LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF101017\

Data File : BF099307.D

Aca On : 10 Oct 2017 18:30 Instrument :

Operator : SJ/JU EﬁAfs el
- _ lentosampleld :

3?22'6 : 15716-01 KEMSCO-COMP

ALS Vial : 5 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-BF092317.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 2.146 6 10 17 rVB 31392 41278 1.78% 0.217%
2 5.093 507 511 528 rBV 359689 449731 19.39% 2.360%
3 5.493 574 579 582 rBVY 2111023 2059755 88.83% 10.811%
4 6.498 745 750 753 rBVY 1942737 2092714 90.25% 10.984%
5 6.640 769 774 777 rBV 2247075 2171101 93.63% 11.395%

6.863 809 812 816 rBV 652240 528861 22.81% 2.776%
7.022 835 839 842 rBV 2001370 1688048 72.80% 8.860%
7.428 903 908 911 rBV 1282464 1299367 56.04% 6.820%
8.145 1026 1030 1034 rBV 860560 690616 29.78% 3.625%
9.222 1208 1213 1216 rBV 2666407 2318841 100.00% 12.171%

=
QO ~NO®

11 9.610 1276 1279 1287 rVB 338463 264639 11.41% 1.389%
12 9.898 1325 1328 1332 rBV 735864 657135 28.34% 3.449%

13 10.322 1393 1400 1403 rBV2 38691 39031 1.68% 0.205%
14 10.692 1459 1463 1466 rBV 1168414 1052257 45.38% 5.523%
15 10.792 1477 1480 1488 rVB2 68925 82911 3.58% 0.435%

16 11.386 1577 1581 1585 rBV 675503 556940 24.02% 2.923%
17 12.969 1846 1850 1854 rBV 1877352 1784850 76.97% 9.368%
18 13.851 1997 2000 2005 rBV 126412 142010 6.12% 0.745%
19 14.027 2026 2030 2034 rBV 648508 575578 24.82% 3.021%
20 14.486 2104 2108 2111 rBvV4 29522 50778 2.19% 0.267%

21 15.504 2277 2281 2290 rVB2 367101 506505 21.84% 2.658%

Sum of corrected areas: 19052946
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101017\
Data File : BF099307.D

Aca On : 10 Oct 2017 18:30

Operator : SJ/JU

Sample - 15716-01

Misc :

ALS Vvial : 5 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF092317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF099307.D

2500000

6.64
5.49

2000000 6.50 7.02

1500000
7.43
1000000
6.86
500000 5.09

.15 L

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: BF099307.D

2500000 922

2000000 12.97

1500000
10.69

1000000 8.15

9.90 11.39

500000 961

| 10.32 0.79 |

or">r e e

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: BF099307.D

2500000

2000000

1500000

1000000
14.03

500000 15,50

13.85 14.49

o T T T T T T [

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\BF101017\
Data File : BF099307.D

Aca On : 10 Oct 2017 18:30

Operator : SJ/JU

Sample : 15716-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknown5.09 Concentration Rank 3

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

5.09 17.01 ng 449731 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 47
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.l1-dimethv... 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 511 (5.093 min): BF099307.D (-507) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 —
| 83.0 | 480 5.00 5.20 5.40
S 1 1 HEMBMATH NERRR ML SRS NS SN m/z 59.00 58.26%
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 R L U L U
59.0 480 500 520 540
0
150 4, 1010 m/z 101.00 21.09%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
570 480 500 520 540
5000 m/z 58.00 15.16%
20.0 101.0
0 15.0 73.0 85.0
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 R R
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.29%
5000 41.0
o T O =Y 1260 1420
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101017\
Data File : BF099307.D

Aca On : 10 Oct 2017 18:30

Operator : SJ/JU

Sample : 15716-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknown6.64 Concentration Rank 1

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

6.64 82.10 ng 2171100 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 774 (6.640 min): BF099307.D (-769) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0 PSSP SARE SRR R
40.0 540 J 6.40 6.60 6.80 7.00
b :|-.|.'.8,1-9. Aguso m/z 68.10 34.85%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 URRBE AR S LR
6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.17%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 5k 5k 6k 10
5000 9go 1160 m/z 66.00 21.91%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180 I
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal A E B o R R
132.0 6.40 6.60 6.80 7.00
m/z 96.00 13.37%
5000 67.0
41.0 97.0
‘ ‘ 117.0
oL ...“i“. .%1’.0"‘.“‘.‘.%?‘".0.‘.‘a|....“|..H.|....|....|.... RN L MR,
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101017\
Data File : BF099307.D

Aca On : 10 Oct 2017 18:30

Operator : SJ/JU

Sample : 15716-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.79 2.98 ng 82911 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 58
2 Heptadecane 240 C17H36 000629-78-7 53
3 Eicosane 282 C20H42 000112-95-8 52
4 Tetratetracontane 619 C44H90 007098-22-8 52
5 Pentadecane 212 C15H32 000629-62-9 52
Abundance Scan 1480 (10.792 min): BF099307.D (-1477) (-) m/z 57.05 100.00%
510 919
5000
1210 201850 10,40 10,60 10.80 11.00 11.20
0! m/z 91.00 81.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane
57.0
5000
85.0 10.40 10.60 10.80 11.00 11.20
29.0 m/z 71.05 71.07%
113.0
0 ‘ Lo 14101690197022502530281030903380
m/z--> 2'0 4'0 6|O 8|0 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
85.0 10.40 10.60 10.80 11.00 11.20
5000 m/z 43.05 63.04%
29.0
. 113014101600 1979  240.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129492: Eicosane e AR
57.0 10.40 10.60 10.80 11.00 11.20
m/z 85.10 45 .04%
5000
85.0
29.0
ol L4l 1130141.0 169.0 197.0 225.0 253.0 282.0
m/z--> %45&%mmmmﬁmmmnmmmwmmﬁﬁo 10.40 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF101017\
Data File : BF099307.D

Aca On : 10 Oct 2017 18:30

Operator : SJ/JU

Sample : 15716-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Pentafluoropropionic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.85 4.93 ng 142010 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
2 Dichloroacetic acid. tetradecvl ... 324 C16H30C1202 083005-02-1 91
3 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 91
Abundance Scan 2000 (13.851 min): BF099307.D (-1997) (-) m/z 57.00 100.00%
.0
5000 WNWAAﬂw/mﬁwMJ\MWA¢NMJ\MWw~
R AR S SRR B
213.1241. 13.60 13.80 14.00 14.20
o i m/z 83.10 95.75%
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57.0
5000 LR SR SIS SUBURA U
13.60 13.80 14.00 14.20
200 125.0 m/z 55.00 91.95%
ol—— \I‘ I“ H ‘\ \ ‘ “ ‘\\1?4 0i|.8|2 |02100 ; IZ?SI'OI —— |3|56|0
m/z--> 50 200 250 300 350
Abundance
43.0
83.0 R AR SR SRR B
13.60 13.80 14.00 14.20
5000 m/z 43.05 85.41%
111.0
o 139.0168.0196.0
m/z--> 50 100 150 200 250 300 350
Abundance #197885: Trichloroacetic acid, pentadecy! ester I a  BREEEEES B
43.0 13.60 13.80 14.00 14.20
83.0 m/z 97.10 75 .85%
5000
111.0
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101017\
Data File : BF099307.D

Acq On : 10 Oct 2017 18:30

Operator : SJ/JU

Sample - 15716-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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]
unknown5.09 5.09 17.0 ng 449731 1 6.86 528861 20.0
unknown6 .64 6.64 82.1 ng 2171100 1 6.86 528861 20.0
Tetracosane 10.79 3.0 ng 82911 4 11.39 556940 20.0
Pentafluoropropio... 13.85 4.9 ng 142010 5 14.03 575578 20.0
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