LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122916\
Data File : BF092036.D

Aca On : 29 Dec 2016 20:52

Operator : UM/SJ

Sample : H6301-07

Misc :

ALS Vial : 22 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-BF122116.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 4.830 238 240 251 rVB 635962 807958 14.36% 2.015%
2 5.299 279 281 283 rBY 2628004 2595111 46.12% 6.472%
3 6.350 371 373 375 rBVY 1940573 1764075 31.35% 4 .400%
4 6.464 380 383 385 rBVY 4462315 4066026 72.26% 10.141%
5 6.693 401 403 405 rBV 953082 1028943 18.29% 2.566%

6 6.842 414 416 419 rBV 2683986 3462745 61.54% 8.636%
7 7.265 450 453 455 rBV 2925989 3452879 61.36% 8.612%
8 7.973 513 515 518 rBV 1420102 1355665 24.09% 3.381%
9 9.059 607 610 612 rBV 5908077 5626846 100.00% 14.034%
10 9.459 642 645 647 rBvV 85052 111008 1.97% 0.277%
11 9.722 666 668 671 rBV 1283760 1532391 27.23% 3.822%
12 10.168 701 707 709 rBV3 40159 75081 1.33% 0.187%
13 10.522 735 738 740 rBV 3180045 3644703 64.77% 9.090%
14 10.648 747 749 752 rBV 47226 79017 1.40% 0.197%

15 11.208 796 798 800 rBV 1924550 1652446 29.37% 4.121%

16 11.756 843 846 848 rBV 213635 225868 4.01% 0.563%
17 12.534 912 914 917 rBV2 167414 230295 4._.09% 0.574%
18 12.797 934 937 940 rBV 4736806 5491278 97.59% 13.696%
19 13.699 1013 1016 1020 rBV3 108036 166944 2.97% 0.416%
20 13.837 1026 1028 1031 rBV 1505894 1466982 26.07% 3.659%

21 15.220 1146 1149 1152 rBV 900812 1111280 19.75% 2.772%

22 15.654 1184 1187 1189 rBV 33857 71663 1.27% 0.179%
23 16.088 1222 1225 1232 rVB2 35996 75845 1.35% 0.189%
Sum of corrected areas: 40095049
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122916\
Data File : BF092036.D

Aca On - 29 Dec 2016 20:52

Operator : UM/SJ

Sample : H6301-07

Misc :

ALS Vial :© 22 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF092036.D

5000000
6.46

4000000

7.26
3000000 530 6.84

2000000 6.39

6.69
1000000 483

ot

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: BF092036.D
906

5000000 12.80

4000000

10.52
3000000

2000000 11.21

V.97 9.72
1000000

9.46 10.17 10.65 11.76 12.53 13.7

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF092036.D

5000000

4000000

3000000

2000000
13.84

1000000 15.22

15.65 16.09

-

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122916\
Data File : BF092036.D

Aca On : 29 Dec 2016 20:52

Operator : UM/SJ

Sample : H6301-07

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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.

4.83 15.70 ng 807958 1,4-Dichlorobenzene-d4 6.69
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 32
3 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 240 (4.830 min): BF092036.D (-238) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 USRI R R R
| 83.0 | 440 4.60 4.80 5.00 5.20
rrrprrerprerer e e m/z 59.10 57.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L UL UL I
59.0 440 460 480 500 520
0
150 4, 1010 m/z 101.10 18.60%
"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
440 460 480 500 520
5000 41.0 m/z 58.10 14.83%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3602: 1-Propen-2-ol, acetate
43.0 440 4.60 4.80 5.00 5.20
m/z 41.10 9.29%
5000
58.0
15‘.0 27\.0 | ‘\ 72‘.0 10\0.0 /\
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 440 460 4.80 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122916\
Data File : BF092036.D

Aca On : 29 Dec 2016 20:52

Operator : UM/SJ

Sample : H6301-07

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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

Concentration Rank 1

Peak Number

2 unknown6.46

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

6.46 79.03 ng 4066030 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 Cl10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 383 (6.464 min): BF092036.D (-380) (-) m/z 132.00 100.00%
132.0
5000 68.1

96.0 R e N I S N R
40.0 40 6.20 6.40 6.60 6.80
: 8.0 6.0
.,....,....'l'!...,:!..,::.-.|,..7..,....,..!.,?1?..,.1.1.7.?...., | M- m/z 68.10 45.31%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine

132.0

69.0
104.0

5000 A
6.20 6.40 6.60 6.80

m/z 134.00 33.67%

31.0 51.0
TR 7b0 ‘
e

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance
132.0
R REEEE o B
6.20 6.40 6.60 6.80
5000 m/z 66.10 28.45%
63.0 81.0
31.0 50.0 101.0 112.0
e e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- — A
132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.31%
117.0
5000
39.0 910
2o gL g Te Lo
L T | PSR

6.20 6.40 6.60 6.80

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122916\
Data File : BF092036.D

Aca On : 29 Dec 2016 20:52

Operator : UM/SJ

Sample : H6301-07

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Tetradecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.76 2.73 ng 225868 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 80
2 Tridecanoic acid 214 C13H2602 000638-53-9 76
3 n-Decanoic acid 172 C10H2002 000334-48-5 62
4 Ethanone. 1-(4.5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 38
5 Eicosane 282 C20H42 000112-95-8 11
Abundance Scan 846 (11.756 min): BF092036.D (-843) (-) m/z 73.00 100.00%
73.0
43.1
5000 129.1
I

213.2 Tt PPt
256.3 11.40 11.60 11.80 12.00

m/z 60.00 78.62%

157.1 1851

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid
73.0
43.0
5000 LI L L L L L L LB L L
129.0 11.40 11.60 11.80 12.00
97.0 185.0 228.0 m/z 43.10 77 .84%
L A Lo e | L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
430 130
BB RN RS e
11.40 11.60 11.80 12.00
5000 m/z 57.10 68.95%
1290 171.0 214.0
97.0 '
152.0 195.0
T T T T T T T T T T e T e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #37191: n-Decanoic acid
60.0 11.40 11.60 11.80 12.00
m/z 55.05 61.27%
41.0
5000 129.0
172.0
m/z--> 20 40 6 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122916\
Data File : BF092036.D

Aca On : 29 Dec 2016 20:52

Operator : UM/SJ

Sample : H6301-07

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 wunknownl2.53 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.53 3.14 ng 230295 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracontane. 3.5.24-trimethvl- 605 C43H88 055162-61-3 18
2 Undecane 156 Cl11H24 001120-21-4 11
3 Tetradecane. 1-iodo- 324 C14H29l 019218-94-1 11
4 Hexadecane 226 C16H34 000544-76-3 11
5 Silane, trichlorodocosyl- 442 C22HA45CI3Si 007325-84-0 11
Abundance Scan 914 (12.534 min): BF092036.D (-912) (-) m/z 43.05 100.00%
5000 __V~,~\A,V,N~ALJ\AA_INﬁ._~,
12:20 12,40 12,60 12.80
m/z 72.95 93.37%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #172669: Tetracontane, 3,5,24-trimethyl-
57.0
5000 IRARARARBARSR AN AR
nmnmnmnm
m/z 57.10 83.01%
“‘jﬂ 141.0 238.0 505.0547.0
m/z--> 6 55 160 1%0 200 250 300 3%0 460 4%0 560 séo
Abundance
57.0
12:20 12,40 12,60 12.80
5000 m/z 60.00 79.25%
15.0 99.0 156.0
m/z--> 6 55 160 1%0 200 250 300 3%0 400 4%0 560 séo
Abundance #129580: Tetradecane, 1-iodo- A RERR RS B
7.0 12.20 12.40 12.60 12.80
m/z 55.05 66.84%
15, %’9‘ 0 1550197 9
m/z--> 6 55 160 1%0 200 250 300 3%0 460 4%0 560 séo 1220 1240 1260 1280
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122916\
Data File : BF092036.D

Aca On : 29 Dec 2016 20:52

Operator : UM/SJ

Sample : H6301-07

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 17-Pentatriacontene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.70 2.28 ng 166944 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 1-Nonadecene 266 C19H38 018435-45-5 90
3 l1-Hexadecanol 242 C16H340 036653-82-4 90
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 90
5 1-Heptadecanol 256 C17H360 001454-85-9 87

Abundance Scan 1016 (13.699 min): BF092036.D (-1013) (-) m/z 57.10 100.00%

5000

-

13.40 13.60 13.80 14.00
m/z 43.10 98.12%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene

SN
w
o

5000 83.0 L e e N mm
13.40 13.60 13.80 14.00
m/z 83.05 91.05%
25.0
‘ M M H _ 167.0 210.0 267.0307.0 490.0
T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
43.0 97.0
13.40 13.60 13.80 14.00
5000 m/z 97.10 87.63%
139.0 185 0 224.0 266.0
L o o o o e LA AL A A e e e o o B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #83793: 1-Hexadecanol
55.0 13.40 13.60 13.80 14.00
m/z 55.00 87.26%
7.0
5000
14.9) | J 1 139.0 196.0
T T T T e e e T R EREEREE SRS R R
m/z--> 0 50 100 150 200 250 300 350 400 450 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122916\
Data File : BF092036.D

Acq On : 29 Dec 2016 20:52

Operator : UM/SJ

Sample : H6301-07

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.83 15.7 ng 807958 1 6.69 1028940 20.0
unknown6 .46 6.46 79.0 ng 4066030 1 6.69 1028940 20.0
Tetradecanoic acid 11.76 2.7 ng 225868 4 11.21 1652450 20.0
unknownl12 .53 12.53 3.1 ng 230295 5 13.84 1466980 20.0
17-Pentatriacontene 13.70 2.3 ng 166944 5 13.84 1466980 20.0
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