LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121218\
Data File : BF111327.D

Aca On : 12 Dec 2018 17:53

Operator : JU/SJ

Sample : J6344-01

Misc :

ALS Vial : 7 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-BF121218 .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 5.004 491 496 502 rBV 352386 454159 5.56% 0.720%
2 5.410 560 565 568 rBY 6718575 7115399 87.07% 11.273%
3 5.739 613 621 629 rBV 309779 326784 4 _.00% 0.518%
4 6.428 730 738 746 rBV2 6631030 8172341 100.00% 12.947%
5 6.563 756 761 764 rBVY 7753220 7408382 90.65% 11.737%
6 6.792 796 800 803 rBVY 2244945 1870440 22.89% 2.963%
7 6.916 817 821 823 rBV 417564 315825 3.86% 0.500%
8 6.951 823 827 830 rVV 6662209 5682317 69.53% 9.002%
9 7.351 888 895 898 rBVY 4830879 4964370 60.75% 7 .865%
10 8.075 1013 1018 1021 rBvV 2798581 2559699 31.32% 4 _.055%

11 8.463 1081 1084 1087 rBv4 168141 180825 2.21% 0.286%
12 8.580 1101 1104 1107 rBV2 175358 184804 2.26% 0.293%
13 8.627 1107 1112 1116 rBV6 108715 202220 2.47% 0.320%
14 8.675 1117 1120 1123 rBV 448213 388399 4._75% 0.615%
15 8.827 1143 1146 1148 rBV3 162596 219895 2.69% 0.348%

16 8.904 1154 1159 1163 rBV7 135886 319555 3.91% 0.506%
17 8.963 1166 1169 1172 rBV3 358860 387516 4.74% 0.614%
18 9.074 1184 1188 1191 rBV3 355169 526901 6.45% 0.835%
19 9.151 1197 1201 1205 rBV 7413066 7403279 90.59% 11.729%
20 9.198 1206 1209 1211 rBV2 352029 468023 5.73% 0.741%

21 9.245 1214 1217 1219 rVV 977330 816861 10.00% 1.294%
22 9.298 1224 1226 1229 rBV3 328806 410070 5.02% 0.650%
23 9.545 1266 1268 1270 rBV 858347 815150 9.97% 1.291%
24 9.657 1285 1287 1289 rBV2 744553 637538 7.80% 1.010%
25 9.833 1313 1317 1321 rBV5 2938882 5318168 65.08% 8.426%

26 14.433 2097 2099 2105 rVB 847853 831391 10.17% 1.317%
27 14.733 2148 2150 2154 rVB 865343 884911 10.83% 1.402%
28 15.062 2203 2206 2215 rVB 854702 1095239 13.40% 1.735%
29 15.386 2257 2261 2265 rBV 930550 1126195 13.78% 1.784%
30 15.433 2265 2269 2274 rVB 692495 924608 11.31% 1.465%

31 15.856 2337 2341 2346 rVB 432421 580807 7.11% 0.920%

32 16.345 2421 2424 2428 rVB 216180 300830 3.68% 0.477%
33 16.921 2518 2522 2526 rVB 145322 226656 2.77% 0.359%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121218\
Data File : BF111327.D

Aca On : 12 Dec 2018 17:53

Operator : JU/SJ

Sample : J6344-01

Misc :

ALS Vial : 7 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:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF121218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 63119557
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121218\

BF111327.D

12 Dec 2018 17:53

JussJ

J6344-01

7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF121218 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF111327.D
1.5e+07
1le+07
6.56
5.41 6.43 6.95
5000000 7.35
6.79
5.00 5.74 6.92
O L e e e e e o L s e L e e e e S N A B e e e L s e e A I e e e s e
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF111327.D
1.5e+07
1le+07
5000000
8.07
O e e T L B e e e e e e e e e e S N — — — — — —
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF111327.D
1.5e+07
1le+07
5000000
14.43 14.73
' 15.06 1 93
' 15.86 16.34
- 16.92
O — — — T — — T ——— —
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

8270-BF121218.
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121218\
Data File : BF111327.D

Aca On : 12 Dec 2018 17:53

Operator : JU/SJ

Sample : J6344-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 8

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

5.00 4.86 ng 454159 1,4-Dichlorobenzene-d4 6.79
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 Propane. 2-methvl-2-(1l-methvleth._.. 116 C7H160 017348-59-3 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 495 (4.998 min): BF111327.D (-491) (-) m/z 43.00 100.00%
43.0
5000 91
101.1 EPRAARDENARARSARRE LAREE R
460 4.80 5.00 5.20 5.40
ol 80 270 7 Eg.10  51.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L LU R L I
59.0 460 480 500 520 5.40
0
150 1010 m/z 101.10 15.75%
Wl ) ) 83.0 !
e L L I S L S S BN B S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
460 480 500 520 5.40
5000 50.0 m/z 58.00 13.12%
101.0
L2330 L |l eso |
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0 460 4.80 5.00 5.20 5.40
m/z 41.00 8.15%
5000
41.0
101.0
0'”'?%ﬂ'wb”1W'”'l'”'J'”'I'”'I'”'I'”'I'”'I'”' SRS S R
m/z--> 20 40 60 80 100 120 140 160 180 200 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121218\
Data File : BF111327.D

Aca On : 12 Dec 2018 17:53

Operator : JU/SJ

Sample : J6344-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 Ethylene glycol monoisobuty... Concentration Rank 10

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

5.74 3.49 ng 326784 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvlene alvcol monoisobutvl ether 118 C6H1402 004439-24-1 72
2 Ethanol. 2-butoxv- 118 C6H1402 000111-76-2 59
3 3.3-Dimethvlbutane-2-ol 102 C6H140 000464-07-3 42
4 Propanoic acid. 2-methvipropvl e... 130 C7H1402 000540-42-1 38
5 1,3-Propanediol, 2-methyl-, dipr... 202 C10H1804 054932-83-1 17

Abundance Scan 621 (5.739 min): BF111327.D (-613) (-) m/z 57.10 100.00%
57.1
5000
41.
87|'1 07 1 5.40 560 5.80 6.00
o} L B o e B B m/z 44.95 41.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8872: Ethylene glycol monoisobutyl ether
57.0
5000 AR AR R N AR
a1 5.40 560 5.80 6.00
75.0 m/z 41.10 34 .95%
0 II1'8'.I0'|:||''IIL"'I!'I""|'I'l"l'o?.'o'"I""I""I""I""I""
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8821: Ethanol, 2-butoxy-
57.0
5.40 560 5.80 6.00
5000 m/z 87.10 16.40%
4L 87.0
0 18\'0 \\‘\ L il L ‘ . 118.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4469: 3,3—Dimethy|butane—2—0| LI L L L B N L |
57.0 5.40 560 5.80 6.00
m/z 56.00 7.83%
41.
5000
87.0
0 “'|'d'JJ“'“W'“'w"'}9%9“|""|“"|"“|""|“"
m/z--> 20 40 60 80 100 120 140 160 180 200 5.40 560 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121218\
Data File : BF111327.D

Aca On : 12 Dec 2018 17:53

Operator : JU/SJ

Sample : J6344-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 unknown6.56 Concentration Rank 1

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

6.56 79.22 ng 7408380 1,4-Dichlorobenzene-d4 6.79
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 C12H15NO 1000123-86-3 12
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 761 (6.563 min): BF111327.D (-756) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 TTTTTTT T T T T T T T T
40.0 54 J 6.20 6.40 6.60 6.80
0 S0 T .2 | m/z 68.10 44_40%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 SRS SR R
6.20 6.40 6.60 6.80
310 510 m/z 134.00 34.16%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 TP a0 ok ak0
5000 ggo 1160 m/z 66.10 28.94%
oL—— = II‘I\I\I\I ""Ml ||“|| |‘H“||‘|“| II‘MII ||EI-5|8|.0||| ||]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180
Abundance #14395: 1,3,5-Trifluorobenzene R B R
132.0 6.20 6.40 6.60 6.80
m/z 69.05 17.79%
5000
63.0 81.0
0 3]\-0 SQO\ \\‘ 1l | ‘\ ! 990 ‘11%0 |
mz-> 40 60 80 100 120 140 160 180 620 6.40 6.60 680
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121218\
Data File : BF111327.D

Aca On : 12 Dec 2018 17:53

Operator : JU/SJ

Sample : J6344-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 Cyclohexene, 1-methyl-4-(1-... Concentration Rank 11

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

6.92 3.38 ng 315825 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 1-methvl-4-(l1-methy... 136 C10H16 005989-54-8 96
2 D-Limonene 136 C10H16 005989-27-5 96
3 Limonene 136 C10H16 000138-86-3 87

4 Cvclohexene.,

1-methvl-5-(1-methy... 136 C10H16

5 Cyclohexene, 4-ethenyl-1,4-dimet... 136 C10H16

013898-73-2 86
001743-61-9 81

Abundance Scan 822 (6.922 min): BF111327.D (-817) (-) m/z 68.05 100.00%
68.0
93.0
5000
53.0 121.1 . N
A
3 13?-1 6.60 6.80 7.00 7.20
0 H“W--f--”|----“---|-”-|---- m/z 67.10 74 .36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15885: Cyclohexene, 1-methyl-4-(1-methylethenyl)-, (S)-
68.0
93.0 \
5000 LA L L L L L L LB B |
39.0 6.60 6.80 7.00 7.20
1210 m/z 93.00 73.84%
'7136.0
0 L B o o A L o o O ML e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15682: D-Limonene
68.0
93.0
6.60 6.80 7.00 7.20
5000 m/z 79.10 39.23%
53.0 121.0136.0
0 ,....;“..‘H.,‘.“‘. 11 | Y Y S A — ] £
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15667: Limonene
68.0 6.60 6.80 7.00 7.20
m/z 94.10 29.89%
5000 93.0
41.0 | 121.0136.0
0,.LM.MW.JM,JM.H\.MM,JM..L..l,....,..”,....,.... A
m/z--> 20 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121218\
Data File : BF111327.D

Aca On : 12 Dec 2018 17:53

Operator : JU/SJ

Sample : J6344-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 Tridecane Concentration Rank 13

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

8.67 3.03 ng 388399 Naphthalene-d8 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Tetradecane 198 C14H30 000629-59-4 86
3 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 74
4 Octane. 2.4.6-trimethvl- 156 Cl11H24 062016-37-9 72
5 Hexadecane 226 C16H34 000544-76-3 72

Abundance Scan 1119 (8.669 min): BF111327.D (-1117) (-) m/z 57.10 100.00%
57.1
5000 a1l

85.1

1451 163.1179.2 8.40 8.60 8.80 9.00
0 m/z 43.10 90.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48834: Tridecane
57.0
5000 BB RN SRR S

8.40 8.60 8.80 9.00
m/z 71.10 42 _.89%

04
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59881: Tetradecane
57.0
IBEBA AR SRR S
41l 8.40 8.60 8.80 9.00
5000 m/z 41.05 38.73%

‘ 11?.0 141.0 169.0 198.0

07— ‘:‘. .‘,‘: iy .‘.“: R

IIIIIIIHIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48875: Undecane, 2,6-dimethyl- Al mma e
57.0 8.40 8.60 8.80 9.00
m/z 85.10 23.57%
5000 41.0
98.0 3.0
0 Il ‘ g0, | M 141.0  169.0184.0
T B A B e e B B e e
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121218\
Data File : BF111327.D

Aca On : 12 Dec 2018 17:53

Operator : JU/SJ

Sample : J6344-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 unknown8.90 Concentration Rank 14

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

8.90 2.50 ng 319555 Naphthalene-d8 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2.11Theptane. 2.2.3-tri... 138 C10H18 020536-40-7 38
2 Bicvclol2.2.11heptane. 2.2.3-tri... 138 C10H18 020536-41-8 38
3 Bicvclol4.1.0lheptane. 3.7.7-tri... 138 C10H18 018968-23-5 35
4 Bicvclol4.1.0lheptane. 3.7.7-tri... 138 C10H18 002778-68-9 20
5 Cyclohexene, 4-methyl-1-(1-methy... 138 C10H18 000500-00-5 20

Abundance Scan 1158 (8.898 min): BF111327.D (-1154) (-) m/z 118.05 100.00%
118.1
5000
55.1
3941 77. 8.60 8.80 9.00 9.20
o} m/z 145.10 53.46%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16996: Bicyclo[2.2.1]heptane, 2,2,3-trimethyl-, endo-
95.0
55.0
5000 .0
8.60 8.80 9.00 9.20
123.0138.0 m/z 160.10 47 . 74%
O [rrrrprrr T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16994: Bicyclo[2.2.1]heptane, 2,2,3-trimethyl-, exo-
95.0
55.0 8.60 8.80 9.00 9.20
5000 70.0 m/z 117.05 35.89%
‘ 123.0138.0
0 ‘ ‘ 1l ‘ ‘ N ‘ |
LN FURLEL LN S SURL AL SURLELEL WL LI LA SO WAL I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17015: Bicyclo[4.1.0]heptane, 3,7,7-trimethyl-, (1.alpha.... R EBEEEE e
95.0 8.60 8.80 9.00 9.20
m/z 95.10 34 .42%
67.0
123.0
0 IJ'ISI'?IUII‘NI — e |‘|Hl‘||‘|‘|||‘=||;‘ll|||| R et S R m e m e
m/z--> 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121218\
Data File : BF111327.D

Aca On : 12 Dec 2018 17:53

Operator : JU/SJ

Sample : J6344-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 Tetradecane, 1l-chloro- Concentration Rank 12

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

9.25 3.07 ng 816861 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane. l1-chloro- 232 C14H29cClI 002425-54-9 72
2 Hexadecane. l1-bromo- 304 C16H33Br 000112-82-3 64
3 Cvclotetradecane 196 C14H28 000295-17-0 55
4 4-Tetradecene. (2)- 196 C14H28 041446-65-5 53
5 6-Tetradecene, (E)- 196 C14H28 041446-64-4 50

Abundance Scan 1218 (9.251 min): BF111327.D (-1214) (-) m/z 57.10 100.00%
57.1

5000

:

210.3 9.00 9.20 9.40 9.60
m/z 43.10 61.37%

39 180.2

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #87666: Tetradecane, 1-chloro-
57.0

91.0

.

5000 LA L B L L L LB
9.00 9.20 9.40 9.60
29.0 m/z 55.10 57.13%
o 190 1470 1750 2030 2320
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #147852: Hexadecane, 1-bromo-
57.0
B o A B
135.0 9.00 9.20 9.40 9.60
5000 m/z 41.10 56.02%
85.0
29.0
lll 0
0 w\ el p 0 L eso
m/z--> 20 60 80 100 120 140 160 180 200 220
Abundance #58281: Cyclotetradecane L B B B o
55.0 83.0 9.00 9.20 9.40 9.60
m/z 71.10 49 .54%
5000 111.0 196.0
LAl ) oo w0
obe A M L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121218\
Data File : BF111327.D

Aca On : 12 Dec 2018 17:53

Operator : JU/SJ

Sample : J6344-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 2,5-Cyclohexadiene-1,4-dion... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.66 2.40 ng 637538 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5-Cvclohexadiene-1.4-dione. 2.... 220 C14H2002 000719-22-2 94
2 2-Butanone. 3-(4-tert-butvipheno... 220 C14H2002 160875-28-5 46
3 Benzeneacetic acid. 4-(1l.1-dimet... 192 C12H1602 032857-63-9 43
N-T4-(Ethvl-methvl-amino)-phenvl... 192 C11H16N20 099981-45-0 43
5 Thiocoumarine, 4,4,6,7-tetramethyl- 220 C13H160S 1000128-90-2 43

Abundance Scan 1288 (9.663 min): BF111327.D (-1285) (-) m/z 83.10 100.00%

5000

|

9.40 9.60 9.80 10.00
m/z 55.10 99.16%

(o]

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77416: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimethyl...
177Y.0
220.0
5000 410 LIS L L L LB L B

9.40 9.60 9.80 10.00
m/z 57.10 78 .89%

ol 2030
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77349: 2-Butanone, 3-(4-tert-butylphenoxy)-
177.0

9.40 9.60 9.80 10.00
5000 57.0 m/z 69.10 72 .30%

91.0 135.0 220.0
P s L5
ohrrr el P40 WL 2550 L 230
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance #54471. Benzeneacetic acid, 4-(1,1-dimethylethyl)- e  RRRaE Bam s
177.0 9.40 9.60 9.80 10.00
m/z 41.10 71.11%
5000
131.0
91.0
450 650 149.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.40 960 980 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121218\
Data File : BF111327.D

Aca On : 12 Dec 2018 17:53

Operator : JU/SJ

Sample : J6344-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 Heptadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.43 20.00 ng 831391 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Heptacosane 380 C27H56 000593-49-7 90
3 Tetracosane 338 C24H50 000646-31-1 87
4 3.5-Dimethvldodecane 198 C14H30 107770-99-0 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 2098 (14.427 min): BF111327.D (-2097) (-) m/z 57.10 100.00%
51.1
5000
991 1420 14.40 14,60 14.80
141.1 205.2 254.1 . . . .
ob b doLg 4117212052 2501 2961 3423 3042 | U7 10 63.04%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94346: Heptadecane
5.0
5000 LB SRS I I S
1420 14.40 14.60 14.80
99.0 m/z 43.10 56.65%
. 2500, J I| 1410 1830 2400
m/z--> 50 160 150 200 250 300 350 400
Abundance #202662: Heptacosane
57.0
1420 14.40 14,60 14.80
5000 m/z 85.10 43.27%
Pgo
oL 289] A, 1410 1830 2250 2670 3230 3800
m/z--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane e RARREEE RS
57.0 14.20 14.40 14.60 14.80
m/z 55.10 33.10%
5000
99.0
OZWHI \onmw250%m 338.0
m/z--> 50 100 150 200 250 300 350 400 1420 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121218\
Data File : BF111327.D

Aca On : 12 Dec 2018 17:53

Operator : JU/SJ

Sample : J6344-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 11 Heptadecane, 9-octyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.73 15.72 ng 884911 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Eicosane, 3-methyl- 296 C21H44 006418-46-8 87
Abundance Scan 2150 (14.733 min): BF111327.D (-2148) (-) m/z 57.10 100.00%
57.1
5000 ““”‘*A““¥~»»}\~N\,¢N\A\\~_
9.1 1410 14160 14150 1500
141.1 : : : :
ol A bidy 4L 10722352 2752 3332 38224152 m/z 43.10 69.15%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 L L B B I
14.40 14.60 14.80 15.00
m/z 71.10 61.79%
0 239.0
0 L]y 410 1830 281.0 323.0
m/z--> 50 160 150 200 250 300 350 400
Abundance #100330: 2-Bromo dodecane
57.0
14.40 14.60 14.80 15.00
5000 m/z 85.10 49 _.34%
J J 99.0 169.0
oltsald hyd 0 | 2480
m/z--> 50 100 150 200 250 300 350 400
Abundance #83051: Dodecane, 2-methyl-6-propyl- R ma e
57.0 14.40 14.60 14.80 15.00
m/z 41.10 19.09%
5000 \A\‘\/L\\L
99.0 140.0
ol 1820 5560
m/z--> 50 100 150 260 250 300 350 400 ' 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121218\
Data File : BF111327.D

Aca On : 12 Dec 2018 17:53

Operator : JU/SJ

Sample : J6344-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 Heptacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.06 19.45 ng 1095240 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 98
2 Tetradecane. 4-ethvl- 226 C16H34 055045-14-2 91
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 90
4 Pentacosane 352 C25H52 000629-99-2 90
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 2206 (15.062 min): BF111327.D (-2203) (-) m/z 57.10 100.00%
57.1
991 ] 141.2 183.2 2251 266.1301.1 356.2 402.4 1480 15,00 16.20 15.40 _
O i e e LS Lcal m/z 43.10 62.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57.0
5000 L S B SURRULS IR
14.80 15.00 15.20 15.40
m/z 71.10 57.71%
0l260 ,%2}M01%02%02N0 323.0 3%0
m/z--> 50 100 150 200 250 300 350 400
Abundance #83033: Tetradecane, 4-ethyl-
43.0
14.80 15.00 15.20 1540
5000 85.0 m/z 85.10 44 _43%
o | 1 J I 1270 16601970
B T T o e e AR
Abundance #83051: Dodecane, 2-methyl-6-propyl- B RS B e
57.0 14.80 15.00 15.20 15.40
m/z 55.10 19.36%
5000 M
99.0 140.0
A N s Y B
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121218\
Data File : BF111327.D

Aca On : 12 Dec 2018 17:53

Operator : JU/SJ

Sample : J6344-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 Tricosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.86 10.31 ng 580807 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 93
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 87
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 2342 (15.862 min): BF111327.D (-2337) (-) m/z 57.10 100.00%
57.1
5000 \A—\\AN“/\
%1 ' 15.60 15.80 16.00 16.20
155.1 : : : :
ol LA h Ly, 1951 2070 2661 3233 3654 411 o Ui30G 0 63,83
m/z--> 50 100 150 200 250 300 350 400
Abundance #164578: Tricosane
57.0
5000 LI UL BB SULBLLN UL
15. 60 15. 80 16. oo 16. 20
9.0 324.0 m/z 71.10 58.16%
oL d 150 1830 2250 2670 ]
mzs> 80 100 150 200 280 sbo %0 abo
Abundance #175557: Tetracosane
57.0
' 15.60 15.80 16.00 16.20
5000 m/z 85.10 43.17%
99.0
NI J]|i 141.0 183.0 225.0 2670 338.0
m/z--> §0 160 1éo 260 250 360 3§o 460
Abundance #141426: Heneicosane L B B ma B S
57.0 15.60 15.80 16.00 16.20
m/z 55.10 19.78%
5000
99.0
015.0 | | ‘J | 141.0 1830 2250 296.0
m/z--> §0 160 1éo 260 250 360 3§o 460 ' 1560 1580 1600 1620
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121218\
Data File : BF111327.D

Aca On : 12 Dec 2018 17:53

Operator : JU/SJ

Sample : J6344-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.34 5.34 ng 300830 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Hexacosane 366 C26H54 000630-01-3 87
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 86
4 Docosane. 1l-butvl- 366 C26H54 013475-76-8 86
5 Heptacosane 380 C27H56 000593-49-7 86

Abundance Scan 2423 (16.339 min): BF111327.D (-2421) (-) m/z 57.10 100.00%

57.1

?

5000
9?-1 155.1 205.1242.0277.1 331.1 383.2 435.3 1I60'0' Iléz'Ol Ilé4lOI iéeld _
(I P BY Nt Sttt L O B L m/z 43.10 58.31%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #209566: Octacosane
5000 LA I L L L L L |

16.00 16.20 16.40 16.60
m/z 71.10 54.59%

141.0 183.0 225.0

281.0

337.0 394.0

0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194493: Hexacosane
57.0
R AR AR AR
16.00 16.20 16.40 16.60
5000 m/z 85.10 42.12%
99.0
oL L Il | |, 1410 1830 2250 267.0 309.0 367.0
I B B B E e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #185535: Heptadecane, 9-octyl- R e AR
57.0 16.00 16.20 16.40 16.60
m/z 99.10 14 .00%
99.0
oL 1] i | | 1410 1830 20 2810 3230
m/z--> 50 100 150 200 250 300 350 400 450 16. 00 16. 20 16 40 16. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121218\
Data File : BF111327.D

Aca On : 12 Dec 2018 17:53

Operator : JU/SJ

Sample : J6344-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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, 1l1-decyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.92 4.03 ng 226656 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane. l1ll-decvl- 479 C34H70 055429-84-0 83
2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 81
3 Docosane 310 C22H46 000629-97-0 81
4 Hentriacontane 437 C31H64 000630-04-6 80
5 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 76
Abundance Scan 2522 (16.921 min): BF111327.D (-2518) (-) m/z 57.10 100.00%
57.1
5000 “”Wv#kw\mwww/\wwukmqwkwNVM
sl 16.60 16.80 17.00 17.20
138.1 211.2  265.1 302. , : : :
oL A Ll Bt 2112 2651 3002 3asearen w82 2Pt Ry
m/z--> 5 100 150 200 250 300 350 400
Abundance #232379: Tetracosane, 11-decyl-
51.0
5000 LRI SR B AR B
16.60 16.80 17.00 17.20
m/z 71.10 48.19%
0 Jl I 41441 0 183.0 225.0 264.0295.0 337.0 3780 420.0
m/z--> §o 100 150 200 250 300 350 400
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57.0
16.60 16.80 17.00 17.20
5000 m/z 85.10 36.81%
1130
o26lof L) ], 1830 2530
m/z--> 50 100 150 200 250 300 350 400
Abundance #153222: Docosane R EE mE
57.0 16.60 16.80 17.00 17.20
m/z 55.10 23.61%
5000
99.
quo\ | J J , 141.0 183.0 225.0 267.0 310.0
m/z--> 50 100 150 200 250 300 350 400 16.60 16.80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF121218\
Data File : BF111327.D

Acq On : 12 Dec 2018 17:53

Operator : JU/SJ

Sample - J6344-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121218_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... 5.00 4.9 ng 454159 1 6.79 1870440 20.0
Ethylene glycol m. .. 5.74 3.5 ng 326784 1 6.79 1870440 20.0
unknown6 .56 6.56 79.2 ng 7408380 1 6.79 1870440 20.0
Cyclohexene, 1-me... 6.92 3.4 ng 315825 1 6.79 1870440 20.0
Tridecane 8.67 3.0 ng 388399 2 8.07 2559700 20.0
unknown8.90 8.90 2.5 ng 319555 2 8.07 2559700 20.0
Tetradecane, 1-ch... 9.25 3.1 ng 816861 3 9.83 5318170 20.0
2,5-Cyclohexadien. .. 9.66 2.4 ng 637538 3 9.83 5318170 20.0
Heptadecane 14.43 20.0 ng 831391 5 13.96 831391 20.0
Heptadecane, 9-oc... 14.73 15.7 ng 884911 6 15.39 1126200 20.0
Heptacosane 15.06 19.4 ng 1095240 6 15.39 1126200 20.0
Tricosane 15.86 10.3 ng 580807 6 15.39 1126200 20.0
Octacosane 16.34 5.3 ng 300830 6 15.39 1126200 20.0
Tetracosane, 11-d... 16.92 4.0 ng 226656 6 15.39 1126200 20.0
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