LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094695.D

Aca On : 28 Apr 2017 20:31

Operator : SJ/MA

Sample : 12895-13

Misc :

ALS Vial : 16 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-BF041717 .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 3.937 336 340 351 rBV 403197 475821 17.27% 2.198%
2 4.331 403 407 431 rVB 2595573 2682515 97.38% 12.391%
3 4.713 469 472 476 rBV 30377 30000 1.09% 0.139%
4 5.401 584 589 605 rBY 2563338 2702786 98.11% 12.485%
5 5.525 605 610 613 rBY 2929721 2754773 100.00% 12.725%
6 5.766 648 651 660 rVB 654418 636935 23.12% 2.942%
7 5.948 677 682 685 rBY 2088327 1953327 70.91% 9.023%
8 6.419 757 762 765 rBY 1643084 1620597 58.83% 7.486%
9 7.260 901 905 909 rBV 913650 813457 29.53% 3.758%
10 8.583 1125 1130 1133 rBY 2326084 2240700 81.34% 10.350%
11 8.983 1195 1198 1201 rVB 40889 38467 1.40% 0.178%

12 9.083 1212 1215 1223 rBV 214010 194149 7.05% 0.897%
13 9.395 1264 1268 1275 rVB2 821906 787839 28.60% 3.639%
14 10.372 1430 1434 1448 rBV 1238404 1239556 45.00% 5.726%
15 11.219 1574 1578 1585 rBV 697809 659680 23.95% 3.047%

16 11.948 1698 1702 1710 rBV3 29856 44602 1.62% 0.206%
17 13.195 1909 1914 1918 rBV 1392449 1412551 51.28% 6.525%
18 14.360 2107 2112 2121 rBV2 50874 111123 4._.03% 0.513%
19 14.471 2126 2131 2135 rBV 558859 608957 22.11% 2.813%
20 15.142 2241 2245 2253 rBV2 68873 107691 3.91% 0.497%

21 15.859 2364 2367 2369 rBV2 39427 42915 1.56% 0.198%
22 16.101 2403 2408 2411 rBV 428561 489843 17.78% 2.263%

Sum of corrected areas: 21648284
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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:\HPCHEMI\BNA F\DATA\BF042817\

BF094695.D

28 Apr 2017 20:31

SJ/MA

12895-13

16 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF041717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094695.D

Aca On : 28 Apr 2017 20:31

Operator : SJ/MA

Sample : 12895-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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.

3.94 14.94 ng 475821 1,4-Dichlorobenzene-d4 5.77
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 102 C6H140 000623-37-0 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 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 341 (3.943 min): BF094695.D (-336) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 AR R AR
| 83.0 3.60 3.80 4.00 4.20
S | S U, m/z 59.10 60.19%
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 N LN L LR
59.0 360 3.80 400 420
0
150 4, 1010 m/z 101.10 22 .73%
"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
360 3.80 4.00 420
5000 310 430 73.0 m/z 58.00 15.55%
84.0 1010
mﬁwmwrﬁmwmmw
m/z--> 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 3.60 3.80 4.00 4.20
m/z 41.00 9.20%
5000 41.0
e e T30 1260 1ap0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094695.D

Aca On : 28 Apr 2017 20:31

Operator : SJ/MA

Sample : 12895-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 unknown5.52 Concentration Rank 1

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

5.52 86 .50 ng 2754770 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H3N2 022291-85-6 9
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 609 (5.519 min): BF094695.D (-605) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 AN S UL
401 4 5.20 5.40 5.60 5.80
....,...::u...,::..,.:l-.',..7.5.",0....,..!.,?1??:?....,...., | | m/z 68.10 40.70%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 " ik i
a0 7O o m/z 134.00 32.320%
‘ 79.0 '
|||||||||‘||‘||||‘||‘||||‘|‘|||||‘|‘|‘|‘|||||||‘||||1|0|7|0||||‘||||||"::: -
m/z--> 30 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
520 540 560 580
5000 m/z 66.10 24 _48%
630 104.0
300 520 | 770 900 117.0
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 I
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine B e R
132.0 5.20 5.40 5.60 5.80
m/z 69.10 16.13%
97.0
5000
70.0
31.0
| M0 % | eso | meo |
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 520 540 560 580
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094695.D

Aca On : 28 Apr 2017 20:31

Operator : SJ/MA

Sample : 12895-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 Pentafluoropropionic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.36 3.65 ng 111123 Chrysene-di12 14 .47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 87
2 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 83
3 n-Pentadecanol 228 C15H320 000629-76-5 83
4 Triacontvl pentafluoropropionate 584 C33H61F502 1000351-80-0 64
5 Hexacosyl pentafluoropropionate 528 C29H53F502 1000351-81-2 64
Abundance Scan 2112 (14.360 min): BF094695.D (-2107) (-) m/z 57.10 100.00%
51.1 83.1
5000 111.1
139 1165 0 2070 14.00 14.20 14.40 14.60
e m/z 55.00 99.82%
m/z--> 100 150 250 300
Abundance #190374 Pentaﬂuoroproplomc aC|d tetradecy! ester
57.0 83.0
5000 111.0 L UL L B BN B
14.00 14.20 14.40 14.60
20.0 m/z 83.10 93.35%
| \\ \‘ \ ! ‘ ‘\\140916? 0190 2410 342.0
m/z--> 200 250 300 '
Abundance
43.0
83.0 LA BN U I
14.00 14.20 14.40 14.60
5000 m/z 69.00 88.93%
111.0

139.0  182.0210.0

T
m/z--> 50 100 150 200 250 300

Abundance #84599: n-Pentadecanol R BE T
55.0 83.0 14.00 14.20 14.40 14.60
m/z 97.05 87.76%
5000 111.0
29.0
\ [140.0 1820199

m/z--> 50 100 150 200 250 300 14. 00 14. 20 14. 40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094695.D

Aca On : 28 Apr 2017 20:31

Operator : SJ/MA

Sample : 12895-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 1-Dodecanol, 2-octyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.14 3.54 ng 107691 Chrysene-di12 14 .47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 58
2 Nonahexacontanoic acid 999 C69H13802 040710-32-5 53
3 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 49
4 Tetradecane. 1-fluoro- 216 C14H29F 000593-33-9 49
5 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 49
Abundance Scan 2245 (15.142 min): BF094695.D (-2241) (-) m/z 57.05 100.00%
51.0
218.1
5000
“ 14.80 15.00 15.20 1540
L m/z 218.10 62.09%
m/z--> 0O 100 200 300 400 500 600 700 800 900 1000
Abundance #143260: 1-Dodecanol, 2-octyl-
57.0
5000 AR AR AR AR S
14.80 15.00 15.20 15.40
m/z 43.00 58.96%
L0 200
m/z--> 0 160 200 360 400 500 600 700 800 900 1000
Abundance
57.0
14.80 15.00 15.20 1540
5000 m/z 71.05 55.47%
156.0 2530 350.0 899.0 9980
m/z--> 0 100 200 300 400 500 600 700 800 900 1000
Abundance #119525: 1-Decanoal, 2-octyl- R R EaaEE
57.0 14.80 15.00 15.20 15.40
m/z 55.10 50.39%
5000
|40 2520
m/z--> 0 100 200 300 400 500 600 700 800 900 1000 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042817\
Data File : BF094695.D

Acq On : 28 Apr 2017 20:31

Operator : SJ/MA

Sample - 12895-13

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717 .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... 3.94 14.9 ng 475821 1 5.77 636935 20.0
unknown5 .52 5.52 86.5 ng 2754770 1 5.77 636935 20.0
Pentafluoropropio... 14.36 3.6 ng 111123 5 14.47 608957 20.0
1-Dodecanol, 2-oc... 15.14 3.5 ng 107691 5 14.47 608957 20.0
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