LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051717\
Data File : BF095220.D

Aca On : 18 May 2017 11:52

Operator : SJ/MA

Sample : 13192-06

Misc :

ALS Vial : 32 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-BF050217 .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 5.119 537 541 559 rBV 106310 262223 14.23% 1.766%
2 5.742 643 647 684 rBV 730670 1683820 91.36% 11.338%
3 7.313 910 914 930 rBV 744359 1472169 79.88% 9.913%
4 7.436 930 935 946 rVB 1225385 1843090 100.00% 12.410%
5 7.772 988 992 1003 rBV 386275 460433 24.98% 3.100%

8.007 1027 1032 1049 rBV 1082709 1323192 71.79%% 8.910%
8.666 1140 1144 1161 rBV 525617 858233 46.56% 5.779%
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rvB4 18388 29303 1.59% 0.197%
9.789 1331 1335 1346 rBvV 325881 494921 26.85% 3.333%
1 9.866 1346 1348 1356 rVB3 16346 25653 1.39% 0.173%

11 10.848 1510 1515 1523 rVB2 82968 107084 5.81% 0.721%
12 11.560 1631 1636 1654 rBV 1170459 1687240 91.54% 11.361%
13 11.777 1668 1673 1682 rBV2 29104 40046 2.17% 0.270%
14 12.254 1751 1754 1760 rBV 159239 251929 13.67% 1.696%
15 12.342 1765 1769 1774 rVB 76869 100839 5.47% 0.679%

16 12.619 1812 1816 1829 rBV2 355581 597526 32.42% 4.023%

17 13.454 1954 1958 1963 rVB 66655 75181 4.08% 0.506%
18 13.818 2013 2020 2024 rBV 19941 32420 1.76% 0.218%
19 13.918 2033 2037 2049 rBvV 451195 771967 41.88% 5.198%
20 14.224 2085 2089 2092 rBV 64290 80273 4_36% 0.541%
21 14.254 2092 2094 2100 rVB2 32576 35603 1.93% 0.240%
22 14.960 2209 2214 2219 rBV 55873 68758 3.73% 0.463%
23 15.024 2219 2225 2235 rVV2 279366 440505 23.90% 2.966%
24 15.618 2322 2326 2332 rVB2 40541 51651 2.80% 0.348%
25 16.212 2423 2427 2433 rBV 27621 32829 1.78% 0.221%
26 16.754 2514 2519 2524 rVB 25433 28388 1.54% 0.191%

27 17.342 2614 2619 2631 rBV 1091278 1317667 71.49% 8.873%
28 18.695 2845 2849 2856 rBV 310801 412807 22.40% 2.780%
29 20.371 3130 3134 3143 rBvV 172723 265347 14.40% 1.787%

Sum of corrected areas: 14851097
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051717\
Data File : BF095220.D

Aca On : 18 May 2017 11:52

Operator : SJ/MA

Sample : 13192-06

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF095220.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051717\
Data File : BF095220.D

Aca On : 18 May 2017 11:52

Operator : SJ/MA

Sample : 13192-06

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.12 11.39 ng 262223 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 38
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 17

Abundance Scan 541 (5.119 min): BF095220.D (-537) (-) m/z 43.00 100.00%

43.0
59.1
5000

101.0 R
83.0 480 500 520 540

”.,”..,”..“..JN..w.u:L..”,..”,.”.,.”.J”..“ m/z 59.10 58.22%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000

59.0 480 500 5.20 5.40
m/z 101.00 19.44%

15.0 101.0
31.0
...,”t.,”.Wﬂ”.uﬂh..,”:.,”..,”..?%9.,”.:J”..“
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
T
57.0 4.80 5.00 5.20 5.40
5000 m/z 58.00 16.37%
20.0 101.0
150 73.0 83.0
I o o B B A o e o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0 480 5.00 5.20 5.40

m/z 41.10 8.54%

5000
101.0
150 310 %80 690 860

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051717\
Data File : BF095220.D

Aca On : 18 May 2017 11:52

Operator : SJ/MA

Sample : 13192-06

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 unknown7.44 Concentration Rank 1

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

7.44 80.06 ng 1843090 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 936 (7.442 min): BF095220.D (-930) (-) m/z 132.00 100.00%
132.0
5000 /k
68.1
96.1 oy e TR0 7RO
40.0 540 ‘ 7.20 7.40 760 780
..,....,....,....,....,.:..,.:|.-.|,..'..,5?‘.‘.?,..!.,.196.?....,....,-'...,.. m/z 68.10 34.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 1 BN v
40 s30 T e m/z 134.00  33.29%
‘ 79.0 '
|||||||||||||||||‘||‘||||‘||‘||||‘|‘il‘l||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘::: -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
9.0 ono 750 740 780 780
5000 ' m/z 65.95 20.43%
31.0 51.0
wwmmwmmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0 7.20 7.40 7.60 7.80
m/z 96.10 13.12%
5000
104.0
120 27.0 390 5.0 %0770 o045 | 1550 ‘\
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 720 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051717\
Data File : BF095220.D

Aca On : 18 May 2017 11:52

Operator : SJ/MA

Sample : 13192-06

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Cyclohexasiloxane, dodecame... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

10.85 4.3 ng 107084  Naphthalene-d8 9.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 Cvclohexasiloxane. dodecamethyl- 444 C12H3606Si6  000540-97-6 91

2 Acetic acid. [Ibisl(trimethvlsilv... 356 C11H2905PSi3 053044-27-2 33
3 2-Chloro-4-(4-methoxvphenvl)-6-(... 341 C17H12CIN303 063673-76-7 12
4 1.3.5.7.9-Pentaethvilcyclopentasi... 370 C10H3005Si5 017995-44-7 12

5 Fluoren-9-ol, 3,6-dimethoxy-9-(2... 342 C23H1803 1000217-31-2 12
Abundance Scan 1515 (10.848 min): BF095220.D (-1510) (-) m/z 73.10 100.00%
741
5000 341.0
147.1 e e
410 \ 429.1 10.60 10.80 11.00 11.20
207.0 - : - -
. ||, Mpsea | 270 eo |} 4 572734100 80 41%
miz--> 50 100 150 200 250 300 350 400
Abundance #225658: Cyclohexasiloxane, dodecamethyl-
73.0
5000 LA L I L L L L L LB LB
341.0 10.60 10.80 11.00 11.20
1470 4290 1 "m/z 57.10 28.35%
400, | 1130 | 207.0239.0271.0 309.0, | 397.0 |
e L I N
miz--> 50 100 150 200 250 300 350 400
Abundance
73.0 341.0
10.60 10.80 11.00 11.20
0
5000 1o 2970 m/z 147.10 25.74%
133.0 211.0
40.0 165.0
T T T T T T T T T T T
miz--> 50 100 150 200 250 300 350 400
Abundance #177447: 2-Chloro-4-(4-methoxyphenyl)-6-(4-nitrophenyl)pyr... e
341.0 10.60 10.80 11.00 11.20
m/z 43.05 22 .20%
5000
28.0
295.0
880 170 100 PO T
e T 4
miz--> 50 100 150 200 250 300 350 400 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051717\
Data File : BF095220.D

Aca On : 18 May 2017 11:52

Operator : SJ/MA

Sample : 13192-06

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Cycloheptasiloxane, tetrade... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.34 3.38ng 100839  Acenaphthene-d10 12.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cvcloheptasiloxane. tetradecamet... 518 C14H4207Si7 000107-50-6 91
2 Hexasiloxane. 1.1.3.3.5.5.7.7.9.... 430 C12H3805Si6 000995-82-4 50

3 Pentasiloxane. dodecamethvl- 384 C12H3604Si15 000141-63-9 50
4 Trisiloxane., 1.1.1.5.5.5-hexamet... 384 C12H3604Si5 003555-47-3 47
5 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 40
Abundance Scan 1769 (12.342 min): BF095220.D (-1765) (-) m/z 73.05 100.00%
73.0
147.1
5000 281.0
327.0 LB LA
221.1 415.1 503.1 12.00 12.20 12.40 12.60
o T o e m/z 147.10 56.36%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #236968: Cycloheptasiloxane, tetradecamethyl-
73.0 281.0
147.0
5000 LI L L L L L L L LB B
327.0 415.0 503.0 12.00 12.20 12.40 12.60
m/z 281.00 40.06%
221.0 ‘ ‘
290 e e e 0904 L
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
73.0
e
12.00 12.20 12.40 12.60
5000 m/z 327.00 18.18%
207.0 281.0
133.0
341.0
28.0 415.0
R L AL e e o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #204091: Pentasiloxane, dodecamethyl- R e A
73.0 147.0 281.0 12.00 12.20 12.40 12.60
m/z 282.10 13.92%
5000 369.0
207.0
270, | - ‘ - |
L B S W e
m/z--> 50 100 150 200 250 300 350 400 450 500 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051717\
Data File : BF095220.D

Aca On : 18 May 2017 11:52

Operator : SJ/MA

Sample : 13192-06

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Heptacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.45 2.52 ng 75181 Acenaphthene-d10 12.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Nonadecane 268 C19H40 000629-92-5 80
3 Dodecane. 2-methvl- 184 C13H28 001560-97-0 78
4 Tetradecane 198 C14H30 000629-59-4 78
5 Heptadecane 240 C17H36 000629-78-7 72
Abundance Scan 1957 (13.448 min): BF095220.D (-1954) (-) m/z 57.05 100.00%
57.0
5000 85.0
1131 13.20 13.40 13.60 13.80
A T B B o S m/z 43.10 65.70%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 R BRI U BN SR
85.0 13.20 13.40 13.60 13.80
m/z 71.05 54 _97%
290/ || | 113.0141.0160.0197.0225.0253.0281.0 323.0351.0380.0
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
13.20 13.40 13.60 13.80
5000 85.0 m/z 85.05 37.95%
29.0
113.0141.0169.0197.0 268.0
m/z--> 50 100 150 200 250 300 350
Abundance #48844: Dodecane, 2-methyl-
43.0 13.20 13.40 13.60 13.80
m/z 41.10 35.00%
5000 71.0
99.0 .
R e 7
m/z--> 50 100 150 200 250 300 350 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051717\
Data File : BF095220.D

Aca On : 18 May 2017 11:52

Operator : SJ/MA

Sample : 13192-06

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.22 3.64 ng 80273 Phenanthrene-d10 15.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
3 Tetracosane 338 C24H50 000646-31-1 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Undecane, 3,8-dimethyl- 184 C13H28 017301-30-3 86

Abundance Scan 2088 (14.218 min): BF095220.D (-2085) (-) m/z 57.05 100.00%

‘ | fl : 1400142014401460
N L N B Y B m/z 43.05 72.13%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
85.0

5000 et
14.00 14.20 14.40 14.60

m/z 71.10 60.53%

57.0
5000 85.1
I l 13.1

29.0
9 ||| [M306101600197.0225.02520 20503230 367.0
T T T T T T T [ T T
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
14.00 14.20 14.40 14.60
5000 85.0 m/z 85.10 43 .53%
113.0
141.0  183.0211.0239.0267.0296.0
e A A e A m e
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0 14.00 14.20 14.40 14.60
m/z 41.00 29.99%
5000 85.0
290 113.0
“|‘ $-141.0169.0197.0225.0253.0281.0309.0 338.0
— T T T T e T R e
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051717\
Data File : BF095220.D

Aca On : 18 May 2017 11:52

Operator : SJ/MA

Sample : 13192-06

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.62 2.35 ng 51651 Phenanthrene-d10 15.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 86
2 Tetradecane 198 C14H30 000629-59-4 86
3 Heptacosane 380 C27H56 000593-49-7 83
4 Nonadecane 268 C19H40 000629-92-5 83
5 Hexadecane 226 C16H34 000544-76-3 78
Abundance Scan 2326 (15.618 min): BF095220.D (-2322) (-) m/z 57.05 100.00%
57.0
5000
99.1 " 15.40 15.60 15.80 16.00
—e e m/z 71.05 68.11%
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane
57.0
5000
15.40 15.60 15.80 16.00
99.0 m/z 43.05 63.96%
IO L a o MO smpopo2i00
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
" 15.40 15.60 15.80 16.00
5000 m/z 85.10 52.57%
210 90 1410 1980
mz-> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0 15.40 15.60 15.80 16.00
m/z 41.05 28.54%
5000
99.0
27.0) || | [Ty, 1410 1830 2250 267.0 323.0 380.0
m/z--> 50 100 150 200 250 300 350 1540 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF051717\
Data File : BF095220.D

Acq On : 18 May 2017 11:52

Operator : SJ/MA

Sample - 13192-06

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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... 5.12 11.4 ng 262223 1 7.77 460433 20.0
unknown7 .44 7.44 80.1 ng 1843090 1 7.77 460433 20.0
Cyclohexasiloxane... 10.85 4.3 ng 107084 2 9.79 494921 20.0
Cycloheptasiloxan... 12.34 3.4 ng 100839 3 12.62 597526 20.0
Heptacosane 13.45 2.5 ng 75181 3 12.62 597526 20.0
Hexacosane 14.22 3.6 ng 80273 4 15.02 440505 20.0
Heptadecane 15.62 2.4 ng 51651 4 15.02 440505 20.0
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