 2056 (14.180 min): BF112077.D (-2054) (-) m/z 57.10 100.00%
51.1
5000
] } st 13.80 14.00 14.20 14.40
159.1 244.2 : . . .
oLl L | popa ) | 21512402 oea3zad 303 ot R ey
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane
57.0
5000 LA AR RARRE R

13.80 14.00 14.20 14.40
m/z 43.10 68.63%

Fgo
L] }410 182.0211.0240.0

27j0
iy T T T
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57.0
R o EEEE e e R
13.80 14.00 14.20 14.40
5000 m/z 85.10 48 .00%
99.0
qM]| JJMM;MOZEO%M
L A e e e e I A o o e e e e B B e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane A B b
57.0 13.80 14.00 14.20 14.40
m/z 55.10 22.80%
5000
99.0
27,0 Ly 1410 183.0 225.0 281.0 337.0 394.0
e o e e L e o e e LI B o o o e e LA R o EEEE e e R
m/z--> 50 100 150 200 250 300 350 13 80 14. 00 14.20 14.40

8270-BF011619.M Fri Jan 18 03:37:41 2019

Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\
Data File : BF112077.D

Aca On : 17 Jan 2019 9:32

Operator : JU/SJ

Sample : K1147-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 15 Tetracosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.49 5.46 ng 579751 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Octadecane 254 C18H38 000593-45-3 97
3 Heptadecane 240 C17H36 000629-78-7 93
4 Octacosane 394 C28H58 000630-02-4 93
5 Tetratetracontane 619 C44H90 007098-22-8 90

Abundance Scan 2109 (14.492 min): BF112077.D (-2105) (-) m/z 57.10 100.00%
57.1
5000
254.1 Cao0 1440 1460 140
27.1 14.20 14.40 14.60 14.80
ok, 168.2199.0 283.1 319.2 359.3388.3 n/z 43.10 75 50%
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane
57.0
5000 L S RS BRI B
mmmmmmmm
99.0 m/z 71.10 64 .42%
27,0 J “ Mml%Onm 338.0
m/z--> B "50 100 150 200"' 550"' 560"' ééo"' -
Abundance #105884: Octadecane
57.0
14,20 14.40 14.60 14.80
5000 m/z 85.10 46.77%
99.0
2000 L § 4| 4 1410 1830 2502540
m/z--> 50 160 1%0 260 2%0 360 3%0 !
Abundance #94346: Heptadecane TT T[T T T T [ T T T T[T T T T[T TTT
57.0 14.20 14.40 14.60 14.80
m/z 55.10 41.23%
5000
99.0
270| | . J} | 1410 1830  240.0
mz> 50 ' R A N 14.20 14.40 14.60 14.80

8270-BF011619.M Fri Jan 18 03:37:42 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\
Data File : BF112077.D

Aca On : 17 Jan 2019 9:32

Operator : JU/SJ

Sample : K1147-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 12

Peak Number 16 Pentacosane

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

14.79 3.74 ng 496030 Perylene-d12 15.50

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 95
2 Heptacosane 380 C27H56 000593-49-7 95
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 94
4 Heneicosane 296 C21H44 000629-94-7 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91

Abundance Scan 2160 (14.792 min): BF112077.D (-2157) (-) m/z 57.10 100.00%
57.1
5000
) 14130 1450 145 15,00 1525
141.1 183.1 ' : : : '
ol d b ll L Lo 252n213 2550 2051 34043714 m/z 71.10 71.54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
5.0
5000 LA L L L L L L L L LB
14.40 14.60 14.80 15.00 15.20
m/z 43.10 62.58%
2700 | 4o I| L 1410 1830 2250 267.0 309.0 352.0
— L e P S e
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57.0
s e A e S
14.40 14.60 14.80 15.00 15.20
5000 m/z 85.10 52.97%
99.0
27, 0{ e 141.0 1830 225.0 267.0  323.0 380.0
R L T A SLA R L
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl- T
57.0 14.40 14.60 14.80 15.00 15.20
m/z 55.10 23.35%
5000
\ i ° 1ar0 239.0
Ll gLy 10 1830 "M 2600 3080 3520
T T T T T e e s e A e S
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00 15.20

8270-BF011619.M Fri Jan 18 03:37:42 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\
Data File : BF112077.D

Aca On : 17 Jan 2019 9:32

Operator : JU/SJ

Sample : K1147-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 17 Nonadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.13 5.11 ng 678209 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Heptadecane 240 C17H36 000629-78-7 94
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2217 (15.127 min): BF112077.D (-2214) (-) m/z 57.10 100.00%
57.1
5000
99.1 AU SRR IR BUMRE

14.80 15.00 15.20 15.40

141.1 41832
ol LBl | g 29Y 1832 28922732 31313452 3994 7 T2 0" 70 3on
m/z--> 50 100 150 200 250 300 350 400
Abundance #117637: Nonadecane
57.0
5000 LI LI L LI L L L LB |
14.80 15.00 15.20 15.40
m/z 43.10 64 .85%
99.0
27000 L} L, 1410 1830 268.0
ettt ety
m/z--> 50 100 150 200 250 300 350 400
Abundance #94346: Heptadecane
57.0
T
14.80 15.00 15.20 15.40
5000 m/z 85.10 52.02%
99.0
2704 | 4 4 1\ | 1410 1830 2400
=ty Attt
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane BN e S
57.0 14.80 15.00 15.20 15.40
m/z 55.10 23.36%
5000
99.0
27,0 ] ‘ , 1410 1830 2250 2810  337.0  394.0

m/z--> 50 100 150 200 250 300 350 400 14. 80 15. 00 15 20 15.40

8270-BF011619.M Fri Jan 18 03:37:43 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\
Data File : BF112077.D

Aca On : 17 Jan 2019 9:32

Operator : JU/SJ

Sample : K1147-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 18 Benzo[e]pyrene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.37 2.49 ng 330689 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 98
3 Benzolalpvrene 252 C20H12 000050-32-8 97
4 Benzoli1fluoranthene 252 C20H12 000205-82-3 96
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 95
Abundance Scan 2258 (15.368 min): BF112077.D (-2255) (-) m/z 252.10 100.00%
1
5000
15.00 15.20 15.40 15.60
| 293133023692 M52 | "m/z 250.10 28.41%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104217: Benzo[e]pyrene
252.0
5000
15.00 15.20 15.40 15.60
m/z 253.10 20.53%
125.0
50.0 83.0 , | 1580 200.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104227: Benz[e]acephenanthrylene
252.0
15.00 15.20 15.40 15.60
5000 m/z 126.00 15.18%
126.0
390 87.0 , | 161.0 200.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104218: Benzo[a]pyrene AR R
252.0 15.00 15.20 15.40 15.60
m/z 125.10 14.19%
5000
126.0
500 870 , | 16302000, 4 e i e
m/z--> 50 100 150 200 250 300 350 400 450 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\
Data File : BF112077.D

Aca On : 17 Jan 2019 9:32

Operator : JU/SJ

Sample : K1147-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 19 Hexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.95 4.42 ng 585845 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Nonadecane 268 C19H40 000629-92-5 94
3 Octadecane. 2-methvl- 268 C19H40 001560-88-9 94
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2357 (15.951 min): BF112077.D (-2352) (-) m/z 57.10 100.00%
57.1
5000 n/\-\h,h,vx,j\,--~,wﬁw_/
901 15,60 15.80 16.00 16.20
141.1 . . . .
ob L LA L g B4 0712252 2661 3021 3653 tT g0 10 76.28%
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane
57.0
5000 L DA SRR SR B B
15 60 15. 80 16. 00 16.20
9.0 m/z 43.10 61.72%
27,}0J |, 1410 1830 226.0
m/z--> éo 160 1%0 260 250 360 3§o
Abundance #117638: Nonadecane
57.0
15,60 15.80 16.00 16.20
5000 m/z 85.10 50.70%
2n0 | | ‘9?0‘ ;410 1830 2250 268.0
m/z--> éo 160 150 200 250 360 3§o
Abundance #117648: Octadecane, 2-methyl- BB R EE e
43.0 15.60 15.80 16.00 16.20
m/z 55.10 22 .01%
5000
j 1 J\MLQ
b FP0 1690 2B0ess0 S
m/z--> 50 100 150 200 250 300 350 15 60 15. 80 16. 00 16 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011719\
Data File : BF112077.D

Aca On : 17 Jan 2019 9:32

Operator : JU/SJ

Sample : K1147-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 20 Heneicosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.46 2.62 ng 347605 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Heptadecane 240 C17H36 000629-78-7 93
3 Octadecane 254 C18H38 000593-45-3 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 87
5 Tetracosane 338 C24H50 000646-31-1 86
Abundance Scan 2444 (16.462 min): BF112077.D (-2439) (-) m/z 57.10 100.00%
57.1
UL ISR BN SUNRN B
113. 114]_ 1 177.1207.1 16.20 16.40 16.60 16.80
—— .l,|.-.=~ I 20 2402 2011 327.93561  nz771.10  68.56%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 LI S BRI SULRLLE L
mmmmmmmm
0.0 1130 m/z 43.10 53.61%
Tl | ]I,[ [141:0169.0197.0225.0253.0 296.0
m/z--> éo 100 150 260 250 300 3%0
Abundance #94346: Heptadecane
57.0
85.0 16,20 16.40 16.60 16.80
5000 m/z 85.10 50.39%
29.0
LU P1301410;690191o 240.0
m/z--> 50 100 150 260 2éo 360 3%0
Abundance #105885: Octadecane s  ERRRs Bam L
57.0 16.20 16.40 16.60 16.80
m/z 55.10 22 .69%
5000 85.0 WM
29.0
| Ly ) [79141.0169.0107.0905 0 254.0
m/z--> % @ 150 2& @ ﬁo 3% 1wmmm%mmo
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF011719\
Data File : BF112077.D

Acq On : 17 Jan 2019 9:32

Operator : JU/SJ

Sample : K1147-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF011619._.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]
Butane, 2-methoxy... 2.15 2.4 ng 194682 1 6.86 1599700 20.0
unknown5.08 5.08 4.5 ng 358469 1 6.86 1599700 20.0
unknown6.63 6.63 71.8 ng 5738820 1 6.86 1599700 20.0
Decahydro-4,4,8,9. .. 9.30 2.8 ng 440006 3 9.90 3111480 20.0
unknown9.77 9.77 5.5 ng 851260 3 9.90 3111480 20.0
unknown9.81 9.81 8.9 ng 1381420 3 9.90 3111480 20.0
unknown10.16 10.16 3.7 ng 579625 3 9.90 3111480 20.0
unknown10.27 10.27 3.2 ng 493252 3 9.90 3111480 20.0
1-Trimethylsilylp... 10.31 7.6 ng 1186200 3 9.90 3111480 20.0
2-Bromo dodecane 10.82 7.6 ng 1163760 4 11.39 3069240 20.0
1-Tricosene 13.86 8.4 ng 893868 5 14.03 2122620 20.0
Heptadecane 14.18 2.5 ng 262078 5 14.03 2122620 20.0
Tetracosane 14.49 5.5 ng 579751 5 14.03 2122620 20.0
Pentacosane 14.79 3.7 ng 496030 6 15.50 2653160 20.0
Nonadecane 15.13 5.1 ng 678209 6 15.50 2653160 20.0
Benzo[e]pyrene 15.37 2.5 ng 330689 6 15.50 2653160 20.0
Hexadecane 15.95 4.4 ng 585845 6 15.50 2653160 20.0
Heneicosane 16.46 2.6 ng 347605 6 15.50 2653160 20.0
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