LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084949.D

Aca On : 9 Feb 2016 13:54

Operator =: SJ/1Z

Sample : H1377-07

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:\HPCHEM1I\BNA F\METHODS\8270-BF020116.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 4.784 233 236 246 rVB 872247 1534821 27.63% 3.212%
2 5.230 272 275 277 rBV 4627940 4996933 89.97% 10.458%
3 6.293 365 368 370 rBY 4283554 4863334 87.56% 10.178%
4 6.407 375 378 380 rBVY 4940315 5376499 96.80% 11.252%
5 6.636 395 398 400 rBV 942101 1017085 18.31% 2.129%

6.785 409 411 414 rBV 3045296 3682727 66.30% 7.707%
7.207 445 448 450 rBV 3134595 3382320 60.90% 7.079%
7.916 508 510 513 rBV 1313608 1323995 23.84% 2.771%
5635713 5554236 100.00% 11.624%
9.402 637 640 642 rBvV 732601 721014 12.98% 1.509%
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11 9.619 652 659 660 rBvV 130484 155412 2.80% 0.325%
12 9.665 660 663 666 rvB 1519330 1517954 27.33% 3.177%
13 9.848 676 679 683 rBv2 25451 66833 1.20% 0.140%
14 10.111 701 702 704 rVB 159137 166893 3.00% 0.349%
15 10.328 718 721 725 rBV 59271 111852 2.01% 0.234%

16 10.454 730 732 735 rVB2 2873149 3607462 64.95% 7 .550%
17 10.591 742 744 748 rBV 151321 240029 4._.32% 0.502%
18 11.036 781 783 784 rBV 54030 70463 1.27% 0.147%
19 11.139 790 792 795 rBV 1176755 1490933 26.84% 3.120%
20 12.739 929 932 934 rBV 4102404 5304367 95.50% 11.101%

21 13.642 1008 1011 1020 rBV 262419 449453 8.09% 0.941%
22 13.768 1020 1022 1025 rBV 1198448 1261584 22.71% 2.640%
23 15.128 1139 1141 1144 rBV 679665 884930 15.93% 1.852%

Sum of corrected areas: 47781129
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084949.D

Aca On : 9 Feb 2016 13:54

Operator : SJ/1Z

Sample : H1377-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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: BF084949.D

6.41
5000000
5.23
6.29

4000000

6.78 7.21
3000000
2000000

1000000 4.78 6.64

R 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: BF084949.D

5000000

12.74
4000000

3000000 10.45

2000000
9.66
11.14

1000000 9.40

13.64
A 9.62 gg5 10.1110.33(1059 110 i

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: BF084949.D

5000000
4000000
3000000
2000000

77
1000000 15.13

o

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\BF020916\
Data File : BF084949.D

Aca On : 9 Feb 2016 13:54

Operator : SJ/1Z

Sample : H1377-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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.

4.78 30.18 ng 1534820 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 236 (4.784 min): BF084949.D (-233) (-) m/z 43.05 100.00%
43
59
5000
101 A
440 460 4.80 500 5.20
o.”“”.“”w.”qm.ﬁ%d,nﬁﬁ”.fﬁw.““L”,””“”.“”w.“w m/z 59.10 61.89%
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
5000 AR L L L I
59 440 4.60 4.80 5.00 5.20
m/z 101.10 20.66%
15 31 101
0 ‘ 1 N 51 . 83 ‘
LR RS AR RS SRS RERLA RS NN RARLS RS SARSS LS LSS SARS SARRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
440 460 480 5.00 5.20
5000 41 m/z 58.10 15.16%
31
69 87
o 15 51 98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R e R .
59 440 460 4.80 500 5.20

m/z 41.10 9.21%

5000 41
68
1| 50 | 126 142

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.40 4.60 480 5.00 520

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084949.D

Aca On : 9 Feb 2016 13:54

Operator : SJ/1Z

Sample : H1377-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2 unknown6.41 Concentration Rank 1

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

6.41 105.72 ng 5376500 1,4-Dichlorobenzene-d4 6.64
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 10
3 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 378 (6.407 min): BF084949.D (-375) (-) m/z 132.00 100.00%
5000 68
40 % J 6.00 620 640 6.60 6.80
54 . . . . .
o Jrer lssus o w/z 68.10  40.57%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IREE NN SRS SRR
600 6.20 6.40 6.60 6.80
31 78 m/z 134.00 34.61%
0 ‘ L1 H 1L 1
L L N S U SN BN S SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 6.00 620 640 6.60 6.80
5000 og 116 m/z 66.10 26.30%
0 89 | 107 158 189
mz-> 20 40 60 8 100 120 140 160 180 A
Abundance #13917: Benzene, 1,2,4-trifluoro- | LS N L LN LN R N L
132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 17.24%
5000 63 o1
31 101 112
0.,..‘..‘,..58.‘“‘.‘?2‘ ‘19.2.,‘.‘.1‘.,..« T T —
m/z--> 20 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084949.D

Aca On : 9 Feb 2016 13:54

Operator : SJ/1Z

Sample : H1377-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

10.11 2.20 ng 166893 Acenaphthene-d10 9.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tridecane 184 C13H28 000629-50-5 90
3 Eicosane 282 C20H42 000112-95-8 83
4 Pentadecane 212 C15H32 000629-62-9 83
5 Tetradecane 198 C14H30 000629-59-4 80

Abundance Scan 702 (10.111 min): BF084949.D (-701) (-) m/z 57.10 100.00%

q7

5000

9.80 10.00 10.20 10.40

o m/z 43.10 74 .45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane
43 %7
5000 71 LA L L L L L LN |
85 9.80 10.00 10.20 10.40
29 m/z 71.10 45 _.38%
o | L L “ 99113127141155169183197 226
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 o7
R B e e
71 9.80 10.00 10.20 10.40
5000 m/z 41.10 34 .80%
85
29
oL15 99113127141155 184
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane e AR Eamaa e
43 57 9.80 10.00 10.20 10.40
m/z 85.10 34 .32%
71
5000
85
29 9
0 | L L Ly 3127141156169 282
R o o R e ARARANREERR A ns n e sy e e Y T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9. 80 10.00 10.20 10 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084949.D

Aca On : 9 Feb 2016 13:54

Operator : SJ/1Z

Sample : H1377-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 Octadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.59 3.22 ng 240029 Phenanthrene-d10 11.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Pentadecane 212 C15H32 000629-62-9 86
Abundance Scan 744 (10.591 min): BF084949.D (-742) (-) m/z 57.10 100.00%
57
5000 85
113 10.20 10.40 10.60 10.80 11.00
141
ol bl 188 882 m/z 43.10 65.04%
m/z--> 50 100 150 200 250 300 350
Abundance #91035: Octadecane
57
5000 85 AU R BN
10 20 10 40 10. 60 10 80 11. 00
- m/z 71.10 60.16%
0 \‘ N h “\ (I} H‘ 1]‘-3‘ 141 169 197 225 254
m/z--> 55 160 150 260 2éo 300 3éo
Abundance
57
o 10.20 10.40 10.60 10.80 11.00
5000 m/z 85.10 39.48%
29
0 13 141 169 197 225 253 296
m/z--> 55 160 1éo 260 2éo 360 3éo
Abundance #151556: Heptacosane e B BN AT S
57 10.20 10.40 10.60 10.80 11.00
m/z 41.10 25.83%
5000
85
0 %9 (118 141 169 197 225 253 281 323 351 380
m/z--> % @ @ ﬁ 250 ﬁ @ mmmmmmmmnm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020916\
Data File : BF084949.D

Aca On : 9 Feb 2016 13:54

Operator : SJ/1Z

Sample : H1377-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 1-Nonadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.64 7.13 ng 449453 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 1-Docosene 308 C22H44 001599-67-3 91
3 5-Eicosene. (E)- 280 C20H40 074685-30-6 91

4 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 83
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 81

Abundance Scan 1011 (13.642 min): BF084949.D (-1008) (-) m/z 57.05 100.00%
57 83
41
5000
"13.40 13.60 13.80 14.00
167182 209 : - : :
Ot m/z 55.05 93.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #98170: 1-Nonadecene
41 57
83
5000 LA B L L L L B L L
111 13.40 13.60 13.80 14.00
m/z 83.10 90.31%
o h \L 139154 266
ARNREERE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
R s e e ARl
97 13.40 13.60 13.80 14.00
5000 N m/z 43.05 86.44%
29
125
o 14 153168 308
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #106398: 5-Eicosene, (E)- e B R EE e e
55 13.40 13.60 13.80 14.00
m/z 97.10 81.83%
83
5000
29
0 J d L 139154 182 209
ARNRRRRR AR Ry R e IBEAARRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020916\
Data File : BF084949.D

Acq On : 9 Feb 2016 13:54

Operator : SJ/1Z

Sample : H1377-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .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... 4.78 30.2 ng 1534820 1 6.64 1017090 20.0
unknown6 .41 6.41 105.7 ng 5376500 1 6.64 1017090 20.0
Hexadecane 10.11 2.2 ng 166893 3 9.66 1517950 20.0
Octadecane 10.59 3.2 ng 240029 4 11.14 1490930 20.0
1-Nonadecene 13.64 7.1 ng 449453 5 13.77 1261580 20.0
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